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1. Introduction

This document contains supporting data for the work, ”Core-level shifts
in Cu-Pd alloys as a function of bulk composition and structure.” To make
our work transparent and reproducible, we have stored most of the data
used in this work in the JSON data format (http://www.json.org). The
remaining data can be found in the tables at the end of this paper. The
JSON file can be found here:

-E:l(double—click to open).

JSON is a human-readable, language-independent data format. Code for
parsing and generating JSON data is readily available in a large variety of
programming languages including C, C++, Java, Python, Perl, etc... We
have used Python to read and write JSON data for all the examples below.



{"1":
{"ctime": 14.923532741089248, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.8427548938590947, -1.8427548938590947, 0.0], [-1.8427548938590947, -1.8427548938590947, -3.6735993912291316], [-1.8427548938590947, -11.056529319110394, -5.56654924364625], [-11.056529319110394, -1.8427548938590947, -5.56654924364625], [-2.869846692727438e-08, -2.869846692727438e-08, -3.6735993912291316], [-1.8427548938590947, -11.056529319110394, -1.7806495388120134], [-11.056529319110394, -1.8427548938590947, -1.7806495388120134], [-9.664320706679682e-08, -9.664320706679682e-08, 0.0], [-5.5282644359509305, -1.8427548938590947, 0.0], [-5.528264569245057, -2.1239772022395912e-08, -5.566549029489019], [-3.685509831762598, -1.8427548938590947, -5.56654924364625], [-3.685509759019801, -2.869846692727438e-08, -3.6735993912291316], [-5.528264569245057, -2.1239772022395912e-08, -1.7806497529692435], [-3.685509831762598, -1.8427548938590947, -1.7806495388120134], [-3.6855096910750604, -9.664320706679682e-08, 0.0], [-9.213774714922064, -1.8427548938590947, 0.0], [-9.213774581627936, -2.1239772022395912e-08, -5.566549029489019], [-7.371019575436457, -1.8427548938590947, -5.5665489423685015], [-7.371019575436457, -4.765320371663408e-08, -3.6735993912291316], [-9.213774581627936, -2.1239772022395912e-08, -1.7806497529692435], [-7.371019575436457, -1.8427548938590947, -1.7806498400897617], [-7.371019575436457, -11.056529091741782, 0.0], [-1.8427548938590947, -5.5282644359509305, 0.0], [-1.8427548938590947, -3.685509831762598, -5.56654924364625], [-2.1239772022395912e-08, -5.528264569245057, -5.566549029489019], [-2.869846692727438e-08, -3.685509759019801, -3.6735993912291316], [-1.8427548938590947, -3.685509831762598, -1.7806495388120134], [-2.1239772022395912e-08, -5.528264569245057, -1.7806497529692435], [-9.664320706679682e-08, -3.6855096910750604, 0.0], [-5.52826469331553, -5.52826469331553, 0.0], [-5.528264569245057, -3.685509766478496, -5.566549029489019], [-3.685509766478496, -5.528264569245057, -5.566549029489019], [-3.685509759019801, -3.685509759019801, -3.6735993912291316], [-5.528264569245057, -3.685509766478496, -1.7806497529692435], [-3.685509766478496, -5.528264569245057, -1.7806497529692435], [-3.6855096910750604, -3.6855096910750604, 0.0], [-9.213774457557463, -5.52826469331553, 0.0], [-9.213774581627936, -3.685509766478496, -5.566549029489019], [-7.371019575436457, -5.528264775685316, -5.566549229445292], [-7.371019575436457, -3.6855097400650645, -3.6735993912291316], [-9.213774581627936, -3.685509766478496, -1.7806497529692435], [-7.371019575436457, -5.528264775685316, -1.7806495530129707], [-7.371019575436457, -3.6855100591312118, 0.0], [-1.8427548938590947, -9.213774714922064, 0.0], [-1.8427548938590947, -7.371019575436457, -5.5665489423685015], [-2.1239772022395912e-08, -9.213774581627936, -5.566549029489019], [-4.765320371663408e-08, -7.371019575436457, -3.6735993912291316], [-1.8427548938590947, -7.371019575436457, -1.7806498400897617], [-2.1239772022395912e-08, -9.213774581627936, -1.7806497529692435], [-11.056529091741782, -7.371019575436457, 0.0], [-5.52826469331553, -9.213774457557463, 0.0], [-5.528264775685316, -7.371019575436457, -5.566549229445292], [-3.685509766478496, -9.213774581627936, -5.566549029489019], [-3.6855097400650645, -7.371019575436457, -3.6735993912291316], [-5.528264775685316, -7.371019575436457, -1.7806495530129707], [-3.685509766478496, -9.213774581627936, -1.7806497529692435], [-3.6855100591312118, -7.371019575436457, 0.0], [-9.213774457557463, -9.213774457557463, 0.0], [-9.213774375187677, -7.371019575436457, -5.566549229445292], [-7.371019575436457, -9.213774375187677, -5.566549229445292], [-7.371019575436457, -7.371019575436457, -3.6735993912291316], [-9.213774375187677, -7.371019575436457, -1.7806495530129707], [-7.371019575436457, -9.213774375187677, -1.7806495530129707], [-7.371019575436457, -7.371019575436457, 0.0], [-5.528266344252709, -1.8427548938590947, -3.6735993912291316], [-9.213772806620284, -1.8427548938590947, -3.6735993912291316], [-1.8427548938590947, -5.528266344252709, -3.6735993912291316], [-5.528265257153834, -5.528265257153834, -3.6735993912291316], [-9.213773893719159, -5.528265257153834, -3.6735993912291316], [-1.8427548938590947, -9.213772806620284, -3.6735993912291316], [-5.528265257153834, -9.213773893719159, -3.6735993912291316], [-9.213773893719159, -9.213773893719159, -3.6735993912291316]], "energy": -569.362347, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 472, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 6], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -11.056529363154725, 0.0], [-11.056529363154725, 0.0, 0.0], [0.0, 0.0, -7.347198782458263]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.8427548938590947, -1.8427548938590947, 0.0], [-1.8427548938590947, -1.8427548938590947, -3.6735993912291316], [-1.8427548938590947, -11.056529319110394, -5.56654924364625], [-11.056529319110394, -1.8427548938590947, -5.56654924364625], [-2.869846692727438e-08, -2.869846692727438e-08, -3.6735993912291316], [-1.8427548938590947, -11.056529319110394, -1.7806495388120134], [-11.056529319110394, -1.8427548938590947, -1.7806495388120134], [-9.664320706679682e-08, -9.664320706679682e-08, 0.0], [-5.5282644359509305, -1.8427548938590947, 0.0], [-5.528264569245057, -2.1239772022395912e-08, -5.566549029489019], [-3.685509831762598, -1.8427548938590947, -5.56654924364625], [-3.685509759019801, -2.869846692727438e-08, -3.6735993912291316], [-5.528264569245057, -2.1239772022395912e-08, -1.7806497529692435], [-3.685509831762598, -1.8427548938590947, -1.7806495388120134], [-3.6855096910750604, -9.664320706679682e-08, 0.0], [-9.213774714922064, -1.8427548938590947, 0.0], [-9.213774581627936, -2.1239772022395912e-08, -5.566549029489019], [-7.371019575436457, -1.8427548938590947, -5.5665489423685015], [-7.371019575436457, -4.765320371663408e-08, -3.6735993912291316], [-9.213774581627936, -2.1239772022395912e-08, -1.7806497529692435], [-7.371019575436457, -1.8427548938590947, -1.7806498400897617], [-7.371019575436457, -11.056529091741782, 0.0], [-1.8427548938590947, -5.5282644359509305, 0.0], [-1.8427548938590947, -3.685509831762598, -5.56654924364625], [-2.1239772022395912e-08, -5.528264569245057, -5.566549029489019], [-2.869846692727438e-08, -3.685509759019801, -3.6735993912291316], [-1.8427548938590947, -3.685509831762598, -1.7806495388120134], [-2.1239772022395912e-08, -5.528264569245057, -1.7806497529692435], [-9.664320706679682e-08, -3.6855096910750604, 0.0], [-5.52826469331553, -5.52826469331553, 0.0], [-5.528264569245057, -3.685509766478496, -5.566549029489019], [-3.685509766478496, -5.528264569245057, -5.566549029489019], [-3.685509759019801, -3.685509759019801, -3.6735993912291316], [-5.528264569245057, -3.685509766478496, -1.7806497529692435], [-3.685509766478496, -5.528264569245057, -1.7806497529692435], [-3.6855096910750604, -3.6855096910750604, 0.0], [-9.213774457557463, -5.52826469331553, 0.0], [-9.213774581627936, -3.685509766478496, -5.566549029489019], [-7.371019575436457, -5.528264775685316, -5.566549229445292], [-7.371019575436457, -3.6855097400650645, -3.6735993912291316], [-9.213774581627936, -3.685509766478496, -1.7806497529692435], [-7.371019575436457, -5.528264775685316, -1.7806495530129707], [-7.371019575436457, -3.6855100591312118, 0.0], [-1.8427548938590947, -9.213774714922064, 0.0], [-1.8427548938590947, -7.371019575436457, -5.5665489423685015], [-2.1239772022395912e-08, -9.213774581627936, -5.566549029489019], [-4.765320371663408e-08, -7.371019575436457, -3.6735993912291316], [-1.8427548938590947, -7.371019575436457, -1.7806498400897617], [-2.1239772022395912e-08, -9.213774581627936, -1.7806497529692435], [-11.056529091741782, -7.371019575436457, 0.0], [-5.52826469331553, -9.213774457557463, 0.0], [-5.528264775685316, -7.371019575436457, -5.566549229445292], [-3.685509766478496, -9.213774581627936, -5.566549029489019], [-3.6855097400650645, -7.371019575436457, -3.6735993912291316], [-5.528264775685316, -7.371019575436457, -1.7806495530129707], [-3.685509766478496, -9.213774581627936, -1.7806497529692435], [-3.6855100591312118, -7.371019575436457, 0.0], [-9.213774457557463, -9.213774457557463, 0.0], [-9.213774375187677, -7.371019575436457, -5.566549229445292], [-7.371019575436457, -9.213774375187677, -5.566549229445292], [-7.371019575436457, -7.371019575436457, -3.6735993912291316], [-9.213774375187677, -7.371019575436457, -1.7806495530129707], [-7.371019575436457, -9.213774375187677, -1.7806495530129707], [-7.371019575436457, -7.371019575436457, 0.0], [-5.528266344252709, -1.8427548938590947, -3.6735993912291316], [-9.213772806620284, -1.8427548938590947, -3.6735993912291316], [-1.8427548938590947, -5.528266344252709, -3.6735993912291316], [-5.528265257153834, -5.528265257153834, -3.6735993912291316], [-9.213773893719159, -5.528265257153834, -3.6735993912291316], [-1.8427548938590947, -9.213772806620284, -3.6735993912291316], [-5.528265257153834, -9.213773893719159, -3.6735993912291316], [-9.213773893719159, -9.213773893719159, -3.6735993912291316]]}, "data": {"stress": [-0.0002581736692030214, -0.0002581736692030214, 0.0034548672586698003, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 898.1718454565286, "total_energy": -569.362347, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.139971, 0.149381], [0.139971, 0.0, 0.149381], [0.01376, 0.01376, 0.0], [0.0, 0.139971, -0.149381], [0.139971, 0.0, -0.149381], [0.12967, 0.12967, 0.0], [0.000872, 0.0, 0.0], [-0.006259, 0.007697, 0.021651], [-0.139971, 0.0, 0.149381], [-0.01376, 0.01376, 0.0], [-0.006259, 0.007697, -0.021651], [-0.139971, 0.0, -0.149381], [-0.12967, 0.12967, 0.0], [-0.000872, 0.0, 0.0], [0.006259, 0.007697, 0.021651], [0.0, 0.0, 0.016801], [0.0, 0.003329, 0.0], [0.006259, 0.007697, -0.021651], [0.0, 0.0, -0.016801], [0.0, 0.002815, 0.0], [0.0, 0.000872, 0.0], [0.0, -0.139971, 0.149381], [0.007697, -0.006259, 0.021651], [0.01376, -0.01376, 0.0], [0.0, -0.139971, -0.149381], [0.007697, -0.006259, -0.021651], [0.12967, -0.12967, 0.0], [-0.007798, -0.007798, 0.0], [-0.006259, -0.007697, 0.021651], [-0.007697, -0.006259, 0.021651], [-0.01376, -0.01376, 0.0], [-0.006259, -0.007697, -0.021651], [-0.007697, -0.006259, -0.021651], [-0.12967, -0.12967, 0.0], [0.007798, -0.007798, 0.0], [0.006259, -0.007697, 0.021651], [0.0, 0.000975, 0.018376], [0.0, -0.003329, 0.0], [0.006259, -0.007697, -0.021651], [0.0, 0.000975, -0.018376], [0.0, -0.002815, 0.0], [0.0, -0.000872, 0.0], [0.0, 0.0, 0.016801], [0.007697, 0.006259, 0.021651], [0.003329, 0.0, 0.0], [0.0, 0.0, -0.016801], [0.007697, 0.006259, -0.021651], [0.002815, 0.0, 0.0], [-0.007798, 0.007798, 0.0], [0.000975, 0.0, 0.018376], [-0.007697, 0.006259, 0.021651], [-0.003329, 0.0, 0.0], [0.000975, 0.0, -0.018376], [-0.007697, 0.006259, -0.021651], [-0.002815, 0.0, 0.0], [0.007798, 0.007798, 0.0], [-0.000975, 0.0, 0.018376], [0.0, -0.000975, 0.018376], [0.0, 0.0, 0.0], [-0.000975, 0.0, -0.018376], [0.0, -0.000975, -0.018376], [0.0, 0.0, 0.0], [-0.003737, 0.0, 0.0], [0.003737, 0.0, 0.0], [0.0, -0.003737, 0.0], [0.002964, 0.002964, 0.0], [-0.002964, 0.002964, 0.0], [0.0, 0.003737, 0.0], [0.002964, -0.002964, 0.0], [-0.002964, -0.002964, 0.0]], "fermi_level": 3.7304}, "metadata": {"date.created": 1412295403.495348, "uuid": "8deff9de-4a92-11e4-8238-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:16:43 2014", "user.username": null, "atoms.resort": [0, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -11.056529363154725, 0.0], [-11.056529363154725, 0.0, 0.0], [0.0, 0.0, -7.347198782458263]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "_0_88Cu": 1, "GS": 1, "_1cl": 1, "fcc": 1}, "mtime": 15.038292432043407, "keywords": ["fcc", "GS", "72atom", "1cl", "0.88Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.875, "unique_id": "2250d5796115947752babb037eff6a48", "user": "jboes"},
"2":
{"ctime": 14.923532754584759, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.866826022733686, 1.8668260227337123, 0.0], [-1.866826022733686, 0.0, 1.866826022733686], [0.0, 0.0, 0.0], [0.0, 1.8668260227337123, 1.866826022733686], [-1.866826022733686, 5.600478068201137, 0.0], [0.0, 3.7336520454674247, 0.0], [0.0, 5.600478068201137, 1.866826022733686], [-1.866826022733686, 1.8668260227337123, 3.7336520454674513], [0.0, 0.0, 3.7336520454674513], [0.0, 1.8668260227337123, 5.600478068201137], [-1.866826022733686, 5.600478068201137, 3.7336520454674513], [0.0, 3.7336520454674247, 3.7336520454674513], [0.0, 5.600478068201137, 5.600478068201137], [-1.866826022733686, 1.8668260227337123, 7.467304090934823], [0.0, 0.0, 7.467304090934823], [0.0, 1.8668260227337123, 9.334130113668587], [-1.866826022733686, 5.600478068201137, 7.467304090934823], [0.0, 3.7336520454674247, 7.467304090934823], [0.0, 5.600478068201137, 9.334130113668587], [-5.600478068201137, 1.8668260227337123, 0.0], [-3.7336520454674513, 0.0, 0.0], [-3.7336520454674513, 1.8668260227337123, 1.866826022733686], [-5.600478068201137, 5.600478068201137, 0.0], [-3.7336520454674513, 3.7336520454674247, 0.0], [-3.7336520454674513, 5.600478068201137, 1.866826022733686], [-5.600478068201137, 1.8668260227337123, 3.7336520454674513], [-3.7336520454674513, 0.0, 3.7336520454674513], [-3.7336520454674513, 1.8668260227337123, 5.600478068201137], [-5.600478068201137, 5.600478068201137, 3.7336520454674513], [-3.7336520454674513, 3.7336520454674247, 3.7336520454674513], [-3.7336520454674513, 5.600478068201137, 5.600478068201137], [-5.600478068201137, 1.8668260227337123, 7.467304090934823], [-3.7336520454674513, 0.0, 7.467304090934823], [-3.7336520454674513, 1.8668260227337123, 9.334130113668587], [-5.600478068201137, 5.600478068201137, 7.467304090934823], [-3.7336520454674513, 3.7336520454674247, 7.467304090934823], [-3.7336520454674513, 5.600478068201137, 9.334130113668587], [-9.334130113668587, 1.8668260227337123, 0.0], [-7.467304090934823, 0.0, 0.0], [-7.467304090934823, 1.8668260227337123, 1.866826022733686], [-9.334130113668587, 5.600478068201137, 0.0], [-7.467304090934823, 3.7336520454674247, 0.0], [-7.467304090934823, 5.600478068201137, 1.866826022733686], [-9.334130113668587, 1.8668260227337123, 3.7336520454674513], [-7.467304090934823, 0.0, 3.7336520454674513], [-7.467304090934823, 1.8668260227337123, 5.600478068201137], [-9.334130113668587, 5.600478068201137, 3.7336520454674513], [-7.467304090934823, 3.7336520454674247, 3.7336520454674513], [-7.467304090934823, 5.600478068201137, 5.600478068201137], [-9.334130113668587, 1.8668260227337123, 7.467304090934823], [-7.467304090934823, 0.0, 7.467304090934823], [-7.467304090934823, 1.8668260227337123, 9.334130113668587], [-9.334130113668587, 5.600478068201137, 7.467304090934823], [-7.467304090934823, 3.7336520454674247, 7.467304090934823], [-7.467304090934823, 5.600478068201137, 9.334130113668587], [-1.866826022733686, 3.7336520454674247, 1.866826022733686], [-1.866826022733686, 0.0, 5.600478068201137], [-1.866826022733686, 3.7336520454674247, 5.600478068201137], [-1.866826022733686, 0.0, 9.334130113668587], [-1.866826022733686, 3.7336520454674247, 9.334130113668587], [-5.600478068201137, 0.0, 1.866826022733686], [-5.600478068201137, 3.7336520454674247, 1.866826022733686], [-5.600478068201137, 0.0, 5.600478068201137], [-5.600478068201137, 3.7336520454674247, 5.600478068201137], [-5.600478068201137, 0.0, 9.334130113668587], [-5.600478068201137, 3.7336520454674247, 9.334130113668587], [-9.334130113668587, 0.0, 1.866826022733686], [-9.334130113668587, 3.7336520454674247, 1.866826022733686], [-9.334130113668587, 0.0, 5.600478068201137], [-9.334130113668587, 3.7336520454674247, 5.600478068201137], [-9.334130113668587, 0.0, 9.334130113668587], [-9.334130113668587, 3.7336520454674247, 9.334130113668587]], "energy": -586.621877, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 468, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 6], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.200956136402274, 0.0, 0.0], [0.0, 0.0, 11.200956136402274], [0.0, 7.467304090934849, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.866826022733686, 1.8668260227337123, 0.0], [-1.866826022733686, 0.0, 1.866826022733686], [0.0, 0.0, 0.0], [0.0, 1.8668260227337123, 1.866826022733686], [-1.866826022733686, 5.600478068201137, 0.0], [0.0, 3.7336520454674247, 0.0], [0.0, 5.600478068201137, 1.866826022733686], [-1.866826022733686, 1.8668260227337123, 3.7336520454674513], [0.0, 0.0, 3.7336520454674513], [0.0, 1.8668260227337123, 5.600478068201137], [-1.866826022733686, 5.600478068201137, 3.7336520454674513], [0.0, 3.7336520454674247, 3.7336520454674513], [0.0, 5.600478068201137, 5.600478068201137], [-1.866826022733686, 1.8668260227337123, 7.467304090934823], [0.0, 0.0, 7.467304090934823], [0.0, 1.8668260227337123, 9.334130113668587], [-1.866826022733686, 5.600478068201137, 7.467304090934823], [0.0, 3.7336520454674247, 7.467304090934823], [0.0, 5.600478068201137, 9.334130113668587], [-5.600478068201137, 1.8668260227337123, 0.0], [-3.7336520454674513, 0.0, 0.0], [-3.7336520454674513, 1.8668260227337123, 1.866826022733686], [-5.600478068201137, 5.600478068201137, 0.0], [-3.7336520454674513, 3.7336520454674247, 0.0], [-3.7336520454674513, 5.600478068201137, 1.866826022733686], [-5.600478068201137, 1.8668260227337123, 3.7336520454674513], [-3.7336520454674513, 0.0, 3.7336520454674513], [-3.7336520454674513, 1.8668260227337123, 5.600478068201137], [-5.600478068201137, 5.600478068201137, 3.7336520454674513], [-3.7336520454674513, 3.7336520454674247, 3.7336520454674513], [-3.7336520454674513, 5.600478068201137, 5.600478068201137], [-5.600478068201137, 1.8668260227337123, 7.467304090934823], [-3.7336520454674513, 0.0, 7.467304090934823], [-3.7336520454674513, 1.8668260227337123, 9.334130113668587], [-5.600478068201137, 5.600478068201137, 7.467304090934823], [-3.7336520454674513, 3.7336520454674247, 7.467304090934823], [-3.7336520454674513, 5.600478068201137, 9.334130113668587], [-9.334130113668587, 1.8668260227337123, 0.0], [-7.467304090934823, 0.0, 0.0], [-7.467304090934823, 1.8668260227337123, 1.866826022733686], [-9.334130113668587, 5.600478068201137, 0.0], [-7.467304090934823, 3.7336520454674247, 0.0], [-7.467304090934823, 5.600478068201137, 1.866826022733686], [-9.334130113668587, 1.8668260227337123, 3.7336520454674513], [-7.467304090934823, 0.0, 3.7336520454674513], [-7.467304090934823, 1.8668260227337123, 5.600478068201137], [-9.334130113668587, 5.600478068201137, 3.7336520454674513], [-7.467304090934823, 3.7336520454674247, 3.7336520454674513], [-7.467304090934823, 5.600478068201137, 5.600478068201137], [-9.334130113668587, 1.8668260227337123, 7.467304090934823], [-7.467304090934823, 0.0, 7.467304090934823], [-7.467304090934823, 1.8668260227337123, 9.334130113668587], [-9.334130113668587, 5.600478068201137, 7.467304090934823], [-7.467304090934823, 3.7336520454674247, 7.467304090934823], [-7.467304090934823, 5.600478068201137, 9.334130113668587], [-1.866826022733686, 3.7336520454674247, 1.866826022733686], [-1.866826022733686, 0.0, 5.600478068201137], [-1.866826022733686, 3.7336520454674247, 5.600478068201137], [-1.866826022733686, 0.0, 9.334130113668587], [-1.866826022733686, 3.7336520454674247, 9.334130113668587], [-5.600478068201137, 0.0, 1.866826022733686], [-5.600478068201137, 3.7336520454674247, 1.866826022733686], [-5.600478068201137, 0.0, 5.600478068201137], [-5.600478068201137, 3.7336520454674247, 5.600478068201137], [-5.600478068201137, 0.0, 9.334130113668587], [-5.600478068201137, 3.7336520454674247, 9.334130113668587], [-9.334130113668587, 0.0, 1.866826022733686], [-9.334130113668587, 3.7336520454674247, 1.866826022733686], [-9.334130113668587, 0.0, 5.600478068201137], [-9.334130113668587, 3.7336520454674247, 5.600478068201137], [-9.334130113668587, 0.0, 9.334130113668587], [-9.334130113668587, 3.7336520454674247, 9.334130113668587]]}, "data": {"stress": [0.004792715423079916, 0.006496509347064598, 0.006486029857880962, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 936.8585626458606, "total_energy": -586.621877, "forces": [[0.0, 0.0, 0.0], [0.0, -3.9e-05, -0.007264], [0.157873, -0.125494, 0.0], [0.153687, 0.0, 0.126922], [0.0, 0.0, 0.0], [0.157873, 0.125494, 0.0], [0.021546, 0.0, 0.008897], [0.0, 0.0, 0.004973], [0.010722, -0.004388, 0.008938], [0.006254, 0.0, 0.0], [0.0, 0.0, 0.029512], [0.010722, 0.004388, 0.008938], [0.001535, 0.0, 0.0], [0.0, 0.0, -0.004973], [0.010722, -0.004388, -0.008938], [0.153687, 0.0, -0.126922], [0.0, 0.0, -0.029512], [0.010722, 0.004388, -0.008938], [0.021546, 0.0, -0.008897], [-0.001392, 0.0, 0.0], [-0.157873, -0.125494, 0.0], [-0.153687, 0.0, 0.126922], [-0.017715, 0.0, 0.0], [-0.157873, 0.125494, 0.0], [-0.021546, 0.0, 0.008897], [-0.009716, 0.0, 0.008492], [-0.010722, -0.004388, 0.008938], [-0.006254, 0.0, 0.0], [-0.001509, 0.0, -0.000209], [-0.010722, 0.004388, 0.008938], [-0.001535, 0.0, 0.0], [-0.009716, 0.0, -0.008492], [-0.010722, -0.004388, -0.008938], [-0.153687, 0.0, -0.126922], [-0.001509, 0.0, 0.000209], [-0.010722, 0.004388, -0.008938], [-0.021546, 0.0, -0.008897], [0.001392, 0.0, 0.0], [0.0, 0.000445, 0.0], [0.0, 0.0, 0.001418], [0.017715, 0.0, 0.0], [0.0, -0.000445, 0.0], [0.0, 0.0, -0.001271], [0.009716, 0.0, 0.008492], [0.0, 0.000309, 5.6e-05], [0.0, 0.0, 0.0], [0.001509, 0.0, -0.000209], [0.0, -0.000309, 5.6e-05], [0.0, 0.0, 0.0], [0.009716, 0.0, -0.008492], [0.0, 0.000309, -5.6e-05], [0.0, 0.0, -0.001418], [0.001509, 0.0, 0.000209], [0.0, -0.000309, -5.6e-05], [0.0, 0.0, 0.001271], [0.0, 3.9e-05, -0.007264], [0.0, 0.001955, 0.0], [0.0, -0.001955, 0.0], [0.0, -3.9e-05, 0.007264], [0.0, 3.9e-05, 0.007264], [0.014361, 0.000898, -0.005013], [0.014361, -0.000898, -0.005013], [0.004235, 0.004441, 0.0], [0.004235, -0.004441, 0.0], [0.014361, 0.000898, 0.005013], [0.014361, -0.000898, 0.005013], [-0.014361, 0.000898, -0.005013], [-0.014361, -0.000898, -0.005013], [-0.004235, 0.004441, 0.0], [-0.004235, -0.004441, 0.0], [-0.014361, 0.000898, 0.005013], [-0.014361, -0.000898, 0.005013]], "fermi_level": 3.6745}, "metadata": {"date.created": 1412295404.359291, "uuid": "8e73cd9a-4a92-11e4-8238-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:16:44 2014", "user.username": null, "atoms.resort": [0, 54, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-11.200956136402274, 0.0, 0.0], [0.0, 0.0, 11.200956136402274], [0.0, 7.467304090934849, 0.0]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "_0_75Cu": 1, "GS": 1, "_1cl": 1, "fcc": 1}, "mtime": 15.038292441734544, "keywords": ["fcc", "GS", "72atom", "1cl", "0.75Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.75, "unique_id": "315485abf551402f083bca9929bf9671", "user": "jboes"},
"3":
{"ctime": 14.923532772811175, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[1.8768498302852104, -1.87690573543903, 7.616256023945726], [1.8771503252137505, 7.022157373615112e-05, -5.798555006919483], [-3.555332437776837e-05, -1.8770507620221104, -5.765734800442107], [1.8770116548421223, -1.8769652700385047, 3.812722746261314], [1.8769273538163922, -3.3985524926505306e-05, -1.8597078345482672], [8.148550974023282e-05, -0.00013744724157409738, -7.616255916685645], [3.753839117532036, 8.300686215001463e-05, -0.00918943645567083], [1.876954221670224, -6.210901782521816e-05, -13.391180978445556], [3.754000317646893, 2.3915204663271794e-05, -3.8127225689158326], [3.7539154982855547, 1.8769540989252458, -9.485153490379812], [1.8770707429704492, 1.8768518289965315, -15.241701278486714], [5.630826360645992, 1.8770715953666257, -7.634633975831885], [3.7539418309366117, 1.8769261750103605, -21.016626725893794], [5.630988676371611, 1.8770118154182185, -11.4381677842132], [5.630904143954877, 3.753942648381913, -17.110600696515515], [3.7540590060712646, 3.753837728653871, -22.8671471136442], [-0.00013941747693246853, -3.7538963020469667, -0.009189197808566973], [-1.877024054116052, -3.7540406312482255, -13.391179858038665], [-1.8769664195415325, -1.876966720415591, -11.43816807639623], [-6.217244778361497e-05, -1.8770249255709255, -9.485156741456649], [-1.8769070045826406, -1.8771296990542563, -15.241702278956762], [1.8768501578917374, -1.8769081590066568, -7.634634849475356], [-3.517381665518737e-05, -1.877051309513179, -21.01662372814165], [2.364495255334738e-05, 2.1927758783746683e-05, -19.063612805897627], [1.8769276851666412, -3.578945769722175e-05, -17.110601498016887], [8.176150082610057e-05, -0.00014021657156197497, -22.867147407627648], [3.753838633974377, 8.077377003279373e-05, -15.260080006220349], [1.8769538164583408, -6.211120675514437e-05, -28.642069799694816], [1.8770115574836221, 1.8770103954616542, -26.689058470193658], [3.7539155278637377, 1.8769524959910184, -24.736045824291043], [1.877070342159378, 1.8768504571298896, -30.492592480528256], [-1.8771264725392236, -5.6308845725675685, -7.634633919841891], [-3.7540122526033084, -5.631025373417192, -21.01662573621882], [-1.8769659498583535, -5.630942428633235, -11.438167965668221], [-1.8770507660622293, -3.754012402158721, -17.110601710138358], [-3.7538951310952737, -3.7541153598588886, -22.867146630013462], [-0.00013911866032922937, -3.7538956526236733, -15.260079098172636], [-1.8770239870889576, -3.754037414516981, -28.64207257591168], [-1.8769654540265786, -1.8769657357167613, -26.689058800873735], [-6.216702194361545e-05, -1.877023715353073, -24.736047987327133], [-1.8769074569268778, -1.877128198908756, -30.492591746726156], [1.8768490522116283, -1.876907157664839, -22.88552491935164], [-3.497176031685978e-05, -1.8770489208264491, -36.267515517588485], [1.877011509518225, -1.8769647598521506, -26.6890582692838], [1.8769280239332473, -3.465444010897212e-05, -32.36149268483127], [8.186510173848274e-05, -0.00013884985542224695, -38.118036608185605], [-9.968234194806102e-05, -0.00010022775867597345, -11.438168190437086], [6.792584797510326e-05, -1.8768273729442755, -1.826889465796555], [3.75413977426878, 1.8770577931042833, -13.424000739619533], [1.8768908273038618, 1.8768884964702646, -19.063613306503605], [1.8770578683708699, 0.0001615435710047297, -9.45233510092666], [5.631126990760363, 3.754046220118065, -21.049445885130314], [5.630865526060932, 1.876888512700117, -19.06361307312289], [3.7540459214376565, 1.8771501610003067, -17.077779737012357], [0.00016150287552707532, -1.8769223823771692, -13.424000365245643], [-1.8770884073553458, -1.8770906199906159, -19.063612926502316], [-1.8769198569152872, -3.7538168322318635, -9.452335480088726], [1.8771505717484587, 6.732362912142964e-05, -21.049445979954964], [1.8768884505782866, -1.8770887315774984, -19.063613612524026], [6.816323257985424e-05, -1.876828702483455, -17.077781396319356], [3.7541388656462935, 1.8770561713812686, -28.674891315358973], [1.8768904260888994, 1.8768885474794683, -34.31450369693188], [1.8770571454198701, 0.00016152661676349656, -24.703226946848417], [-1.8768267488767056, -3.753908031314923, -21.049445687023464], [-1.8770881461569393, -5.6310615414976475, -19.06361260883194], [-3.7539084341022027, -5.630802511706598, -17.0777805963023], [0.0001603342317954004, -1.876919355737586, -28.67489107790913], [-0.00010005279489910812, -3.754074900228048, -26.6890582823588], [-1.876920365904129, -3.7538137713327058, -24.70322543351452], [1.8771516324289959, 6.923122388791114e-05, -36.30033650432192], [1.8768902919334562, -1.8770863509521616, -34.3145039074572], [6.856080089956418e-05, -1.8768266155038003, -32.3286711029463]], "energy": -600.858268, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 460, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 10], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-5.630965922076278, -5.630965922076278, -22.876335854983], [5.630965922076278, 5.630965922076278, -22.876335854983], [1.8769886406920928, -1.8769886406920928, 7.625445284994334]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[1.8768498302852104, -1.87690573543903, 7.616256023945726], [1.8771503252137505, 7.022157373615112e-05, -5.798555006919483], [-3.555332437776837e-05, -1.8770507620221104, -5.765734800442107], [1.8770116548421223, -1.8769652700385047, 3.812722746261314], [1.8769273538163922, -3.3985524926505306e-05, -1.8597078345482672], [8.148550974023282e-05, -0.00013744724157409738, -7.616255916685645], [3.753839117532036, 8.300686215001463e-05, -0.00918943645567083], [1.876954221670224, -6.210901782521816e-05, -13.391180978445556], [3.754000317646893, 2.3915204663271794e-05, -3.8127225689158326], [3.7539154982855547, 1.8769540989252458, -9.485153490379812], [1.8770707429704492, 1.8768518289965315, -15.241701278486714], [5.630826360645992, 1.8770715953666257, -7.634633975831885], [3.7539418309366117, 1.8769261750103605, -21.016626725893794], [5.630988676371611, 1.8770118154182185, -11.4381677842132], [5.630904143954877, 3.753942648381913, -17.110600696515515], [3.7540590060712646, 3.753837728653871, -22.8671471136442], [-0.00013941747693246853, -3.7538963020469667, -0.009189197808566973], [-1.877024054116052, -3.7540406312482255, -13.391179858038665], [-1.8769664195415325, -1.876966720415591, -11.43816807639623], [-6.217244778361497e-05, -1.8770249255709255, -9.485156741456649], [-1.8769070045826406, -1.8771296990542563, -15.241702278956762], [1.8768501578917374, -1.8769081590066568, -7.634634849475356], [-3.517381665518737e-05, -1.877051309513179, -21.01662372814165], [2.364495255334738e-05, 2.1927758783746683e-05, -19.063612805897627], [1.8769276851666412, -3.578945769722175e-05, -17.110601498016887], [8.176150082610057e-05, -0.00014021657156197497, -22.867147407627648], [3.753838633974377, 8.077377003279373e-05, -15.260080006220349], [1.8769538164583408, -6.211120675514437e-05, -28.642069799694816], [1.8770115574836221, 1.8770103954616542, -26.689058470193658], [3.7539155278637377, 1.8769524959910184, -24.736045824291043], [1.877070342159378, 1.8768504571298896, -30.492592480528256], [-1.8771264725392236, -5.6308845725675685, -7.634633919841891], [-3.7540122526033084, -5.631025373417192, -21.01662573621882], [-1.8769659498583535, -5.630942428633235, -11.438167965668221], [-1.8770507660622293, -3.754012402158721, -17.110601710138358], [-3.7538951310952737, -3.7541153598588886, -22.867146630013462], [-0.00013911866032922937, -3.7538956526236733, -15.260079098172636], [-1.8770239870889576, -3.754037414516981, -28.64207257591168], [-1.8769654540265786, -1.8769657357167613, -26.689058800873735], [-6.216702194361545e-05, -1.877023715353073, -24.736047987327133], [-1.8769074569268778, -1.877128198908756, -30.492591746726156], [1.8768490522116283, -1.876907157664839, -22.88552491935164], [-3.497176031685978e-05, -1.8770489208264491, -36.267515517588485], [1.877011509518225, -1.8769647598521506, -26.6890582692838], [1.8769280239332473, -3.465444010897212e-05, -32.36149268483127], [8.186510173848274e-05, -0.00013884985542224695, -38.118036608185605], [-9.968234194806102e-05, -0.00010022775867597345, -11.438168190437086], [6.792584797510326e-05, -1.8768273729442755, -1.826889465796555], [3.75413977426878, 1.8770577931042833, -13.424000739619533], [1.8768908273038618, 1.8768884964702646, -19.063613306503605], [1.8770578683708699, 0.0001615435710047297, -9.45233510092666], [5.631126990760363, 3.754046220118065, -21.049445885130314], [5.630865526060932, 1.876888512700117, -19.06361307312289], [3.7540459214376565, 1.8771501610003067, -17.077779737012357], [0.00016150287552707532, -1.8769223823771692, -13.424000365245643], [-1.8770884073553458, -1.8770906199906159, -19.063612926502316], [-1.8769198569152872, -3.7538168322318635, -9.452335480088726], [1.8771505717484587, 6.732362912142964e-05, -21.049445979954964], [1.8768884505782866, -1.8770887315774984, -19.063613612524026], [6.816323257985424e-05, -1.876828702483455, -17.077781396319356], [3.7541388656462935, 1.8770561713812686, -28.674891315358973], [1.8768904260888994, 1.8768885474794683, -34.31450369693188], [1.8770571454198701, 0.00016152661676349656, -24.703226946848417], [-1.8768267488767056, -3.753908031314923, -21.049445687023464], [-1.8770881461569393, -5.6310615414976475, -19.06361260883194], [-3.7539084341022027, -5.630802511706598, -17.0777805963023], [0.0001603342317954004, -1.876919355737586, -28.67489107790913], [-0.00010005279489910812, -3.754074900228048, -26.6890582823588], [-1.876920365904129, -3.7538137713327058, -24.70322543351452], [1.8771516324289959, 6.923122388791114e-05, -36.30033650432192], [1.8768902919334562, -1.8770863509521616, -34.3145039074572], [6.856080089956418e-05, -1.8768266155038003, -32.3286711029463]]}, "data": {"stress": [0.0032214099546646314, 0.004682927326153092, 0.002760505917281953, 0.0002098768929653998, -0.0002096521987363284, 0.0008515287131169183], "doc": "Data from the output of the calculation", "volume": 967.1436810649138, "total_energy": -600.858268, "forces": [[0.000263, -0.000626, 0.022063], [-0.014594, 0.003907, -0.012163], [0.016306, -0.013829, -0.003439], [0.011914, -0.006392, 0.004136], [0.15791, -0.000982, -0.121685], [0.161179, -0.124555, 0.001234], [-0.00139, -0.000566, 0.000391], [-0.000206, -2.8e-05, -0.009212], [0.00789, -0.002694, -0.006918], [0.001105, -0.000938, 0.00639], [0.0, -0.00171, -0.00123], [0.00056, -0.000789, -0.002362], [-0.017093, -0.013151, -0.006193], [-0.018956, -0.006367, 0.002673], [-0.157502, -0.00056, -0.123619], [-0.160781, -0.125526, 0.004493], [0.000593, -0.009258, 0.003199], [0.016467, 0.01524, -0.004705], [0.00524, -0.012402, -0.010564], [0.015588, -0.01459, 0.003212], [0.006918, -3.4e-05, -0.002117], [0.00905, -0.009769, 0.001437], [0.000379, 0.002006, -0.008514], [0.000599, -0.001159, 0.000436], [0.001397, -0.001935, 0.007972], [0.000559, -0.000432, -0.003555], [-0.01085, -0.009857, 0.000838], [-0.017498, 0.014769, -0.005249], [-0.006208, -0.001435, 0.001687], [-0.015018, -0.014894, 0.000601], [-0.007188, -0.000788, -0.001759], [-0.000426, 0.010471, 0.00281], [0.164827, 0.000235, 0.125969], [0.011572, 0.019262, -0.002734], [0.015823, 0.014952, 0.002956], [0.160861, 0.125031, -0.000881], [0.009862, 0.010846, 0.003248], [-0.000337, -0.000631, -0.009362], [0.000579, 0.003662, -3.1e-05], [0.001495, 0.002505, 0.007067], [0.001256, 0.001214, -0.005641], [-0.010038, 0.010974, 0.002953], [-0.165844, -6.6e-05, 0.12343], [-0.012235, 0.0082, 0.009486], [-0.015424, 0.014173, -0.000213], [-0.161231, 0.124169, 0.002745], [-0.000244, -0.003648, -0.003435], [0.003197, 0.039725, 0.02611], [0.014734, 0.003347, -0.013651], [0.003466, 0.001537, -0.000827], [-0.011885, 0.006071, 0.013972], [-0.001184, 0.026556, -0.007551], [-0.004755, -0.021953, 0.003332], [0.009083, 0.006618, 0.013856], [-0.007788, -0.001996, -0.016792], [-0.00351, -0.001777, -0.002575], [0.00312, -0.00257, 0.017199], [0.007388, 0.000308, -0.016467], [0.003416, -0.001812, -0.003826], [-0.005172, -0.001381, 0.015654], [0.000395, -0.001605, -0.016349], [-8.9e-05, 0.016564, 0.002965], [0.002474, -0.00247, 0.015379], [-0.015145, -0.000579, -0.015941], [0.007733, 0.004697, 0.00351], [0.004035, -0.037886, 0.023318], [0.015376, -0.002936, -0.015348], [-0.005266, -0.000227, 0.00446], [-0.01169, -0.004919, 0.01245], [-9e-05, -0.02368, -0.011012], [-0.004008, 0.00367, -0.03867], [0.009034, -0.005304, 0.01096]], "fermi_level": 3.7571}, "metadata": {"date.created": 1412295406.497022, "uuid": "8fb9fec2-4a92-11e4-8238-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:16:46 2014", "user.username": null, "atoms.resort": [0, 45, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-5.630965922076278, -5.630965922076278, -22.876335854983], [5.630965922076278, 5.630965922076278, -22.876335854983], [1.8769886406920928, -1.8769886406920928, 7.625445284994334]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "_0_62Cu": 1, "GS": 1, "_1cl": 1, "fcc": 1}, "mtime": 15.038292452502727, "keywords": ["fcc", "GS", "72atom", "1cl", "0.62Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.625, "unique_id": "91f992ed1422b44930c778afc964bf5b", "user": "jboes"},
"4":
{"ctime": 14.923532782218455, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.6646575316643484, -1.4382899320127035e-14, 2.032450901805027], [0.0, 0.0, 0.0], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [0.0, 2.032450901805056, 2.032450901805056], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [0.0, 4.064901803610068, 4.064901803610068], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [0.0, -2.032450901805041, 2.032450901805041], [-3.329315063328768, -2.032450901805041, 2.032450901805041], [-6.658630126657465, -2.032450901805041, 2.032450901805041], [0.0, 1.4654943925052066e-14, 4.064901803610097], [-3.329315063328768, 1.4754943925052067e-14, 4.064901803610097], [-6.658630126657465, 1.4854943925052065e-14, 4.064901803610097], [0.0, 2.032450901805027, 6.097352705415109], [-3.329315063328768, 2.032450901805027, 6.097352705415109], [-6.658630126657465, 2.032450901805027, 6.097352705415109], [0.0, -4.064901803610082, 4.064901803610082], [-3.329315063328768, -4.064901803610082, 4.064901803610082], [-6.658630126657465, -4.064901803610082, 4.064901803610082], [0.0, -2.0324509018050265, 6.097352705415139], [-3.329315063328768, -2.0324509018050265, 6.097352705415139], [-6.658630126657465, -2.0324509018050265, 6.097352705415139], [0.0, -1.4210854715202004e-14, 8.12980360722015], [-3.329315063328768, -1.4110854715202003e-14, 8.12980360722015], [-6.658630126657465, -1.4010854715202005e-14, 8.12980360722015], [0.0, -6.0973527054151235, 6.0973527054151235], [-3.329315063328768, -6.0973527054151235, 6.0973527054151235], [-6.658630126657465, -6.0973527054151235, 6.0973527054151235], [0.0, -4.064901803610068, 8.129803607220179], [-3.329315063328768, -4.064901803610068, 8.129803607220179], [-6.658630126657465, -4.064901803610068, 8.129803607220179], [0.0, -2.0324509018050554, 10.162254509025193], [-3.329315063328768, -2.0324509018050554, 10.162254509025193], [-6.658630126657465, -2.0324509018050554, 10.162254509025193], [-4.993972594993116, -1.4282899320127034e-14, 2.032450901805027], [-8.323287658321885, -1.4182899320127035e-14, 2.032450901805027], [-1.6646575316643484, 2.032450901805041, 4.064901803610082], [-4.993972594993116, 2.032450901805041, 4.064901803610082], [-8.323287658321885, 2.0324509018050416, 4.064901803610082], [-1.6646575316643484, 4.064901803610097, 6.097352705415139], [-4.993972594993116, 4.064901803610097, 6.097352705415139], [-8.323287658321885, 4.064901803610097, 6.097352705415139], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [-1.6646575316643484, -4.0649018036100975, 6.097352705415109], [-4.993972594993116, -4.0649018036100975, 6.097352705415109], [-8.323287658321885, -4.0649018036100975, 6.097352705415109], [-1.6646575316643484, -2.0324509018050416, 8.129803607220165], [-4.993972594993116, -2.0324509018050416, 8.129803607220165], [-8.323287658321885, -2.032450901805041, 8.129803607220165], [-1.6646575316643484, 1.4260854715202004e-14, 10.162254509025221], [-4.993972594993116, 1.4360854715202005e-14, 10.162254509025221], [-8.323287658321885, 1.4460854715202006e-14, 10.162254509025221], [-1.6646575316643484, -6.097352705415138, 8.12980360722015], [-4.993972594993116, -6.097352705415138, 8.12980360722015], [-8.323287658321885, -6.097352705415138, 8.12980360722015], [-1.6646575316643484, -4.064901803610082, 10.162254509025205], [-4.993972594993116, -4.064901803610082, 10.162254509025205], [-8.323287658321885, -4.064901803610082, 10.162254509025205], [-1.6646575316643484, -2.032450901805026, 12.194705410830261], [-4.993972594993116, -2.032450901805026, 12.194705410830261], [-8.323287658321885, -2.0324509018050256, 12.194705410830261]], "energy": -614.293938, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 456, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 6, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -8.129803607220165, 8.129803607220165], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.6646575316643484, -1.4382899320127035e-14, 2.032450901805027], [0.0, 0.0, 0.0], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [0.0, 2.032450901805056, 2.032450901805056], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [0.0, 4.064901803610068, 4.064901803610068], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [0.0, -2.032450901805041, 2.032450901805041], [-3.329315063328768, -2.032450901805041, 2.032450901805041], [-6.658630126657465, -2.032450901805041, 2.032450901805041], [0.0, 1.4654943925052066e-14, 4.064901803610097], [-3.329315063328768, 1.4754943925052067e-14, 4.064901803610097], [-6.658630126657465, 1.4854943925052065e-14, 4.064901803610097], [0.0, 2.032450901805027, 6.097352705415109], [-3.329315063328768, 2.032450901805027, 6.097352705415109], [-6.658630126657465, 2.032450901805027, 6.097352705415109], [0.0, -4.064901803610082, 4.064901803610082], [-3.329315063328768, -4.064901803610082, 4.064901803610082], [-6.658630126657465, -4.064901803610082, 4.064901803610082], [0.0, -2.0324509018050265, 6.097352705415139], [-3.329315063328768, -2.0324509018050265, 6.097352705415139], [-6.658630126657465, -2.0324509018050265, 6.097352705415139], [0.0, -1.4210854715202004e-14, 8.12980360722015], [-3.329315063328768, -1.4110854715202003e-14, 8.12980360722015], [-6.658630126657465, -1.4010854715202005e-14, 8.12980360722015], [0.0, -6.0973527054151235, 6.0973527054151235], [-3.329315063328768, -6.0973527054151235, 6.0973527054151235], [-6.658630126657465, -6.0973527054151235, 6.0973527054151235], [0.0, -4.064901803610068, 8.129803607220179], [-3.329315063328768, -4.064901803610068, 8.129803607220179], [-6.658630126657465, -4.064901803610068, 8.129803607220179], [0.0, -2.0324509018050554, 10.162254509025193], [-3.329315063328768, -2.0324509018050554, 10.162254509025193], [-6.658630126657465, -2.0324509018050554, 10.162254509025193], [-4.993972594993116, -1.4282899320127034e-14, 2.032450901805027], [-8.323287658321885, -1.4182899320127035e-14, 2.032450901805027], [-1.6646575316643484, 2.032450901805041, 4.064901803610082], [-4.993972594993116, 2.032450901805041, 4.064901803610082], [-8.323287658321885, 2.0324509018050416, 4.064901803610082], [-1.6646575316643484, 4.064901803610097, 6.097352705415139], [-4.993972594993116, 4.064901803610097, 6.097352705415139], [-8.323287658321885, 4.064901803610097, 6.097352705415139], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [-1.6646575316643484, -4.0649018036100975, 6.097352705415109], [-4.993972594993116, -4.0649018036100975, 6.097352705415109], [-8.323287658321885, -4.0649018036100975, 6.097352705415109], [-1.6646575316643484, -2.0324509018050416, 8.129803607220165], [-4.993972594993116, -2.0324509018050416, 8.129803607220165], [-8.323287658321885, -2.032450901805041, 8.129803607220165], [-1.6646575316643484, 1.4260854715202004e-14, 10.162254509025221], [-4.993972594993116, 1.4360854715202005e-14, 10.162254509025221], [-8.323287658321885, 1.4460854715202006e-14, 10.162254509025221], [-1.6646575316643484, -6.097352705415138, 8.12980360722015], [-4.993972594993116, -6.097352705415138, 8.12980360722015], [-8.323287658321885, -6.097352705415138, 8.12980360722015], [-1.6646575316643484, -4.064901803610082, 10.162254509025205], [-4.993972594993116, -4.064901803610082, 10.162254509025205], [-8.323287658321885, -4.064901803610082, 10.162254509025205], [-1.6646575316643484, -2.032450901805026, 12.194705410830261], [-4.993972594993116, -2.032450901805026, 12.194705410830261], [-8.323287658321885, -2.0324509018050256, 12.194705410830261]]}, "data": {"stress": [0.002111975957118305, -0.00488547669064822, -0.00488547669064822, -4.89146853675679e-05, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 990.2104797636335, "total_energy": -614.293938, "forces": [[-0.023836, -0.000509, 0.056306], [0.0, 0.0, 0.0], [-0.045025, 0.0, 0.0], [0.045025, 0.0, 0.0], [0.0, 0.104768, 0.104768], [-0.004339, 0.010108, 0.010108], [0.004339, 0.010108, 0.010108], [0.0, -0.104768, -0.104768], [-0.004339, -0.010108, -0.010108], [0.004339, -0.010108, -0.010108], [0.0, -0.104387, 0.104387], [-0.003284, -0.008272, 0.008272], [0.003284, -0.008272, 0.008272], [0.0, -0.003474, -0.000777], [-0.010397, -0.002974, 0.018921], [0.010397, -0.002974, 0.018921], [0.0, 0.000777, 0.003474], [-0.010397, -0.018921, 0.002974], [0.010397, -0.018921, 0.002974], [0.0, 0.0, 0.0], [0.003728, 0.0, 0.0], [-0.003728, 0.0, 0.0], [0.0, 0.001706, 0.001706], [-0.001412, 0.004544, 0.004544], [0.001412, 0.004544, 0.004544], [0.0, -0.001706, -0.001706], [-0.001412, -0.004544, -0.004544], [0.001412, -0.004544, -0.004544], [0.0, 0.104387, -0.104387], [-0.003284, 0.008272, -0.008272], [0.003284, 0.008272, -0.008272], [0.0, -0.000777, -0.003474], [-0.010397, 0.018921, -0.002974], [0.010397, 0.018921, -0.002974], [0.0, 0.003474, 0.000777], [-0.010397, 0.002974, -0.018921], [0.010397, 0.002974, -0.018921], [0.0, 0.001082, -0.01005], [0.023836, -0.000509, 0.056306], [0.011706, 0.009626, -0.009626], [0.0, 0.002872, -0.002872], [-0.011706, 0.009626, -0.009626], [-0.023836, -0.056306, 0.000509], [0.0, 0.01005, -0.001082], [0.023836, -0.056306, 0.000509], [0.006369, 0.001414, -0.010496], [0.0, -0.000818, -0.004079], [-0.006369, 0.001414, -0.010496], [0.003084, 0.002931, -0.002931], [0.0, 0.004291, -0.004291], [-0.003084, 0.002931, -0.002931], [0.006369, 0.010496, -0.001414], [0.0, 0.004079, 0.000818], [-0.006369, 0.010496, -0.001414], [0.006369, -0.010496, 0.001414], [0.0, -0.004079, -0.000818], [-0.006369, -0.010496, 0.001414], [0.003084, -0.002931, 0.002931], [0.0, -0.004291, 0.004291], [-0.003084, -0.002931, 0.002931], [0.006369, -0.001414, 0.010496], [0.0, 0.000818, 0.004079], [-0.006369, -0.001414, 0.010496], [-0.023836, 0.056306, -0.000509], [0.0, -0.01005, 0.001082], [0.023836, 0.056306, -0.000509], [0.011706, -0.009626, 0.009626], [0.0, -0.002872, 0.002872], [-0.011706, -0.009626, 0.009626], [-0.023836, 0.000509, -0.056306], [0.0, -0.001082, 0.01005], [0.023836, 0.000509, -0.056306]], "fermi_level": 3.758}, "metadata": {"date.created": 1412295407.747914, "uuid": "9078dd60-4a92-11e4-8238-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:16:47 2014", "user.username": null, "atoms.resort": [36, 0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -8.129803607220165, 8.129803607220165], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "_0_50Cu": 1, "fcc": 1, "GS": 1, "_1cl": 1}, "mtime": 15.038292462667535, "keywords": ["fcc", "GS", "72atom", "1cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "77e41a87d261854f11caf09f21c0a640", "user": "jboes"},
"5":
{"ctime": 14.923532790905234, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.9770410646355092, 0.0, 12.787796213416703], [-1.9770410646355092, 0.0, 1.9473865380338828], [-2.613148479604794e-07, 0.0, 7.250369989274801], [-1.4647083731073338e-06, 0.0, 3.7105955603327985], [-3.9540814575920327, -1.9770403929565235, 12.787795729481745], [-1.9770410646355514, -1.9770408033207034, 7.250369989274801], [-1.9770410646355514, -1.9770395999271781, 3.7105955603327985], [-5.93112386558564, -3.9540828009501308, 12.787795729481745], [-3.95408256299899, -3.954081695543131, 7.250370898438872], [-3.9540832482396047, -3.9540810103025166, 3.7105952734182726], [-3.9540814575920327, 1.9770403929565235, 12.787795729481745], [-1.9770410646355514, 1.9770408033207034, 7.250369989274801], [-1.9770410646355514, 1.9770395999271781, 3.7105955603327985], [-5.931121545681612, 0.0, 12.787795427660226], [-3.954081867956255, 0.0, 7.250369989274801], [-3.9540806645627296, 0.0, 3.7105955603327985], [-7.908164258542163, -1.9770427128605506, 12.787795427660226], [-5.931122760178683, -1.9770414983634388, 7.250370898438872], [-5.931122074938068, -1.977042183604053, 3.7105952734182726], [-5.93112386558564, 3.9540828009501308, 12.787795729481745], [-3.95408256299899, 3.954081695543131, 7.250370898438872], [-3.9540832482396047, 3.9540810103025166, 3.7105952734182726], [-7.908164258542163, 1.9770427128605506, 12.787795427660226], [-5.931122760178683, 1.9770414983634388, 7.250370898438872], [-5.931122074938068, 1.977042183604053, 3.7105952734182726], [-9.885206971402713, 0.0, 12.787795427660226], [-7.908164258542121, 0.0, 7.250372556765726], [-7.908164258542121, 0.0, 3.7105949487118033], [-2.76881040807117e-06, 0.0, 14.55008730793675], [-1.9770410646355092, 0.0, 9.013575486542356], [-11.862245569809165, 0.0, 11.025505886743105], [-1.9770410646355092, 0.0, 5.480477084002307], [-3.954079959289067, -1.9770388946535578, 1.9473917248801877], [-1.9770410646355514, -1.9770382958251433, 14.55008730793675], [-3.954083945029301, -1.9770428803937916, 9.013573406856104], [-7.908164258542163, 3.954081311267002, 11.025505886743105], [-3.9540822024693134, -1.9770411378338042, 5.480479279678327], [-5.931125363888605, -3.954084299253096, 1.9473917248801877], [-3.9540849211543456, -3.9540793373877756, 14.550085754745666], [-5.931121378148414, -3.954080313512905, 9.013573406856104], [-9.88520510008124, 1.9770408415391185, 11.025504790937305], [-5.931123120708359, -3.95408205607285, 5.480479279678327], [-3.954079959289067, 1.9770388946535578, 1.9473917248801877], [-1.9770410646355514, 1.9770382958251433, 14.55008730793675], [-3.954083945029301, 1.9770428803937916, 9.013573406856104], [-7.908164258542163, -3.954081311267002, 11.025505886743105], [-3.9540822024693134, 1.9770411378338042, 5.480479279678327], [-5.931120817726963, 0.0, 1.9473936929953022], [-3.9540793604606947, 0.0, 14.55008730793675], [-5.9311257606870695, 0.0, 9.013572186794518], [-3.9540829472751606, 0.0, 11.025505886743105], [-5.93112159142844, 0.0, 5.480480714342753], [-7.908164258542164, -1.9770434408152004, 1.9473936929953022], [-5.931120402023327, -1.9770438565187942, 14.550085754745666], [-7.908164258542163, -1.977038497855094, 9.013572186794518], [-5.931123417003045, -1.9770408415390759, 11.025504790937305], [-7.908164258542163, -1.9770426671137233, 5.480480714342753], [-5.931125363888605, 3.954084299253096, 1.9473917248801877], [-3.9540849211543456, 3.9540793373877756, 14.550085754745666], [-5.931121378148414, 3.954080313512905, 9.013573406856104], [-9.88520510008124, -1.9770408415391185, 11.025504790937305], [-5.931123120708359, 3.95408205607285, 5.480479279678327], [-7.908164258542164, 1.9770434408152004, 1.9473936929953022], [-5.931120402023327, 1.9770438565187942, 14.550085754745666], [-7.908164258542163, 1.977038497855094, 9.013572186794518], [-5.931123417003045, 1.9770408415390759, 11.025504790937305], [-7.908164258542163, 1.9770426671137233, 5.480480714342753], [-9.885207699357364, 0.0, 1.9473936929953022], [-7.908164258542121, 0.0, 14.55008340816948], [-9.885202756397257, 0.0, 9.013572186794518], [-7.908164258542121, 0.0, 11.025501297785267], [-9.885206925655886, 0.0, 5.480480714342753]], "energy": -625.828775, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 448, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [6, 6, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-5.931123193906612, 5.931123193906612, 0.0], [-5.931123193906612, -5.931123193906612, 0.0], [0.0, 0.0, 14.614621679789996]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.9770410646355092, 0.0, 12.787796213416703], [-1.9770410646355092, 0.0, 1.9473865380338828], [-2.613148479604794e-07, 0.0, 7.250369989274801], [-1.4647083731073338e-06, 0.0, 3.7105955603327985], [-3.9540814575920327, -1.9770403929565235, 12.787795729481745], [-1.9770410646355514, -1.9770408033207034, 7.250369989274801], [-1.9770410646355514, -1.9770395999271781, 3.7105955603327985], [-5.93112386558564, -3.9540828009501308, 12.787795729481745], [-3.95408256299899, -3.954081695543131, 7.250370898438872], [-3.9540832482396047, -3.9540810103025166, 3.7105952734182726], [-3.9540814575920327, 1.9770403929565235, 12.787795729481745], [-1.9770410646355514, 1.9770408033207034, 7.250369989274801], [-1.9770410646355514, 1.9770395999271781, 3.7105955603327985], [-5.931121545681612, 0.0, 12.787795427660226], [-3.954081867956255, 0.0, 7.250369989274801], [-3.9540806645627296, 0.0, 3.7105955603327985], [-7.908164258542163, -1.9770427128605506, 12.787795427660226], [-5.931122760178683, -1.9770414983634388, 7.250370898438872], [-5.931122074938068, -1.977042183604053, 3.7105952734182726], [-5.93112386558564, 3.9540828009501308, 12.787795729481745], [-3.95408256299899, 3.954081695543131, 7.250370898438872], [-3.9540832482396047, 3.9540810103025166, 3.7105952734182726], [-7.908164258542163, 1.9770427128605506, 12.787795427660226], [-5.931122760178683, 1.9770414983634388, 7.250370898438872], [-5.931122074938068, 1.977042183604053, 3.7105952734182726], [-9.885206971402713, 0.0, 12.787795427660226], [-7.908164258542121, 0.0, 7.250372556765726], [-7.908164258542121, 0.0, 3.7105949487118033], [-2.76881040807117e-06, 0.0, 14.55008730793675], [-1.9770410646355092, 0.0, 9.013575486542356], [-11.862245569809165, 0.0, 11.025505886743105], [-1.9770410646355092, 0.0, 5.480477084002307], [-3.954079959289067, -1.9770388946535578, 1.9473917248801877], [-1.9770410646355514, -1.9770382958251433, 14.55008730793675], [-3.954083945029301, -1.9770428803937916, 9.013573406856104], [-7.908164258542163, 3.954081311267002, 11.025505886743105], [-3.9540822024693134, -1.9770411378338042, 5.480479279678327], [-5.931125363888605, -3.954084299253096, 1.9473917248801877], [-3.9540849211543456, -3.9540793373877756, 14.550085754745666], [-5.931121378148414, -3.954080313512905, 9.013573406856104], [-9.88520510008124, 1.9770408415391185, 11.025504790937305], [-5.931123120708359, -3.95408205607285, 5.480479279678327], [-3.954079959289067, 1.9770388946535578, 1.9473917248801877], [-1.9770410646355514, 1.9770382958251433, 14.55008730793675], [-3.954083945029301, 1.9770428803937916, 9.013573406856104], [-7.908164258542163, -3.954081311267002, 11.025505886743105], [-3.9540822024693134, 1.9770411378338042, 5.480479279678327], [-5.931120817726963, 0.0, 1.9473936929953022], [-3.9540793604606947, 0.0, 14.55008730793675], [-5.9311257606870695, 0.0, 9.013572186794518], [-3.9540829472751606, 0.0, 11.025505886743105], [-5.93112159142844, 0.0, 5.480480714342753], [-7.908164258542164, -1.9770434408152004, 1.9473936929953022], [-5.931120402023327, -1.9770438565187942, 14.550085754745666], [-7.908164258542163, -1.977038497855094, 9.013572186794518], [-5.931123417003045, -1.9770408415390759, 11.025504790937305], [-7.908164258542163, -1.9770426671137233, 5.480480714342753], [-5.931125363888605, 3.954084299253096, 1.9473917248801877], [-3.9540849211543456, 3.9540793373877756, 14.550085754745666], [-5.931121378148414, 3.954080313512905, 9.013573406856104], [-9.88520510008124, -1.9770408415391185, 11.025504790937305], [-5.931123120708359, 3.95408205607285, 5.480479279678327], [-7.908164258542164, 1.9770434408152004, 1.9473936929953022], [-5.931120402023327, 1.9770438565187942, 14.550085754745666], [-7.908164258542163, 1.977038497855094, 9.013572186794518], [-5.931123417003045, 1.9770408415390759, 11.025504790937305], [-7.908164258542163, 1.9770426671137233, 5.480480714342753], [-9.885207699357364, 0.0, 1.9473936929953022], [-7.908164258542121, 0.0, 14.55008340816948], [-9.885202756397257, 0.0, 9.013572186794518], [-7.908164258542121, 0.0, 11.025501297785267], [-9.885206925655886, 0.0, 5.480480714342753]]}, "data": {"stress": [0.006612545191860879, 0.006612545191860879, 0.004594067000061723, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 1028.2328217711824, "total_energy": -625.828775, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.005847], [6.7e-05, 0.0, -0.012655], [6.7e-05, 0.0, 0.012655], [-0.110197, -0.110197, 0.0], [0.0, -6.7e-05, -0.012655], [0.0, -6.7e-05, 0.012655], [0.110197, 0.110197, 0.0], [0.001813, -0.001813, -0.016222], [0.001813, -0.001813, 0.016222], [-0.110197, 0.110197, 0.0], [0.0, 6.7e-05, -0.012655], [0.0, 6.7e-05, 0.012655], [-0.007086, 0.0, 0.0], [-6.7e-05, 0.0, -0.012655], [-6.7e-05, 0.0, 0.012655], [0.0, 0.007086, 0.0], [-0.001813, 0.001813, -0.016222], [-0.001813, 0.001813, 0.016222], [0.110197, -0.110197, 0.0], [0.001813, 0.001813, -0.016222], [0.001813, 0.001813, 0.016222], [0.0, -0.007086, 0.0], [-0.001813, -0.001813, -0.016222], [-0.001813, -0.001813, 0.016222], [0.007086, 0.0, 0.0], [0.0, 0.0, -0.013027], [0.0, 0.0, 0.013027], [0.04182, 0.0, 0.014473], [0.0, 0.0, -0.005847], [0.04182, 0.0, -0.014473], [0.0, 0.0, 0.0], [-0.004532, -0.004532, 0.007413], [0.0, -0.04182, 0.014473], [-0.004532, -0.004532, -0.007413], [0.0, -0.04182, -0.014473], [-0.001252, -0.001252, 0.0], [0.004532, 0.004532, 0.007413], [-0.002802, 0.002802, -0.001586], [0.004532, 0.004532, -0.007413], [-0.002802, 0.002802, 0.001586], [0.001252, 0.001252, 0.0], [-0.004532, 0.004532, 0.007413], [0.0, 0.04182, 0.014473], [-0.004532, 0.004532, -0.007413], [0.0, 0.04182, -0.014473], [-0.001252, 0.001252, 0.0], [-0.011911, 0.0, 0.021275], [-0.04182, 0.0, 0.014473], [-0.011911, 0.0, -0.021275], [-0.04182, 0.0, -0.014473], [-0.000621, 0.0, 0.0], [0.0, 0.011911, 0.021275], [0.002802, -0.002802, -0.001586], [0.0, 0.011911, -0.021275], [0.002802, -0.002802, 0.001586], [0.0, 0.000621, 0.0], [0.004532, -0.004532, 0.007413], [-0.002802, -0.002802, -0.001586], [0.004532, -0.004532, -0.007413], [-0.002802, -0.002802, 0.001586], [0.001252, -0.001252, 0.0], [0.0, -0.011911, 0.021275], [0.002802, 0.002802, -0.001586], [0.0, -0.011911, -0.021275], [0.002802, 0.002802, 0.001586], [0.0, -0.000621, 0.0], [0.011911, 0.0, 0.021275], [0.0, 0.0, 0.00388], [0.011911, 0.0, -0.021275], [0.0, 0.0, -0.00388], [0.000621, 0.0, 0.0]], "fermi_level": 3.8838}, "metadata": {"date.created": 1412295408.626926, "uuid": "90fefd6e-4a92-11e4-8238-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:16:48 2014", "user.username": null, "atoms.resort": [0, 27, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-5.931123193906612, 5.931123193906612, 0.0], [-5.931123193906612, -5.931123193906612, 0.0], [0.0, 0.0, 14.614621679789996]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "_0_38Cu": 1, "fcc": 1, "GS": 1, "_1cl": 1}, "mtime": 15.038292472975767, "keywords": ["fcc", "GS", "72atom", "1cl", "0.38Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.375, "unique_id": "954b714959e58d3bd990b48bbbac83da", "user": "jboes"},
"6":
{"ctime": 14.923532798651769, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.9439919261348833, 0.0, 1.9439919261348833], [0.0, 1.9439919261349108, 1.9439919261348833], [-1.9439919261348833, 1.9439919261349108, 0.0], [0.0, 0.0, 0.0], [-1.9439919261348833, 3.8879838522698216, 1.9439919261348833], [-1.9439919261348833, 5.831975778404733, 0.0], [0.0, 3.8879838522698216, 0.0], [-1.9439919261348833, 0.0, 5.831975778404733], [-1.9439919261348833, 1.9439919261349108, 3.8879838522698495], [0.0, 0.0, 3.8879838522698495], [-1.9439919261348833, 3.8879838522698216, 5.831975778404733], [-1.9439919261348833, 5.831975778404733, 3.8879838522698495], [0.0, 3.8879838522698216, 3.8879838522698495], [-1.9439919261348833, 0.0, 9.719959630674582], [-1.9439919261348833, 1.9439919261349108, 7.775967704539616], [0.0, 0.0, 7.775967704539616], [-1.9439919261348833, 3.8879838522698216, 9.719959630674582], [-1.9439919261348833, 5.831975778404733, 7.775967704539616], [0.0, 3.8879838522698216, 7.775967704539616], [-5.831975778404733, 0.0, 1.9439919261348833], [-5.831975778404733, 1.9439919261349108, 0.0], [-3.8879838522698495, 0.0, 0.0], [-5.831975778404733, 3.8879838522698216, 1.9439919261348833], [-5.831975778404733, 5.831975778404733, 0.0], [-3.8879838522698495, 3.8879838522698216, 0.0], [-5.831975778404733, 0.0, 5.831975778404733], [-5.831975778404733, 1.9439919261349108, 3.8879838522698495], [-3.8879838522698495, 0.0, 3.8879838522698495], [-5.831975778404733, 3.8879838522698216, 5.831975778404733], [-5.831975778404733, 5.831975778404733, 3.8879838522698495], [-3.8879838522698495, 3.8879838522698216, 3.8879838522698495], [-5.831975778404733, 0.0, 9.719959630674582], [-5.831975778404733, 1.9439919261349108, 7.775967704539616], [-3.8879838522698495, 0.0, 7.775967704539616], [-5.831975778404733, 3.8879838522698216, 9.719959630674582], [-5.831975778404733, 5.831975778404733, 7.775967704539616], [-3.8879838522698495, 3.8879838522698216, 7.775967704539616], [-9.719959630674582, 0.0, 1.9439919261348833], [-9.719959630674582, 1.9439919261349108, 0.0], [-7.775967704539616, 0.0, 0.0], [-9.719959630674582, 3.8879838522698216, 1.9439919261348833], [-9.719959630674582, 5.831975778404733, 0.0], [-7.775967704539616, 3.8879838522698216, 0.0], [-9.719959630674582, 0.0, 5.831975778404733], [-9.719959630674582, 1.9439919261349108, 3.8879838522698495], [-7.775967704539616, 0.0, 3.8879838522698495], [-9.719959630674582, 3.8879838522698216, 5.831975778404733], [-9.719959630674582, 5.831975778404733, 3.8879838522698495], [-7.775967704539616, 3.8879838522698216, 3.8879838522698495], [-9.719959630674582, 0.0, 9.719959630674582], [-9.719959630674582, 1.9439919261349108, 7.775967704539616], [-7.775967704539616, 0.0, 7.775967704539616], [-9.719959630674582, 3.8879838522698216, 9.719959630674582], [-9.719959630674582, 5.831975778404733, 7.775967704539616], [-7.775967704539616, 3.8879838522698216, 7.775967704539616], [0.0, 5.831975778404733, 1.9439919261348833], [0.0, 1.9439919261349108, 5.831975778404733], [0.0, 5.831975778404733, 5.831975778404733], [0.0, 1.9439919261349108, 9.719959630674582], [0.0, 5.831975778404733, 9.719959630674582], [-3.8879838522698495, 1.9439919261349108, 1.9439919261348833], [-3.8879838522698495, 5.831975778404733, 1.9439919261348833], [-3.8879838522698495, 1.9439919261349108, 5.831975778404733], [-3.8879838522698495, 5.831975778404733, 5.831975778404733], [-3.8879838522698495, 1.9439919261349108, 9.719959630674582], [-3.8879838522698495, 5.831975778404733, 9.719959630674582], [-7.775967704539616, 1.9439919261349108, 1.9439919261348833], [-7.775967704539616, 5.831975778404733, 1.9439919261348833], [-7.775967704539616, 1.9439919261349108, 5.831975778404733], [-7.775967704539616, 5.831975778404733, 5.831975778404733], [-7.775967704539616, 1.9439919261349108, 9.719959630674582], [-7.775967704539616, 5.831975778404733, 9.719959630674582]], "energy": -637.26626, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 444, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 6], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.663951556809465, 0.0, 0.0], [0.0, 0.0, 11.663951556809465], [0.0, 7.775967704539643, 0.0]], "symbols": ["Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.9439919261348833, 0.0, 1.9439919261348833], [0.0, 1.9439919261349108, 1.9439919261348833], [-1.9439919261348833, 1.9439919261349108, 0.0], [0.0, 0.0, 0.0], [-1.9439919261348833, 3.8879838522698216, 1.9439919261348833], [-1.9439919261348833, 5.831975778404733, 0.0], [0.0, 3.8879838522698216, 0.0], [-1.9439919261348833, 0.0, 5.831975778404733], [-1.9439919261348833, 1.9439919261349108, 3.8879838522698495], [0.0, 0.0, 3.8879838522698495], [-1.9439919261348833, 3.8879838522698216, 5.831975778404733], [-1.9439919261348833, 5.831975778404733, 3.8879838522698495], [0.0, 3.8879838522698216, 3.8879838522698495], [-1.9439919261348833, 0.0, 9.719959630674582], [-1.9439919261348833, 1.9439919261349108, 7.775967704539616], [0.0, 0.0, 7.775967704539616], [-1.9439919261348833, 3.8879838522698216, 9.719959630674582], [-1.9439919261348833, 5.831975778404733, 7.775967704539616], [0.0, 3.8879838522698216, 7.775967704539616], [-5.831975778404733, 0.0, 1.9439919261348833], [-5.831975778404733, 1.9439919261349108, 0.0], [-3.8879838522698495, 0.0, 0.0], [-5.831975778404733, 3.8879838522698216, 1.9439919261348833], [-5.831975778404733, 5.831975778404733, 0.0], [-3.8879838522698495, 3.8879838522698216, 0.0], [-5.831975778404733, 0.0, 5.831975778404733], [-5.831975778404733, 1.9439919261349108, 3.8879838522698495], [-3.8879838522698495, 0.0, 3.8879838522698495], [-5.831975778404733, 3.8879838522698216, 5.831975778404733], [-5.831975778404733, 5.831975778404733, 3.8879838522698495], [-3.8879838522698495, 3.8879838522698216, 3.8879838522698495], [-5.831975778404733, 0.0, 9.719959630674582], [-5.831975778404733, 1.9439919261349108, 7.775967704539616], [-3.8879838522698495, 0.0, 7.775967704539616], [-5.831975778404733, 3.8879838522698216, 9.719959630674582], [-5.831975778404733, 5.831975778404733, 7.775967704539616], [-3.8879838522698495, 3.8879838522698216, 7.775967704539616], [-9.719959630674582, 0.0, 1.9439919261348833], [-9.719959630674582, 1.9439919261349108, 0.0], [-7.775967704539616, 0.0, 0.0], [-9.719959630674582, 3.8879838522698216, 1.9439919261348833], [-9.719959630674582, 5.831975778404733, 0.0], [-7.775967704539616, 3.8879838522698216, 0.0], [-9.719959630674582, 0.0, 5.831975778404733], [-9.719959630674582, 1.9439919261349108, 3.8879838522698495], [-7.775967704539616, 0.0, 3.8879838522698495], [-9.719959630674582, 3.8879838522698216, 5.831975778404733], [-9.719959630674582, 5.831975778404733, 3.8879838522698495], [-7.775967704539616, 3.8879838522698216, 3.8879838522698495], [-9.719959630674582, 0.0, 9.719959630674582], [-9.719959630674582, 1.9439919261349108, 7.775967704539616], [-7.775967704539616, 0.0, 7.775967704539616], [-9.719959630674582, 3.8879838522698216, 9.719959630674582], [-9.719959630674582, 5.831975778404733, 7.775967704539616], [-7.775967704539616, 3.8879838522698216, 7.775967704539616], [0.0, 5.831975778404733, 1.9439919261348833], [0.0, 1.9439919261349108, 5.831975778404733], [0.0, 5.831975778404733, 5.831975778404733], [0.0, 1.9439919261349108, 9.719959630674582], [0.0, 5.831975778404733, 9.719959630674582], [-3.8879838522698495, 1.9439919261349108, 1.9439919261348833], [-3.8879838522698495, 5.831975778404733, 1.9439919261348833], [-3.8879838522698495, 1.9439919261349108, 5.831975778404733], [-3.8879838522698495, 5.831975778404733, 5.831975778404733], [-3.8879838522698495, 1.9439919261349108, 9.719959630674582], [-3.8879838522698495, 5.831975778404733, 9.719959630674582], [-7.775967704539616, 1.9439919261349108, 1.9439919261348833], [-7.775967704539616, 5.831975778404733, 1.9439919261348833], [-7.775967704539616, 1.9439919261349108, 5.831975778404733], [-7.775967704539616, 5.831975778404733, 5.831975778404733], [-7.775967704539616, 1.9439919261349108, 9.719959630674582], [-7.775967704539616, 5.831975778404733, 9.719959630674582]]}, "data": {"stress": [0.0030147786450080405, 0.0029986069020212637, 0.0030147786450080405, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 1057.903034065563, "total_energy": -637.26626, "forces": [[-0.073219, -0.072025, 0.0], [0.0, 0.0, 0.0], [-0.073063, 0.0, -0.073063], [0.0, -0.072025, -0.073219], [-0.073219, 0.072025, 0.0], [-0.014456, 0.0, -0.014456], [0.0, 0.072025, -0.073219], [-0.00967, -0.003297, 0.010008], [-0.073063, 0.0, 0.073063], [0.0, -0.072025, 0.073219], [-0.00967, 0.003297, 0.010008], [-0.014456, 0.0, 0.014456], [0.0, 0.072025, 0.073219], [-0.00967, -0.003297, -0.010008], [-0.00366, 0.0, 0.0], [0.0, -0.000183, 0.0], [-0.00967, 0.003297, -0.010008], [-0.00467, 0.0, 0.0], [0.0, 0.000183, 0.0], [0.0, -0.000183, 0.0], [0.0, 0.0, -0.00366], [-0.010008, -0.003297, -0.00967], [0.0, 0.000183, 0.0], [0.0, 0.0, -0.00467], [-0.010008, 0.003297, -0.00967], [0.0, -0.002853, 0.000408], [0.0, 0.0, 0.00366], [-0.010008, -0.003297, 0.00967], [0.0, 0.002853, 0.000408], [0.0, 0.0, 0.00467], [-0.010008, 0.003297, 0.00967], [0.0, -0.002853, -0.000408], [0.0, 0.0, 0.0], [-0.000408, -0.002853, 0.0], [0.0, 0.002853, -0.000408], [0.0, 0.0, 0.0], [-0.000408, 0.002853, 0.0], [0.073219, -0.072025, 0.0], [0.073063, 0.0, -0.073063], [0.010008, -0.003297, -0.00967], [0.073219, 0.072025, 0.0], [0.014456, 0.0, -0.014456], [0.010008, 0.003297, -0.00967], [0.00967, -0.003297, 0.010008], [0.073063, 0.0, 0.073063], [0.010008, -0.003297, 0.00967], [0.00967, 0.003297, 0.010008], [0.014456, 0.0, 0.014456], [0.010008, 0.003297, 0.00967], [0.00967, -0.003297, -0.010008], [0.00366, 0.0, 0.0], [0.000408, -0.002853, 0.0], [0.00967, 0.003297, -0.010008], [0.00467, 0.0, 0.0], [0.000408, 0.002853, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, -0.005322], [0.0, 0.0, 0.013752], [0.0, 0.0, 0.005322], [0.0, 0.0, -0.013752], [0.005322, 0.0, 0.0], [-0.013752, 0.0, 0.0], [-0.006753, 0.0, 0.006753], [0.00507, 0.0, -0.00507], [-0.006753, 0.0, -0.006753], [0.00507, 0.0, 0.00507], [-0.005322, 0.0, 0.0], [0.013752, 0.0, 0.0], [0.006753, 0.0, 0.006753], [-0.00507, 0.0, -0.00507], [0.006753, 0.0, -0.006753], [-0.00507, 0.0, 0.00507]], "fermi_level": 4.1839}, "metadata": {"date.created": 1412295409.498452, "uuid": "9183f938-4a92-11e4-8238-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:16:49 2014", "user.username": null, "atoms.resort": [18, 0, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-11.663951556809465, 0.0, 0.0], [0.0, 0.0, 11.663951556809465], [0.0, 7.775967704539643, 0.0]], "numbers": [46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_72atom": 1, "GS": 1, "fcc": 1, "_0_25Cu": 1, "_1cl": 1}, "mtime": 15.038292482306417, "keywords": ["fcc", "GS", "72atom", "1cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "2d70a9361cd4e4c48d8d52d34bc7912b", "user": "jboes"},
"7":
{"ctime": 14.923532812242284, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.9527615137639058, -1.9499825250441933, -3.888319181248323], [-1.6197951108266385e-07, -1.9500613366673694, -1.9577910671774819], [-1.9527612912245376, -1.9500596013560814, 3.915264514582673], [-7.811039248128957, -1.9501000088079377, 5.826941668509873], [-1.952761643464821, -1.9501298514135295, -0.026812245435321014], [-7.811039341611052, -1.9500197412182219, 2.0035403235214413], [-5.858280817813276, -1.949978835881137, -3.8883203873081973], [-5.858281025813158, -1.9500605847614976, 3.915264796571825], [-3.9055242141394477, -1.9500999570210114, 5.8269416637386], [-5.8582806641260285, -1.9501282883328237, -0.02680941018057803], [-3.905524162520879, -1.9500198281166699, 2.003539989886634], [-1.9527615986447109, -3.9000550020081484, 1.984482095824549], [-1.9527613533338108, -3.900113129438753, 9.78806941063861], [-7.811042252520964, -3.9001532460281862, 11.699739011712204], [-1.9527611151438293, -3.9001880881207067, 5.846001193150386], [-7.811041683064448, -3.9000723316523684, 7.876352471225551], [-5.858280757228998, -3.9000520657927007, 1.9844854192846855], [-5.858280996965899, -3.900112919954077, 9.788068977606835], [-3.905521247132664, -3.9001534649416305, 11.699739058857991], [-5.858281226597215, -3.9001858672621985, 5.845999354718362], [-3.9055218250661494, -3.9000726058117587, 7.876352701552443], [-1.9527612832383063, -3.9000615906253193, -9.761135078796737], [-1.9527619208569569, -3.9001343894136915, -1.9575431020342222], [-2.552281486071131e-06, -3.900169819237066, -0.04586912636598228], [-1.952761377601367, -3.9002136038135045, -5.899622404909596], [-4.663358856358075e-06, -3.900097750294223, -3.8692686423412908], [-5.858281099493348, -3.9000617398646953, -9.761135327191365], [-5.85828043804521, -3.900132064715975, -1.957541971254404], [-3.9055186239773305, -3.9001700178060155, -0.04586913275787552], [-5.858280978735831, -3.900211185587117, -5.899623064342377], [-3.905516538372826, -3.900097840913223, -3.869268381707312], [-1.952761746859637, -5.85013250323718, -3.8883255045734018], [-1.9527612539498154, -5.850190675888129, 3.9152554081353967], [-2.9685992694823726e-07, -5.850224101114631, 5.826936858268764], [-1.952761841520181, -5.850270776678135, -0.026815374541547143], [-1.4077970621319085e-06, -5.850152681382653, 2.003532955065584], [-5.8582806014518125, -5.850133749034098, -3.88832671895066], [-5.858281074224058, -5.850187112865028, 3.915255586800651], [-3.9055208892711484, -5.850224120952245, 5.826937170105323], [-5.858280499773525, -5.850270002860637, -0.02681280704743827], [-3.905519771643892, -5.85015259120742, 2.0035322211761004], [-1.9527614264821371, -5.850105588087902, -15.633940030758465], [-1.952761144025165, -5.850200694658531, -7.83035428894301], [-3.968300880190005e-06, -5.850244180854442, -5.918683695676425], [-1.9527611920857448, -5.850261438815982, -11.772421167673182], [-1.8578773089873961e-06, -5.850157694599428, -9.742072140020483], [-5.858280869885564, -5.850109085442327, -15.633939295512501], [-5.858281189613372, -5.85020160877764, -7.830355478700441], [-3.9055172169392405, -5.850244244506179, -5.9186831577403956], [-5.858281077018468, -5.8502652942046645, -11.77242249149566], [-3.9055192985706646, -5.850157593043251, -9.742072410002214], [-1.9527610284959342, -7.800177139927108, -9.761125388314206], [-1.9527616084242292, -7.800252172337418, -1.9575490195902034], [-3.2799012231913274e-06, -7.800296013969594, -0.04587636300772502], [-1.9527613890369162, -7.800323606245185, -5.899619561607789], [-2.662487469863506e-06, -7.80021413233948, -3.8692694082299237], [-5.858281299237597, -7.800178845563787, -9.76112781907062], [-5.858280700428098, -7.800256063275099, -1.9575489036446356], [-3.905517873095046, -7.800295515805873, -0.04587647357248947], [-5.8582809575775405, -7.800326633023793, -5.8996201596861635], [-3.9055184982099225, -7.800213927958119, -3.8692692623829554], [-3.905520998389983, -1.9500614816532758, -1.9577911049646677], [-7.81104068546504, -3.900126052020507, 3.9150134754457517], [-3.905522815000343, -3.9001261462965306, 3.915013247697076], [-1.780776383196688e-06, -3.900129664695902, -7.8306018712479455], [-3.9055193928212253, -3.9001294894836818, -7.830601957237281], [-2.574924200420507e-06, -5.850191515134276, -1.957792547664999], [-3.9055185989213306, -5.850191559945313, -1.9577923152117336], [-7.811041754933703, -5.850189475903775, -13.703406898510844], [-3.905521727313711, -5.850189210523887, -13.703406841685435], [-4.884974557119369e-08, -7.8002524470706, -7.8306001498537], [-3.9055211064654585, -7.800252606835782, -7.830600134909155]], "energy": -644.552275, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 440, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -5.850190145335361, -17.618421211375118], [0.0, -3.9001267635569077, 11.745614140916745], [-7.811042333974262, 0.0, 0.0]], "symbols": ["Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.9527615137639058, -1.9499825250441933, -3.888319181248323], [-1.6197951108266385e-07, -1.9500613366673694, -1.9577910671774819], [-1.9527612912245376, -1.9500596013560814, 3.915264514582673], [-7.811039248128957, -1.9501000088079377, 5.826941668509873], [-1.952761643464821, -1.9501298514135295, -0.026812245435321014], [-7.811039341611052, -1.9500197412182219, 2.0035403235214413], [-5.858280817813276, -1.949978835881137, -3.8883203873081973], [-5.858281025813158, -1.9500605847614976, 3.915264796571825], [-3.9055242141394477, -1.9500999570210114, 5.8269416637386], [-5.8582806641260285, -1.9501282883328237, -0.02680941018057803], [-3.905524162520879, -1.9500198281166699, 2.003539989886634], [-1.9527615986447109, -3.9000550020081484, 1.984482095824549], [-1.9527613533338108, -3.900113129438753, 9.78806941063861], [-7.811042252520964, -3.9001532460281862, 11.699739011712204], [-1.9527611151438293, -3.9001880881207067, 5.846001193150386], [-7.811041683064448, -3.9000723316523684, 7.876352471225551], [-5.858280757228998, -3.9000520657927007, 1.9844854192846855], [-5.858280996965899, -3.900112919954077, 9.788068977606835], [-3.905521247132664, -3.9001534649416305, 11.699739058857991], [-5.858281226597215, -3.9001858672621985, 5.845999354718362], [-3.9055218250661494, -3.9000726058117587, 7.876352701552443], [-1.9527612832383063, -3.9000615906253193, -9.761135078796737], [-1.9527619208569569, -3.9001343894136915, -1.9575431020342222], [-2.552281486071131e-06, -3.900169819237066, -0.04586912636598228], [-1.952761377601367, -3.9002136038135045, -5.899622404909596], [-4.663358856358075e-06, -3.900097750294223, -3.8692686423412908], [-5.858281099493348, -3.9000617398646953, -9.761135327191365], [-5.85828043804521, -3.900132064715975, -1.957541971254404], [-3.9055186239773305, -3.9001700178060155, -0.04586913275787552], [-5.858280978735831, -3.900211185587117, -5.899623064342377], [-3.905516538372826, -3.900097840913223, -3.869268381707312], [-1.952761746859637, -5.85013250323718, -3.8883255045734018], [-1.9527612539498154, -5.850190675888129, 3.9152554081353967], [-2.9685992694823726e-07, -5.850224101114631, 5.826936858268764], [-1.952761841520181, -5.850270776678135, -0.026815374541547143], [-1.4077970621319085e-06, -5.850152681382653, 2.003532955065584], [-5.8582806014518125, -5.850133749034098, -3.88832671895066], [-5.858281074224058, -5.850187112865028, 3.915255586800651], [-3.9055208892711484, -5.850224120952245, 5.826937170105323], [-5.858280499773525, -5.850270002860637, -0.02681280704743827], [-3.905519771643892, -5.85015259120742, 2.0035322211761004], [-1.9527614264821371, -5.850105588087902, -15.633940030758465], [-1.952761144025165, -5.850200694658531, -7.83035428894301], [-3.968300880190005e-06, -5.850244180854442, -5.918683695676425], [-1.9527611920857448, -5.850261438815982, -11.772421167673182], [-1.8578773089873961e-06, -5.850157694599428, -9.742072140020483], [-5.858280869885564, -5.850109085442327, -15.633939295512501], [-5.858281189613372, -5.85020160877764, -7.830355478700441], [-3.9055172169392405, -5.850244244506179, -5.9186831577403956], [-5.858281077018468, -5.8502652942046645, -11.77242249149566], [-3.9055192985706646, -5.850157593043251, -9.742072410002214], [-1.9527610284959342, -7.800177139927108, -9.761125388314206], [-1.9527616084242292, -7.800252172337418, -1.9575490195902034], [-3.2799012231913274e-06, -7.800296013969594, -0.04587636300772502], [-1.9527613890369162, -7.800323606245185, -5.899619561607789], [-2.662487469863506e-06, -7.80021413233948, -3.8692694082299237], [-5.858281299237597, -7.800178845563787, -9.76112781907062], [-5.858280700428098, -7.800256063275099, -1.9575489036446356], [-3.905517873095046, -7.800295515805873, -0.04587647357248947], [-5.8582809575775405, -7.800326633023793, -5.8996201596861635], [-3.9055184982099225, -7.800213927958119, -3.8692692623829554], [-3.905520998389983, -1.9500614816532758, -1.9577911049646677], [-7.81104068546504, -3.900126052020507, 3.9150134754457517], [-3.905522815000343, -3.9001261462965306, 3.915013247697076], [-1.780776383196688e-06, -3.900129664695902, -7.8306018712479455], [-3.9055193928212253, -3.9001294894836818, -7.830601957237281], [-2.574924200420507e-06, -5.850191515134276, -1.957792547664999], [-3.9055185989213306, -5.850191559945313, -1.9577923152117336], [-7.811041754933703, -5.850189475903775, -13.703406898510844], [-3.905521727313711, -5.850189210523887, -13.703406841685435], [-4.884974557119369e-08, -7.8002524470706, -7.8306001498537], [-3.9055211064654585, -7.800252606835782, -7.830600134909155]]}, "data": {"stress": [0.00021020769280264377, 5.180450281368044e-07, -0.0008623390021377972, -0.00013431097542742037, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 1073.4571146844196, "total_energy": -644.552275, "forces": [[-0.072119, 0.000138, -0.079273], [0.0, -2e-05, -0.000954], [-0.00247, -0.001682, 0.004802], [0.0, 0.005198, -0.003796], [-0.07207, -0.00027, 0.079413], [0.0, 0.002799, -0.021138], [0.072119, 0.000138, -0.079273], [0.00247, -0.001682, 0.004802], [0.0, -0.008554, 0.016506], [0.07207, -0.00027, 0.079413], [0.0, 0.001735, 0.01052], [-0.000172, -0.001447, -0.004546], [-0.074032, 0.066818, -0.000328], [0.0, 0.048737, 0.07487], [-0.000178, 0.001399, 0.00464], [0.0, 0.050232, -0.07421], [0.000172, -0.001447, -0.004546], [0.074032, 0.066818, -0.000328], [0.0, 0.002739, 0.021265], [0.000178, 0.001399, 0.00464], [0.0, 0.004189, -0.020429], [-0.00401, -0.003725, -0.010156], [-0.074023, -0.066865, 0.000551], [0.0, -0.05025, 0.074151], [0.002212, -0.002, 0.003993], [0.0, -0.048787, -0.074854], [0.00401, -0.003725, -0.010156], [0.074023, -0.066865, 0.000551], [0.0, -0.004224, 0.020376], [-0.002212, -0.002, 0.003993], [0.0, -0.002776, -0.021262], [-0.006275, -0.005513, -0.01846], [-0.002466, 0.001692, -0.004559], [0.0, -0.002832, 0.021147], [-0.001638, -0.008464, 0.019157], [0.0, -0.005176, 0.00375], [0.006275, -0.005513, -0.01846], [0.002466, 0.001692, -0.004559], [0.0, -0.001766, -0.010534], [0.001638, -0.008464, 0.019157], [0.0, 0.008556, -0.01653], [0.002218, 0.001997, -0.003789], [-0.003797, -0.000602, -0.003027], [0.0, -0.003174, 0.003306], [-0.004012, 0.003742, 0.010307], [0.0, -2.1e-05, -0.003849], [-0.002218, 0.001997, -0.003789], [0.003797, -0.000602, -0.003027], [0.0, 0.014347, 0.012814], [0.004012, 0.003742, 0.010307], [0.0, 0.00547, -0.002631], [-0.001649, 0.008516, -0.019018], [-0.003794, 0.000639, 0.003298], [0.0, 5.4e-05, 0.003832], [-0.006282, 0.005628, 0.018658], [0.0, 0.003247, -0.003257], [0.001649, 0.008516, -0.019018], [0.003794, 0.000639, 0.003298], [0.0, -0.005458, 0.002621], [0.006282, 0.005628, 0.018658], [0.0, -0.014278, -0.012763], [0.0, -1.6e-05, -0.00022], [0.0, 9e-06, -0.000198], [0.0, 1.1e-05, -0.000189], [0.0, 0.000877, -0.000808], [0.0, 0.000965, -0.001891], [0.0, 0.002103, -0.001436], [0.0, -0.01165, -0.001156], [0.0, -0.000895, 0.000418], [0.0, -0.000991, 0.0015], [0.0, -0.002072, 0.001007], [0.0, 0.011675, 0.000693]], "fermi_level": 4.2612}, "metadata": {"date.created": 1412295412.374789, "uuid": "933adefe-4a92-11e4-8238-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:16:52 2014", "user.username": null, "atoms.resort": [12, 0, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -5.850190145335361, -17.618421211375118], [0.0, -3.9001267635569077, 11.745614140916745], [-7.811042333974262, 0.0, 0.0]], "numbers": [46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_72atom": 1, "fcc": 1, "GS": 1, "_1cl": 1, "_0_17Cu": 1}, "mtime": 15.038292491767466, "keywords": ["fcc", "GS", "72atom", "1cl", "0.17Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.16666666666666666, "unique_id": "1d17b98c30f338745fdd220892b5c47b", "user": "jboes"},
"8":
{"ctime": 14.923532830262886, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [0.0, 1.8215818324365998, 1.8215818324365998], [0.0, 3.6431636648731605, 3.6431636648731605], [1.8215818324365867, 1.821581832436587, 0.0], [1.8215818324365867, 3.6431636648731867, 1.8215818324365998], [1.8215818324365867, 5.464745497309748, 3.6431636648731605], [3.6431636648731733, 3.643163664873174, 0.0], [3.6431636648731733, 5.4647454973097735, 1.8215818324365998], [3.6431636648731733, 7.286327329746334, 3.6431636648731605], [5.46474549730976, 5.46474549730976, 0.0], [5.46474549730976, 7.28632732974636, 1.8215818324365998], [5.46474549730976, 9.10790916218292, 3.6431636648731605], [1.821581832436561, 0.0, 1.821581832436561], [1.821581832436561, 1.8215818324365998, 3.6431636648731605], [1.821581832436561, 3.6431636648731605, 5.464745497309721], [3.6431636648731476, 1.821581832436587, 1.821581832436561], [3.6431636648731476, 3.6431636648731867, 3.6431636648731605], [3.6431636648731476, 5.464745497309748, 5.464745497309721], [5.4647454973097345, 3.643163664873174, 1.821581832436561], [5.4647454973097345, 5.4647454973097735, 3.6431636648731605], [5.4647454973097345, 7.286327329746334, 5.464745497309721], [7.286327329746321, 5.46474549730976, 1.821581832436561], [7.286327329746321, 7.28632732974636, 3.6431636648731605], [7.286327329746321, 9.10790916218292, 5.464745497309721], [3.6431636648731995, 0.0, 3.6431636648731995], [3.6431636648731995, 1.8215818324365998, 5.464745497309799], [3.6431636648731995, 3.6431636648731605, 7.28632732974636], [5.464745497309786, 1.821581832436587, 3.6431636648731995], [5.464745497309786, 3.6431636648731867, 5.464745497309799], [5.464745497309786, 5.464745497309748, 7.28632732974636], [7.286327329746372, 3.643163664873174, 3.6431636648731995], [7.286327329746372, 5.4647454973097735, 5.464745497309799], [7.286327329746372, 7.286327329746334, 7.28632732974636], [9.10790916218296, 5.46474549730976, 3.6431636648731995], [9.10790916218296, 7.28632732974636, 5.464745497309799], [9.10790916218296, 9.10790916218292, 7.28632732974636], [5.46474549730976, 0.0, 5.46474549730976], [5.46474549730976, 1.8215818324365998, 7.28632732974636], [5.46474549730976, 3.6431636648731605, 9.10790916218292], [7.286327329746347, 1.821581832436587, 5.46474549730976], [7.286327329746347, 3.6431636648731867, 7.28632732974636], [7.286327329746347, 5.464745497309748, 9.10790916218292], [9.107909162182933, 3.643163664873174, 5.46474549730976], [9.107909162182933, 5.4647454973097735, 7.28632732974636], [9.107909162182933, 7.286327329746334, 9.10790916218292], [10.92949099461952, 5.46474549730976, 5.46474549730976], [10.92949099461952, 7.28632732974636, 7.28632732974636], [10.92949099461952, 9.10790916218292, 9.10790916218292], [7.286327329746321, 0.0, 7.286327329746321], [7.286327329746321, 1.8215818324365998, 9.10790916218292], [7.286327329746321, 3.6431636648731605, 10.929490994619481], [9.107909162182908, 1.821581832436587, 7.286327329746321], [9.107909162182908, 3.6431636648731867, 9.10790916218292], [9.107909162182908, 5.464745497309748, 10.929490994619481], [10.929490994619494, 3.643163664873174, 7.286327329746321], [10.929490994619494, 5.4647454973097735, 9.10790916218292], [10.929490994619494, 7.286327329746334, 10.929490994619481], [12.751072827056081, 5.46474549730976, 7.286327329746321], [12.751072827056081, 7.28632732974636, 9.10790916218292], [12.751072827056081, 9.10790916218292, 10.929490994619481], [9.10790916218296, 0.0, 9.10790916218296], [9.10790916218296, 1.8215818324365998, 10.92949099461956], [9.10790916218296, 3.6431636648731605, 12.75107282705612], [10.929490994619547, 1.821581832436587, 9.10790916218296], [10.929490994619547, 3.6431636648731867, 10.92949099461956], [10.929490994619547, 5.464745497309748, 12.75107282705612], [12.751072827056133, 3.643163664873174, 9.10790916218296], [12.751072827056133, 5.4647454973097735, 10.92949099461956], [12.751072827056133, 7.286327329746334, 12.75107282705612], [14.57265465949272, 5.46474549730976, 9.10790916218296], [14.57265465949272, 7.28632732974636, 10.92949099461956], [14.57265465949272, 9.10790916218292, 12.75107282705612]], "energy": -552.337657, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 476, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.92949099461952, 0.0, 10.92949099461952], [7.286327329746347, 7.286327329746348, 0.0], [0.0, 5.46474549730976, 5.46474549730976]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [0.0, 1.8215818324365998, 1.8215818324365998], [0.0, 3.6431636648731605, 3.6431636648731605], [1.8215818324365867, 1.821581832436587, 0.0], [1.8215818324365867, 3.6431636648731867, 1.8215818324365998], [1.8215818324365867, 5.464745497309748, 3.6431636648731605], [3.6431636648731733, 3.643163664873174, 0.0], [3.6431636648731733, 5.4647454973097735, 1.8215818324365998], [3.6431636648731733, 7.286327329746334, 3.6431636648731605], [5.46474549730976, 5.46474549730976, 0.0], [5.46474549730976, 7.28632732974636, 1.8215818324365998], [5.46474549730976, 9.10790916218292, 3.6431636648731605], [1.821581832436561, 0.0, 1.821581832436561], [1.821581832436561, 1.8215818324365998, 3.6431636648731605], [1.821581832436561, 3.6431636648731605, 5.464745497309721], [3.6431636648731476, 1.821581832436587, 1.821581832436561], [3.6431636648731476, 3.6431636648731867, 3.6431636648731605], [3.6431636648731476, 5.464745497309748, 5.464745497309721], [5.4647454973097345, 3.643163664873174, 1.821581832436561], [5.4647454973097345, 5.4647454973097735, 3.6431636648731605], [5.4647454973097345, 7.286327329746334, 5.464745497309721], [7.286327329746321, 5.46474549730976, 1.821581832436561], [7.286327329746321, 7.28632732974636, 3.6431636648731605], [7.286327329746321, 9.10790916218292, 5.464745497309721], [3.6431636648731995, 0.0, 3.6431636648731995], [3.6431636648731995, 1.8215818324365998, 5.464745497309799], [3.6431636648731995, 3.6431636648731605, 7.28632732974636], [5.464745497309786, 1.821581832436587, 3.6431636648731995], [5.464745497309786, 3.6431636648731867, 5.464745497309799], [5.464745497309786, 5.464745497309748, 7.28632732974636], [7.286327329746372, 3.643163664873174, 3.6431636648731995], [7.286327329746372, 5.4647454973097735, 5.464745497309799], [7.286327329746372, 7.286327329746334, 7.28632732974636], [9.10790916218296, 5.46474549730976, 3.6431636648731995], [9.10790916218296, 7.28632732974636, 5.464745497309799], [9.10790916218296, 9.10790916218292, 7.28632732974636], [5.46474549730976, 0.0, 5.46474549730976], [5.46474549730976, 1.8215818324365998, 7.28632732974636], [5.46474549730976, 3.6431636648731605, 9.10790916218292], [7.286327329746347, 1.821581832436587, 5.46474549730976], [7.286327329746347, 3.6431636648731867, 7.28632732974636], [7.286327329746347, 5.464745497309748, 9.10790916218292], [9.107909162182933, 3.643163664873174, 5.46474549730976], [9.107909162182933, 5.4647454973097735, 7.28632732974636], [9.107909162182933, 7.286327329746334, 9.10790916218292], [10.92949099461952, 5.46474549730976, 5.46474549730976], [10.92949099461952, 7.28632732974636, 7.28632732974636], [10.92949099461952, 9.10790916218292, 9.10790916218292], [7.286327329746321, 0.0, 7.286327329746321], [7.286327329746321, 1.8215818324365998, 9.10790916218292], [7.286327329746321, 3.6431636648731605, 10.929490994619481], [9.107909162182908, 1.821581832436587, 7.286327329746321], [9.107909162182908, 3.6431636648731867, 9.10790916218292], [9.107909162182908, 5.464745497309748, 10.929490994619481], [10.929490994619494, 3.643163664873174, 7.286327329746321], [10.929490994619494, 5.4647454973097735, 9.10790916218292], [10.929490994619494, 7.286327329746334, 10.929490994619481], [12.751072827056081, 5.46474549730976, 7.286327329746321], [12.751072827056081, 7.28632732974636, 9.10790916218292], [12.751072827056081, 9.10790916218292, 10.929490994619481], [9.10790916218296, 0.0, 9.10790916218296], [9.10790916218296, 1.8215818324365998, 10.92949099461956], [9.10790916218296, 3.6431636648731605, 12.75107282705612], [10.929490994619547, 1.821581832436587, 9.10790916218296], [10.929490994619547, 3.6431636648731867, 10.92949099461956], [10.929490994619547, 5.464745497309748, 12.75107282705612], [12.751072827056133, 3.643163664873174, 9.10790916218296], [12.751072827056133, 5.4647454973097735, 10.92949099461956], [12.751072827056133, 7.286327329746334, 12.75107282705612], [14.57265465949272, 5.46474549730976, 9.10790916218296], [14.57265465949272, 7.28632732974636, 10.92949099461956], [14.57265465949272, 9.10790916218292, 12.75107282705612]]}, "data": {"stress": [0.005514608049035372, 0.006122274867039843, 0.006341389189422623, -0.00035628390772449636, -0.0013455501832621735, -2.1995068423543356e-05], "doc": "Data from the output of the calculation", "volume": 870.3792937764525, "total_energy": -552.337657, "forces": [[0.0, 0.0, 0.0], [0.000697, 0.117541, 0.117094], [-0.000697, -0.117541, -0.117094], [0.122905, 0.124806, 0.004271], [0.010054, -0.004686, 0.001401], [0.125573, -0.001418, -0.123864], [0.0, 0.0, 0.0], [0.008892, -0.00504, -0.006055], [-0.008892, 0.00504, 0.006055], [-0.122905, -0.124806, -0.004271], [-0.125573, 0.001418, 0.123864], [-0.010054, 0.004686, -0.001401], [0.126066, 0.002035, 0.125225], [0.008759, 0.002689, -0.00381], [0.125279, -0.126585, -0.000956], [0.00232, 0.005159, 0.00336], [0.002436, -0.00435, -0.002295], [0.005513, -0.000496, -0.001319], [-0.005366, -7.9e-05, 0.002844], [-0.002123, -0.003994, -0.001614], [-0.001496, 0.002689, -0.000569], [0.001042, -0.126776, 0.126395], [0.002374, 0.000773, 0.003095], [-0.000416, -0.004568, 0.000124], [0.01055, -0.000549, 0.010955], [0.010793, -0.009762, -0.001182], [0.000422, -0.005342, 0.004755], [-0.001326, -0.001131, 0.002332], [0.001969, -0.001965, -0.00205], [-0.000711, -0.000239, 0.00215], [0.001498, -0.00917, 0.009976], [0.000913, -0.000163, -0.00249], [-0.000755, 0.001131, -0.000921], [0.005617, -0.006418, 0.003122], [0.003122, -0.000881, -0.001771], [0.004099, -0.000524, 0.004585], [0.0, 0.0, 0.0], [0.001949, -0.001442, -0.003471], [-0.001949, 0.001442, 0.003471], [0.000252, -0.002165, 0.003123], [0.000558, 0.000432, -0.001858], [-0.002354, -0.001438, 0.002376], [0.0, 0.0, 0.0], [0.001542, -0.00247, -0.002233], [-0.001542, 0.00247, 0.002233], [-0.000252, 0.002165, -0.003123], [0.002354, 0.001438, -0.002376], [-0.000558, -0.000432, 0.001858], [-0.01055, 0.000549, -0.010955], [-0.000422, 0.005342, -0.004755], [-0.010793, 0.009762, 0.001182], [-0.005617, 0.006418, -0.003122], [-0.004099, 0.000524, -0.004585], [-0.003122, 0.000881, 0.001771], [-0.001498, 0.00917, -0.009976], [0.000755, -0.001131, 0.000921], [-0.000913, 0.000163, 0.00249], [0.001326, 0.001131, -0.002332], [0.000711, 0.000239, -0.00215], [-0.001969, 0.001965, 0.00205], [-0.126066, -0.002035, -0.125225], [-0.125279, 0.126585, 0.000956], [-0.008759, -0.002689, 0.00381], [-0.001042, 0.126776, -0.126395], [0.000416, 0.004568, -0.000124], [-0.002374, -0.000773, -0.003095], [0.005366, 7.9e-05, -0.002844], [0.001496, -0.002689, 0.000569], [0.002123, 0.003994, 0.001614], [-0.00232, -0.005159, -0.00336], [-0.005513, 0.000496, 0.001319], [-0.002436, 0.00435, 0.002295]], "fermi_level": 3.6321}, "metadata": {"date.created": 1412295413.485422, "uuid": "93e45754-4a92-11e4-8238-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:16:53 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.92949099461952, 0.0, 10.92949099461952], [7.286327329746347, 7.286327329746348, 0.0], [0.0, 5.46474549730976, 5.46474549730976]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_72atom": 1, "GS": 1, "fcc": 1, "_1_00Cu": 1, "_1cl": 1}, "mtime": 15.038292501678358, "keywords": ["fcc", "GS", "72atom", "1cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "313e4daa55cd551857dd9e4c3740c7b0", "user": "jboes"},
"9":
{"ctime": 14.923532849393617, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [0.0, 1.8215818324365998, 1.8215818324365998], [0.0, 3.6431636648731605, 3.6431636648731605], [1.8215818324365867, 1.821581832436587, 0.0], [1.8215818324365867, 3.6431636648731867, 1.8215818324365998], [1.8215818324365867, 5.464745497309748, 3.6431636648731605], [3.6431636648731733, 3.643163664873174, 0.0], [3.6431636648731733, 5.4647454973097735, 1.8215818324365998], [3.6431636648731733, 7.286327329746334, 3.6431636648731605], [5.46474549730976, 5.46474549730976, 0.0], [5.46474549730976, 7.28632732974636, 1.8215818324365998], [5.46474549730976, 9.10790916218292, 3.6431636648731605], [1.821581832436561, 0.0, 1.821581832436561], [1.821581832436561, 1.8215818324365998, 3.6431636648731605], [1.821581832436561, 3.6431636648731605, 5.464745497309721], [3.6431636648731476, 1.821581832436587, 1.821581832436561], [3.6431636648731476, 3.6431636648731867, 3.6431636648731605], [3.6431636648731476, 5.464745497309748, 5.464745497309721], [5.4647454973097345, 3.643163664873174, 1.821581832436561], [5.4647454973097345, 5.4647454973097735, 3.6431636648731605], [5.4647454973097345, 7.286327329746334, 5.464745497309721], [7.286327329746321, 5.46474549730976, 1.821581832436561], [7.286327329746321, 7.28632732974636, 3.6431636648731605], [7.286327329746321, 9.10790916218292, 5.464745497309721], [3.6431636648731995, 0.0, 3.6431636648731995], [3.6431636648731995, 1.8215818324365998, 5.464745497309799], [3.6431636648731995, 3.6431636648731605, 7.28632732974636], [5.464745497309786, 1.821581832436587, 3.6431636648731995], [5.464745497309786, 3.6431636648731867, 5.464745497309799], [5.464745497309786, 5.464745497309748, 7.28632732974636], [7.286327329746372, 3.643163664873174, 3.6431636648731995], [7.286327329746372, 5.4647454973097735, 5.464745497309799], [7.286327329746372, 7.286327329746334, 7.28632732974636], [9.10790916218296, 5.46474549730976, 3.6431636648731995], [9.10790916218296, 7.28632732974636, 5.464745497309799], [9.10790916218296, 9.10790916218292, 7.28632732974636], [5.46474549730976, 0.0, 5.46474549730976], [5.46474549730976, 1.8215818324365998, 7.28632732974636], [5.46474549730976, 3.6431636648731605, 9.10790916218292], [7.286327329746347, 1.821581832436587, 5.46474549730976], [7.286327329746347, 3.6431636648731867, 7.28632732974636], [7.286327329746347, 5.464745497309748, 9.10790916218292], [9.107909162182933, 3.643163664873174, 5.46474549730976], [9.107909162182933, 5.4647454973097735, 7.28632732974636], [9.107909162182933, 7.286327329746334, 9.10790916218292], [10.92949099461952, 5.46474549730976, 5.46474549730976], [10.92949099461952, 7.28632732974636, 7.28632732974636], [10.92949099461952, 9.10790916218292, 9.10790916218292], [7.286327329746321, 0.0, 7.286327329746321], [7.286327329746321, 1.8215818324365998, 9.10790916218292], [7.286327329746321, 3.6431636648731605, 10.929490994619481], [9.107909162182908, 1.821581832436587, 7.286327329746321], [9.107909162182908, 3.6431636648731867, 9.10790916218292], [9.107909162182908, 5.464745497309748, 10.929490994619481], [10.929490994619494, 3.643163664873174, 7.286327329746321], [10.929490994619494, 5.4647454973097735, 9.10790916218292], [10.929490994619494, 7.286327329746334, 10.929490994619481], [12.751072827056081, 5.46474549730976, 7.286327329746321], [12.751072827056081, 7.28632732974636, 9.10790916218292], [12.751072827056081, 9.10790916218292, 10.929490994619481], [9.10790916218296, 0.0, 9.10790916218296], [9.10790916218296, 1.8215818324365998, 10.92949099461956], [9.10790916218296, 3.6431636648731605, 12.75107282705612], [10.929490994619547, 1.821581832436587, 9.10790916218296], [10.929490994619547, 3.6431636648731867, 10.92949099461956], [10.929490994619547, 5.464745497309748, 12.75107282705612], [12.751072827056133, 3.643163664873174, 9.10790916218296], [12.751072827056133, 5.4647454973097735, 10.92949099461956], [12.751072827056133, 7.286327329746334, 12.75107282705612], [14.57265465949272, 5.46474549730976, 9.10790916218296], [14.57265465949272, 7.28632732974636, 10.92949099461956], [14.57265465949272, 9.10790916218292, 12.75107282705612]], "energy": -267.75542, "calculator_parameters": {"incar": {"ediffg": -0.02, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 476, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "None": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.92949099461952, 0.0, 10.92949099461952], [7.286327329746347, 7.286327329746348, 0.0], [0.0, 5.46474549730976, 5.46474549730976]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [0.0, 1.8215818324365998, 1.8215818324365998], [0.0, 3.6431636648731605, 3.6431636648731605], [1.8215818324365867, 1.821581832436587, 0.0], [1.8215818324365867, 3.6431636648731867, 1.8215818324365998], [1.8215818324365867, 5.464745497309748, 3.6431636648731605], [3.6431636648731733, 3.643163664873174, 0.0], [3.6431636648731733, 5.4647454973097735, 1.8215818324365998], [3.6431636648731733, 7.286327329746334, 3.6431636648731605], [5.46474549730976, 5.46474549730976, 0.0], [5.46474549730976, 7.28632732974636, 1.8215818324365998], [5.46474549730976, 9.10790916218292, 3.6431636648731605], [1.821581832436561, 0.0, 1.821581832436561], [1.821581832436561, 1.8215818324365998, 3.6431636648731605], [1.821581832436561, 3.6431636648731605, 5.464745497309721], [3.6431636648731476, 1.821581832436587, 1.821581832436561], [3.6431636648731476, 3.6431636648731867, 3.6431636648731605], [3.6431636648731476, 5.464745497309748, 5.464745497309721], [5.4647454973097345, 3.643163664873174, 1.821581832436561], [5.4647454973097345, 5.4647454973097735, 3.6431636648731605], [5.4647454973097345, 7.286327329746334, 5.464745497309721], [7.286327329746321, 5.46474549730976, 1.821581832436561], [7.286327329746321, 7.28632732974636, 3.6431636648731605], [7.286327329746321, 9.10790916218292, 5.464745497309721], [3.6431636648731995, 0.0, 3.6431636648731995], [3.6431636648731995, 1.8215818324365998, 5.464745497309799], [3.6431636648731995, 3.6431636648731605, 7.28632732974636], [5.464745497309786, 1.821581832436587, 3.6431636648731995], [5.464745497309786, 3.6431636648731867, 5.464745497309799], [5.464745497309786, 5.464745497309748, 7.28632732974636], [7.286327329746372, 3.643163664873174, 3.6431636648731995], [7.286327329746372, 5.4647454973097735, 5.464745497309799], [7.286327329746372, 7.286327329746334, 7.28632732974636], [9.10790916218296, 5.46474549730976, 3.6431636648731995], [9.10790916218296, 7.28632732974636, 5.464745497309799], [9.10790916218296, 9.10790916218292, 7.28632732974636], [5.46474549730976, 0.0, 5.46474549730976], [5.46474549730976, 1.8215818324365998, 7.28632732974636], [5.46474549730976, 3.6431636648731605, 9.10790916218292], [7.286327329746347, 1.821581832436587, 5.46474549730976], [7.286327329746347, 3.6431636648731867, 7.28632732974636], [7.286327329746347, 5.464745497309748, 9.10790916218292], [9.107909162182933, 3.643163664873174, 5.46474549730976], [9.107909162182933, 5.4647454973097735, 7.28632732974636], [9.107909162182933, 7.286327329746334, 9.10790916218292], [10.92949099461952, 5.46474549730976, 5.46474549730976], [10.92949099461952, 7.28632732974636, 7.28632732974636], [10.92949099461952, 9.10790916218292, 9.10790916218292], [7.286327329746321, 0.0, 7.286327329746321], [7.286327329746321, 1.8215818324365998, 9.10790916218292], [7.286327329746321, 3.6431636648731605, 10.929490994619481], [9.107909162182908, 1.821581832436587, 7.286327329746321], [9.107909162182908, 3.6431636648731867, 9.10790916218292], [9.107909162182908, 5.464745497309748, 10.929490994619481], [10.929490994619494, 3.643163664873174, 7.286327329746321], [10.929490994619494, 5.4647454973097735, 9.10790916218292], [10.929490994619494, 7.286327329746334, 10.929490994619481], [12.751072827056081, 5.46474549730976, 7.286327329746321], [12.751072827056081, 7.28632732974636, 9.10790916218292], [12.751072827056081, 9.10790916218292, 10.929490994619481], [9.10790916218296, 0.0, 9.10790916218296], [9.10790916218296, 1.8215818324365998, 10.92949099461956], [9.10790916218296, 3.6431636648731605, 12.75107282705612], [10.929490994619547, 1.821581832436587, 9.10790916218296], [10.929490994619547, 3.6431636648731867, 10.92949099461956], [10.929490994619547, 5.464745497309748, 12.75107282705612], [12.751072827056133, 3.643163664873174, 9.10790916218296], [12.751072827056133, 5.4647454973097735, 10.92949099461956], [12.751072827056133, 7.286327329746334, 12.75107282705612], [14.57265465949272, 5.46474549730976, 9.10790916218296], [14.57265465949272, 7.28632732974636, 10.92949099461956], [14.57265465949272, 9.10790916218292, 12.75107282705612]]}, "data": {"stress": [0.007610905342169585, 0.009388860844760549, 0.009253438881200499, -0.00010946353859594306, -0.0014225828547954802, -0.0004032325185876897], "doc": "Data from the output of the calculation", "volume": 870.3792937764525, "total_energy": -267.75542, "forces": [[0.0, 0.0, 0.0], [0.000698, 7.4e-05, -0.001141], [-0.000698, -7.4e-05, 0.001141], [-4.8e-05, -1.5e-05, 1e-06], [0.000803, 6.8e-05, -0.001028], [-0.000773, -0.000187, 0.001159], [0.0, 0.0, 0.0], [0.000749, 2e-05, -0.001052], [-0.000749, -2e-05, 0.001052], [4.8e-05, 1.5e-05, -1e-06], [0.000773, 0.000187, -0.001159], [-0.000803, -6.8e-05, 0.001028], [2.1e-05, 0.000669, -0.001188], [0.000491, 0.000586, -0.000604], [-0.000447, 0.00046, 1.1e-05], [8.3e-05, 0.000848, -0.00106], [0.00039, 0.000416, -0.000587], [-0.000515, 0.000364, -4.9e-05], [2.8e-05, 0.000793, -0.00103], [0.000422, 0.000381, -0.00065], [-0.000495, 0.000465, -2.6e-05], [0.000174, 0.000757, -0.001153], [0.000419, 0.000393, -0.000671], [-0.000411, 0.000582, 2.9e-05], [-3.4e-05, -0.000783, 0.001193], [0.000448, -0.000412, 2e-05], [-0.000522, -0.000536, 0.000583], [-0.000122, -0.000748, 0.001201], [0.000458, -0.000522, -2.3e-05], [-0.000408, -0.000475, 0.000633], [-2.1e-05, -0.00072, 0.001137], [0.000526, -0.000556, -1.3e-05], [-0.000422, -0.000429, 0.000647], [-7.4e-05, -0.000871, 0.001123], [0.000544, -0.000486, 3.1e-05], [-0.000374, -0.000331, 0.0006], [0.0, 0.0, 0.0], [0.000746, 7.9e-05, -0.001167], [-0.000746, -7.9e-05, 0.001167], [-8e-06, 1.9e-05, 2.4e-05], [0.000831, 4.6e-05, -0.001132], [-0.000788, -0.000151, 0.001195], [0.0, 0.0, 0.0], [0.000749, -2.1e-05, -0.001165], [-0.000749, 2.1e-05, 0.001165], [8e-06, -1.9e-05, -2.4e-05], [0.000788, 0.000151, -0.001195], [-0.000831, -4.6e-05, 0.001132], [3.4e-05, 0.000783, -0.001193], [0.000522, 0.000536, -0.000583], [-0.000448, 0.000412, -2e-05], [7.4e-05, 0.000871, -0.001123], [0.000374, 0.000331, -0.0006], [-0.000544, 0.000486, -3.1e-05], [2.1e-05, 0.00072, -0.001137], [0.000422, 0.000429, -0.000647], [-0.000526, 0.000556, 1.3e-05], [0.000122, 0.000748, -0.001201], [0.000408, 0.000475, -0.000633], [-0.000458, 0.000522, 2.3e-05], [-2.1e-05, -0.000669, 0.001188], [0.000447, -0.00046, -1.1e-05], [-0.000491, -0.000586, 0.000604], [-0.000174, -0.000757, 0.001153], [0.000411, -0.000582, -2.9e-05], [-0.000419, -0.000393, 0.000671], [-2.8e-05, -0.000793, 0.00103], [0.000495, -0.000465, 2.6e-05], [-0.000422, -0.000381, 0.00065], [-8.3e-05, -0.000848, 0.00106], [0.000515, -0.000364, 4.9e-05], [-0.00039, -0.000416, 0.000587]], "fermi_level": 3.6031}, "metadata": {"date.created": 1405101865.504758, "uuid": "cb2bdc86-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:25 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'None'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.92949099461952, 0.0, 10.92949099461952], [7.286327329746347, 7.286327329746348, 0.0], [0.0, 5.46474549730976, 5.46474549730976]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_72atom": 1, "GS": 1, "fcc": 1, "_0cl": 1, "_1_00Cu": 1}, "mtime": 15.038292510973392, "keywords": ["fcc", "GS", "72atom", "0cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "16df8ab7ef6ad1c3e0e5204aebad0b7e", "user": "jboes"},
"10":
{"ctime": 14.923532860768786, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.8427548938590947, -1.8427548938590947, 0.0], [-1.8427548938590947, -1.8427548938590947, -3.6735993912291316], [-1.8427548938590947, 4.4044347004235696e-08, -5.566549243646225], [4.4044347004235696e-08, -1.8427548938590947, -5.566549243646225], [-2.869842822942161e-08, -2.869842822942161e-08, -3.6735993912291316], [-1.8427548938590947, 4.4044347004235696e-08, -1.7806495388120382], [4.4044347004235696e-08, -1.8427548938590947, -1.7806495388120382], [-9.664320153853213e-08, -9.664320153853213e-08, 0.0], [-5.528264435950898, -1.8427548938590947, 0.0], [-5.528264569245093, -2.1239751014990118e-08, -5.566549029489016], [-3.6855098317626145, -1.8427548938590947, -5.566549243646225], [-3.6855097590198396, -2.869842822942161e-08, -3.6735993912291316], [-5.528264569245093, -2.1239751014990118e-08, -1.780649752969247], [-3.6855098317626145, -1.8427548938590947, -1.7806495388120382], [-3.685509691075066, -9.664320153853213e-08, 0.0], [-9.213774714922096, -1.8427548938590947, 0.0], [-9.2137745816279, -2.1239751014990118e-08, -5.566549029489016], [-7.371019575436457, -1.8427548938590947, -5.5665489423685095], [-7.371019575436457, -4.7653194871410594e-08, -3.6735993912291316], [-9.2137745816279, -2.1239751014990118e-08, -1.780649752969247], [-7.371019575436457, -1.8427548938590947, -1.780649840089753], [-7.371019575436457, 2.714129330478696e-07, 0.0], [-1.8427548938590947, -5.528264435950898, 0.0], [-1.8427548938590947, -3.6855098317626145, -5.566549243646225], [-2.1239751014990118e-08, -5.528264569245093, -5.566549029489016], [-2.869842822942161e-08, -3.6855097590198396, -3.6735993912291316], [-1.8427548938590947, -3.6855098317626145, -1.7806495388120382], [-2.1239751014990118e-08, -5.528264569245093, -1.780649752969247], [-9.664320153853213e-08, -3.685509691075066, 0.0], [-5.528264693315516, -5.528264693315516, 0.0], [-5.528264569245093, -3.685509766478517, -5.566549029489016], [-3.685509766478517, -5.528264569245093, -5.566549029489016], [-3.6855097590198396, -3.6855097590198396, -3.6735993912291316], [-5.528264569245093, -3.685509766478517, -1.780649752969247], [-3.685509766478517, -5.528264569245093, -1.780649752969247], [-3.685509691075066, -3.685509691075066, 0.0], [-9.213774457557477, -5.528264693315516, 0.0], [-9.2137745816279, -3.685509766478517, -5.566549029489016], [-7.371019575436457, -5.528264775685341, -5.566549229445314], [-7.371019575436457, -3.685509740065073, -3.6735993912291316], [-9.2137745816279, -3.685509766478517, -1.780649752969247], [-7.371019575436457, -5.528264775685341, -1.7806495530129496], [-7.371019575436457, -3.6855100591312007, 0.0], [-1.8427548938590947, -9.213774714922096, 0.0], [-1.8427548938590947, -7.371019575436457, -5.5665489423685095], [-2.1239751014990118e-08, -9.2137745816279, -5.566549029489016], [-4.7653194871410594e-08, -7.371019575436457, -3.6735993912291316], [-1.8427548938590947, -7.371019575436457, -1.780649840089753], [-2.1239751014990118e-08, -9.2137745816279, -1.780649752969247], [2.714129330478696e-07, -7.371019575436457, 0.0], [-5.528264693315516, -9.213774457557477, 0.0], [-5.528264775685341, -7.371019575436457, -5.566549229445314], [-3.685509766478517, -9.2137745816279, -5.566549029489016], [-3.685509740065073, -7.371019575436457, -3.6735993912291316], [-5.528264775685341, -7.371019575436457, -1.7806495530129496], [-3.685509766478517, -9.2137745816279, -1.780649752969247], [-3.6855100591312007, -7.371019575436457, 0.0], [-9.213774457557477, -9.213774457557477, 0.0], [-9.213774375187652, -7.371019575436457, -5.566549229445314], [-7.371019575436457, -9.213774375187652, -5.566549229445314], [-7.371019575436457, -7.371019575436457, -3.6735993912291316], [-9.213774375187652, -7.371019575436457, -1.7806495530129496], [-7.371019575436457, -9.213774375187652, -1.7806495530129496], [-7.371019575436457, -7.371019575436457, 0.0], [-5.528266344252721, -1.8427548938590947, -3.6735993912291316], [-9.213772806620272, -1.8427548938590947, -3.6735993912291316], [-1.8427548938590947, -5.528266344252721, -3.6735993912291316], [-5.528265257153865, -5.528265257153865, -3.6735993912291316], [-9.213773893719129, -5.528265257153865, -3.6735993912291316], [-1.8427548938590947, -9.213772806620272, -3.6735993912291316], [-5.528265257153865, -9.213773893719129, -3.6735993912291316], [-9.213773893719129, -9.213773893719129, -3.6735993912291316]], "energy": -284.781853, "calculator_parameters": {"incar": {"lplane": true, "encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 472, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 6], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -11.056529363154725, 0.0], [-11.056529363154725, 0.0, 0.0], [0.0, 0.0, -7.347198782458263]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.8427548938590947, -1.8427548938590947, 0.0], [-1.8427548938590947, -1.8427548938590947, -3.6735993912291316], [-1.8427548938590947, 4.4044347004235696e-08, -5.566549243646225], [4.4044347004235696e-08, -1.8427548938590947, -5.566549243646225], [-2.869842822942161e-08, -2.869842822942161e-08, -3.6735993912291316], [-1.8427548938590947, 4.4044347004235696e-08, -1.7806495388120382], [4.4044347004235696e-08, -1.8427548938590947, -1.7806495388120382], [-9.664320153853213e-08, -9.664320153853213e-08, 0.0], [-5.528264435950898, -1.8427548938590947, 0.0], [-5.528264569245093, -2.1239751014990118e-08, -5.566549029489016], [-3.6855098317626145, -1.8427548938590947, -5.566549243646225], [-3.6855097590198396, -2.869842822942161e-08, -3.6735993912291316], [-5.528264569245093, -2.1239751014990118e-08, -1.780649752969247], [-3.6855098317626145, -1.8427548938590947, -1.7806495388120382], [-3.685509691075066, -9.664320153853213e-08, 0.0], [-9.213774714922096, -1.8427548938590947, 0.0], [-9.2137745816279, -2.1239751014990118e-08, -5.566549029489016], [-7.371019575436457, -1.8427548938590947, -5.5665489423685095], [-7.371019575436457, -4.7653194871410594e-08, -3.6735993912291316], [-9.2137745816279, -2.1239751014990118e-08, -1.780649752969247], [-7.371019575436457, -1.8427548938590947, -1.780649840089753], [-7.371019575436457, 2.714129330478696e-07, 0.0], [-1.8427548938590947, -5.528264435950898, 0.0], [-1.8427548938590947, -3.6855098317626145, -5.566549243646225], [-2.1239751014990118e-08, -5.528264569245093, -5.566549029489016], [-2.869842822942161e-08, -3.6855097590198396, -3.6735993912291316], [-1.8427548938590947, -3.6855098317626145, -1.7806495388120382], [-2.1239751014990118e-08, -5.528264569245093, -1.780649752969247], [-9.664320153853213e-08, -3.685509691075066, 0.0], [-5.528264693315516, -5.528264693315516, 0.0], [-5.528264569245093, -3.685509766478517, -5.566549029489016], [-3.685509766478517, -5.528264569245093, -5.566549029489016], [-3.6855097590198396, -3.6855097590198396, -3.6735993912291316], [-5.528264569245093, -3.685509766478517, -1.780649752969247], [-3.685509766478517, -5.528264569245093, -1.780649752969247], [-3.685509691075066, -3.685509691075066, 0.0], [-9.213774457557477, -5.528264693315516, 0.0], [-9.2137745816279, -3.685509766478517, -5.566549029489016], [-7.371019575436457, -5.528264775685341, -5.566549229445314], [-7.371019575436457, -3.685509740065073, -3.6735993912291316], [-9.2137745816279, -3.685509766478517, -1.780649752969247], [-7.371019575436457, -5.528264775685341, -1.7806495530129496], [-7.371019575436457, -3.6855100591312007, 0.0], [-1.8427548938590947, -9.213774714922096, 0.0], [-1.8427548938590947, -7.371019575436457, -5.5665489423685095], [-2.1239751014990118e-08, -9.2137745816279, -5.566549029489016], [-4.7653194871410594e-08, -7.371019575436457, -3.6735993912291316], [-1.8427548938590947, -7.371019575436457, -1.780649840089753], [-2.1239751014990118e-08, -9.2137745816279, -1.780649752969247], [2.714129330478696e-07, -7.371019575436457, 0.0], [-5.528264693315516, -9.213774457557477, 0.0], [-5.528264775685341, -7.371019575436457, -5.566549229445314], [-3.685509766478517, -9.2137745816279, -5.566549029489016], [-3.685509740065073, -7.371019575436457, -3.6735993912291316], [-5.528264775685341, -7.371019575436457, -1.7806495530129496], [-3.685509766478517, -9.2137745816279, -1.780649752969247], [-3.6855100591312007, -7.371019575436457, 0.0], [-9.213774457557477, -9.213774457557477, 0.0], [-9.213774375187652, -7.371019575436457, -5.566549229445314], [-7.371019575436457, -9.213774375187652, -5.566549229445314], [-7.371019575436457, -7.371019575436457, -3.6735993912291316], [-9.213774375187652, -7.371019575436457, -1.7806495530129496], [-7.371019575436457, -9.213774375187652, -1.7806495530129496], [-7.371019575436457, -7.371019575436457, 0.0], [-5.528266344252721, -1.8427548938590947, -3.6735993912291316], [-9.213772806620272, -1.8427548938590947, -3.6735993912291316], [-1.8427548938590947, -5.528266344252721, -3.6735993912291316], [-5.528265257153865, -5.528265257153865, -3.6735993912291316], [-9.213773893719129, -5.528265257153865, -3.6735993912291316], [-1.8427548938590947, -9.213772806620272, -3.6735993912291316], [-5.528265257153865, -9.213773893719129, -3.6735993912291316], [-9.213773893719129, -9.213773893719129, -3.6735993912291316]]}, "data": {"stress": [0.0019598017904797096, 0.0019598017904797096, 0.005668323867745651, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 898.1718454565286, "total_energy": -284.781853, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.017167], [0.0, 0.0, 0.017167], [0.0, 0.0, 0.0], [0.0, 0.0, -0.017167], [0.0, 0.0, -0.017167], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [-2e-06, 3e-06, 0.017165], [0.0, 0.0, 0.017167], [0.0, 0.0, 0.0], [-2e-06, 3e-06, -0.017165], [0.0, 0.0, -0.017167], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [2e-06, 3e-06, 0.017165], [0.0, 0.0, 0.01716], [0.0, 1.1e-05, 0.0], [2e-06, 3e-06, -0.017165], [0.0, 0.0, -0.01716], [0.0, 4e-06, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.017167], [3e-06, -2e-06, 0.017165], [0.0, 0.0, 0.0], [0.0, 0.0, -0.017167], [3e-06, -2e-06, -0.017165], [0.0, 0.0, 0.0], [-4e-06, -4e-06, 0.0], [-2e-06, -3e-06, 0.017165], [-3e-06, -2e-06, 0.017165], [0.0, 0.0, 0.0], [-2e-06, -3e-06, -0.017165], [-3e-06, -2e-06, -0.017165], [0.0, 0.0, 0.0], [4e-06, -4e-06, 0.0], [2e-06, -3e-06, 0.017165], [0.0, -5e-06, 0.017163], [0.0, -1.1e-05, 0.0], [2e-06, -3e-06, -0.017165], [0.0, -5e-06, -0.017163], [0.0, -4e-06, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.01716], [3e-06, 2e-06, 0.017165], [1.1e-05, 0.0, 0.0], [0.0, 0.0, -0.01716], [3e-06, 2e-06, -0.017165], [4e-06, 0.0, 0.0], [-4e-06, 4e-06, 0.0], [-5e-06, 0.0, 0.017163], [-3e-06, 2e-06, 0.017165], [-1.1e-05, 0.0, 0.0], [-5e-06, 0.0, -0.017163], [-3e-06, 2e-06, -0.017165], [-4e-06, 0.0, 0.0], [4e-06, 4e-06, 0.0], [5e-06, 0.0, 0.017163], [0.0, 5e-06, 0.017163], [0.0, 0.0, 0.0], [5e-06, 0.0, -0.017163], [0.0, 5e-06, -0.017163], [0.0, 0.0, 0.0], [2.6e-05, 0.0, 0.0], [-2.6e-05, 0.0, 0.0], [0.0, 2.6e-05, 0.0], [-3e-06, -3e-06, 0.0], [3e-06, -3e-06, 0.0], [0.0, -2.6e-05, 0.0], [-3e-06, 3e-06, 0.0], [3e-06, 3e-06, 0.0]], "fermi_level": 3.6869}, "metadata": {"date.created": 1405101865.606521, "uuid": "cb3b643a-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:25 2014", "user.username": null, "atoms.resort": [0, 10, 11, 12, 13, 14, 15, 1, 16, 17, 18, 19, 20, 21, 22, 2, 23, 24, 25, 26, 27, 28, 29, 3, 30, 31, 32, 33, 34, 35, 36, 4, 37, 38, 39, 40, 41, 42, 43, 5, 44, 45, 46, 47, 48, 49, 50, 6, 51, 52, 53, 54, 55, 56, 57, 7, 58, 59, 60, 61, 62, 63, 64, 8, 65, 66, 67, 68, 69, 70, 71, 9], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -11.056529363154725, 0.0], [-11.056529363154725, 0.0, 0.0], [0.0, 0.0, -7.347198782458263]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "GS": 1, "_0_88Cu": 1, "_0cl": 1, "fcc": 1}, "mtime": 15.038292521546218, "keywords": ["fcc", "GS", "72atom", "0cl", "0.88Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.875, "unique_id": "9e9f91e7ab3c389f527d077f85732d90", "user": "jboes"},
"11":
{"ctime": 14.923532873339832, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.866826022733686, 1.8668260227337123, 0.0], [-1.866826022733686, 0.0, 1.866826022733686], [0.0, 0.0, 0.0], [0.0, 1.8668260227337123, 1.866826022733686], [-1.866826022733686, 5.600478068201137, 0.0], [0.0, 3.7336520454674247, 0.0], [0.0, 5.600478068201137, 1.866826022733686], [-1.866826022733686, 1.8668260227337123, 3.7336520454674513], [0.0, 0.0, 3.7336520454674513], [0.0, 1.8668260227337123, 5.600478068201137], [-1.866826022733686, 5.600478068201137, 3.7336520454674513], [0.0, 3.7336520454674247, 3.7336520454674513], [0.0, 5.600478068201137, 5.600478068201137], [-1.866826022733686, 1.8668260227337123, 7.467304090934823], [0.0, 0.0, 7.467304090934823], [0.0, 1.8668260227337123, 9.334130113668587], [-1.866826022733686, 5.600478068201137, 7.467304090934823], [0.0, 3.7336520454674247, 7.467304090934823], [0.0, 5.600478068201137, 9.334130113668587], [-5.600478068201137, 1.8668260227337123, 0.0], [-3.7336520454674513, 0.0, 0.0], [-3.7336520454674513, 1.8668260227337123, 1.866826022733686], [-5.600478068201137, 5.600478068201137, 0.0], [-3.7336520454674513, 3.7336520454674247, 0.0], [-3.7336520454674513, 5.600478068201137, 1.866826022733686], [-5.600478068201137, 1.8668260227337123, 3.7336520454674513], [-3.7336520454674513, 0.0, 3.7336520454674513], [-3.7336520454674513, 1.8668260227337123, 5.600478068201137], [-5.600478068201137, 5.600478068201137, 3.7336520454674513], [-3.7336520454674513, 3.7336520454674247, 3.7336520454674513], [-3.7336520454674513, 5.600478068201137, 5.600478068201137], [-5.600478068201137, 1.8668260227337123, 7.467304090934823], [-3.7336520454674513, 0.0, 7.467304090934823], [-3.7336520454674513, 1.8668260227337123, 9.334130113668587], [-5.600478068201137, 5.600478068201137, 7.467304090934823], [-3.7336520454674513, 3.7336520454674247, 7.467304090934823], [-3.7336520454674513, 5.600478068201137, 9.334130113668587], [-9.334130113668587, 1.8668260227337123, 0.0], [-7.467304090934823, 0.0, 0.0], [-7.467304090934823, 1.8668260227337123, 1.866826022733686], [-9.334130113668587, 5.600478068201137, 0.0], [-7.467304090934823, 3.7336520454674247, 0.0], [-7.467304090934823, 5.600478068201137, 1.866826022733686], [-9.334130113668587, 1.8668260227337123, 3.7336520454674513], [-7.467304090934823, 0.0, 3.7336520454674513], [-7.467304090934823, 1.8668260227337123, 5.600478068201137], [-9.334130113668587, 5.600478068201137, 3.7336520454674513], [-7.467304090934823, 3.7336520454674247, 3.7336520454674513], [-7.467304090934823, 5.600478068201137, 5.600478068201137], [-9.334130113668587, 1.8668260227337123, 7.467304090934823], [-7.467304090934823, 0.0, 7.467304090934823], [-7.467304090934823, 1.8668260227337123, 9.334130113668587], [-9.334130113668587, 5.600478068201137, 7.467304090934823], [-7.467304090934823, 3.7336520454674247, 7.467304090934823], [-7.467304090934823, 5.600478068201137, 9.334130113668587], [-1.866826022733686, 3.7336520454674247, 1.866826022733686], [-1.866826022733686, 0.0, 5.600478068201137], [-1.866826022733686, 3.7336520454674247, 5.600478068201137], [-1.866826022733686, 0.0, 9.334130113668587], [-1.866826022733686, 3.7336520454674247, 9.334130113668587], [-5.600478068201137, 0.0, 1.866826022733686], [-5.600478068201137, 3.7336520454674247, 1.866826022733686], [-5.600478068201137, 0.0, 5.600478068201137], [-5.600478068201137, 3.7336520454674247, 5.600478068201137], [-5.600478068201137, 0.0, 9.334130113668587], [-5.600478068201137, 3.7336520454674247, 9.334130113668587], [-9.334130113668587, 0.0, 1.866826022733686], [-9.334130113668587, 3.7336520454674247, 1.866826022733686], [-9.334130113668587, 0.0, 5.600478068201137], [-9.334130113668587, 3.7336520454674247, 5.600478068201137], [-9.334130113668587, 0.0, 9.334130113668587], [-9.334130113668587, 3.7336520454674247, 9.334130113668587]], "energy": -301.506873, "calculator_parameters": {"incar": {"nsw": 10, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 464, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 6], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.200956136402274, 0.0, 0.0], [0.0, 0.0, 11.200956136402274], [0.0, 7.467304090934849, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.866826022733686, 1.8668260227337123, 0.0], [-1.866826022733686, 0.0, 1.866826022733686], [0.0, 0.0, 0.0], [0.0, 1.8668260227337123, 1.866826022733686], [-1.866826022733686, 5.600478068201137, 0.0], [0.0, 3.7336520454674247, 0.0], [0.0, 5.600478068201137, 1.866826022733686], [-1.866826022733686, 1.8668260227337123, 3.7336520454674513], [0.0, 0.0, 3.7336520454674513], [0.0, 1.8668260227337123, 5.600478068201137], [-1.866826022733686, 5.600478068201137, 3.7336520454674513], [0.0, 3.7336520454674247, 3.7336520454674513], [0.0, 5.600478068201137, 5.600478068201137], [-1.866826022733686, 1.8668260227337123, 7.467304090934823], [0.0, 0.0, 7.467304090934823], [0.0, 1.8668260227337123, 9.334130113668587], [-1.866826022733686, 5.600478068201137, 7.467304090934823], [0.0, 3.7336520454674247, 7.467304090934823], [0.0, 5.600478068201137, 9.334130113668587], [-5.600478068201137, 1.8668260227337123, 0.0], [-3.7336520454674513, 0.0, 0.0], [-3.7336520454674513, 1.8668260227337123, 1.866826022733686], [-5.600478068201137, 5.600478068201137, 0.0], [-3.7336520454674513, 3.7336520454674247, 0.0], [-3.7336520454674513, 5.600478068201137, 1.866826022733686], [-5.600478068201137, 1.8668260227337123, 3.7336520454674513], [-3.7336520454674513, 0.0, 3.7336520454674513], [-3.7336520454674513, 1.8668260227337123, 5.600478068201137], [-5.600478068201137, 5.600478068201137, 3.7336520454674513], [-3.7336520454674513, 3.7336520454674247, 3.7336520454674513], [-3.7336520454674513, 5.600478068201137, 5.600478068201137], [-5.600478068201137, 1.8668260227337123, 7.467304090934823], [-3.7336520454674513, 0.0, 7.467304090934823], [-3.7336520454674513, 1.8668260227337123, 9.334130113668587], [-5.600478068201137, 5.600478068201137, 7.467304090934823], [-3.7336520454674513, 3.7336520454674247, 7.467304090934823], [-3.7336520454674513, 5.600478068201137, 9.334130113668587], [-9.334130113668587, 1.8668260227337123, 0.0], [-7.467304090934823, 0.0, 0.0], [-7.467304090934823, 1.8668260227337123, 1.866826022733686], [-9.334130113668587, 5.600478068201137, 0.0], [-7.467304090934823, 3.7336520454674247, 0.0], [-7.467304090934823, 5.600478068201137, 1.866826022733686], [-9.334130113668587, 1.8668260227337123, 3.7336520454674513], [-7.467304090934823, 0.0, 3.7336520454674513], [-7.467304090934823, 1.8668260227337123, 5.600478068201137], [-9.334130113668587, 5.600478068201137, 3.7336520454674513], [-7.467304090934823, 3.7336520454674247, 3.7336520454674513], [-7.467304090934823, 5.600478068201137, 5.600478068201137], [-9.334130113668587, 1.8668260227337123, 7.467304090934823], [-7.467304090934823, 0.0, 7.467304090934823], [-7.467304090934823, 1.8668260227337123, 9.334130113668587], [-9.334130113668587, 5.600478068201137, 7.467304090934823], [-7.467304090934823, 3.7336520454674247, 7.467304090934823], [-7.467304090934823, 5.600478068201137, 9.334130113668587], [-1.866826022733686, 3.7336520454674247, 1.866826022733686], [-1.866826022733686, 0.0, 5.600478068201137], [-1.866826022733686, 3.7336520454674247, 5.600478068201137], [-1.866826022733686, 0.0, 9.334130113668587], [-1.866826022733686, 3.7336520454674247, 9.334130113668587], [-5.600478068201137, 0.0, 1.866826022733686], [-5.600478068201137, 3.7336520454674247, 1.866826022733686], [-5.600478068201137, 0.0, 5.600478068201137], [-5.600478068201137, 3.7336520454674247, 5.600478068201137], [-5.600478068201137, 0.0, 9.334130113668587], [-5.600478068201137, 3.7336520454674247, 9.334130113668587], [-9.334130113668587, 0.0, 1.866826022733686], [-9.334130113668587, 3.7336520454674247, 1.866826022733686], [-9.334130113668587, 0.0, 5.600478068201137], [-9.334130113668587, 3.7336520454674247, 5.600478068201137], [-9.334130113668587, 0.0, 9.334130113668587], [-9.334130113668587, 3.7336520454674247, 9.334130113668587]]}, "data": {"stress": [0.007239055117575531, 0.0072165607286429415, 0.007239067600588257, 1.7476217816663277e-07, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 936.8585626458606, "total_energy": -301.506873, "forces": [[0.0, -4e-06, 2e-06], [0.0, 2e-06, 0.001391], [0.000194, 1e-06, 1e-06], [0.000262, 2e-06, -0.000263], [0.0, 3e-06, -3e-06], [0.000194, 0.0, -1e-06], [0.000258, -2e-06, -0.000261], [0.0, 6e-06, 0.000522], [0.000258, 0.0, 0.000458], [0.000204, 3e-06, -1e-06], [0.0, -6e-06, 0.000527], [0.000261, 1e-06, 0.000458], [0.000208, -3e-06, 0.0], [0.0, -1e-06, -0.000524], [0.000262, -4e-06, -0.000459], [0.000259, -2e-06, 0.000263], [0.0, 0.0, -0.000524], [0.000262, 4e-06, -0.000457], [0.000263, 2e-06, 0.000261], [0.000115, 0.0, -3e-06], [-0.000194, 1e-06, 1e-06], [-0.000262, 2e-06, -0.000263], [0.000116, 0.0, 3e-06], [-0.000194, 0.0, -1e-06], [-0.000258, -2e-06, -0.000261], [0.000169, 2e-06, 0.000469], [-0.000258, 0.0, 0.000458], [-0.000204, 3e-06, -1e-06], [0.000162, -2e-06, 0.00047], [-0.000261, 1e-06, 0.000458], [-0.000208, -3e-06, 0.0], [0.000164, 0.0, -0.000467], [-0.000262, -4e-06, -0.000459], [-0.000259, -2e-06, 0.000263], [0.000168, 0.0, -0.000474], [-0.000262, 4e-06, -0.000457], [-0.000263, 2e-06, 0.000261], [-0.000115, 0.0, -3e-06], [0.0, 4e-06, -1e-06], [0.0, 0.0, -0.000314], [-0.000116, 0.0, 3e-06], [0.0, -5e-06, 0.0], [0.0, 0.0, -0.000311], [-0.000169, 2e-06, 0.000469], [0.0, -8e-06, 0.000527], [0.0, -2e-06, -4e-06], [-0.000162, -2e-06, 0.00047], [0.0, 7e-06, 0.000527], [0.0, 1e-06, 4e-06], [-0.000164, 0.0, -0.000467], [0.0, -6e-06, -0.000526], [0.0, 1e-06, 0.000318], [-0.000168, 0.0, -0.000474], [0.0, 5e-06, -0.000527], [0.0, -2e-06, 0.000307], [0.0, -2e-06, 0.001416], [0.0, 0.0, 1.3e-05], [0.0, 0.0, -7e-06], [0.0, -5e-06, -0.001405], [0.0, 5e-06, -0.00141], [-0.000684, 0.0, 0.001033], [-0.000676, 1e-06, 0.001036], [-0.000319, -7e-06, 2e-06], [-0.000306, 8e-06, 2e-06], [-0.000674, 3e-06, -0.001034], [-0.000682, -3e-06, -0.001034], [0.000684, 0.0, 0.001033], [0.000676, 1e-06, 0.001036], [0.000319, -7e-06, 2e-06], [0.000306, 8e-06, 2e-06], [0.000674, 3e-06, -0.001034], [0.000682, -3e-06, -0.001034]], "fermi_level": 3.6485}, "metadata": {"date.created": 1405101865.690248, "uuid": "cb482ada-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:25 2014", "user.username": null, "atoms.resort": [0, 19, 20, 1, 21, 22, 23, 2, 24, 25, 26, 3, 27, 28, 29, 4, 30, 31, 32, 5, 33, 34, 35, 6, 36, 37, 38, 7, 39, 40, 41, 8, 42, 43, 44, 9, 45, 46, 47, 10, 48, 49, 50, 11, 51, 52, 53, 12, 54, 55, 56, 13, 57, 58, 59, 14, 60, 61, 62, 15, 63, 64, 65, 16, 66, 67, 68, 17, 69, 70, 71, 18], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-11.200956136402274, 0.0, 0.0], [0.0, 0.0, 11.200956136402274], [0.0, 7.467304090934849, 0.0]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "GS": 1, "fcc": 1, "_0cl": 1, "_0_75Cu": 1}, "mtime": 15.038292533553282, "keywords": ["fcc", "GS", "72atom", "0cl", "0.75Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.75, "unique_id": "49769ce0e91beaa308152a24254fe01a", "user": "jboes"},
"12":
{"ctime": 14.923532923771932, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-0.00013881040687585848, 8.290525307438674e-05, -0.009189261048525962], [1.8771503252137252, 7.022157370295545e-05, -5.798555006919482], [-3.555332435190017e-05, -1.8770507620220884, -5.765734800442136], [2.3014150022398056e-05, 2.3370653578575912e-05, -3.812722538732948], [1.876927353816389, -3.398552492006601e-05, -1.8597078345481997], [8.148550977877912e-05, -0.00013744724154380984, -7.616255916685616], [1.8768504768399432, 1.8770716475542475, -7.634634721450004], [1.8769542216702144, -6.21090178214434e-05, -13.391180978445444], [1.8770116769547907, 1.87701255589674, -11.43816785391016], [3.7539154982855556, 1.8769540989252484, -9.48515349037972], [1.877070742970476, 1.8768518289965606, -15.241701278486712], [3.7538377199539172, 3.7540602360587285, -15.260079260826148], [3.753941830936611, 1.8769261750103516, -21.016626725893847], [3.7540000356795087, 3.7540004561103046, -19.063613069207616], [5.630904143954875, 3.753942648381911, -17.11060069651551], [3.7540590060712704, 3.7538377286538696, -22.86714711364415], [-1.8771280581690242, -1.8769076613548754, -7.634634482802813], [-1.8770240541160244, -3.7540406312482073, -13.391179858038662], [-1.8769664195415166, -1.8769667204155804, -11.438168076396254], [-6.21724477852803e-05, -1.8770249255709155, -9.485156741456592], [-1.8769070045826584, -1.8771296990542656, -15.241702278956843], [-0.0001384828003787432, 8.048168540251826e-05, -15.26008013446964], [-3.517381668549646e-05, -1.8770513095132197, -21.016623728141642], [2.364495255411174e-05, 2.1927758775876896e-05, -19.06361280589775], [1.8769276851666619, -3.57894576860085e-05, -17.110601498016802], [8.176150082857739e-05, -0.00014021657155912273, -22.867147407627634], [1.8768499932822786, 1.8770694144621118, -22.88552529121464], [1.8769538164583326, -6.211120675669868e-05, -28.64206979969488], [1.8770115574836201, 1.8770103954616393, -26.68905847019363], [3.7539155278637577, 1.8769524959910444, -24.736045824291107], [1.8770703421594033, 1.8768504571299025, -30.492592480528252], [-3.754115113231322, -3.7538959318754768, -15.260079204836192], [-3.7540122526033115, -5.631025373417193, -21.016625736218973], [-3.7539545905504514, -3.7539537879411338, -19.063613250662584], [-1.8770507660622269, -3.7540124021587182, -17.110601710138383], [-3.7538951310952946, -3.75411535985892, -22.86714663001349], [-1.8771277593524205, -1.8769070119315858, -22.88552438316709], [-1.8770239870889367, -3.7540374145169486, -28.642072575911712], [-1.8769654540265792, -1.876965735716758, -26.68905880087379], [-6.216702194505874e-05, -1.877023715353062, -24.736047987327137], [-1.8769074569268784, -1.8771281989087687, -30.492591746726116], [-0.00013958848046174835, 8.148302725457936e-05, -30.510970204346044], [-3.4971760324853385e-05, -1.8770489208264447, -36.267515517588464], [2.2868826123142556e-05, 2.388083994051871e-05, -34.314503554278204], [1.8769280239332473, -3.465444010897212e-05, -32.361492684831155], [8.186510172754984e-05, -0.00013884985543618304, -38.118036608185584], [-9.968234191967847e-05, -0.00010022775865772663, -11.438168190437086], [6.79258479783229e-05, -1.8768273729442781, -1.8268894657965737], [3.7541397742687765, 1.8770577931042798, -13.424000739619423], [1.8768908273038543, 1.8768884964702703, -19.063613306503747], [1.8770578683708399, 0.00016154357097108996, -9.452335100926632], [5.631126990760388, 3.7540462201181004, -21.049445885130368], [3.7538768853688085, 3.7538771533921755, -26.689058358117236], [3.754045921437669, 1.877150161000312, -17.077779737012282], [0.00016150287553751141, -1.8769223823771712, -13.424000365245657], [-1.8770884073553635, -1.87709061999063, -19.063612926502405], [-1.8769198569152694, -3.7538168322318564, -9.452335480088715], [1.877150571748449, 6.73236291107715e-05, -21.04944597995502], [-0.00010019011380423488, -0.00010009088539876037, -26.689058897518436], [6.81632326010595e-05, -1.8768287024834343, -17.077781396319292], [3.7541388656462846, 1.8770561713812652, -28.674891315359012], [1.8768904260888932, 1.8768885474794674, -34.31450369693185], [1.877057145419887, 0.0001615266167881435, -24.703226946848407], [-1.8768267488767112, -3.753908031314941, -21.049445687023432], [-3.7540767868490716, -3.7540729008055864, -26.689057893826302], [-3.7539084341022035, -5.630802511706601, -17.07778059630233], [0.00016033423179706574, -1.8769193557375905, -28.674891077909134], [-1.8770886934869853, -1.8770862595359428, -34.31450356735323], [-1.8769203659041347, -3.753813771332706, -24.70322543351439], [1.8771516324289674, 6.923122385948943e-05, -36.30033650432192], [-9.834875865701002e-05, -9.771026008030566e-05, -41.93994919245155], [6.856080089900907e-05, -1.8768266155037916, -32.3286711029463]], "energy": -315.678658, "calculator_parameters": {"incar": {"ediffg": -0.02, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 460, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 10], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-5.630965922076278, -5.630965922076278, -22.876335854983], [5.630965922076278, 5.630965922076278, -22.876335854983], [1.8769886406920928, -1.8769886406920928, 7.625445284994334]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-0.00013881040687585848, 8.290525307438674e-05, -0.009189261048525962], [1.8771503252137252, 7.022157370295545e-05, -5.798555006919482], [-3.555332435190017e-05, -1.8770507620220884, -5.765734800442136], [2.3014150022398056e-05, 2.3370653578575912e-05, -3.812722538732948], [1.876927353816389, -3.398552492006601e-05, -1.8597078345481997], [8.148550977877912e-05, -0.00013744724154380984, -7.616255916685616], [1.8768504768399432, 1.8770716475542475, -7.634634721450004], [1.8769542216702144, -6.21090178214434e-05, -13.391180978445444], [1.8770116769547907, 1.87701255589674, -11.43816785391016], [3.7539154982855556, 1.8769540989252484, -9.48515349037972], [1.877070742970476, 1.8768518289965606, -15.241701278486712], [3.7538377199539172, 3.7540602360587285, -15.260079260826148], [3.753941830936611, 1.8769261750103516, -21.016626725893847], [3.7540000356795087, 3.7540004561103046, -19.063613069207616], [5.630904143954875, 3.753942648381911, -17.11060069651551], [3.7540590060712704, 3.7538377286538696, -22.86714711364415], [-1.8771280581690242, -1.8769076613548754, -7.634634482802813], [-1.8770240541160244, -3.7540406312482073, -13.391179858038662], [-1.8769664195415166, -1.8769667204155804, -11.438168076396254], [-6.21724477852803e-05, -1.8770249255709155, -9.485156741456592], [-1.8769070045826584, -1.8771296990542656, -15.241702278956843], [-0.0001384828003787432, 8.048168540251826e-05, -15.26008013446964], [-3.517381668549646e-05, -1.8770513095132197, -21.016623728141642], [2.364495255411174e-05, 2.1927758775876896e-05, -19.06361280589775], [1.8769276851666619, -3.57894576860085e-05, -17.110601498016802], [8.176150082857739e-05, -0.00014021657155912273, -22.867147407627634], [1.8768499932822786, 1.8770694144621118, -22.88552529121464], [1.8769538164583326, -6.211120675669868e-05, -28.64206979969488], [1.8770115574836201, 1.8770103954616393, -26.68905847019363], [3.7539155278637577, 1.8769524959910444, -24.736045824291107], [1.8770703421594033, 1.8768504571299025, -30.492592480528252], [-3.754115113231322, -3.7538959318754768, -15.260079204836192], [-3.7540122526033115, -5.631025373417193, -21.016625736218973], [-3.7539545905504514, -3.7539537879411338, -19.063613250662584], [-1.8770507660622269, -3.7540124021587182, -17.110601710138383], [-3.7538951310952946, -3.75411535985892, -22.86714663001349], [-1.8771277593524205, -1.8769070119315858, -22.88552438316709], [-1.8770239870889367, -3.7540374145169486, -28.642072575911712], [-1.8769654540265792, -1.876965735716758, -26.68905880087379], [-6.216702194505874e-05, -1.877023715353062, -24.736047987327137], [-1.8769074569268784, -1.8771281989087687, -30.492591746726116], [-0.00013958848046174835, 8.148302725457936e-05, -30.510970204346044], [-3.4971760324853385e-05, -1.8770489208264447, -36.267515517588464], [2.2868826123142556e-05, 2.388083994051871e-05, -34.314503554278204], [1.8769280239332473, -3.465444010897212e-05, -32.361492684831155], [8.186510172754984e-05, -0.00013884985543618304, -38.118036608185584], [-9.968234191967847e-05, -0.00010022775865772663, -11.438168190437086], [6.79258479783229e-05, -1.8768273729442781, -1.8268894657965737], [3.7541397742687765, 1.8770577931042798, -13.424000739619423], [1.8768908273038543, 1.8768884964702703, -19.063613306503747], [1.8770578683708399, 0.00016154357097108996, -9.452335100926632], [5.631126990760388, 3.7540462201181004, -21.049445885130368], [3.7538768853688085, 3.7538771533921755, -26.689058358117236], [3.754045921437669, 1.877150161000312, -17.077779737012282], [0.00016150287553751141, -1.8769223823771712, -13.424000365245657], [-1.8770884073553635, -1.87709061999063, -19.063612926502405], [-1.8769198569152694, -3.7538168322318564, -9.452335480088715], [1.877150571748449, 6.73236291107715e-05, -21.04944597995502], [-0.00010019011380423488, -0.00010009088539876037, -26.689058897518436], [6.81632326010595e-05, -1.8768287024834343, -17.077781396319292], [3.7541388656462846, 1.8770561713812652, -28.674891315359012], [1.8768904260888932, 1.8768885474794674, -34.31450369693185], [1.877057145419887, 0.0001615266167881435, -24.703226946848407], [-1.8768267488767112, -3.753908031314941, -21.049445687023432], [-3.7540767868490716, -3.7540729008055864, -26.689057893826302], [-3.7539084341022035, -5.630802511706601, -17.07778059630233], [0.00016033423179706574, -1.8769193557375905, -28.674891077909134], [-1.8770886934869853, -1.8770862595359428, -34.31450356735323], [-1.8769203659041347, -3.753813771332706, -24.70322543351439], [1.8771516324289674, 6.923122385948943e-05, -36.30033650432192], [-9.834875865701002e-05, -9.771026008030566e-05, -41.93994919245155], [6.856080089900907e-05, -1.8768266155037916, -32.3286711029463]]}, "data": {"stress": [0.00602638660478363, 0.006026342914239088, 0.0037863848691455397, 0.00022131757412895115, -0.00022104294784897502, 0.00036088389791409675], "doc": "Data from the output of the calculation", "volume": 967.1436810649138, "total_energy": -315.678658, "forces": [[-6.6e-05, -3e-05, 0.003541], [-2.8e-05, -5.9e-05, -0.011175], [0.000258, -7.1e-05, -0.010912], [-8.9e-05, -9.2e-05, 1e-06], [-7.5e-05, 0.000248, 0.010893], [-2.3e-05, -7.1e-05, -0.003542], [-6.8e-05, -3e-05, 0.003541], [0.000248, -7.1e-05, -0.010905], [-9.3e-05, -9.5e-05, 1e-06], [-7.3e-05, 0.000254, 0.010895], [-2.8e-05, -7.4e-05, -0.003539], [-5.6e-05, -3e-05, 0.003539], [0.000256, -7.1e-05, -0.010905], [-9e-05, -8.7e-05, 1e-06], [-7.1e-05, 0.000254, 0.010907], [-2.5e-05, -5.8e-05, -0.003538], [-5.8e-05, -2.4e-05, 0.003542], [0.000257, -6.3e-05, -0.01091], [-8.6e-05, -8.7e-05, 1e-06], [-6.9e-05, 0.000259, 0.010914], [-2.3e-05, -5.5e-05, -0.003534], [-6.6e-05, -2e-05, 0.003547], [0.000252, -6.6e-05, -0.010918], [-9.7e-05, -8.6e-05, -1e-06], [-7.8e-05, 0.000255, 0.010913], [-2.6e-05, -6.1e-05, -0.003538], [-6.7e-05, -2.2e-05, 0.003545], [0.000252, -7.4e-05, -0.010914], [-8.9e-05, -9e-05, -1e-06], [-7.2e-05, 0.000257, 0.010906], [-2.6e-05, -7.1e-05, -0.00354], [-7e-05, -2.3e-05, 0.00354], [0.000254, -8.5e-05, -0.010909], [-9.1e-05, -9.3e-05, -1e-06], [-7e-05, 0.000254, 0.010918], [-2.6e-05, -6.5e-05, -0.003543], [-6e-05, -2.5e-05, 0.003538], [0.000255, -8.2e-05, -0.010899], [-9.1e-05, -9.1e-05, 0.0], [-6.7e-05, 0.000253, 0.010919], [-2.3e-05, -5.5e-05, -0.003546], [-6e-05, -2.4e-05, 0.003536], [0.000253, -7.5e-05, -0.01091], [-8.9e-05, -9.6e-05, -4e-06], [-8.2e-05, 0.000251, 0.010919], [-2.7e-05, -6.1e-05, -0.003544], [7.9e-05, 8.3e-05, 1e-06], [-4.1e-05, -2.4e-05, 0.01117], [-3.3e-05, -5e-05, -0.011172], [6.4e-05, 8.3e-05, -1e-06], [-5.4e-05, -2.8e-05, 0.011173], [-2.4e-05, -4.8e-05, -0.011174], [8e-05, 8e-05, -3e-06], [-4.8e-05, -2.5e-05, 0.011175], [-2.7e-05, -3.3e-05, -0.011174], [7.6e-05, 9.5e-05, -1e-06], [-5e-05, -2e-05, 0.011183], [-3.1e-05, -4.3e-05, -0.011178], [8.2e-05, 8e-05, 4e-06], [-4.4e-05, -1.7e-05, 0.011184], [-2.6e-05, -4.3e-05, -0.011176], [6.7e-05, 8.1e-05, 0.0], [-4.8e-05, -3.2e-05, 0.011183], [-2.9e-05, -5.2e-05, -0.011185], [7.8e-05, 4.6e-05, -5e-06], [-5.2e-05, -4.1e-05, 0.011181], [-1.6e-05, -5.2e-05, -0.01118], [8e-05, 6e-05, -3e-06], [-4.6e-05, -3.8e-05, 0.011173], [-4e-05, -5.2e-05, -0.011178], [6.6e-05, 6.3e-05, 1e-06], [-4.6e-05, -2.7e-05, 0.011174]], "fermi_level": 3.6897}, "metadata": {"date.created": 1405101865.797121, "uuid": "cb587976-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:25 2014", "user.username": null, "atoms.resort": [0, 28, 29, 30, 31, 1, 2, 3, 32, 33, 34, 35, 36, 4, 5, 6, 37, 38, 39, 40, 41, 7, 8, 9, 42, 43, 44, 45, 46, 10, 11, 12, 47, 48, 49, 50, 51, 13, 14, 15, 52, 53, 54, 55, 56, 16, 17, 18, 57, 58, 59, 60, 61, 19, 20, 21, 62, 63, 64, 65, 66, 22, 23, 24, 67, 68, 69, 70, 71, 25, 26, 27], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-5.630965922076278, -5.630965922076278, -22.876335854983], [5.630965922076278, 5.630965922076278, -22.876335854983], [1.8769886406920928, -1.8769886406920928, 7.625445284994334]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "GS": 1, "_0_62Cu": 1, "_0cl": 1, "fcc": 1}, "mtime": 15.038292543983761, "keywords": ["fcc", "GS", "72atom", "0cl", "0.62Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.625, "unique_id": "74ecb0b572c39cc127079ece4178bc62", "user": "jboes"},
"13":
{"ctime": 14.923532942513374, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.6646575316643484, -1.4382899320127035e-14, 2.032450901805027], [0.0, 0.0, 0.0], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [0.0, 2.032450901805056, 2.032450901805056], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [0.0, 4.064901803610068, 4.064901803610068], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [0.0, -2.032450901805041, 2.032450901805041], [-3.329315063328768, -2.032450901805041, 2.032450901805041], [-6.658630126657465, -2.032450901805041, 2.032450901805041], [0.0, 1.4654943925052066e-14, 4.064901803610097], [-3.329315063328768, 1.4754943925052067e-14, 4.064901803610097], [-6.658630126657465, 1.4854943925052065e-14, 4.064901803610097], [0.0, 2.032450901805027, 6.097352705415109], [-3.329315063328768, 2.032450901805027, 6.097352705415109], [-6.658630126657465, 2.032450901805027, 6.097352705415109], [0.0, -4.064901803610082, 4.064901803610082], [-3.329315063328768, -4.064901803610082, 4.064901803610082], [-6.658630126657465, -4.064901803610082, 4.064901803610082], [0.0, -2.0324509018050265, 6.097352705415139], [-3.329315063328768, -2.0324509018050265, 6.097352705415139], [-6.658630126657465, -2.0324509018050265, 6.097352705415139], [0.0, -1.4210854715202004e-14, 8.12980360722015], [-3.329315063328768, -1.4110854715202003e-14, 8.12980360722015], [-6.658630126657465, -1.4010854715202005e-14, 8.12980360722015], [0.0, -6.0973527054151235, 6.0973527054151235], [-3.329315063328768, -6.0973527054151235, 6.0973527054151235], [-6.658630126657465, -6.0973527054151235, 6.0973527054151235], [0.0, -4.064901803610068, 8.129803607220179], [-3.329315063328768, -4.064901803610068, 8.129803607220179], [-6.658630126657465, -4.064901803610068, 8.129803607220179], [0.0, -2.0324509018050554, 10.162254509025193], [-3.329315063328768, -2.0324509018050554, 10.162254509025193], [-6.658630126657465, -2.0324509018050554, 10.162254509025193], [-4.993972594993116, -1.4282899320127034e-14, 2.032450901805027], [-8.323287658321885, -1.4182899320127035e-14, 2.032450901805027], [-1.6646575316643484, 2.032450901805041, 4.064901803610082], [-4.993972594993116, 2.032450901805041, 4.064901803610082], [-8.323287658321885, 2.0324509018050416, 4.064901803610082], [-1.6646575316643484, 4.064901803610097, 6.097352705415139], [-4.993972594993116, 4.064901803610097, 6.097352705415139], [-8.323287658321885, 4.064901803610097, 6.097352705415139], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [-1.6646575316643484, -4.0649018036100975, 6.097352705415109], [-4.993972594993116, -4.0649018036100975, 6.097352705415109], [-8.323287658321885, -4.0649018036100975, 6.097352705415109], [-1.6646575316643484, -2.0324509018050416, 8.129803607220165], [-4.993972594993116, -2.0324509018050416, 8.129803607220165], [-8.323287658321885, -2.032450901805041, 8.129803607220165], [-1.6646575316643484, 1.4260854715202004e-14, 10.162254509025221], [-4.993972594993116, 1.4360854715202005e-14, 10.162254509025221], [-8.323287658321885, 1.4460854715202006e-14, 10.162254509025221], [-1.6646575316643484, -6.097352705415138, 8.12980360722015], [-4.993972594993116, -6.097352705415138, 8.12980360722015], [-8.323287658321885, -6.097352705415138, 8.12980360722015], [-1.6646575316643484, -4.064901803610082, 10.162254509025205], [-4.993972594993116, -4.064901803610082, 10.162254509025205], [-8.323287658321885, -4.064901803610082, 10.162254509025205], [-1.6646575316643484, -2.032450901805026, 12.194705410830261], [-4.993972594993116, -2.032450901805026, 12.194705410830261], [-8.323287658321885, -2.0324509018050256, 12.194705410830261]], "energy": -328.610045, "calculator_parameters": {"incar": {"encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 456, "ibrion": 2, "lplane": true, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 6, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Pd", "1": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -8.129803607220165, 8.129803607220165], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.6646575316643484, -1.4382899320127035e-14, 2.032450901805027], [0.0, 0.0, 0.0], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [0.0, 2.032450901805056, 2.032450901805056], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [0.0, 4.064901803610068, 4.064901803610068], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [0.0, -2.032450901805041, 2.032450901805041], [-3.329315063328768, -2.032450901805041, 2.032450901805041], [-6.658630126657465, -2.032450901805041, 2.032450901805041], [0.0, 1.4654943925052066e-14, 4.064901803610097], [-3.329315063328768, 1.4754943925052067e-14, 4.064901803610097], [-6.658630126657465, 1.4854943925052065e-14, 4.064901803610097], [0.0, 2.032450901805027, 6.097352705415109], [-3.329315063328768, 2.032450901805027, 6.097352705415109], [-6.658630126657465, 2.032450901805027, 6.097352705415109], [0.0, -4.064901803610082, 4.064901803610082], [-3.329315063328768, -4.064901803610082, 4.064901803610082], [-6.658630126657465, -4.064901803610082, 4.064901803610082], [0.0, -2.0324509018050265, 6.097352705415139], [-3.329315063328768, -2.0324509018050265, 6.097352705415139], [-6.658630126657465, -2.0324509018050265, 6.097352705415139], [0.0, -1.4210854715202004e-14, 8.12980360722015], [-3.329315063328768, -1.4110854715202003e-14, 8.12980360722015], [-6.658630126657465, -1.4010854715202005e-14, 8.12980360722015], [0.0, -6.0973527054151235, 6.0973527054151235], [-3.329315063328768, -6.0973527054151235, 6.0973527054151235], [-6.658630126657465, -6.0973527054151235, 6.0973527054151235], [0.0, -4.064901803610068, 8.129803607220179], [-3.329315063328768, -4.064901803610068, 8.129803607220179], [-6.658630126657465, -4.064901803610068, 8.129803607220179], [0.0, -2.0324509018050554, 10.162254509025193], [-3.329315063328768, -2.0324509018050554, 10.162254509025193], [-6.658630126657465, -2.0324509018050554, 10.162254509025193], [-4.993972594993116, -1.4282899320127034e-14, 2.032450901805027], [-8.323287658321885, -1.4182899320127035e-14, 2.032450901805027], [-1.6646575316643484, 2.032450901805041, 4.064901803610082], [-4.993972594993116, 2.032450901805041, 4.064901803610082], [-8.323287658321885, 2.0324509018050416, 4.064901803610082], [-1.6646575316643484, 4.064901803610097, 6.097352705415139], [-4.993972594993116, 4.064901803610097, 6.097352705415139], [-8.323287658321885, 4.064901803610097, 6.097352705415139], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [-1.6646575316643484, -4.0649018036100975, 6.097352705415109], [-4.993972594993116, -4.0649018036100975, 6.097352705415109], [-8.323287658321885, -4.0649018036100975, 6.097352705415109], [-1.6646575316643484, -2.0324509018050416, 8.129803607220165], [-4.993972594993116, -2.0324509018050416, 8.129803607220165], [-8.323287658321885, -2.032450901805041, 8.129803607220165], [-1.6646575316643484, 1.4260854715202004e-14, 10.162254509025221], [-4.993972594993116, 1.4360854715202005e-14, 10.162254509025221], [-8.323287658321885, 1.4460854715202006e-14, 10.162254509025221], [-1.6646575316643484, -6.097352705415138, 8.12980360722015], [-4.993972594993116, -6.097352705415138, 8.12980360722015], [-8.323287658321885, -6.097352705415138, 8.12980360722015], [-1.6646575316643484, -4.064901803610082, 10.162254509025205], [-4.993972594993116, -4.064901803610082, 10.162254509025205], [-8.323287658321885, -4.064901803610082, 10.162254509025205], [-1.6646575316643484, -2.032450901805026, 12.194705410830261], [-4.993972594993116, -2.032450901805026, 12.194705410830261], [-8.323287658321885, -2.0324509018050256, 12.194705410830261]]}, "data": {"stress": [0.0030411240433666606, -0.0027126460464897482, -0.0027127896011360994, -5.639825149691764e-05, 1.9972820361900892e-07, 8.113958272022236e-08], "doc": "Data from the output of the calculation", "volume": 990.2104797636335, "total_energy": -328.610045, "forces": [[-0.000239, 2.3e-05, 1.5e-05], [-1e-06, 0.0, -2e-06], [0.001244, 1e-06, -1e-06], [-0.001243, 1e-06, -4e-06], [0.0, -1e-06, 0.0], [0.001243, 2e-06, -2e-06], [-0.001242, 3e-06, 1e-06], [2e-06, 3e-06, 2e-06], [0.001242, 3e-06, -1e-06], [-0.001242, 1e-06, 0.0], [-3e-06, 1e-06, -2e-06], [0.001245, -1e-06, 1e-06], [-0.001242, -2e-06, -2e-06], [-1e-06, -1e-06, 0.0], [0.001244, -2e-06, -1e-06], [-0.001243, 3e-06, 0.0], [1e-06, 1e-06, 2e-06], [0.001243, 2e-06, 2e-06], [-0.001243, 2e-06, 0.0], [-3e-06, -1e-06, 0.0], [0.001247, 0.0, -1e-06], [-0.001244, -3e-06, -1e-06], [-2e-06, 1e-06, -1e-06], [0.001247, -2e-06, 0.0], [-0.001244, 1e-06, 1e-06], [0.0, 1e-06, 1e-06], [0.001246, 1e-06, 3e-06], [-0.001245, 2e-06, 1e-06], [0.0, -1e-06, -1e-06], [0.001244, 1e-06, -2e-06], [-0.001244, -1e-06, -3e-06], [0.0, 1e-06, -2e-06], [0.001244, 0.0, -2e-06], [-0.001243, 1e-06, 1e-06], [2e-06, 3e-06, 1e-06], [0.001243, 2e-06, 1e-06], [-0.001244, 2e-06, 1e-06], [-1.5e-05, 2.4e-05, -1e-05], [0.00025, -2e-06, 1.7e-05], [-0.00024, -2.2e-05, -1.2e-05], [3.4e-05, -1.3e-05, -1.3e-05], [0.000223, -1e-05, -2.2e-05], [-0.000228, -1.3e-05, -2.1e-05], [-4e-06, 2.5e-05, -1.1e-05], [0.000231, 2e-06, 0.0], [-0.000234, 0.0, 1.5e-05], [-1e-06, 1.4e-05, 4.4e-05], [0.000233, -3e-06, -1.1e-05], [-0.000286, 1e-05, -1.3e-05], [2.8e-05, -4.5e-05, 8e-06], [0.000242, -2.2e-05, -1.9e-05], [-0.000231, -1.3e-05, 9e-06], [1.6e-05, -3.4e-05, 1e-05], [0.000215, 1.2e-05, 3e-05], [-0.000262, -2.3e-05, -7e-06], [1.9e-05, 1.6e-05, 1.5e-05], [0.000239, 0.0, -3e-06], [-0.000269, -1.3e-05, 3e-05], [8e-06, -7e-06, -5.2e-05], [0.000262, -1.6e-05, 2e-06], [-0.000262, 6e-06, 9e-06], [4.8e-05, -2e-06, 5e-06], [0.000221, 1.2e-05, 1.1e-05], [-0.000262, 2.4e-05, -1.1e-05], [1.9e-05, -2e-06, -1.3e-05], [0.00024, 2.1e-05, 1.4e-05], [-0.00023, 1.7e-05, -1.3e-05], [4e-06, -9e-06, 0.0], [0.000219, -1e-05, -4e-06], [-0.00027, 2.1e-05, -2.5e-05], [3.1e-05, 1.2e-05, 3.2e-05], [0.000241, -2e-06, 2e-06]], "fermi_level": 3.7306}, "metadata": {"date.created": 1405101865.9129, "uuid": "cb6a2446-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:25 2014", "user.username": null, "atoms.resort": [1, 0, 37, 2, 38, 3, 39, 4, 40, 5, 41, 6, 42, 7, 43, 8, 44, 9, 45, 10, 46, 11, 47, 12, 48, 13, 49, 14, 50, 15, 51, 16, 52, 17, 53, 18, 54, 19, 55, 20, 56, 21, 57, 22, 58, 23, 59, 24, 60, 25, 61, 26, 62, 27, 63, 28, 64, 29, 65, 30, 66, 31, 67, 32, 68, 33, 69, 34, 70, 35, 71, 36], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Pd'\np4\naa(lp5\nS'1'\np6\naS'Cu'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -8.129803607220165, 8.129803607220165], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "_0_50Cu": 1, "fcc": 1, "_0cl": 1, "GS": 1}, "mtime": 15.038292552372548, "keywords": ["fcc", "GS", "72atom", "0cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "e7a2347d8758018185d67635da5dd925", "user": "jboes"},
"14":
{"ctime": 14.92353295732299, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.9770410646355092, 0.0, 12.787796213416671], [-1.9770410646355092, 0.0, 1.947386538033871], [-2.6131481593241413e-07, 0.0, 7.250369989274788], [-1.4647083944593772e-06, 0.0, 3.7105955603328495], [-3.954081457592015, -1.9770403929565057, 12.787795729481777], [-1.9770410646355507, -1.9770408033207347, 7.250369989274788], [-1.977041064635552, -1.9770395999271575, 3.7105955603328495], [-5.931123865585658, -3.9540828009501485, 12.787795729481777], [-3.9540825629989755, -3.9540816955431457, 7.250370898438822], [-3.95408324823962, -3.954081010302501, 3.710595273418291], [-3.954081457592015, 1.9770403929565057, 12.787795729481777], [-1.9770410646355507, 1.9770408033207347, 7.250369989274788], [-1.977041064635552, 1.9770395999271575, 3.7105955603328495], [-5.931121545681583, 0.0, 12.787795427660246], [-3.9540818679562855, 0.0, 7.250369989274788], [-3.9540806645627096, 0.0, 3.7105955603328495], [-7.908164258542163, -1.9770427128605803, 12.787795427660246], [-5.931122760178697, -1.977041498363424, 7.250370898438822], [-5.931122074938052, -1.9770421836040686, 3.710595273418291], [-5.931123865585658, 3.9540828009501485, 12.787795729481777], [-3.9540825629989755, 3.9540816955431457, 7.250370898438822], [-3.95408324823962, 3.954081010302501, 3.710595273418291], [-7.908164258542163, 1.9770427128605803, 12.787795427660246], [-5.931122760178697, 1.977041498363424, 7.250370898438822], [-5.931122074938052, 1.9770421836040686, 3.710595273418291], [-9.885206971402743, 0.0, 12.787795427660246], [-7.908164258542121, 0.0, 7.250372556765757], [-7.908164258542121, 0.0, 3.7105949487117864], [-2.7688103962089237e-06, 0.0, 14.550087307936753], [-1.9770410646355092, 0.0, 9.013575486542386], [8.180040318709181e-07, 0.0, 11.025505886743083], [-1.9770410646355092, 0.0, 5.480477084002292], [-3.954079959289061, -1.977038894653552, 1.947391724880176], [-1.9770410646355514, -1.9770382958251553, 14.550087307936753], [-3.954083945029279, -1.9770428803937699, 9.013573406856137], [-1.9770410646355514, -1.9770418826395835, 11.025505886743083], [-3.9540822024692943, -1.977041137833785, 5.48047927967831], [-5.9311253638886114, -3.9540842992531022, 1.947391724880176], [-3.954084921154349, -3.954079337387772, 14.550085754745695], [-5.931121378148394, -3.9540803135128844, 9.013573406856137], [-3.954081906174626, -3.9540823523674953, 11.025504790937282], [-5.931123120708379, -3.9540820560728696, 5.48047927967831], [-3.954079959289061, 1.977038894653552, 1.947391724880176], [-1.9770410646355514, 1.9770382958251553, 14.550087307936753], [-3.954083945029279, 1.9770428803937699, 9.013573406856137], [-1.9770410646355514, 1.9770418826395835, 11.025505886743083], [-3.9540822024692943, 1.977041137833785, 5.48047927967831], [-5.931120817726953, 0.0, 1.9473936929953268], [-3.9540793604607067, 0.0, 14.550087307936753], [-5.931125760687034, 0.0, 9.01357218679451], [-3.954082947275135, 0.0, 11.025505886743083], [-5.931121591428428, 0.0, 5.480480714342778], [-7.908164258542164, -1.977043440815211, 1.9473936929953268], [-5.931120402023323, -1.9770438565187978, 14.550085754745695], [-7.908164258542163, -1.9770384978551294, 9.01357218679451], [-5.931123417003047, -1.977040841539075, 11.025504790937282], [-7.908164258542163, -1.9770426671137344, 5.480480714342778], [-5.9311253638886114, 3.9540842992531022, 1.947391724880176], [-3.954084921154349, 3.954079337387772, 14.550085754745695], [-5.931121378148394, 3.9540803135128844, 9.013573406856137], [-3.954081906174626, 3.9540823523674953, 11.025504790937282], [-5.931123120708379, 3.9540820560728696, 5.48047927967831], [-7.908164258542164, 1.977043440815211, 1.9473936929953268], [-5.931120402023323, 1.9770438565187978, 14.550085754745695], [-7.908164258542163, 1.9770384978551294, 9.01357218679451], [-5.931123417003047, 1.977040841539075, 11.025504790937282], [-7.908164258542163, 1.9770426671137344, 5.480480714342778], [-9.885207699357375, 0.0, 1.9473936929953268], [-7.908164258542121, 0.0, 14.550083408169499], [-9.885202756397293, 0.0, 9.01357218679451], [-7.908164258542121, 0.0, 11.025501297785286], [-9.885206925655897, 0.0, 5.480480714342778]], "energy": -340.154363, "calculator_parameters": {"incar": {"nsw": 10, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 448, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [6, 6, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-5.931123193906612, 5.931123193906612, 0.0], [-5.931123193906612, -5.931123193906612, 0.0], [0.0, 0.0, 14.614621679789996]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.9770410646355092, 0.0, 12.787796213416671], [-1.9770410646355092, 0.0, 1.947386538033871], [-2.6131481593241413e-07, 0.0, 7.250369989274788], [-1.4647083944593772e-06, 0.0, 3.7105955603328495], [-3.954081457592015, -1.9770403929565057, 12.787795729481777], [-1.9770410646355507, -1.9770408033207347, 7.250369989274788], [-1.977041064635552, -1.9770395999271575, 3.7105955603328495], [-5.931123865585658, -3.9540828009501485, 12.787795729481777], [-3.9540825629989755, -3.9540816955431457, 7.250370898438822], [-3.95408324823962, -3.954081010302501, 3.710595273418291], [-3.954081457592015, 1.9770403929565057, 12.787795729481777], [-1.9770410646355507, 1.9770408033207347, 7.250369989274788], [-1.977041064635552, 1.9770395999271575, 3.7105955603328495], [-5.931121545681583, 0.0, 12.787795427660246], [-3.9540818679562855, 0.0, 7.250369989274788], [-3.9540806645627096, 0.0, 3.7105955603328495], [-7.908164258542163, -1.9770427128605803, 12.787795427660246], [-5.931122760178697, -1.977041498363424, 7.250370898438822], [-5.931122074938052, -1.9770421836040686, 3.710595273418291], [-5.931123865585658, 3.9540828009501485, 12.787795729481777], [-3.9540825629989755, 3.9540816955431457, 7.250370898438822], [-3.95408324823962, 3.954081010302501, 3.710595273418291], [-7.908164258542163, 1.9770427128605803, 12.787795427660246], [-5.931122760178697, 1.977041498363424, 7.250370898438822], [-5.931122074938052, 1.9770421836040686, 3.710595273418291], [-9.885206971402743, 0.0, 12.787795427660246], [-7.908164258542121, 0.0, 7.250372556765757], [-7.908164258542121, 0.0, 3.7105949487117864], [-2.7688103962089237e-06, 0.0, 14.550087307936753], [-1.9770410646355092, 0.0, 9.013575486542386], [8.180040318709181e-07, 0.0, 11.025505886743083], [-1.9770410646355092, 0.0, 5.480477084002292], [-3.954079959289061, -1.977038894653552, 1.947391724880176], [-1.9770410646355514, -1.9770382958251553, 14.550087307936753], [-3.954083945029279, -1.9770428803937699, 9.013573406856137], [-1.9770410646355514, -1.9770418826395835, 11.025505886743083], [-3.9540822024692943, -1.977041137833785, 5.48047927967831], [-5.9311253638886114, -3.9540842992531022, 1.947391724880176], [-3.954084921154349, -3.954079337387772, 14.550085754745695], [-5.931121378148394, -3.9540803135128844, 9.013573406856137], [-3.954081906174626, -3.9540823523674953, 11.025504790937282], [-5.931123120708379, -3.9540820560728696, 5.48047927967831], [-3.954079959289061, 1.977038894653552, 1.947391724880176], [-1.9770410646355514, 1.9770382958251553, 14.550087307936753], [-3.954083945029279, 1.9770428803937699, 9.013573406856137], [-1.9770410646355514, 1.9770418826395835, 11.025505886743083], [-3.9540822024692943, 1.977041137833785, 5.48047927967831], [-5.931120817726953, 0.0, 1.9473936929953268], [-3.9540793604607067, 0.0, 14.550087307936753], [-5.931125760687034, 0.0, 9.01357218679451], [-3.954082947275135, 0.0, 11.025505886743083], [-5.931121591428428, 0.0, 5.480480714342778], [-7.908164258542164, -1.977043440815211, 1.9473936929953268], [-5.931120402023323, -1.9770438565187978, 14.550085754745695], [-7.908164258542163, -1.9770384978551294, 9.01357218679451], [-5.931123417003047, -1.977040841539075, 11.025504790937282], [-7.908164258542163, -1.9770426671137344, 5.480480714342778], [-5.9311253638886114, 3.9540842992531022, 1.947391724880176], [-3.954084921154349, 3.954079337387772, 14.550085754745695], [-5.931121378148394, 3.9540803135128844, 9.013573406856137], [-3.954081906174626, 3.9540823523674953, 11.025504790937282], [-5.931123120708379, 3.9540820560728696, 5.48047927967831], [-7.908164258542164, 1.977043440815211, 1.9473936929953268], [-5.931120402023323, 1.9770438565187978, 14.550085754745695], [-7.908164258542163, 1.9770384978551294, 9.01357218679451], [-5.931123417003047, 1.977040841539075, 11.025504790937282], [-7.908164258542163, 1.9770426671137344, 5.480480714342778], [-9.885207699357375, 0.0, 1.9473936929953268], [-7.908164258542121, 0.0, 14.550083408169499], [-9.885202756397293, 0.0, 9.01357218679451], [-7.908164258542121, 0.0, 11.025501297785286], [-9.885206925655897, 0.0, 5.480480714342778]]}, "data": {"stress": [0.008653024693589941, 0.008653024693589941, 0.005874555720995004, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 1028.2328217711824, "total_energy": -340.154363, "forces": [[0.0, 0.0, -4.4e-05], [0.0, 0.0, 0.000549], [-2.6e-05, 0.0, -0.013303], [1.6e-05, 0.0, 0.013325], [1e-06, 1e-06, -2.3e-05], [0.0, 2.6e-05, -0.013303], [0.0, -1.6e-05, 0.013325], [-1e-06, -1e-06, -2.3e-05], [-7e-06, 7e-06, -0.013331], [1.4e-05, -1.4e-05, 0.013314], [1e-06, -1e-06, -2.3e-05], [0.0, -2.6e-05, -0.013303], [0.0, 1.6e-05, 0.013325], [-9e-06, 0.0, 4e-06], [2.6e-05, 0.0, -0.013303], [-1.6e-05, 0.0, 0.013325], [0.0, 9e-06, 4e-06], [7e-06, -7e-06, -0.013331], [-1.4e-05, 1.4e-05, 0.013314], [-1e-06, 1e-06, -2.3e-05], [-7e-06, -7e-06, -0.013331], [1.4e-05, 1.4e-05, 0.013314], [0.0, -9e-06, 4e-06], [7e-06, 7e-06, -0.013331], [-1.4e-05, -1.4e-05, 0.013314], [9e-06, 0.0, 4e-06], [0.0, 0.0, -0.013366], [0.0, 0.0, 0.013313], [7.8e-05, 0.0, 0.002443], [0.0, 0.0, -0.000407], [-6.6e-05, 0.0, -0.002582], [0.0, 0.0, 9.4e-05], [-5.2e-05, -5.2e-05, 0.000471], [0.0, -7.8e-05, 0.002443], [6.4e-05, 6.4e-05, -0.000406], [0.0, 6.6e-05, -0.002582], [1.1e-05, 1.1e-05, 3.8e-05], [5.2e-05, 5.2e-05, 0.000471], [5.7e-05, -5.7e-05, 0.002519], [-6.4e-05, -6.4e-05, -0.000406], [-2.9e-05, 2.9e-05, -0.002524], [-1.1e-05, -1.1e-05, 3.8e-05], [-5.2e-05, 5.2e-05, 0.000471], [0.0, 7.8e-05, 0.002443], [6.4e-05, -6.4e-05, -0.000406], [0.0, -6.6e-05, -0.002582], [1.1e-05, -1.1e-05, 3.8e-05], [-9.5e-05, 0.0, 0.000412], [-7.8e-05, 0.0, 0.002443], [0.000109, 0.0, -0.000414], [6.6e-05, 0.0, -0.002582], [-1.5e-05, 0.0, -1.4e-05], [0.0, 9.5e-05, 0.000412], [-5.7e-05, 5.7e-05, 0.002519], [0.0, -0.000109, -0.000414], [2.9e-05, -2.9e-05, -0.002524], [0.0, 1.5e-05, -1.4e-05], [5.2e-05, -5.2e-05, 0.000471], [5.7e-05, 5.7e-05, 0.002519], [-6.4e-05, 6.4e-05, -0.000406], [-2.9e-05, -2.9e-05, -0.002524], [-1.1e-05, 1.1e-05, 3.8e-05], [0.0, -9.5e-05, 0.000412], [-5.7e-05, -5.7e-05, 0.002519], [0.0, 0.000109, -0.000414], [2.9e-05, 2.9e-05, -0.002524], [0.0, -1.5e-05, -1.4e-05], [9.5e-05, 0.0, 0.000412], [0.0, 0.0, 0.002595], [-0.000109, 0.0, -0.000414], [0.0, 0.0, -0.00245], [1.5e-05, 0.0, -1.4e-05]], "fermi_level": 3.8613}, "metadata": {"date.created": 1405101866.040438, "uuid": "cb7d9a26-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:26 2014", "user.username": null, "atoms.resort": [0, 46, 47, 1, 2, 3, 4, 5, 48, 49, 50, 6, 7, 8, 9, 10, 51, 52, 53, 11, 12, 13, 14, 15, 54, 55, 56, 16, 17, 18, 19, 20, 57, 58, 59, 21, 22, 23, 24, 25, 60, 61, 62, 26, 27, 28, 29, 30, 63, 64, 65, 31, 32, 33, 34, 35, 66, 67, 68, 36, 37, 38, 39, 40, 69, 70, 71, 41, 42, 43, 44, 45], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-5.931123193906612, 5.931123193906612, 0.0], [-5.931123193906612, -5.931123193906612, 0.0], [0.0, 0.0, 14.614621679789996]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "GS": 1, "_0_38Cu": 1, "fcc": 1, "_0cl": 1}, "mtime": 15.038292561278741, "keywords": ["fcc", "GS", "72atom", "0cl", "0.38Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.375, "unique_id": "6587b58d43610072341fc982e9861f00", "user": "jboes"},
"15":
{"ctime": 14.923532970521808, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.9439919261348833, 0.0, 1.9439919261348833], [0.0, 1.9439919261349108, 1.9439919261348833], [-1.9439919261348833, 1.9439919261349108, 0.0], [0.0, 0.0, 0.0], [-1.9439919261348833, 3.8879838522698216, 1.9439919261348833], [-1.9439919261348833, 5.831975778404733, 0.0], [0.0, 3.8879838522698216, 0.0], [-1.9439919261348833, 0.0, 5.831975778404733], [-1.9439919261348833, 1.9439919261349108, 3.8879838522698495], [0.0, 0.0, 3.8879838522698495], [-1.9439919261348833, 3.8879838522698216, 5.831975778404733], [-1.9439919261348833, 5.831975778404733, 3.8879838522698495], [0.0, 3.8879838522698216, 3.8879838522698495], [-1.9439919261348833, 0.0, 9.719959630674582], [-1.9439919261348833, 1.9439919261349108, 7.775967704539616], [0.0, 0.0, 7.775967704539616], [-1.9439919261348833, 3.8879838522698216, 9.719959630674582], [-1.9439919261348833, 5.831975778404733, 7.775967704539616], [0.0, 3.8879838522698216, 7.775967704539616], [-5.831975778404733, 0.0, 1.9439919261348833], [-5.831975778404733, 1.9439919261349108, 0.0], [-3.8879838522698495, 0.0, 0.0], [-5.831975778404733, 3.8879838522698216, 1.9439919261348833], [-5.831975778404733, 5.831975778404733, 0.0], [-3.8879838522698495, 3.8879838522698216, 0.0], [-5.831975778404733, 0.0, 5.831975778404733], [-5.831975778404733, 1.9439919261349108, 3.8879838522698495], [-3.8879838522698495, 0.0, 3.8879838522698495], [-5.831975778404733, 3.8879838522698216, 5.831975778404733], [-5.831975778404733, 5.831975778404733, 3.8879838522698495], [-3.8879838522698495, 3.8879838522698216, 3.8879838522698495], [-5.831975778404733, 0.0, 9.719959630674582], [-5.831975778404733, 1.9439919261349108, 7.775967704539616], [-3.8879838522698495, 0.0, 7.775967704539616], [-5.831975778404733, 3.8879838522698216, 9.719959630674582], [-5.831975778404733, 5.831975778404733, 7.775967704539616], [-3.8879838522698495, 3.8879838522698216, 7.775967704539616], [-9.719959630674582, 0.0, 1.9439919261348833], [-9.719959630674582, 1.9439919261349108, 0.0], [-7.775967704539616, 0.0, 0.0], [-9.719959630674582, 3.8879838522698216, 1.9439919261348833], [-9.719959630674582, 5.831975778404733, 0.0], [-7.775967704539616, 3.8879838522698216, 0.0], [-9.719959630674582, 0.0, 5.831975778404733], [-9.719959630674582, 1.9439919261349108, 3.8879838522698495], [-7.775967704539616, 0.0, 3.8879838522698495], [-9.719959630674582, 3.8879838522698216, 5.831975778404733], [-9.719959630674582, 5.831975778404733, 3.8879838522698495], [-7.775967704539616, 3.8879838522698216, 3.8879838522698495], [-9.719959630674582, 0.0, 9.719959630674582], [-9.719959630674582, 1.9439919261349108, 7.775967704539616], [-7.775967704539616, 0.0, 7.775967704539616], [-9.719959630674582, 3.8879838522698216, 9.719959630674582], [-9.719959630674582, 5.831975778404733, 7.775967704539616], [-7.775967704539616, 3.8879838522698216, 7.775967704539616], [0.0, 5.831975778404733, 1.9439919261348833], [0.0, 1.9439919261349108, 5.831975778404733], [0.0, 5.831975778404733, 5.831975778404733], [0.0, 1.9439919261349108, 9.719959630674582], [0.0, 5.831975778404733, 9.719959630674582], [-3.8879838522698495, 1.9439919261349108, 1.9439919261348833], [-3.8879838522698495, 5.831975778404733, 1.9439919261348833], [-3.8879838522698495, 1.9439919261349108, 5.831975778404733], [-3.8879838522698495, 5.831975778404733, 5.831975778404733], [-3.8879838522698495, 1.9439919261349108, 9.719959630674582], [-3.8879838522698495, 5.831975778404733, 9.719959630674582], [-7.775967704539616, 1.9439919261349108, 1.9439919261348833], [-7.775967704539616, 5.831975778404733, 1.9439919261348833], [-7.775967704539616, 1.9439919261349108, 5.831975778404733], [-7.775967704539616, 5.831975778404733, 5.831975778404733], [-7.775967704539616, 1.9439919261349108, 9.719959630674582], [-7.775967704539616, 5.831975778404733, 9.719959630674582]], "energy": -351.674542, "calculator_parameters": {"incar": {"ediffg": -0.02, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 444, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 6], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Pd", "1": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.663951556809465, 0.0, 0.0], [0.0, 0.0, 11.663951556809465], [0.0, 7.775967704539643, 0.0]], "symbols": ["Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.9439919261348833, 0.0, 1.9439919261348833], [0.0, 1.9439919261349108, 1.9439919261348833], [-1.9439919261348833, 1.9439919261349108, 0.0], [0.0, 0.0, 0.0], [-1.9439919261348833, 3.8879838522698216, 1.9439919261348833], [-1.9439919261348833, 5.831975778404733, 0.0], [0.0, 3.8879838522698216, 0.0], [-1.9439919261348833, 0.0, 5.831975778404733], [-1.9439919261348833, 1.9439919261349108, 3.8879838522698495], [0.0, 0.0, 3.8879838522698495], [-1.9439919261348833, 3.8879838522698216, 5.831975778404733], [-1.9439919261348833, 5.831975778404733, 3.8879838522698495], [0.0, 3.8879838522698216, 3.8879838522698495], [-1.9439919261348833, 0.0, 9.719959630674582], [-1.9439919261348833, 1.9439919261349108, 7.775967704539616], [0.0, 0.0, 7.775967704539616], [-1.9439919261348833, 3.8879838522698216, 9.719959630674582], [-1.9439919261348833, 5.831975778404733, 7.775967704539616], [0.0, 3.8879838522698216, 7.775967704539616], [-5.831975778404733, 0.0, 1.9439919261348833], [-5.831975778404733, 1.9439919261349108, 0.0], [-3.8879838522698495, 0.0, 0.0], [-5.831975778404733, 3.8879838522698216, 1.9439919261348833], [-5.831975778404733, 5.831975778404733, 0.0], [-3.8879838522698495, 3.8879838522698216, 0.0], [-5.831975778404733, 0.0, 5.831975778404733], [-5.831975778404733, 1.9439919261349108, 3.8879838522698495], [-3.8879838522698495, 0.0, 3.8879838522698495], [-5.831975778404733, 3.8879838522698216, 5.831975778404733], [-5.831975778404733, 5.831975778404733, 3.8879838522698495], [-3.8879838522698495, 3.8879838522698216, 3.8879838522698495], [-5.831975778404733, 0.0, 9.719959630674582], [-5.831975778404733, 1.9439919261349108, 7.775967704539616], [-3.8879838522698495, 0.0, 7.775967704539616], [-5.831975778404733, 3.8879838522698216, 9.719959630674582], [-5.831975778404733, 5.831975778404733, 7.775967704539616], [-3.8879838522698495, 3.8879838522698216, 7.775967704539616], [-9.719959630674582, 0.0, 1.9439919261348833], [-9.719959630674582, 1.9439919261349108, 0.0], [-7.775967704539616, 0.0, 0.0], [-9.719959630674582, 3.8879838522698216, 1.9439919261348833], [-9.719959630674582, 5.831975778404733, 0.0], [-7.775967704539616, 3.8879838522698216, 0.0], [-9.719959630674582, 0.0, 5.831975778404733], [-9.719959630674582, 1.9439919261349108, 3.8879838522698495], [-7.775967704539616, 0.0, 3.8879838522698495], [-9.719959630674582, 3.8879838522698216, 5.831975778404733], [-9.719959630674582, 5.831975778404733, 3.8879838522698495], [-7.775967704539616, 3.8879838522698216, 3.8879838522698495], [-9.719959630674582, 0.0, 9.719959630674582], [-9.719959630674582, 1.9439919261349108, 7.775967704539616], [-7.775967704539616, 0.0, 7.775967704539616], [-9.719959630674582, 3.8879838522698216, 9.719959630674582], [-9.719959630674582, 5.831975778404733, 7.775967704539616], [-7.775967704539616, 3.8879838522698216, 7.775967704539616], [0.0, 5.831975778404733, 1.9439919261348833], [0.0, 1.9439919261349108, 5.831975778404733], [0.0, 5.831975778404733, 5.831975778404733], [0.0, 1.9439919261349108, 9.719959630674582], [0.0, 5.831975778404733, 9.719959630674582], [-3.8879838522698495, 1.9439919261349108, 1.9439919261348833], [-3.8879838522698495, 5.831975778404733, 1.9439919261348833], [-3.8879838522698495, 1.9439919261349108, 5.831975778404733], [-3.8879838522698495, 5.831975778404733, 5.831975778404733], [-3.8879838522698495, 1.9439919261349108, 9.719959630674582], [-3.8879838522698495, 5.831975778404733, 9.719959630674582], [-7.775967704539616, 1.9439919261349108, 1.9439919261348833], [-7.775967704539616, 5.831975778404733, 1.9439919261348833], [-7.775967704539616, 1.9439919261349108, 5.831975778404733], [-7.775967704539616, 5.831975778404733, 5.831975778404733], [-7.775967704539616, 1.9439919261349108, 9.719959630674582], [-7.775967704539616, 5.831975778404733, 9.719959630674582]]}, "data": {"stress": [0.005009532871121077, 0.005009595286184707, 0.005009414282500177, -0.0, -0.0, 2.4341874816066707e-07], "doc": "Data from the output of the calculation", "volume": 1057.903034065563, "total_energy": -351.674542, "forces": [[-0.000106, 1.2e-05, 0.0], [1e-06, 1.7e-05, 0.0], [-0.000162, -6.1e-05, -0.000189], [-0.000245, -1e-06, -0.000134], [-0.000173, -1.1e-05, 0.0], [-0.000142, 7.2e-05, -0.000192], [-0.000218, -2e-06, -0.000118], [-0.000178, -1.5e-05, 0.000268], [-0.000162, -6.1e-05, 0.000189], [-0.000245, -1e-06, 0.000134], [-0.000245, 1.6e-05, 0.000265], [-0.000142, 7.2e-05, 0.000192], [-0.000218, -2e-06, 0.000118], [-0.000178, -1.5e-05, -0.000268], [-0.000261, -6.6e-05, 0.0], [-0.000307, -2.7e-05, 0.0], [-0.000245, 1.6e-05, -0.000265], [-0.000277, 5.9e-05, 0.0], [-0.00034, 2e-05, 0.0], [0.000139, 6.4e-05, 0.0], [0.000135, 4.7e-05, -0.000214], [-3.8e-05, 4.5e-05, -0.000198], [0.000114, -7.2e-05, 0.0], [0.000133, -5e-05, -0.000237], [-9.8e-05, -3.5e-05, -0.000227], [0.000163, 1.4e-05, 0.000318], [0.000135, 4.7e-05, 0.000214], [-3.8e-05, 4.5e-05, 0.000198], [0.000139, -1.2e-05, 0.000311], [0.000133, -5e-05, 0.000237], [-9.8e-05, -3.5e-05, 0.000227], [0.000163, 1.4e-05, -0.000318], [0.000155, 5.6e-05, 0.0], [-8.1e-05, -2.2e-05, 0.0], [0.000139, -1.2e-05, -0.000311], [0.000162, -5.1e-05, 0.0], [-0.000135, 1.6e-05, 0.0], [-2.9e-05, 1.2e-05, 0.0], [3.4e-05, -3.2e-05, -0.0001], [0.00028, 3e-05, -0.000155], [6.2e-05, -1.2e-05, 0.0], [1.8e-05, 3.2e-05, -9.4e-05], [0.000321, -3.6e-05, -0.000144], [1.5e-05, 2e-06, 0.000212], [3.4e-05, -3.2e-05, 0.0001], [0.00028, 3e-05, 0.000155], [0.000109, -5e-06, 0.000193], [1.8e-05, 3.2e-05, 9.4e-05], [0.000321, -3.6e-05, 0.000144], [1.5e-05, 2e-06, -0.000212], [8.9e-05, -7.5e-05, 0.0], [0.000385, -2e-05, 0.0], [0.000109, -5e-06, -0.000193], [9.2e-05, 7.4e-05, 0.0], [0.000458, 1.5e-05, 0.0], [-1e-05, -1.7e-05, 0.0], [-1.9e-05, 7e-06, 1.4e-05], [-3e-05, -7e-06, 1.2e-05], [-1.9e-05, 7e-06, -1.4e-05], [-3e-05, -7e-06, -1.2e-05], [-1.4e-05, 0.0, 0.0], [-6e-06, 1e-06, 0.0], [-6e-06, -3e-06, 2.6e-05], [0.0, 3e-06, 2.6e-05], [-6e-06, -3e-06, -2.6e-05], [0.0, 3e-06, -2.6e-05], [1.4e-05, 6e-06, 0.0], [1.4e-05, -3e-06, 0.0], [2.6e-05, -1.2e-05, 1.3e-05], [3e-05, 1.3e-05, 1.4e-05], [2.6e-05, -1.2e-05, -1.3e-05], [3e-05, 1.3e-05, -1.4e-05]], "fermi_level": 4.1565}, "metadata": {"date.created": 1405101866.125484, "uuid": "cb8a9398-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:26 2014", "user.username": null, "atoms.resort": [1, 0, 19, 20, 2, 21, 22, 23, 3, 24, 25, 26, 4, 27, 28, 29, 5, 30, 31, 32, 6, 33, 34, 35, 7, 36, 37, 38, 8, 39, 40, 41, 9, 42, 43, 44, 10, 45, 46, 47, 11, 48, 49, 50, 12, 51, 52, 53, 13, 54, 55, 56, 14, 57, 58, 59, 15, 60, 61, 62, 16, 63, 64, 65, 17, 66, 67, 68, 18, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Pd'\np4\naa(lp5\nS'1'\np6\naS'Cu'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-11.663951556809465, 0.0, 0.0], [0.0, 0.0, 11.663951556809465], [0.0, 7.775967704539643, 0.0]], "numbers": [46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_72atom": 1, "_0_25Cu": 1, "fcc": 1, "_0cl": 1, "GS": 1}, "mtime": 15.038292570442621, "keywords": ["fcc", "GS", "72atom", "0cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "b883134f1636b6e36d36f6694815f8db", "user": "jboes"},
"16":
{"ctime": 14.923533039650957, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.9527615137638972, -1.94998252504417, -3.8883191812482853], [-1.6197948843064105e-07, -1.9500613366673798, -1.9577910671774896], [-1.952761291224554, -1.950059601356087, 3.9152645145826015], [3.085845328546065e-06, -1.950100008807927, 5.826941668509944], [-1.9527616434648463, -1.950129851413523, -0.02681224543523486], [2.9923631980326604e-06, -1.950019741218227, 2.003540323521383], [-5.858280817813258, -1.9499788358811245, -3.8883203873081467], [-5.858281025813152, -1.950060584761482, 3.9152647965717966], [-3.9055242141394637, -1.9500999570210247, 5.82694166373853], [-5.858280664126045, -1.950128288332798, -0.0268094101805314], [-3.905524162520873, -1.9500198281166528, 2.0035399898866917], [-1.9527615986447062, -3.9000550020081413, 1.9844820958245952], [-1.9527613533338126, -3.900113129438733, 9.788069410638622], [8.145329325649505e-08, -3.900153246028187, 11.699739011712207], [-1.9527611151438158, -3.900188088120687, 5.8460011931503795], [6.509098016456617e-07, -3.900072331652339, 7.8763524712255855], [-5.858280757229013, -3.9000520657927122, 1.9844854192846508], [-5.858280996965889, -3.900112919954065, 9.788068977606814], [-3.905521247132691, -3.900153464941609, 11.699739058857979], [-5.858281226597222, -3.9001858672622083, 5.845999354718398], [-3.905521825066152, -3.900072605811778, 7.876352701552406], [-1.9527612832382872, -3.9000615906252905, -9.761135078796718], [-1.9527619208569538, -3.900134389413691, -1.9575431020342107], [-2.552281462638004e-06, -3.9001698192370693, -0.045869126365990276], [-1.9527613776013866, -3.9002136038134934, -5.899622404909584], [-4.663358870417951e-06, -3.9000977502942202, -3.8692686423412384], [-5.8582810994933485, -3.9000617398646824, -9.761135327191317], [-5.858280438045224, -3.900132064715979, -1.9575419712544582], [-3.905518623977341, -3.9001700178060483, -0.0458691327578995], [-5.858280978735823, -3.900211185587125, -5.899623064342343], [-3.9055165383728134, -3.9000978409132454, -3.8692683817073705], [-1.9527617468596588, -5.850132503237167, -3.888325504573408], [-1.952761253949793, -5.85019067588814, 3.9152554081353657], [-2.9685994960026e-07, -5.850224101114625, 5.826936858268736], [-1.9527618415202093, -5.850270776678167, -0.02681537454157379], [-1.4077970480720323e-06, -5.850152681382669, 2.0035329550655394], [-5.858280601451822, -5.850133749034118, -3.8883267189506974], [-5.858281074224061, -5.850187112865049, 3.915255586800643], [-3.905520889271151, -5.850224120952253, 5.826937170105316], [-5.858280499773549, -5.850270002860626, -0.026812807047406295], [-3.905519771643908, -5.850152591207426, 2.003532221176094], [-1.9527614264821151, -5.850105588087899, -15.63394003075841], [-1.9527611440251658, -5.850200694658547, -7.830354288942987], [-3.9683008895632565e-06, -5.85024418085444, -5.91868369567637], [-1.9527611920857497, -5.850261438815967, -11.772421167673201], [-1.8578772839920608e-06, -5.850157694599433, -9.742072140020532], [-5.85828086988555, -5.850109085442343, -15.633939295512539], [-5.8582811896133835, -5.850201608777656, -7.830355478700498], [-3.905517216939255, -5.850244244506191, -5.918683157740375], [-5.8582810770184786, -5.850265294204689, -11.772422491495677], [-3.9055192985706633, -5.850157593043279, -9.74207241000222], [-1.952761028495906, -7.800177139927097, -9.761125388314179], [-1.9527616084242159, -7.800252172337422, -1.9575490195902656], [-3.2799012091314512e-06, -7.800296013969595, -0.04587636300770548], [-1.9527613890369122, -7.800323606245194, -5.899619561607869], [-2.662487469082402e-06, -7.800214132339477, -3.8692694082299113], [-5.858281299237623, -7.800178845563789, -9.761127819070637], [-5.858280700428095, -7.800256063275087, -1.9575489036445965], [-3.90551787309506, -7.800295515805887, -0.045876473572537435], [-5.85828095757752, -7.800326633023776, -5.899620159686114], [-3.9055184982099322, -7.800213927958133, -3.8692692623829448], [-3.905520998389965, -1.9500614816532473, -1.957791104964626], [1.6485092046590337e-06, -3.900126052020525, 3.9150134754457335], [-3.905522815000367, -3.9001261462965235, 3.915013247697152], [-1.7807763792911669e-06, -3.9001296646959043, -7.830601871247989], [-3.905519392821227, -3.9001294894836644, -7.830601957237261], [-2.574924227759155e-06, -5.850191515134301, -1.9577925476650195], [-3.905518598921308, -5.850191559945295, -1.9577923152116972], [5.790405346995885e-07, -5.850189475903753, -13.703406898510805], [-3.9055217273137353, -5.850189210523903, -13.703406841685462], [-4.884974557119369e-08, -7.800252447070603, -7.83060014985367], [-3.905521106465466, -7.800252606835775, -7.830600134909132]], "energy": -358.855911, "calculator_parameters": {"incar": {"lplane": true, "encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 440, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Pd", "1": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -5.850190145335361, -17.618421211375118], [0.0, -3.9001267635569077, 11.745614140916745], [-7.811042333974262, 0.0, 0.0]], "symbols": ["Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.9527615137638972, -1.94998252504417, -3.8883191812482853], [-1.6197948843064105e-07, -1.9500613366673798, -1.9577910671774896], [-1.952761291224554, -1.950059601356087, 3.9152645145826015], [3.085845328546065e-06, -1.950100008807927, 5.826941668509944], [-1.9527616434648463, -1.950129851413523, -0.02681224543523486], [2.9923631980326604e-06, -1.950019741218227, 2.003540323521383], [-5.858280817813258, -1.9499788358811245, -3.8883203873081467], [-5.858281025813152, -1.950060584761482, 3.9152647965717966], [-3.9055242141394637, -1.9500999570210247, 5.82694166373853], [-5.858280664126045, -1.950128288332798, -0.0268094101805314], [-3.905524162520873, -1.9500198281166528, 2.0035399898866917], [-1.9527615986447062, -3.9000550020081413, 1.9844820958245952], [-1.9527613533338126, -3.900113129438733, 9.788069410638622], [8.145329325649505e-08, -3.900153246028187, 11.699739011712207], [-1.9527611151438158, -3.900188088120687, 5.8460011931503795], [6.509098016456617e-07, -3.900072331652339, 7.8763524712255855], [-5.858280757229013, -3.9000520657927122, 1.9844854192846508], [-5.858280996965889, -3.900112919954065, 9.788068977606814], [-3.905521247132691, -3.900153464941609, 11.699739058857979], [-5.858281226597222, -3.9001858672622083, 5.845999354718398], [-3.905521825066152, -3.900072605811778, 7.876352701552406], [-1.9527612832382872, -3.9000615906252905, -9.761135078796718], [-1.9527619208569538, -3.900134389413691, -1.9575431020342107], [-2.552281462638004e-06, -3.9001698192370693, -0.045869126365990276], [-1.9527613776013866, -3.9002136038134934, -5.899622404909584], [-4.663358870417951e-06, -3.9000977502942202, -3.8692686423412384], [-5.8582810994933485, -3.9000617398646824, -9.761135327191317], [-5.858280438045224, -3.900132064715979, -1.9575419712544582], [-3.905518623977341, -3.9001700178060483, -0.0458691327578995], [-5.858280978735823, -3.900211185587125, -5.899623064342343], [-3.9055165383728134, -3.9000978409132454, -3.8692683817073705], [-1.9527617468596588, -5.850132503237167, -3.888325504573408], [-1.952761253949793, -5.85019067588814, 3.9152554081353657], [-2.9685994960026e-07, -5.850224101114625, 5.826936858268736], [-1.9527618415202093, -5.850270776678167, -0.02681537454157379], [-1.4077970480720323e-06, -5.850152681382669, 2.0035329550655394], [-5.858280601451822, -5.850133749034118, -3.8883267189506974], [-5.858281074224061, -5.850187112865049, 3.915255586800643], [-3.905520889271151, -5.850224120952253, 5.826937170105316], [-5.858280499773549, -5.850270002860626, -0.026812807047406295], [-3.905519771643908, -5.850152591207426, 2.003532221176094], [-1.9527614264821151, -5.850105588087899, -15.63394003075841], [-1.9527611440251658, -5.850200694658547, -7.830354288942987], [-3.9683008895632565e-06, -5.85024418085444, -5.91868369567637], [-1.9527611920857497, -5.850261438815967, -11.772421167673201], [-1.8578772839920608e-06, -5.850157694599433, -9.742072140020532], [-5.85828086988555, -5.850109085442343, -15.633939295512539], [-5.8582811896133835, -5.850201608777656, -7.830355478700498], [-3.905517216939255, -5.850244244506191, -5.918683157740375], [-5.8582810770184786, -5.850265294204689, -11.772422491495677], [-3.9055192985706633, -5.850157593043279, -9.74207241000222], [-1.952761028495906, -7.800177139927097, -9.761125388314179], [-1.9527616084242159, -7.800252172337422, -1.9575490195902656], [-3.2799012091314512e-06, -7.800296013969595, -0.04587636300770548], [-1.9527613890369122, -7.800323606245194, -5.899619561607869], [-2.662487469082402e-06, -7.800214132339477, -3.8692694082299113], [-5.858281299237623, -7.800178845563789, -9.761127819070637], [-5.858280700428095, -7.800256063275087, -1.9575489036445965], [-3.90551787309506, -7.800295515805887, -0.045876473572537435], [-5.85828095757752, -7.800326633023776, -5.899620159686114], [-3.9055184982099322, -7.800213927958133, -3.8692692623829448], [-3.905520998389965, -1.9500614816532473, -1.957791104964626], [1.6485092046590337e-06, -3.900126052020525, 3.9150134754457335], [-3.905522815000367, -3.9001261462965235, 3.915013247697152], [-1.7807763792911669e-06, -3.9001296646959043, -7.830601871247989], [-3.905519392821227, -3.9001294894836644, -7.830601957237261], [-2.574924227759155e-06, -5.850191515134301, -1.9577925476650195], [-3.905518598921308, -5.850191559945295, -1.9577923152116972], [5.790405346995885e-07, -5.850189475903753, -13.703406898510805], [-3.9055217273137353, -5.850189210523903, -13.703406841685462], [-4.884974557119369e-08, -7.800252447070603, -7.83060014985367], [-3.905521106465466, -7.800252606835775, -7.830600134909132]]}, "data": {"stress": [0.002360125767102197, 0.0014257223324961165, 0.0010219343198421115, -0.00013085318090226631, 1.4979615271425666e-07, 1.1858862089878654e-07], "doc": "Data from the output of the calculation", "volume": 1073.4571146844196, "total_energy": -358.855911, "forces": [[1.3e-05, -8.1e-05, -0.008692], [1e-06, -1e-05, -0.000233], [9e-06, 9e-06, 1.7e-05], [-6.1e-05, -0.000121, 0.000846], [1.5e-05, -6.3e-05, 0.008839], [-6.2e-05, 0.000153, -0.000964], [-1.3e-05, -0.00016, -0.008685], [-9e-06, 2.7e-05, 1.7e-05], [6.1e-05, -0.000122, 0.000848], [-1.5e-05, -0.000101, 0.008793], [6.2e-05, 0.000156, -0.000959], [1.5e-05, 0.000123, -0.008635], [1.1e-05, -0.000158, 0.000118], [-1.6e-05, -0.000283, 0.001064], [7e-06, -0.000137, 0.008695], [-2.5e-05, -3.6e-05, -0.001074], [-1.5e-05, 5.6e-05, -0.00869], [-1.1e-05, -0.000162, 0.000126], [1.6e-05, -0.000278, 0.001063], [-7e-06, -0.000186, 0.008715], [2.5e-05, -3e-05, -0.001078], [1.1e-05, 0.000101, -0.008636], [1.8e-05, 6.4e-05, 3.5e-05], [3.4e-05, -7.9e-05, 0.000943], [1.2e-05, 0.000149, 0.008852], [7.2e-05, 0.000214, -0.000995], [-1e-05, 0.0001, -0.008645], [-1.8e-05, 3.1e-05, 1e-06], [-3.4e-05, -7.5e-05, 0.000944], [-1.2e-05, 9.7e-05, 0.008869], [-7.2e-05, 0.000217, -0.001], [1.7e-05, 0.000172, -0.008603], [9e-06, 2.8e-05, 0.000196], [-1e-06, -0.00019, 0.000989], [1.9e-05, 4e-06, 0.008822], [2.2e-05, 0.000139, -0.000933], [-1.7e-05, 0.0002, -0.008592], [-9e-06, -2.6e-05, 0.000178], [1e-06, -0.000187, 0.000986], [-1.9e-05, -1.1e-05, 0.008793], [-2.2e-05, 0.000136, -0.000923], [1.2e-05, -0.000124, -0.008601], [7e-06, 0.000127, 9.1e-05], [6.3e-05, 1e-05, 0.001061], [9e-06, -6.9e-05, 0.008685], [2.6e-05, 0.000236, -0.001059], [-1.2e-05, -4.4e-05, -0.008606], [-7e-06, 0.000142, 0.000123], [-6.3e-05, 1e-05, 0.001052], [-9e-06, 2.2e-05, 0.008716], [-2.6e-05, 0.000233, -0.001057], [6e-06, 1.9e-05, -0.008774], [1.5e-05, -6.8e-05, 0.000122], [5.3e-05, -0.000154, 0.000965], [1.1e-05, -9.1e-05, 0.008869], [3.8e-05, 0.000106, -0.000915], [-6e-06, 5.8e-05, -0.008733], [-1.5e-05, -1.2e-05, 0.000133], [-5.3e-05, -0.000164, 0.000968], [-1.1e-05, -2.8e-05, 0.00889], [-3.8e-05, 0.000102, -0.000918], [-1e-06, -8e-06, -0.000233], [-1.6e-05, 1.1e-05, -0.000214], [1.6e-05, 1.1e-05, -0.000211], [1.5e-05, 3e-06, -0.000203], [-1.5e-05, 1e-06, -0.000203], [2.3e-05, -2e-06, -0.000237], [-2.3e-05, -2e-06, -0.000239], [-7e-06, -1.1e-05, -0.000224], [7e-06, -1.4e-05, -0.000223], [0.0, 1e-05, -0.000216], [0.0, 1.2e-05, -0.000218]], "fermi_level": 4.2362}, "metadata": {"date.created": 1405101866.273681, "uuid": "cba13120-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:26 2014", "user.username": null, "atoms.resort": [1, 0, 13, 14, 15, 16, 2, 17, 18, 19, 20, 21, 3, 22, 23, 24, 25, 26, 4, 27, 28, 29, 30, 31, 5, 32, 33, 34, 35, 36, 6, 37, 38, 39, 40, 41, 7, 42, 43, 44, 45, 46, 8, 47, 48, 49, 50, 51, 9, 52, 53, 54, 55, 56, 10, 57, 58, 59, 60, 61, 11, 62, 63, 64, 65, 66, 12, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Pd'\np4\naa(lp5\nS'1'\np6\naS'Cu'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -5.850190145335361, -17.618421211375118], [0.0, -3.9001267635569077, 11.745614140916745], [-7.811042333974262, 0.0, 0.0]], "numbers": [46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_72atom": 1, "GS": 1, "fcc": 1, "_0cl": 1, "_0_17Cu": 1}, "mtime": 15.038292582244814, "keywords": ["fcc", "GS", "72atom", "0cl", "0.17Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.16666666666666666, "unique_id": "590a1fd7babd17b0fb94296ed9e4c746", "user": "jboes"},
"17":
{"ctime": 14.923533059615272, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [0.0, 1.9814364468588501, 1.9814364468588501], [0.0, 3.962872893717658, 3.962872893717658], [1.981436446858836, 1.981436446858836, 0.0], [1.981436446858836, 3.962872893717686, 1.9814364468588501], [1.981436446858836, 5.944309340576494, 3.962872893717658], [3.962872893717672, 3.962872893717672, 0.0], [3.962872893717672, 5.944309340576522, 1.9814364468588501], [3.962872893717672, 7.92574578743533, 3.962872893717658], [5.944309340576508, 5.944309340576508, 0.0], [5.944309340576508, 7.925745787435358, 1.9814364468588501], [5.944309340576508, 9.907182234294165, 3.962872893717658], [1.981436446858808, 0.0, 1.981436446858808], [1.981436446858808, 1.9814364468588501, 3.962872893717658], [1.981436446858808, 3.962872893717658, 5.944309340576466], [3.962872893717644, 1.981436446858836, 1.981436446858808], [3.962872893717644, 3.962872893717686, 3.962872893717658], [3.962872893717644, 5.944309340576494, 5.944309340576466], [5.9443093405764795, 3.962872893717672, 1.981436446858808], [5.9443093405764795, 5.944309340576522, 3.962872893717658], [5.9443093405764795, 7.92574578743533, 5.944309340576466], [7.925745787435316, 5.944309340576508, 1.981436446858808], [7.925745787435316, 7.925745787435358, 3.962872893717658], [7.925745787435316, 9.907182234294165, 5.944309340576466], [3.9628728937177002, 0.0, 3.9628728937177002], [3.9628728937177002, 1.9814364468588501, 5.944309340576551], [3.9628728937177002, 3.962872893717658, 7.925745787435359], [5.944309340576536, 1.981436446858836, 3.9628728937177002], [5.944309340576536, 3.962872893717686, 5.944309340576551], [5.944309340576536, 5.944309340576494, 7.925745787435359], [7.925745787435372, 3.962872893717672, 3.9628728937177002], [7.925745787435372, 5.944309340576522, 5.944309340576551], [7.925745787435372, 7.92574578743533, 7.925745787435359], [9.907182234294208, 5.944309340576508, 3.9628728937177002], [9.907182234294208, 7.925745787435358, 5.944309340576551], [9.907182234294208, 9.907182234294165, 7.925745787435359], [5.944309340576508, 0.0, 5.944309340576508], [5.944309340576508, 1.9814364468588501, 7.925745787435358], [5.944309340576508, 3.962872893717658, 9.907182234294165], [7.925745787435344, 1.981436446858836, 5.944309340576508], [7.925745787435344, 3.962872893717686, 7.925745787435358], [7.925745787435344, 5.944309340576494, 9.907182234294165], [9.90718223429418, 3.962872893717672, 5.944309340576508], [9.90718223429418, 5.944309340576522, 7.925745787435358], [9.90718223429418, 7.92574578743533, 9.907182234294165], [11.888618681153016, 5.944309340576508, 5.944309340576508], [11.888618681153016, 7.925745787435358, 7.925745787435358], [11.888618681153016, 9.907182234294165, 9.907182234294165], [7.925745787435316, 0.0, 7.925745787435316], [7.925745787435316, 1.9814364468588501, 9.907182234294167], [7.925745787435316, 3.962872893717658, 11.888618681152973], [9.907182234294153, 1.981436446858836, 7.925745787435316], [9.907182234294153, 3.962872893717686, 9.907182234294167], [9.907182234294153, 5.944309340576494, 11.888618681152973], [11.888618681152987, 3.962872893717672, 7.925745787435316], [11.888618681152987, 5.944309340576522, 9.907182234294167], [11.888618681152987, 7.92574578743533, 11.888618681152973], [13.870055128011824, 5.944309340576508, 7.925745787435316], [13.870055128011824, 7.925745787435358, 9.907182234294167], [13.870055128011824, 9.907182234294165, 11.888618681152973], [9.907182234294208, 0.0, 9.907182234294208], [9.907182234294208, 1.9814364468588501, 11.888618681153059], [9.907182234294208, 3.962872893717658, 13.870055128011867], [11.888618681153044, 1.981436446858836, 9.907182234294208], [11.888618681153044, 3.962872893717686, 11.888618681153059], [11.888618681153044, 5.944309340576494, 13.870055128011867], [13.87005512801188, 3.962872893717672, 9.907182234294208], [13.87005512801188, 5.944309340576522, 11.888618681153059], [13.87005512801188, 7.92574578743533, 13.870055128011867], [15.851491574870716, 5.944309340576508, 9.907182234294208], [15.851491574870716, 7.925745787435358, 11.888618681153059], [15.851491574870716, 9.907182234294165, 13.870055128011867]], "energy": -372.9508, "calculator_parameters": {"incar": {"nsw": 10, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 432, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Pd", "None": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[11.888618681153016, 0.0, 11.888618681153016], [7.925745787435344, 7.925745787435344, 0.0], [0.0, 5.944309340576508, 5.944309340576508]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [0.0, 1.9814364468588501, 1.9814364468588501], [0.0, 3.962872893717658, 3.962872893717658], [1.981436446858836, 1.981436446858836, 0.0], [1.981436446858836, 3.962872893717686, 1.9814364468588501], [1.981436446858836, 5.944309340576494, 3.962872893717658], [3.962872893717672, 3.962872893717672, 0.0], [3.962872893717672, 5.944309340576522, 1.9814364468588501], [3.962872893717672, 7.92574578743533, 3.962872893717658], [5.944309340576508, 5.944309340576508, 0.0], [5.944309340576508, 7.925745787435358, 1.9814364468588501], [5.944309340576508, 9.907182234294165, 3.962872893717658], [1.981436446858808, 0.0, 1.981436446858808], [1.981436446858808, 1.9814364468588501, 3.962872893717658], [1.981436446858808, 3.962872893717658, 5.944309340576466], [3.962872893717644, 1.981436446858836, 1.981436446858808], [3.962872893717644, 3.962872893717686, 3.962872893717658], [3.962872893717644, 5.944309340576494, 5.944309340576466], [5.9443093405764795, 3.962872893717672, 1.981436446858808], [5.9443093405764795, 5.944309340576522, 3.962872893717658], [5.9443093405764795, 7.92574578743533, 5.944309340576466], [7.925745787435316, 5.944309340576508, 1.981436446858808], [7.925745787435316, 7.925745787435358, 3.962872893717658], [7.925745787435316, 9.907182234294165, 5.944309340576466], [3.9628728937177002, 0.0, 3.9628728937177002], [3.9628728937177002, 1.9814364468588501, 5.944309340576551], [3.9628728937177002, 3.962872893717658, 7.925745787435359], [5.944309340576536, 1.981436446858836, 3.9628728937177002], [5.944309340576536, 3.962872893717686, 5.944309340576551], [5.944309340576536, 5.944309340576494, 7.925745787435359], [7.925745787435372, 3.962872893717672, 3.9628728937177002], [7.925745787435372, 5.944309340576522, 5.944309340576551], [7.925745787435372, 7.92574578743533, 7.925745787435359], [9.907182234294208, 5.944309340576508, 3.9628728937177002], [9.907182234294208, 7.925745787435358, 5.944309340576551], [9.907182234294208, 9.907182234294165, 7.925745787435359], [5.944309340576508, 0.0, 5.944309340576508], [5.944309340576508, 1.9814364468588501, 7.925745787435358], [5.944309340576508, 3.962872893717658, 9.907182234294165], [7.925745787435344, 1.981436446858836, 5.944309340576508], [7.925745787435344, 3.962872893717686, 7.925745787435358], [7.925745787435344, 5.944309340576494, 9.907182234294165], [9.90718223429418, 3.962872893717672, 5.944309340576508], [9.90718223429418, 5.944309340576522, 7.925745787435358], [9.90718223429418, 7.92574578743533, 9.907182234294165], [11.888618681153016, 5.944309340576508, 5.944309340576508], [11.888618681153016, 7.925745787435358, 7.925745787435358], [11.888618681153016, 9.907182234294165, 9.907182234294165], [7.925745787435316, 0.0, 7.925745787435316], [7.925745787435316, 1.9814364468588501, 9.907182234294167], [7.925745787435316, 3.962872893717658, 11.888618681152973], [9.907182234294153, 1.981436446858836, 7.925745787435316], [9.907182234294153, 3.962872893717686, 9.907182234294167], [9.907182234294153, 5.944309340576494, 11.888618681152973], [11.888618681152987, 3.962872893717672, 7.925745787435316], [11.888618681152987, 5.944309340576522, 9.907182234294167], [11.888618681152987, 7.92574578743533, 11.888618681152973], [13.870055128011824, 5.944309340576508, 7.925745787435316], [13.870055128011824, 7.925745787435358, 9.907182234294167], [13.870055128011824, 9.907182234294165, 11.888618681152973], [9.907182234294208, 0.0, 9.907182234294208], [9.907182234294208, 1.9814364468588501, 11.888618681153059], [9.907182234294208, 3.962872893717658, 13.870055128011867], [11.888618681153044, 1.981436446858836, 9.907182234294208], [11.888618681153044, 3.962872893717686, 11.888618681153059], [11.888618681153044, 5.944309340576494, 13.870055128011867], [13.87005512801188, 3.962872893717672, 9.907182234294208], [13.87005512801188, 5.944309340576522, 11.888618681153059], [13.87005512801188, 7.92574578743533, 13.870055128011867], [15.851491574870716, 5.944309340576508, 9.907182234294208], [15.851491574870716, 7.925745787435358, 11.888618681153059], [15.851491574870716, 9.907182234294165, 13.870055128011867]]}, "data": {"stress": [0.010156160429507514, 0.010371916821466948, 0.010749428092332328, 1.763225547574063e-05, 0.0001751616345738708, -0.0002761492075287322], "doc": "Data from the output of the calculation", "volume": 1120.2189981458066, "total_energy": -372.9508, "forces": [[0.0, 0.0, 0.0], [6e-06, -4.1e-05, -3.7e-05], [-6e-06, 4.1e-05, 3.7e-05], [1.3e-05, -3.6e-05, -2.8e-05], [1.8e-05, 1.7e-05, -9e-06], [1.6e-05, 3.9e-05, 1.7e-05], [0.0, 0.0, 0.0], [1.8e-05, 3.9e-05, 1.1e-05], [-1.8e-05, -3.9e-05, -1.1e-05], [-1.3e-05, 3.6e-05, 2.8e-05], [-1.6e-05, -3.9e-05, -1.7e-05], [-1.8e-05, -1.7e-05, 9e-06], [1.7e-05, -3.9e-05, -2.5e-05], [2.8e-05, -1.4e-05, 1.8e-05], [2.2e-05, 2e-05, 4.1e-05], [2.4e-05, -3.6e-05, -1.2e-05], [2.5e-05, 2.1e-05, 3e-05], [1.2e-05, -1.3e-05, 8e-06], [2.8e-05, 1.8e-05, 1.5e-05], [-3e-06, -4e-06, 0.0], [2e-06, -4.3e-05, 1.2e-05], [-6e-06, -7e-06, 1.1e-05], [-7e-06, -4.6e-05, -4e-06], [0.0, -3e-06, 4.6e-05], [2.2e-05, -1e-05, -3.5e-05], [1e-06, 3.7e-05, 2.7e-05], [-5e-06, -5e-06, -1.5e-05], [-8e-06, 5e-06, -1.6e-05], [-2.4e-05, 3.2e-05, 1.2e-05], [-8e-06, -1.3e-05, -2e-05], [-1e-06, 2.1e-05, -1.8e-05], [-2.6e-05, -8e-06, -7e-06], [-8e-06, 1.7e-05, -4e-06], [-3e-06, -2.4e-05, -3e-05], [-1.8e-05, 9e-06, 1.2e-05], [0.0, 2.3e-05, 1.1e-05], [0.0, 0.0, 0.0], [-2e-05, 1.4e-05, 1.9e-05], [2e-05, -1.4e-05, -1.9e-05], [-1.1e-05, 3.1e-05, 1e-05], [-5e-06, -2e-06, 1.4e-05], [-1.1e-05, -2.4e-05, -2.6e-05], [0.0, 0.0, 0.0], [-3e-06, -1.8e-05, 1.5e-05], [3e-06, 1.8e-05, -1.5e-05], [1.1e-05, -3.1e-05, -1e-05], [1.1e-05, 2.4e-05, 2.6e-05], [5e-06, 2e-06, -1.4e-05], [-2.2e-05, 1e-05, 3.5e-05], [5e-06, 5e-06, 1.5e-05], [-1e-06, -3.7e-05, -2.7e-05], [3e-06, 2.4e-05, 3e-05], [0.0, -2.3e-05, -1.1e-05], [1.8e-05, -9e-06, -1.2e-05], [1e-06, -2.1e-05, 1.8e-05], [8e-06, -1.7e-05, 4e-06], [2.6e-05, 8e-06, 7e-06], [8e-06, -5e-06, 1.6e-05], [8e-06, 1.3e-05, 2e-05], [2.4e-05, -3.2e-05, -1.2e-05], [-1.7e-05, 3.9e-05, 2.5e-05], [-2.2e-05, -2e-05, -4.1e-05], [-2.8e-05, 1.4e-05, -1.8e-05], [6e-06, 7e-06, -1.1e-05], [0.0, 3e-06, -4.6e-05], [7e-06, 4.6e-05, 4e-06], [-2.8e-05, -1.8e-05, -1.5e-05], [-2e-06, 4.3e-05, -1.2e-05], [3e-06, 4e-06, 0.0], [-2.4e-05, 3.6e-05, 1.2e-05], [-1.2e-05, 1.3e-05, -8e-06], [-2.5e-05, -2.1e-05, -3e-05]], "fermi_level": 4.3367}, "metadata": {"date.created": 1405101866.359006, "uuid": "cbae3668-0925-11e4-87ed-003048f5e49e", "date.created.ascii": "Fri Jul 11 14:04:26 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Pd'\np4\naa(lp5\nS'None'\np6\naS'Cu'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0]}}, "cell": [[11.888618681153016, 0.0, 11.888618681153016], [7.925745787435344, 7.925745787435344, 0.0], [0.0, 5.944309340576508, 5.944309340576508]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_72atom": 1, "GS": 1, "_0_00Cu": 1, "_0cl": 1, "fcc": 1}, "mtime": 15.038292591837179, "keywords": ["fcc", "GS", "72atom", "0cl", "0.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.0, "unique_id": "e93e6b6d55bd04264506fe6357257f36", "user": "jboes"},
"18":
{"ctime": 14.923533088139465, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [0.0027903699576914, 1.806041298102187, 1.843936804984385], [1.824488761310043, 1.8082046513126184, 0.012676544605512612], [1.8309693347314877, 3.604449312887188, 1.8432019062998182], [3.6210017453652785, 3.5855518171265097, 0.02037553191156068], [3.620101911859217, 5.401389751756315, 1.8777237801860254], [1.8331660958744131, 0.006732667447613185, 1.8510860115558443], [1.8368737128035895, 1.800648205178115, 3.684814664975195], [3.6355558576070632, 1.8032446772617632, 1.851763079984597], [3.634541155001829, 3.6103598924416733, 3.6961524378906945], [5.4487715927033, 3.5892405861717065, 1.8759607658584678], [5.451237702629023, 5.410092214933977, 3.704826568184669], [3.6350400375163954, 0.0171362378663124, 3.6761610079340725], [3.6378304074740866, 1.8231775359684994, 5.520097812918458], [5.448942654750487, 1.8129959415841135, 3.6886612350946777], [5.450842614928762, 3.6236748867592503, 5.529726048458832], [7.266627926957625, 3.6150330025876407, 3.69671285729054], [7.270308706694735, 5.416436653616878, 5.543521653895155], [5.436913979158378, 0.027539808285011614, 5.501236004312301], [5.438787102144585, 1.8457068667588836, 7.355380960861721], [7.266798989004813, 1.838788358000047, 5.50941332652675], [7.2699136189944715, 3.6300193254421504, 7.368421134169319], [9.080014724101051, 3.624784266909991, 5.533611012400621], [9.086610166621666, 5.429751647934455, 7.377095264463293]], "energy": -373.840147, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "lvtot": true, "encut": 400.0, "nsim": 4, "clnt": 1, "nbands": 160, "ediffg": -0.02, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "prec": "Normal", "npar": 4, "ibrion": 2, "nsw": 300}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 4, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[7.270080075032791, 0.0342724757326248, 7.352322015868145], [5.4454905066753225, 5.393756468439129, 0.0330520765170733], [0.0055807399153828, 3.612082596204374, 3.68787360996877]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [0.0027903699576914, 1.806041298102187, 1.843936804984385], [1.824488761310043, 1.8082046513126184, 0.012676544605512612], [1.8309693347314877, 3.604449312887188, 1.8432019062998182], [3.6210017453652785, 3.5855518171265097, 0.02037553191156068], [3.620101911859217, 5.401389751756315, 1.8777237801860254], [1.8331660958744131, 0.006732667447613185, 1.8510860115558443], [1.8368737128035895, 1.800648205178115, 3.684814664975195], [3.6355558576070632, 1.8032446772617632, 1.851763079984597], [3.634541155001829, 3.6103598924416733, 3.6961524378906945], [5.4487715927033, 3.5892405861717065, 1.8759607658584678], [5.451237702629023, 5.410092214933977, 3.704826568184669], [3.6350400375163954, 0.0171362378663124, 3.6761610079340725], [3.6378304074740866, 1.8231775359684994, 5.520097812918458], [5.448942654750487, 1.8129959415841135, 3.6886612350946777], [5.450842614928762, 3.6236748867592503, 5.529726048458832], [7.266627926957625, 3.6150330025876407, 3.69671285729054], [7.270308706694735, 5.416436653616878, 5.543521653895155], [5.436913979158378, 0.027539808285011614, 5.501236004312301], [5.438787102144585, 1.8457068667588836, 7.355380960861721], [7.266798989004813, 1.838788358000047, 5.50941332652675], [7.2699136189944715, 3.6300193254421504, 7.368421134169319], [9.080014724101051, 3.624784266909991, 5.533611012400621], [9.086610166621666, 5.429751647934455, 7.377095264463293]]}, "data": {"stress": [-0.00913260955951736, -0.007013917741552366, -0.006140487582607352, -1.1453164176277543e-05, 0.00018253285358868485, 0.0017753028623866498], "doc": "Data from the output of the calculation", "volume": 287.452162285601, "total_energy": -373.840147, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [-0.003448, -0.000454, 0.003372], [0.001548, -0.003281, 0.000705], [0.003448, 0.000454, -0.003372], [-0.001548, 0.003281, -0.000705], [-0.004044, -0.000262, 0.000619], [-0.002103, -0.001152, 0.005666], [0.001209, 0.004906, -0.001852], [-0.003631, 0.000807, 0.000586], [0.003299, -0.00108, 0.006311], [0.002233, 0.006753, -0.006134], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.003001, -0.0008, 0.005519], [0.00257, 0.003654, -0.008399], [-0.003001, 0.0008, -0.005519], [-0.00257, -0.003654, 0.008399], [0.004044, 0.000262, -0.000619], [0.002103, 0.001152, -0.005666], [-0.003299, 0.00108, -0.006311], [-0.002233, -0.006753, 0.006134], [-0.001209, -0.004906, 0.001852], [0.003631, -0.000807, -0.000586]], "fermi_level": 3.8044}, "metadata": {"date.created": 1399052472.244168, "uuid": "f3cea8da-d220-11e3-a376-003048f5e49e", "date.created.ascii": "Fri May  2 13:41:12 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23], "user.email": null, "user.fullname": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[7.270080075032791, 0.0342724757326248, 7.352322015868145], [5.4454905066753225, 5.393756468439129, 0.0330520765170733], [0.0055807399153828, 3.612082596204374, 3.68787360996877]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"GS": 1, "_24atom": 1, "fcc": 1, "_1_00Cu": 1, "_1cl": 1}, "mtime": 15.038292604114606, "keywords": ["fcc", "GS", "24atom", "1cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "421e4722a5b3a55a2b9398df92b0aecf", "user": "jboes"},
"19":
{"ctime": 14.92353310206803, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.5343294963577963, -0.00014681235724739987, 2.1237012915907405], [-3.0603251710683197, 1e-16, 0.0], [-4.586320845778843, -0.00014681235724730015, 2.1237012915907405], [0.0, 2.1184462836685007, 2.1184462836685007], [-1.5343294963577963, 2.113191275746261, 4.237039379694249], [-3.0603251710683197, 2.1184462836685007, 2.1184462836685007], [-4.586320845778843, 2.113191275746261, 4.237039379694249], [-3.352998043161011e-17, -2.1295761822369945, 2.1295761822369945], [-1.5299503062063253, -2.116087800742654, 4.235172041417451], [-3.0603251710683197, -2.120397109820728, 2.120397109820728], [-4.590700035930314, -2.116087800742654, 4.235172041417451], [-3.3368892398732603e-17, -0.0008987790258188078, 4.237791346362821], [-1.5299503062063253, 0.0017205259195499035, 6.352980368079654], [-3.0603251710683197, -0.008617422346028369, 4.24550998968303], [-4.590700035930314, 0.0017205259195500035, 6.352980368079654], [-6.647001956838989e-17, -4.2216836599231105, 4.2216836599231105], [-1.5343294963577963, -4.2275585505693645, 6.351113029802857], [-3.0603251710683197, -4.230862732339378, 4.230862732339378], [-4.586320845778843, -4.2275585505693645, 6.351113029802857], [-6.66311076012674e-17, -2.113468495797285, 6.350361063134287], [-1.5343294963577963, -2.114220462465856, 8.464451117906366], [-3.0603251710683197, -2.105749852477074, 6.342642419814076], [-4.586320845778843, -2.114220462465856, 8.464451117906366]], "energy": -395.472038, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "lvtot": true, "encut": 400.0, "nsim": 4, "nbands": 152, "clnt": 1, "lplane": true, "ediffg": -0.02, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "prec": "Normal", "npar": 4, "ibrion": 2, "nsw": 300}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 6, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-1e-16, -6.351259842160105, 6.351259842160105], [0.0, 4.2368925673370015, 4.2368925673370015], [-6.120650342136639, 2e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.5343294963577963, -0.00014681235724739987, 2.1237012915907405], [-3.0603251710683197, 1e-16, 0.0], [-4.586320845778843, -0.00014681235724730015, 2.1237012915907405], [0.0, 2.1184462836685007, 2.1184462836685007], [-1.5343294963577963, 2.113191275746261, 4.237039379694249], [-3.0603251710683197, 2.1184462836685007, 2.1184462836685007], [-4.586320845778843, 2.113191275746261, 4.237039379694249], [-3.352998043161011e-17, -2.1295761822369945, 2.1295761822369945], [-1.5299503062063253, -2.116087800742654, 4.235172041417451], [-3.0603251710683197, -2.120397109820728, 2.120397109820728], [-4.590700035930314, -2.116087800742654, 4.235172041417451], [-3.3368892398732603e-17, -0.0008987790258188078, 4.237791346362821], [-1.5299503062063253, 0.0017205259195499035, 6.352980368079654], [-3.0603251710683197, -0.008617422346028369, 4.24550998968303], [-4.590700035930314, 0.0017205259195500035, 6.352980368079654], [-6.647001956838989e-17, -4.2216836599231105, 4.2216836599231105], [-1.5343294963577963, -4.2275585505693645, 6.351113029802857], [-3.0603251710683197, -4.230862732339378, 4.230862732339378], [-4.586320845778843, -4.2275585505693645, 6.351113029802857], [-6.66311076012674e-17, -2.113468495797285, 6.350361063134287], [-1.5343294963577963, -2.114220462465856, 8.464451117906366], [-3.0603251710683197, -2.105749852477074, 6.342642419814076], [-4.586320845778843, -2.114220462465856, 8.464451117906366]]}, "data": {"stress": [-0.0036705487525528777, -0.007227395983689272, -0.007227395983689272, 0.00017836352733813807, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 329.40857367095134, "total_energy": -395.472038, "forces": [[0.0, 0.0, 0.0], [0.001705, -0.006356, 0.002588], [0.0, 0.0, 0.0], [-0.001705, -0.006356, 0.002588], [0.0, 0.0, 0.0], [0.001705, -0.002588, 0.006356], [0.0, 0.0, 0.0], [-0.001705, -0.002588, 0.006356], [0.0, 0.001036, -0.001036], [0.008786, -0.005583, -0.005583], [0.0, -0.006123, 0.006123], [-0.008786, -0.005583, -0.005583], [0.0, -0.000164, 0.000164], [0.008786, 0.005583, 0.005583], [0.0, -0.001906, 0.001906], [-0.008786, 0.005583, 0.005583], [0.0, -0.001036, 0.001036], [0.001705, 0.002588, -0.006356], [0.0, 0.006123, -0.006123], [-0.001705, 0.002588, -0.006356], [0.0, 0.000164, -0.000164], [0.001705, 0.006356, -0.002588], [0.0, 0.001906, -0.001906], [-0.001705, 0.006356, -0.002588]], "fermi_level": 3.7924}, "metadata": {"date.created": 1399052473.440811, "uuid": "f48540fe-d220-11e3-a376-003048f5e49e", "date.created.ascii": "Fri May  2 13:41:13 2014", "user.username": null, "atoms.resort": [0, 12, 1, 13, 2, 14, 3, 15, 4, 16, 5, 17, 6, 18, 7, 19, 8, 20, 9, 21, 10, 22, 11, 23], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-1e-16, -6.351259842160105, 6.351259842160105], [0.0, 4.2368925673370015, 4.2368925673370015], [-6.120650342136639, 2e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50Cu": 1, "_24atom": 1, "fcc": 1, "GS": 1, "_1cl": 1}, "mtime": 15.038292615148332, "keywords": ["fcc", "GS", "24atom", "1cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "8a2ed1a914ce1e4e72ab76c9dc453eb7", "user": "jboes"},
"20":
{"ctime": 14.923533126453501, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.86188529230037, 1.8620247735100857, 0.0], [0.0526856687873519, 0.0, 0.0], [0.027736087473455052, 1.8620247735100857, 1.8931548968449072], [-1.86188529230037, 0.0, 1.8486519803990311], [-1.86188529230037, 1.8620247735100857, 3.725359679113306], [0.003991483897529087, 0.0, 3.725359679113306], [0.027736087473455052, 1.8620247735100857, 5.557564461381704], [-1.86188529230037, 0.0, 5.6020673778275825], [-5.600538642480347, 1.8620247735100857, 0.0], [-3.7764562533881714, 0.0, 0.0], [-3.7515066720742745, 1.8620247735100857, 1.8931548968449072], [-5.596117689029953, 0.0, 1.8678445407631095], [-5.602483525131112, 1.8620247735100857, 3.725359679113306], [-3.727762068498349, 0.0, 3.725359679113306], [-3.7515066720742745, 1.8620247735100857, 5.557564461381704], [-5.596117689029953, 0.0, 5.582874817463503], [-9.294543695922851, 1.8620247735100857, 0.0], [-7.447541169201559, 0.0, 0.0], [-7.447541169201559, 1.8620247735100857, 1.8617020279421745], [-9.298964649373245, 0.0, 1.8678445407631095], [-9.292598813272086, 1.8620247735100857, 3.725359679113306], [-7.447541169201559, 0.0, 3.725359679113306], [-7.447541169201559, 1.8620247735100857, 5.589017330284439], [-9.298964649373245, 0.0, 5.582874817463503]], "energy": -385.615757, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "lvtot": true, "encut": 400.0, "nsim": 4, "clnt": 1, "nbands": 156, "ediffg": -0.02, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "prec": "Normal", "npar": 4, "ibrion": 2, "nsw": 300}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 4, 9], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.171311753802378, 0.0, 0.0], [0.0, 0.0, 7.450719358226612], [0.0, 3.7240495470201713, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.86188529230037, 1.8620247735100857, 0.0], [0.0526856687873519, 0.0, 0.0], [0.027736087473455052, 1.8620247735100857, 1.8931548968449072], [-1.86188529230037, 0.0, 1.8486519803990311], [-1.86188529230037, 1.8620247735100857, 3.725359679113306], [0.003991483897529087, 0.0, 3.725359679113306], [0.027736087473455052, 1.8620247735100857, 5.557564461381704], [-1.86188529230037, 0.0, 5.6020673778275825], [-5.600538642480347, 1.8620247735100857, 0.0], [-3.7764562533881714, 0.0, 0.0], [-3.7515066720742745, 1.8620247735100857, 1.8931548968449072], [-5.596117689029953, 0.0, 1.8678445407631095], [-5.602483525131112, 1.8620247735100857, 3.725359679113306], [-3.727762068498349, 0.0, 3.725359679113306], [-3.7515066720742745, 1.8620247735100857, 5.557564461381704], [-5.596117689029953, 0.0, 5.582874817463503], [-9.294543695922851, 1.8620247735100857, 0.0], [-7.447541169201559, 0.0, 0.0], [-7.447541169201559, 1.8620247735100857, 1.8617020279421745], [-9.298964649373245, 0.0, 1.8678445407631095], [-9.292598813272086, 1.8620247735100857, 3.725359679113306], [-7.447541169201559, 0.0, 3.725359679113306], [-7.447541169201559, 1.8620247735100857, 5.589017330284439], [-9.298964649373245, 0.0, 5.582874817463503]]}, "data": {"stress": [-0.010277364241572435, -0.0055271347523061015, -0.004159776745811277, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 309.96868976286186, "total_energy": -385.615757, "forces": [[0.0, 0.0, 0.0], [0.002158, 0.0, 0.0], [-0.00218, 0.0, -0.002892], [0.0, 0.0, -0.005116], [0.0, 0.0, 0.0], [-0.008675, 0.0, 0.0], [-0.00218, 0.0, 0.002892], [0.0, 0.0, 0.005116], [-0.009253, 0.0, 0.0], [-0.002158, 0.0, 0.0], [0.00218, 0.0, -0.002892], [0.011459, 0.0, 0.0001], [-0.018323, 0.0, 0.0], [0.008675, 0.0, 0.0], [0.00218, 0.0, 0.002892], [0.011459, 0.0, -0.0001], [0.009253, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, -0.005033], [-0.011459, 0.0, 0.0001], [0.018323, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.005033], [-0.011459, 0.0, -0.0001]], "fermi_level": 3.8108}, "metadata": {"date.created": 1399052474.338728, "uuid": "f50e43e0-d220-11e3-a376-003048f5e49e", "date.created.ascii": "Fri May  2 13:41:14 2014", "user.username": null, "atoms.resort": [0, 7, 8, 1, 9, 10, 11, 2, 12, 13, 14, 3, 15, 16, 17, 4, 18, 19, 20, 5, 21, 22, 23, 6], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-11.171311753802378, 0.0, 0.0], [0.0, 0.0, 7.450719358226612], [0.0, 3.7240495470201713, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46], "key_value_pairs": {"_24atom": 1, "fcc": 1, "GS": 1, "_1cl": 1, "_0_75Cu": 1}, "mtime": 15.038292624967234, "keywords": ["fcc", "GS", "24atom", "1cl", "0.75Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.75, "unique_id": "57c80a3846cf4dd994ad648ee1eb5383", "user": "jboes"},
"21":
{"ctime": 14.923533152485199, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 1.9406948524364291, 1.941615939144304], [-1.9582412372770313, 0.0, 1.941615939144304], [-1.9544757771061214, 1.9406948524364291, -0.009514860876887275], [0.0, 0.0, -0.015211713982763487], [0.0, 1.9406948524364291, 5.824847817432912], [-1.9523291971506305, 0.0, 5.824847817432912], [-1.9544757771061214, 1.9406948524364291, 3.892746739165495], [0.0, 0.0, 3.8984435922713705], [-3.8864809524011426, 1.9406948524364291, 1.941615939144304], [-5.822084682467734, 0.0, 1.941615939144304], [-5.822084682467734, 1.9406948524364291, -0.0003648136175944283], [-3.8901565181755724, 0.0, -0.0027148939850430384], [-3.8875471008872817, 1.9406948524364291, 5.824847817432912], [-5.822084682467734, 0.0, 5.824847817432912], [-5.822084682467734, 1.9406948524364291, 3.8835966919062033], [-3.8901565181755724, 0.0, 3.88594677227365], [-7.757688412534327, 1.9406948524364291, 1.941615939144304], [-9.685928127658435, 0.0, 1.941615939144304], [-9.689693587829348, 1.9406948524364291, -0.009514860876887275], [-7.754012846759896, 0.0, -0.0027148939850430384], [-7.756622264048184, 1.9406948524364291, 5.824847817432912], [-9.691840167784841, 0.0, 5.824847817432912], [-9.689693587829348, 1.9406948524364291, 3.892746739165495], [-7.754012846759896, 0.0, 3.88594677227365]], "energy": -402.759194, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "lvtot": true, "encut": 400.0, "nsim": 4, "nbands": 148, "clnt": 1, "lplane": true, "ediffg": -0.02, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "prec": "Normal", "npar": 4, "ibrion": 2, "nsw": 300}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 4, 9], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.644169364935468, 0.0, 0.0], [0.0, 0.0, 7.766463756577216], [0.0, 3.8813897048728583, 0.0]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 1.9406948524364291, 1.941615939144304], [-1.9582412372770313, 0.0, 1.941615939144304], [-1.9544757771061214, 1.9406948524364291, -0.009514860876887275], [0.0, 0.0, -0.015211713982763487], [0.0, 1.9406948524364291, 5.824847817432912], [-1.9523291971506305, 0.0, 5.824847817432912], [-1.9544757771061214, 1.9406948524364291, 3.892746739165495], [0.0, 0.0, 3.8984435922713705], [-3.8864809524011426, 1.9406948524364291, 1.941615939144304], [-5.822084682467734, 0.0, 1.941615939144304], [-5.822084682467734, 1.9406948524364291, -0.0003648136175944283], [-3.8901565181755724, 0.0, -0.0027148939850430384], [-3.8875471008872817, 1.9406948524364291, 5.824847817432912], [-5.822084682467734, 0.0, 5.824847817432912], [-5.822084682467734, 1.9406948524364291, 3.8835966919062033], [-3.8901565181755724, 0.0, 3.88594677227365], [-7.757688412534327, 1.9406948524364291, 1.941615939144304], [-9.685928127658435, 0.0, 1.941615939144304], [-9.689693587829348, 1.9406948524364291, -0.009514860876887275], [-7.754012846759896, 0.0, -0.0027148939850430384], [-7.756622264048184, 1.9406948524364291, 5.824847817432912], [-9.691840167784841, 0.0, 5.824847817432912], [-9.689693587829348, 1.9406948524364291, 3.892746739165495], [-7.754012846759896, 0.0, 3.88594677227365]]}, "data": {"stress": [-0.005914376531591544, -0.0059736770835473, -0.006368233908290289, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 351.0096716684464, "total_energy": -402.759194, "forces": [[0.0, 0.0, 0.0], [-0.002471, 0.0, 0.0], [-0.003217, 0.0, 0.005159], [0.0, 0.0, -0.001796], [0.0, 0.0, 0.0], [-0.002504, 0.0, 0.0], [-0.003217, 0.0, -0.005159], [0.0, 0.0, 0.001796], [-0.003711, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.003072], [0.003885, 0.0, 0.008365], [-0.012694, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, -0.003072], [0.003885, 0.0, -0.008365], [0.003711, 0.0, 0.0], [0.002471, 0.0, 0.0], [0.003217, 0.0, 0.005159], [-0.003885, 0.0, 0.008365], [0.012694, 0.0, 0.0], [0.002504, 0.0, 0.0], [0.003217, 0.0, -0.005159], [-0.003885, 0.0, -0.008365]], "fermi_level": 4.2899}, "metadata": {"date.created": 1399052474.895717, "uuid": "f5634142-d220-11e3-a376-003048f5e49e", "date.created.ascii": "Fri May  2 13:41:14 2014", "user.username": null, "atoms.resort": [0, 6, 7, 8, 1, 9, 10, 11, 2, 12, 13, 14, 3, 15, 16, 17, 4, 18, 19, 20, 5, 21, 22, 23], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-11.644169364935468, 0.0, 0.0], [0.0, 0.0, 7.766463756577216], [0.0, 3.8813897048728583, 0.0]], "numbers": [29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46], "key_value_pairs": {"GS": 1, "_24atom": 1, "fcc": 1, "_0_25Cu": 1, "_1cl": 1}, "mtime": 15.038292634496157, "keywords": ["fcc", "GS", "24atom", "1cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "d06a091a5c7685e32726c8bada0d4291", "user": "jboes"},
"22":
{"ctime": 14.923533172362601, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, -1.9488253397869664, -1.9573095550100232], [-1.9506370978378431, -1.9488253397869664, -3.903520624368605], [-1.9506370978378431, -1.9488253397869661, 3.9153379385288725], [0.0, -1.948825339786994, 5.824091135832684], [-1.9506370978378431, -1.948825339786994, -0.01109848565152527], [0.0, -1.9488253397869668, 2.005426977431184], [0.0, -3.897650679573988, 3.9146191100202135], [-1.9506370978378431, -3.8985618283996417, 1.9898569890589286], [-1.9506370978378431, -3.882161760063722, 9.786547775050284], [0.0, -3.8916869852619884, 11.71035197347475], [-1.9506370978378431, -3.8967395307483335, 5.839381230981331], [0.0, -3.8916869852619604, 7.862743576625731], [0.0, -3.89765067957396, -7.829238220040177], [-1.9506370978378431, -3.8967395307483064, -9.754000341001461], [-1.9506370978378431, -3.9131395990841984, -1.9573095550100206], [0.0, -3.903614373885987, -0.033505356585556534], [-1.9506370978378431, -3.898561828399642, -5.904476099078975], [0.0, -3.903614373885988, -3.881113753434656], [0.0, -5.846476019360954, -1.9573095550100241], [-1.9506370978378431, -5.846476019360954, -3.8992193567539646], [-1.9506370978378431, -5.846476019360955, 3.9139002815113857], [0.0, -5.846476019360981, 5.823811242608995], [-1.9506370978378431, -5.846476019360981, -0.015399753266164495], [0.0, -5.846476019360954, 2.0051470842074908]], "energy": -405.278792, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "lvtot": true, "encut": 400.0, "nsim": 4, "clnt": 1, "nbands": 148, "ediffg": -0.02, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "prec": "Normal", "npar": 4, "ibrion": 2, "nsw": 300}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 10], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -3.897650679573988, -11.743857330060306], [0.0, -3.897650679573988, 11.743857330060306], [-3.9012741956756862, 0.0, 0.0]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, -1.9488253397869664, -1.9573095550100232], [-1.9506370978378431, -1.9488253397869664, -3.903520624368605], [-1.9506370978378431, -1.9488253397869661, 3.9153379385288725], [0.0, -1.948825339786994, 5.824091135832684], [-1.9506370978378431, -1.948825339786994, -0.01109848565152527], [0.0, -1.9488253397869668, 2.005426977431184], [0.0, -3.897650679573988, 3.9146191100202135], [-1.9506370978378431, -3.8985618283996417, 1.9898569890589286], [-1.9506370978378431, -3.882161760063722, 9.786547775050284], [0.0, -3.8916869852619884, 11.71035197347475], [-1.9506370978378431, -3.8967395307483335, 5.839381230981331], [0.0, -3.8916869852619604, 7.862743576625731], [0.0, -3.89765067957396, -7.829238220040177], [-1.9506370978378431, -3.8967395307483064, -9.754000341001461], [-1.9506370978378431, -3.9131395990841984, -1.9573095550100206], [0.0, -3.903614373885987, -0.033505356585556534], [-1.9506370978378431, -3.898561828399642, -5.904476099078975], [0.0, -3.903614373885988, -3.881113753434656], [0.0, -5.846476019360954, -1.9573095550100241], [-1.9506370978378431, -5.846476019360954, -3.8992193567539646], [-1.9506370978378431, -5.846476019360955, 3.9139002815113857], [0.0, -5.846476019360981, 5.823811242608995], [-1.9506370978378431, -5.846476019360981, -0.015399753266164495], [0.0, -5.846476019360954, 2.0051470842074908]]}, "data": {"stress": [-0.007427979273680024, -0.004780563210190972, -0.006098032856325586, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 357.1495859990004, "total_energy": -405.278792, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.002045], [0.0, 0.0, -0.011803], [0.0, 0.0, -0.014846], [0.0, 0.0, -0.002045], [0.0, 0.0, 0.0004], [0.0, 0.0, 0.0], [0.0, 0.012098, 0.010641], [0.0, -0.000457, 0.0], [0.0, -0.007155, 0.005273], [0.0, -0.012098, -0.010641], [0.0, -0.007155, -0.005273], [0.0, 0.0, 0.0], [0.0, -0.012098, 0.010641], [0.0, 0.000457, 0.0], [0.0, 0.007155, 0.005273], [0.0, 0.012098, -0.010641], [0.0, 0.007155, -0.005273], [0.0, 0.0, 0.0], [0.0, 0.0, -0.015333], [0.0, 0.0, 0.011803], [0.0, 0.0, -0.0004], [0.0, 0.0, 0.015333], [0.0, 0.0, 0.014846]], "fermi_level": 4.3327}, "metadata": {"date.created": 1399052475.759205, "uuid": "f5e702fc-d220-11e3-a376-003048f5e49e", "date.created.ascii": "Fri May  2 13:41:15 2014", "user.username": null, "atoms.resort": [0, 4, 5, 6, 7, 8, 1, 9, 10, 11, 12, 13, 2, 14, 15, 16, 17, 18, 3, 19, 20, 21, 22, 23], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -3.897650679573988, -11.743857330060306], [0.0, -3.897650679573988, 11.743857330060306], [-3.9012741956756862, 0.0, 0.0]], "numbers": [29, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46], "key_value_pairs": {"_24atom": 1, "fcc": 1, "GS": 1, "_1cl": 1, "_0_17Cu": 1}, "mtime": 15.038292643962436, "keywords": ["fcc", "GS", "24atom", "1cl", "0.17Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.16666666666666666, "unique_id": "d7f544693ba14af464dd26ed95e47c3b", "user": "jboes"},
"23":
{"ctime": 14.923533213253576, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.8690967827292293e-16, -5.560394482613056e-05, -0.004248803607026791], [-1.3211653993039363e-14, -1.8788975086368023, -5.774180125948924], [-1.3118846287074604e-14, -0.007329156342555437, -3.8269282297868505], [1.8696804181490294, -0.001434772475127577, -1.9152063345452341], [-1.3451045832724162e-14, -0.05700832195276009, -7.63398942887632], [1.8696804181489899, 0.0014073170972888072, -5.814418165681863], [-1.2898536405625549e-14, -0.012544929088199222, -11.469750999909744], [-1.354472090042691e-14, -1.8635942856989067, -1.8260505791526502], [-1.8696804181490296, -1.8804534994612792, -7.653088570465115], [-1.8696804181490032, -3.7319861434138253, -13.418802501650177], [-1.8696804181490028, -1.8735979786074897, -11.466282154950418], [-2.220446049250313e-16, -1.8764851670144032, -9.515582657991109], [-1.8696804181490292, -1.871340628787695, -15.28223320079128], [-2.220446049250313e-16, -1.872884984776713, -13.460107238125467], [-2.731148640577885e-14, -3.73748966836144, -11.469127926669346], [-1.8696804181490425, -3.7392032504048247, -9.4770594918181], [-3.7393608362980584, -3.7297191521772164, -15.29838191544575], [-3.739360836298034, -5.609484986117085, -21.017822876451948], [-3.739360836298032, -3.731602340855281, -19.107328863355896], [-1.8696804181489886, -3.733524568057975, -17.161081758307457], [-1.8696804181490156, -5.55405269462065, -15.281134719964232], [-1.8696804181490287, -3.741807906223027, -21.10708304880015], [-1.8696804181490159, -5.6011458314802045, -19.10712899573618], [-3.739360836298032, -5.615155639268754, -17.11387779434268]], "energy": -390.356921, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "lvtot": true, "encut": 400.0, "nsim": 4, "nbands": 156, "clnt": 1, "lplane": true, "ediffg": -0.02, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "prec": "Normal", "npar": 4, "ibrion": 2, "nsw": 300}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [2, 7, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-5.609041254447049, -5.610535114446081, -22.93347993710408], [1.8696804181490163, 1.8678414103068275, -7.643918070450853], [1.8696804181490163, -1.8678414103068275, 7.643918070450853]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.8690967827292293e-16, -5.560394482613056e-05, -0.004248803607026791], [-1.3211653993039363e-14, -1.8788975086368023, -5.774180125948924], [-1.3118846287074604e-14, -0.007329156342555437, -3.8269282297868505], [1.8696804181490294, -0.001434772475127577, -1.9152063345452341], [-1.3451045832724162e-14, -0.05700832195276009, -7.63398942887632], [1.8696804181489899, 0.0014073170972888072, -5.814418165681863], [-1.2898536405625549e-14, -0.012544929088199222, -11.469750999909744], [-1.354472090042691e-14, -1.8635942856989067, -1.8260505791526502], [-1.8696804181490296, -1.8804534994612792, -7.653088570465115], [-1.8696804181490032, -3.7319861434138253, -13.418802501650177], [-1.8696804181490028, -1.8735979786074897, -11.466282154950418], [-2.220446049250313e-16, -1.8764851670144032, -9.515582657991109], [-1.8696804181490292, -1.871340628787695, -15.28223320079128], [-2.220446049250313e-16, -1.872884984776713, -13.460107238125467], [-2.731148640577885e-14, -3.73748966836144, -11.469127926669346], [-1.8696804181490425, -3.7392032504048247, -9.4770594918181], [-3.7393608362980584, -3.7297191521772164, -15.29838191544575], [-3.739360836298034, -5.609484986117085, -21.017822876451948], [-3.739360836298032, -3.731602340855281, -19.107328863355896], [-1.8696804181489886, -3.733524568057975, -17.161081758307457], [-1.8696804181490156, -5.55405269462065, -15.281134719964232], [-1.8696804181490287, -3.741807906223027, -21.10708304880015], [-1.8696804181490159, -5.6011458314802045, -19.10712899573618], [-3.739360836298032, -5.615155639268754, -17.11387779434268]]}, "data": {"stress": [-0.00953096122012911, -0.00608956937369723, -0.003640427242844586, -0.0001264654019290112, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 320.5476369564598, "total_energy": -390.356921, "forces": [[0.0, -0.004942, 0.00144], [0.0, -0.006012, 0.00325], [0.0, 0.003175, -0.000221], [0.0, -0.006065, 0.007699], [0.0, -0.00542, 0.004404], [0.0, 0.001323, 0.006583], [0.0, 0.003854, 0.008606], [0.0, -0.000392, 0.001036], [0.0, -0.006098, 0.002416], [0.0, 0.002248, 0.003361], [0.0, -0.004898, 0.001579], [0.0, -0.004149, -0.00607], [0.0, 0.000276, -0.007597], [0.0, -0.003868, -0.004843], [0.0, 0.002942, -0.002335], [0.0, 0.004465, -0.002786], [0.0, 0.010702, -0.005095], [0.0, 0.004731, -0.004712], [0.0, 0.001764, -0.000798], [0.0, 0.00923, -0.001892], [0.0, 0.00538, 0.00519], [0.0, 0.00149, -0.004099], [0.0, -0.006022, -0.009033], [0.0, -0.003713, 0.003916]], "fermi_level": 3.9503}, "metadata": {"date.created": 1399052477.333092, "uuid": "f6d72b24-d220-11e3-a376-003048f5e49e", "date.created.ascii": "Fri May  2 13:41:17 2014", "user.username": null, "atoms.resort": [0, 10, 11, 12, 13, 1, 2, 3, 14, 15, 16, 17, 18, 4, 5, 6, 19, 20, 21, 22, 23, 7, 8, 9], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-5.609041254447049, -5.610535114446081, -22.93347993710408], [1.8696804181490163, 1.8678414103068275, -7.643918070450853], [1.8696804181490163, -1.8678414103068275, 7.643918070450853]], "numbers": [29, 29, 29, 29, 29, 46, 46, 46, 29, 29, 29, 29, 29, 46, 46, 46, 29, 29, 29, 29, 29, 46, 46, 46], "key_value_pairs": {"_24atom": 1, "_0_62Cu": 1, "GS": 1, "_1cl": 1, "fcc": 1}, "mtime": 15.03829265361425, "keywords": ["fcc", "GS", "24atom", "1cl", "0.62Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.625, "unique_id": "ff84cb1e6e02e3d80b3cad2a154a8fc8", "user": "jboes"},
"24":
{"ctime": 14.92353323512552, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.8427108853575718, -1.8428053602700394, 0.0], [-1.8427108853575718, 0.025494245893715628, -5.524444981250392], [0.0, -1.8428053602700394, -5.5140195215416234], [0.0, 0.0138605821472097, -3.65894296351267], [-1.8427108853575718, 0.025494245893715628, -1.7934409457749478], [0.0, -1.8428053602700394, -1.803866405483716], [0.0, 0.03605001395014697, 0.0], [-1.8427108853575718, -1.8428053602700394, -3.65894296351267], [-1.8427108853575718, -5.5399798801419395, 0.0], [-1.8427108853575718, -3.711104966433873, -5.524444981250392], [0.0, -5.541757048801113, -5.537983339322307], [0.0, -3.6994713026873685, -3.65894296351267], [-1.8427108853575718, -3.711104966433873, -1.7934409457749478], [0.0, -5.541757048801113, -1.779902587703033], [0.0, -3.721660734490304, 0.0], [-1.8427108853575718, -5.543973452185449, -3.65894296351267], [-1.8427108853575718, -9.202463002018611, 0.0], [-1.8427108853575718, -7.371221441080237, -5.544962851146313], [0.0, -9.200685833359438, -5.537983339322307], [0.0, -7.371221441080237, -3.65894296351267], [-1.8427108853575718, -7.371221441080237, -1.7729230758790273], [0.0, -9.200685833359438, -1.779902587703033], [0.0, -7.371221441080237, 0.0], [-1.8427108853575718, -9.198469429975102, -3.65894296351267]], "energy": -379.485042, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "lvtot": true, "encut": 400.0, "nsim": 4, "clnt": 1, "nbands": 160, "ediffg": -0.02, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "prec": "Normal", "npar": 4, "ibrion": 2, "nsw": 300}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 9, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -11.056832161620394, 0.0], [-3.6854217707151435, 0.0, 0.0], [0.0, 0.0, -7.31788592702534]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.8427108853575718, -1.8428053602700394, 0.0], [-1.8427108853575718, 0.025494245893715628, -5.524444981250392], [0.0, -1.8428053602700394, -5.5140195215416234], [0.0, 0.0138605821472097, -3.65894296351267], [-1.8427108853575718, 0.025494245893715628, -1.7934409457749478], [0.0, -1.8428053602700394, -1.803866405483716], [0.0, 0.03605001395014697, 0.0], [-1.8427108853575718, -1.8428053602700394, -3.65894296351267], [-1.8427108853575718, -5.5399798801419395, 0.0], [-1.8427108853575718, -3.711104966433873, -5.524444981250392], [0.0, -5.541757048801113, -5.537983339322307], [0.0, -3.6994713026873685, -3.65894296351267], [-1.8427108853575718, -3.711104966433873, -1.7934409457749478], [0.0, -5.541757048801113, -1.779902587703033], [0.0, -3.721660734490304, 0.0], [-1.8427108853575718, -5.543973452185449, -3.65894296351267], [-1.8427108853575718, -9.202463002018611, 0.0], [-1.8427108853575718, -7.371221441080237, -5.544962851146313], [0.0, -9.200685833359438, -5.537983339322307], [0.0, -7.371221441080237, -3.65894296351267], [-1.8427108853575718, -7.371221441080237, -1.7729230758790273], [0.0, -9.200685833359438, -1.779902587703033], [0.0, -7.371221441080237, 0.0], [-1.8427108853575718, -9.198469429975102, -3.65894296351267]]}, "data": {"stress": [-0.010177144373900235, -0.009386289344138954, -0.005888892461111031, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 298.19719198356563, "total_energy": -379.485042, "forces": [[0.0, 0.0, 0.0], [0.0, 0.006576, -0.004356], [0.0, 0.0, -0.00548], [0.0, 0.001031, 0.0], [0.0, 0.006576, 0.004356], [0.0, 0.0, 0.00548], [0.0, 0.010918, 0.0], [0.0, 0.0, 0.0], [0.0, 0.00339, 0.0], [0.0, -0.006576, -0.004356], [0.0, -0.006844, -0.008015], [0.0, -0.001031, 0.0], [0.0, -0.006576, 0.004356], [0.0, -0.006844, 0.008015], [0.0, -0.010918, 0.0], [0.0, 0.007356, 0.0], [0.0, -0.00339, 0.0], [0.0, 0.0, -0.007328], [0.0, 0.006844, -0.008015], [0.0, 0.0, 0.0], [0.0, 0.0, 0.007328], [0.0, 0.006844, 0.008015], [0.0, 0.0, 0.0], [0.0, -0.007356, 0.0]], "fermi_level": 3.8392}, "metadata": {"date.created": 1399052478.977424, "uuid": "f7d212dc-d220-11e3-a376-003048f5e49e", "date.created.ascii": "Fri May  2 13:41:18 2014", "user.username": null, "atoms.resort": [0, 4, 5, 6, 7, 8, 9, 1, 10, 11, 12, 13, 14, 15, 16, 2, 17, 18, 19, 20, 21, 22, 23, 3], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -11.056832161620394, 0.0], [-3.6854217707151435, 0.0, 0.0], [0.0, 0.0, -7.31788592702534]], "numbers": [29, 29, 29, 29, 29, 29, 29, 46, 29, 29, 29, 29, 29, 29, 29, 46, 29, 29, 29, 29, 29, 29, 29, 46], "key_value_pairs": {"_24atom": 1, "_0_88Cu": 1, "GS": 1, "_1cl": 1, "fcc": 1}, "mtime": 15.03829266326264, "keywords": ["fcc", "GS", "24atom", "1cl", "0.88Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.875, "unique_id": "129a784190bf2bdb75eeea080a9a18eb", "user": "jboes"},
"25":
{"ctime": 14.923533272014316, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.9717304752283193, 7.376828692340354e-08, 12.76079645534653], [-0.005491678057651365, 0.005491678057651365, 7.230275233316372], [-0.005491678057651365, 0.005491678057651365, 3.707550299837796], [-1.9717304752283193, 7.376828692340354e-08, 1.9366048031464156], [0.008461965060339017, -0.008461965060339017, 14.511494901267591], [-1.9717304752283193, 7.376828692340354e-08, 9.001220730007756], [0.008461965060339017, -0.008461965060339017, 11.010098009425468], [-1.9717304752283193, 7.376828692340354e-08, 5.468912766577084], [-3.9791389145127773, 2.007408513052745, 12.76079645534653], [-1.9662388709389966, 1.9662388709389966, 7.230275233316372], [-1.9662388709389966, 1.9662388709389966, 3.707550299837796], [-3.9405776746309265, 1.9688472731708941, 1.964740957801744], [-1.980192514056987, 1.980192514056987, 14.511494901267591], [-3.9405776746309265, 1.9688472731708941, 8.973084575352422], [-1.980192514056987, 1.980192514056987, 11.010098009425468], [-3.9405032221038345, 1.9687728206438022, 5.468912766577084], [-5.879513682933807, 3.9077832814737743, 12.76079645534653], [-3.943461097993255, 3.943461097993255, 7.222457456800267], [-3.943461097993255, 3.943461097993255, 3.7153680763539003], [-5.9180749228156575, 3.946344521355625, 1.964740957801744], [-3.943461097993255, 3.943461097993255, 14.554646232497284], [-5.9180749228156575, 3.946344521355625, 8.973084575352422], [-3.943461097993255, 3.943461097993255, 10.966946678195775], [-5.918149375342749, 3.946418973882717, 5.468912766577084]], "energy": -398.925795, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "lvtot": true, "encut": 400.0, "nsim": 4, "nbands": 152, "clnt": 1, "lplane": true, "ediffg": -0.02, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "prec": "Normal", "npar": 4, "ibrion": 2, "nsw": 300}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 12, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-5.9151916469899035, 5.9151916469899035, 0.0], [-1.9717304014600325, -1.9717304014600325, 0.0], [0.0, 0.0, 14.58376737753889]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.9717304752283193, 7.376828692340354e-08, 12.76079645534653], [-0.005491678057651365, 0.005491678057651365, 7.230275233316372], [-0.005491678057651365, 0.005491678057651365, 3.707550299837796], [-1.9717304752283193, 7.376828692340354e-08, 1.9366048031464156], [0.008461965060339017, -0.008461965060339017, 14.511494901267591], [-1.9717304752283193, 7.376828692340354e-08, 9.001220730007756], [0.008461965060339017, -0.008461965060339017, 11.010098009425468], [-1.9717304752283193, 7.376828692340354e-08, 5.468912766577084], [-3.9791389145127773, 2.007408513052745, 12.76079645534653], [-1.9662388709389966, 1.9662388709389966, 7.230275233316372], [-1.9662388709389966, 1.9662388709389966, 3.707550299837796], [-3.9405776746309265, 1.9688472731708941, 1.964740957801744], [-1.980192514056987, 1.980192514056987, 14.511494901267591], [-3.9405776746309265, 1.9688472731708941, 8.973084575352422], [-1.980192514056987, 1.980192514056987, 11.010098009425468], [-3.9405032221038345, 1.9687728206438022, 5.468912766577084], [-5.879513682933807, 3.9077832814737743, 12.76079645534653], [-3.943461097993255, 3.943461097993255, 7.222457456800267], [-3.943461097993255, 3.943461097993255, 3.7153680763539003], [-5.9180749228156575, 3.946344521355625, 1.964740957801744], [-3.943461097993255, 3.943461097993255, 14.554646232497284], [-5.9180749228156575, 3.946344521355625, 8.973084575352422], [-3.943461097993255, 3.943461097993255, 10.966946678195775], [-5.918149375342749, 3.946418973882717, 5.468912766577084]]}, "data": {"stress": [-0.0062186562082987415, -0.0062186562082987415, -0.0036024289521060697, -0.0, -0.0, -0.0005038019106162238], "doc": "Data from the output of the calculation", "volume": 340.1857180144243, "total_energy": -398.925795, "forces": [[0.0, 0.0, 0.0], [-0.006986, 0.006986, 0.002012], [-0.006986, 0.006986, -0.002012], [0.0, 0.0, -0.014393], [0.003795, -0.003795, -0.003405], [0.0, 0.0, 0.014393], [0.003795, -0.003795, 0.003405], [0.0, 0.0, 0.0], [-0.000265, 0.000265, 0.0], [0.006986, -0.006986, 0.002012], [0.006986, -0.006986, -0.002012], [-0.00525, 0.00525, -0.005337], [-0.003795, 0.003795, -0.003405], [-0.00525, 0.00525, 0.005337], [-0.003795, 0.003795, 0.003405], [-0.002479, 0.002479, 0.0], [0.000265, -0.000265, 0.0], [0.0, 0.0, -0.001349], [0.0, 0.0, 0.001349], [0.00525, -0.00525, -0.005337], [0.0, 0.0, -0.002056], [0.00525, -0.00525, 0.005337], [0.0, 0.0, 0.002056], [0.002479, -0.002479, 0.0]], "fermi_level": 4.0}, "metadata": {"date.created": 1399052479.796276, "uuid": "f84f0580-d220-11e3-a376-003048f5e49e", "date.created.ascii": "Fri May  2 13:41:19 2014", "user.username": null, "atoms.resort": [0, 16, 17, 1, 2, 3, 4, 5, 18, 19, 20, 6, 7, 8, 9, 10, 21, 22, 23, 11, 12, 13, 14, 15], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-5.9151916469899035, 5.9151916469899035, 0.0], [-1.9717304014600325, -1.9717304014600325, 0.0], [0.0, 0.0, 14.58376737753889]], "numbers": [29, 29, 29, 46, 46, 46, 46, 46, 29, 29, 29, 46, 46, 46, 46, 46, 29, 29, 29, 46, 46, 46, 46, 46], "key_value_pairs": {"_24atom": 1, "_0_38Cu": 1, "fcc": 1, "GS": 1, "_1cl": 1}, "mtime": 15.03829267287801, "keywords": ["fcc", "GS", "24atom", "1cl", "0.38Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.375, "unique_id": "4cb8dd806481a211e347d0d1a4312e46", "user": "jboes"},
"26":
{"ctime": 14.923533301677663, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [0.0027903699576914, 1.806041298102187, 1.843936804984385], [1.8151635022251205, 1.7979188228130558, 0.011017358839024511], [1.817953872182812, 3.603960120915243, 1.8549541638234095], [3.6303270044502023, 3.5958376456260734, 0.02203471767804879], [3.6331173744078935, 5.40187894372826, 1.8659715226624338], [1.8175200187581977, 0.0085681189331562, 1.8380805039670363], [1.8203103887158891, 1.814609417035343, 3.682017308951421], [3.632683520983318, 1.806486941746212, 1.8490978628060608], [3.635473890941009, 3.612528239848399, 3.693034667790446], [5.4478470232084, 3.6044057645592296, 1.8601152216450851], [5.450637393166091, 5.410447062661417, 3.70405202662947], [3.6350400375163954, 0.0171362378663124, 3.6761610079340725], [3.6378304074740866, 1.8231775359684994, 5.520097812918458], [5.450203539741516, 1.8150550606793683, 3.687178366773097], [5.452993909699207, 3.6210963587815552, 5.531115171757482], [7.265367041966598, 3.6129738834923857, 3.698195725612121], [7.268157411924289, 5.419015181594572, 5.542132530596506], [5.452560056274593, 0.0257043567994686, 5.514241511901108], [5.455350426232284, 1.8317456549016555, 7.3581783168854935], [7.267723558499713, 1.8236231796125244, 5.5252588707401324], [7.2705139284574045, 3.6296644777147113, 7.369195675724518], [9.082887060724795, 3.6215420024255423, 5.536276229579157], [9.085677430682487, 5.427583300527729, 7.380213034563543]], "energy": -89.298417, "calculator_parameters": {"incar": {"nsw": 10, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 160, "encut": 400.0, "ismear": 1, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 4, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[7.270080075032791, 0.0342724757326248, 7.352322015868145], [5.4454905066753225, 5.393756468439129, 0.0330520765170733], [0.0055807399153828, 3.612082596204374, 3.68787360996877]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [0.0027903699576914, 1.806041298102187, 1.843936804984385], [1.8151635022251205, 1.7979188228130558, 0.011017358839024511], [1.817953872182812, 3.603960120915243, 1.8549541638234095], [3.6303270044502023, 3.5958376456260734, 0.02203471767804879], [3.6331173744078935, 5.40187894372826, 1.8659715226624338], [1.8175200187581977, 0.0085681189331562, 1.8380805039670363], [1.8203103887158891, 1.814609417035343, 3.682017308951421], [3.632683520983318, 1.806486941746212, 1.8490978628060608], [3.635473890941009, 3.612528239848399, 3.693034667790446], [5.4478470232084, 3.6044057645592296, 1.8601152216450851], [5.450637393166091, 5.410447062661417, 3.70405202662947], [3.6350400375163954, 0.0171362378663124, 3.6761610079340725], [3.6378304074740866, 1.8231775359684994, 5.520097812918458], [5.450203539741516, 1.8150550606793683, 3.687178366773097], [5.452993909699207, 3.6210963587815552, 5.531115171757482], [7.265367041966598, 3.6129738834923857, 3.698195725612121], [7.268157411924289, 5.419015181594572, 5.542132530596506], [5.452560056274593, 0.0257043567994686, 5.514241511901108], [5.455350426232284, 1.8317456549016555, 7.3581783168854935], [7.267723558499713, 1.8236231796125244, 5.5252588707401324], [7.2705139284574045, 3.6296644777147113, 7.369195675724518], [9.082887060724795, 3.6215420024255423, 5.536276229579157], [9.085677430682487, 5.427583300527729, 7.380213034563543]]}, "data": {"stress": [0.00044061914170262295, 0.0011738088941752785, 0.00037976445466245617, 0.0011949051856825362, 0.0003513156686594736, -0.00011940625823235186], "doc": "Data from the output of the calculation", "volume": 287.452162285601, "total_energy": -89.298417, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 3.685}, "metadata": {"date.created": 1398438581.016546, "uuid": "a01f2baa-cc8b-11e3-b664-003048f5e49e", "date.created.ascii": "Fri Apr 25 11:09:41 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23], "user.email": null, "user.fullname": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[7.270080075032791, 0.0342724757326248, 7.352322015868145], [5.4454905066753225, 5.393756468439129, 0.0330520765170733], [0.0055807399153828, 3.612082596204374, 3.68787360996877]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"GS": 1, "_24atom": 1, "_0cl": 1, "fcc": 1, "_1_00Cu": 1}, "mtime": 15.038292685183254, "keywords": ["fcc", "GS", "24atom", "0cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "f1a4a3c4f9a54c9878026ba21390287b", "user": "jboes"},
"27":
{"ctime": 14.923533314207384, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-0.0005450428675603, 1.974624731453156, 1.9796385001491261], [1.9751312487438804, 1.971933056956982, 0.002146811380177515], [1.97458620587632, 3.946557788410138, 1.9817853115293036], [3.9502624974877185, 3.9438661139139217, 0.004293622760354984], [3.949717454620158, 5.918490845367078, 1.983932122909481], [1.9754623728482756, 0.00181581100293015, 1.9772771639252085], [1.9749173299807152, 1.976440542456086, 3.9569156640743346], [3.950593621592156, 1.973748867959912, 1.979423975305386], [3.9500485787245956, 3.9483735994130678, 3.959062475454512], [5.925724870335994, 3.945681924916852, 1.9815707866855634], [5.925179827468434, 5.920306656370008, 3.9612092868346895], [3.9509247456965513, 0.0036316220058603, 3.954554327850417], [3.950379702828991, 1.9782563534590163, 5.934192827999543], [5.926055994440432, 1.9755646789628423, 3.9567011392305944], [5.925510951572872, 3.950189410415998, 5.936339639379721], [7.901187243184269, 3.947497735919782, 3.958847950610772], [7.900642200316709, 5.922122467372938, 5.938486450759898], [5.926387118544827, 0.00544743300879045, 5.931831491775625], [5.925842075677267, 1.9800721644619463, 7.9114699919247515], [7.901518367288707, 1.9773804899657723, 5.933978303155803], [7.900973324421147, 3.9520052214189283, 7.9136168033049294], [9.876649616032546, 3.949313546922712, 5.93612511453598], [9.876104573164985, 5.923938278375868, 7.9157636146851065]], "energy": -124.276206, "calculator_parameters": {"incar": {"ediffg": -0.02, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 144, "ibrion": 2, "lplane": true, "encut": 400.0, "ismear": 1, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 4, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[7.9018494913931026, 0.0072632440117206, 7.909108655700834], [5.925393746231599, 5.915799170870904, 0.0064404341405325], [-0.0010900857351206, 3.949249462906312, 3.9592770002982522]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-0.0005450428675603, 1.974624731453156, 1.9796385001491261], [1.9751312487438804, 1.971933056956982, 0.002146811380177515], [1.97458620587632, 3.946557788410138, 1.9817853115293036], [3.9502624974877185, 3.9438661139139217, 0.004293622760354984], [3.949717454620158, 5.918490845367078, 1.983932122909481], [1.9754623728482756, 0.00181581100293015, 1.9772771639252085], [1.9749173299807152, 1.976440542456086, 3.9569156640743346], [3.950593621592156, 1.973748867959912, 1.979423975305386], [3.9500485787245956, 3.9483735994130678, 3.959062475454512], [5.925724870335994, 3.945681924916852, 1.9815707866855634], [5.925179827468434, 5.920306656370008, 3.9612092868346895], [3.9509247456965513, 0.0036316220058603, 3.954554327850417], [3.950379702828991, 1.9782563534590163, 5.934192827999543], [5.926055994440432, 1.9755646789628423, 3.9567011392305944], [5.925510951572872, 3.950189410415998, 5.936339639379721], [7.901187243184269, 3.947497735919782, 3.958847950610772], [7.900642200316709, 5.922122467372938, 5.938486450759898], [5.926387118544827, 0.00544743300879045, 5.931831491775625], [5.925842075677267, 1.9800721644619463, 7.9114699919247515], [7.901518367288707, 1.9773804899657723, 5.933978303155803], [7.900973324421147, 3.9520052214189283, 7.9136168033049294], [9.876649616032546, 3.949313546922712, 5.93612511453598], [9.876104573164985, 5.923938278375868, 7.9157636146851065]]}, "data": {"stress": [-0.000272884899700834, 0.0008320801792895174, -0.0009197234116400837, -0.00035562230805000845, 3.052720762189289e-05, 7.027936164843876e-05], "doc": "Data from the output of the calculation", "volume": 369.8389437719288, "total_energy": -124.276206, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 4.4582}, "metadata": {"date.created": 1398394381.194329, "uuid": "b6f98742-cc24-11e3-9428-003048f5e49e", "date.created.ascii": "Thu Apr 24 22:53:01 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0]}}, "cell": [[7.9018494913931026, 0.0072632440117206, 7.909108655700834], [5.925393746231599, 5.915799170870904, 0.0064404341405325], [-0.0010900857351206, 3.949249462906312, 3.9592770002982522]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"GS": 1, "_24atom": 1, "_0_00Cu": 1, "_0cl": 1, "fcc": 1}, "mtime": 15.038292695986197, "keywords": ["fcc", "GS", "24atom", "0cl", "0.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.0, "unique_id": "3faf06be2f0f433a41ffd7bb1cf8fb0b", "user": "jboes"},
"28":
{"ctime": 14.923533323778585, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.86188529230037, 1.8620247735100857, 0.0], [0.0, 0.0, 0.0], [0.0, 1.8620247735100857, 1.862679839556653], [-1.86188529230037, 0.0, 1.862679839556653], [-1.86188529230037, 1.8620247735100857, 3.725359679113306], [0.0, 0.0, 3.725359679113306], [0.0, 1.8620247735100857, 5.588039518669959], [-1.86188529230037, 0.0, 5.588039518669959], [-5.585655876901189, 1.8620247735100857, 0.0], [-3.7237705846008193, 0.0, 0.0], [-3.7237705846008193, 1.8620247735100857, 1.862679839556653], [-5.585655876901189, 0.0, 1.862679839556653], [-5.585655876901189, 1.8620247735100857, 3.725359679113306], [-3.7237705846008193, 0.0, 3.725359679113306], [-3.7237705846008193, 1.8620247735100857, 5.588039518669959], [-5.585655876901189, 0.0, 5.588039518669959], [-9.309426461502008, 1.8620247735100857, 0.0], [-7.447541169201559, 0.0, 0.0], [-7.447541169201559, 1.8620247735100857, 1.862679839556653], [-9.309426461502008, 0.0, 1.862679839556653], [-9.309426461502008, 1.8620247735100857, 3.725359679113306], [-7.447541169201559, 0.0, 3.725359679113306], [-7.447541169201559, 1.8620247735100857, 5.588039518669959], [-9.309426461502008, 0.0, 5.588039518669959]], "energy": -100.506488, "calculator_parameters": {"incar": {"lplane": true, "encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 156, "ediffg": -0.02, "ismear": 1, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 4, 9], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.171311753802378, 0.0, 0.0], [0.0, 0.0, 7.450719358226612], [0.0, 3.7240495470201713, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.86188529230037, 1.8620247735100857, 0.0], [0.0, 0.0, 0.0], [0.0, 1.8620247735100857, 1.862679839556653], [-1.86188529230037, 0.0, 1.862679839556653], [-1.86188529230037, 1.8620247735100857, 3.725359679113306], [0.0, 0.0, 3.725359679113306], [0.0, 1.8620247735100857, 5.588039518669959], [-1.86188529230037, 0.0, 5.588039518669959], [-5.585655876901189, 1.8620247735100857, 0.0], [-3.7237705846008193, 0.0, 0.0], [-3.7237705846008193, 1.8620247735100857, 1.862679839556653], [-5.585655876901189, 0.0, 1.862679839556653], [-5.585655876901189, 1.8620247735100857, 3.725359679113306], [-3.7237705846008193, 0.0, 3.725359679113306], [-3.7237705846008193, 1.8620247735100857, 5.588039518669959], [-5.585655876901189, 0.0, 5.588039518669959], [-9.309426461502008, 1.8620247735100857, 0.0], [-7.447541169201559, 0.0, 0.0], [-7.447541169201559, 1.8620247735100857, 1.862679839556653], [-9.309426461502008, 0.0, 1.862679839556653], [-9.309426461502008, 1.8620247735100857, 3.725359679113306], [-7.447541169201559, 0.0, 3.725359679113306], [-7.447541169201559, 1.8620247735100857, 5.588039518669959], [-9.309426461502008, 0.0, 5.588039518669959]]}, "data": {"stress": [0.00030684493582242863, 0.0001670164687700331, -0.0006800183597654574, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 309.96868976286186, "total_energy": -100.506488, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 3.7348}, "metadata": {"date.created": 1398394381.396617, "uuid": "b718655e-cc24-11e3-9428-003048f5e49e", "date.created.ascii": "Thu Apr 24 22:53:01 2014", "user.username": null, "atoms.resort": [6, 7, 8, 0, 9, 10, 11, 1, 12, 13, 14, 2, 15, 16, 17, 3, 18, 19, 20, 4, 21, 22, 23, 5], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-11.171311753802378, 0.0, 0.0], [0.0, 0.0, 7.450719358226612], [0.0, 3.7240495470201713, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46], "key_value_pairs": {"GS": 1, "_24atom": 1, "fcc": 1, "_0cl": 1, "_0_75Cu": 1}, "mtime": 15.038292707180522, "keywords": ["fcc", "GS", "24atom", "0cl", "0.75Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.75, "unique_id": "363f14a723ae6c30403ce3def37e50b0", "user": "jboes"},
"29":
{"ctime": 14.92353333235411, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 1.9406948524364291, 1.941615939144304], [-1.9406948941558837, 0.0, 1.941615939144304], [-1.9406948941558837, 1.9406948524364291, 0.0], [0.0, 0.0, 0.0], [0.0, 1.9406948524364291, 5.824847817432912], [-1.9406948941558837, 0.0, 5.824847817432912], [-1.9406948941558837, 1.9406948524364291, 3.883231878288608], [0.0, 0.0, 3.883231878288608], [-3.8813897883118504, 1.9406948524364291, 1.941615939144304], [-5.822084682467734, 0.0, 1.941615939144304], [-5.822084682467734, 1.9406948524364291, 0.0], [-3.8813897883118504, 0.0, 0.0], [-3.8813897883118504, 1.9406948524364291, 5.824847817432912], [-5.822084682467734, 0.0, 5.824847817432912], [-5.822084682467734, 1.9406948524364291, 3.883231878288608], [-3.8813897883118504, 0.0, 3.883231878288608], [-7.762779576623618, 1.9406948524364291, 1.941615939144304], [-9.703474470779584, 0.0, 1.941615939144304], [-9.703474470779584, 1.9406948524364291, 0.0], [-7.762779576623618, 0.0, 0.0], [-7.762779576623618, 1.9406948524364291, 5.824847817432912], [-9.703474470779584, 0.0, 5.824847817432912], [-9.703474470779584, 1.9406948524364291, 3.883231878288608], [-7.762779576623618, 0.0, 3.883231878288608]], "energy": -117.201439, "calculator_parameters": {"incar": {"nsw": 10, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 148, "ibrion": 2, "lplane": true, "encut": 400.0, "ismear": 1, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 4, 9], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.644169364935468, 0.0, 0.0], [0.0, 0.0, 7.766463756577216], [0.0, 3.8813897048728583, 0.0]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 1.9406948524364291, 1.941615939144304], [-1.9406948941558837, 0.0, 1.941615939144304], [-1.9406948941558837, 1.9406948524364291, 0.0], [0.0, 0.0, 0.0], [0.0, 1.9406948524364291, 5.824847817432912], [-1.9406948941558837, 0.0, 5.824847817432912], [-1.9406948941558837, 1.9406948524364291, 3.883231878288608], [0.0, 0.0, 3.883231878288608], [-3.8813897883118504, 1.9406948524364291, 1.941615939144304], [-5.822084682467734, 0.0, 1.941615939144304], [-5.822084682467734, 1.9406948524364291, 0.0], [-3.8813897883118504, 0.0, 0.0], [-3.8813897883118504, 1.9406948524364291, 5.824847817432912], [-5.822084682467734, 0.0, 5.824847817432912], [-5.822084682467734, 1.9406948524364291, 3.883231878288608], [-3.8813897883118504, 0.0, 3.883231878288608], [-7.762779576623618, 1.9406948524364291, 1.941615939144304], [-9.703474470779584, 0.0, 1.941615939144304], [-9.703474470779584, 1.9406948524364291, 0.0], [-7.762779576623618, 0.0, 0.0], [-7.762779576623618, 1.9406948524364291, 5.824847817432912], [-9.703474470779584, 0.0, 5.824847817432912], [-9.703474470779584, 1.9406948524364291, 3.883231878288608], [-7.762779576623618, 0.0, 3.883231878288608]]}, "data": {"stress": [0.0004859199948859594, 0.0004842160636488347, -0.0007962539327653576, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 351.0096716684464, "total_energy": -117.201439, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 4.2118}, "metadata": {"date.created": 1398394381.486235, "uuid": "b72611ea-cc24-11e3-9428-003048f5e49e", "date.created.ascii": "Thu Apr 24 22:53:01 2014", "user.username": null, "atoms.resort": [18, 0, 1, 2, 19, 3, 4, 5, 20, 6, 7, 8, 21, 9, 10, 11, 22, 12, 13, 14, 23, 15, 16, 17], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-11.644169364935468, 0.0, 0.0], [0.0, 0.0, 7.766463756577216], [0.0, 3.8813897048728583, 0.0]], "numbers": [29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46], "key_value_pairs": {"GS": 1, "_24atom": 1, "_0_25Cu": 1, "fcc": 1, "_0cl": 1}, "mtime": 15.038292718382484, "keywords": ["fcc", "GS", "24atom", "0cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "753c1c8552722fe30a0c830d98b31815", "user": "jboes"},
"30":
{"ctime": 14.923533347265131, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.5301625855341598, 0.0006798348075812089, 2.1177664488609196], [-3.0603251710683197, 1e-16, 0.0], [-4.59048775660248, 0.0006798348075813089, 2.1177664488609196], [0.0, 2.1184462836685007, 2.1184462836685007], [-1.5301625855341598, 2.119126118476082, 4.23621273252942], [-3.0603251710683197, 2.1184462836685007, 2.1184462836685007], [-4.59048775660248, 2.119126118476082, 4.23621273252942], [-3.333333333333357e-17, -2.1170866140533833, 2.1170866140533833], [-1.5301625855341598, -2.116406779245802, 4.234853062914302], [-3.0603251710683197, -2.1170866140533833, 2.1170866140533833], [-4.59048775660248, -2.116406779245802, 4.234853062914302], [-3.333333333333357e-17, 0.0013596696151174648, 4.235532897721884], [-1.5301625855341598, 0.0020395044226986735, 6.353299346582803], [-3.0603251710683197, 0.0013596696151175647, 4.235532897721884], [-4.59048775660248, 0.0020395044226987737, 6.353299346582803], [-6.666666666666642e-17, -4.234173228106721, 4.234173228106721], [-1.5301625855341598, -4.233493393299185, 6.351939676967686], [-3.0603251710683197, -4.234173228106721, 4.234173228106721], [-4.59048775660248, -4.233493393299185, 6.351939676967686], [-6.666666666666642e-17, -2.1157269444382205, 6.352619511775222], [-1.5301625855341598, -2.1150471096306847, 8.470385960636186], [-3.0603251710683197, -2.1157269444382205, 6.352619511775222], [-4.59048775660248, -2.1150471096306847, 8.470385960636186]], "energy": -109.746637, "calculator_parameters": {"incar": {"ediffg": -0.02, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 152, "encut": 400.0, "ismear": 1, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 6, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-1e-16, -6.351259842160105, 6.351259842160105], [0.0, 4.2368925673370015, 4.2368925673370015], [-6.120650342136639, 2e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.5301625855341598, 0.0006798348075812089, 2.1177664488609196], [-3.0603251710683197, 1e-16, 0.0], [-4.59048775660248, 0.0006798348075813089, 2.1177664488609196], [0.0, 2.1184462836685007, 2.1184462836685007], [-1.5301625855341598, 2.119126118476082, 4.23621273252942], [-3.0603251710683197, 2.1184462836685007, 2.1184462836685007], [-4.59048775660248, 2.119126118476082, 4.23621273252942], [-3.333333333333357e-17, -2.1170866140533833, 2.1170866140533833], [-1.5301625855341598, -2.116406779245802, 4.234853062914302], [-3.0603251710683197, -2.1170866140533833, 2.1170866140533833], [-4.59048775660248, -2.116406779245802, 4.234853062914302], [-3.333333333333357e-17, 0.0013596696151174648, 4.235532897721884], [-1.5301625855341598, 0.0020395044226986735, 6.353299346582803], [-3.0603251710683197, 0.0013596696151175647, 4.235532897721884], [-4.59048775660248, 0.0020395044226987737, 6.353299346582803], [-6.666666666666642e-17, -4.234173228106721, 4.234173228106721], [-1.5301625855341598, -4.233493393299185, 6.351939676967686], [-3.0603251710683197, -4.234173228106721, 4.234173228106721], [-4.59048775660248, -4.233493393299185, 6.351939676967686], [-6.666666666666642e-17, -2.1157269444382205, 6.352619511775222], [-1.5301625855341598, -2.1150471096306847, 8.470385960636186], [-3.0603251710683197, -2.1157269444382205, 6.352619511775222], [-4.59048775660248, -2.1150471096306847, 8.470385960636186]]}, "data": {"stress": [-0.0003762941771245759, -0.001452311149602897, -0.001452311149602897, 9.89778079059451e-05, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 329.40857367095134, "total_energy": -109.746637, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 3.6989}, "metadata": {"date.created": 1398394381.305984, "uuid": "b70a9104-cc24-11e3-9428-003048f5e49e", "date.created.ascii": "Thu Apr 24 22:53:01 2014", "user.username": null, "atoms.resort": [12, 0, 13, 1, 14, 2, 15, 3, 16, 4, 17, 5, 18, 6, 19, 7, 20, 8, 21, 9, 22, 10, 23, 11], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-1e-16, -6.351259842160105, 6.351259842160105], [0.0, 4.2368925673370015, 4.2368925673370015], [-6.120650342136639, 2e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50Cu": 1, "_24atom": 1, "fcc": 1, "_0cl": 1, "GS": 1}, "mtime": 15.038292729447104, "keywords": ["fcc", "GS", "24atom", "0cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "9f71b0d23ace374307d81742b248eac1", "user": "jboes"},
"31":
{"ctime": 14.923533380736016, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[1.3461901406976173e-14, -0.0002285801839214086, -0.00908999609142218], [-1.3211653993039363e-14, -1.8700284117526358, -5.778603331582351], [-1.3630223794254548e-14, -0.0007081174313845628, -3.822232717116853], [1.8696804181490163, -0.00010015117961781339, -1.8656380496842413], [-2.1261204602440742e-16, -0.0009023009768898896, -7.6350954426764455], [1.8696804181490032, -0.0007407541879235202, -5.8123988889340055], [-5.793705359219414e-17, -0.0015918994069694594, -11.466101348436418], [3.3306690738754696e-16, -1.8695619696075365, -1.8324439244427486], [-1.869680418149017, -1.8704069516659623, -7.653583308459506], [-1.8696804181490037, -3.7402067832346364, -13.423096643950272], [-1.8696804181490034, -1.870886488913385, -11.466726029484771], [-1.3988810110276972e-14, -1.8702785226616583, -9.510131362052325], [-1.8696804181490296, -1.87108067245893, -15.279588755044527], [1.3433698597964394e-14, -1.8709191256699236, -13.456892201301924], [-1.8696804181490294, -1.8717702708890094, -19.110594660804498], [-1.8696804181490294, -3.739740341089577, -9.47693723681083], [-3.7393608362980464, -3.7405853231480024, -15.298076620827588], [-3.7393608362980335, -5.610385154716678, -21.067589956318354], [-3.739360836298032, -3.741064860395425, -19.111219341852852], [-1.8696804181490032, -3.7404568941436587, -17.15462467442024], [-3.7393608362980193, -3.74125904394093, -22.924082067412442], [-1.8696804181490165, -3.741097497151964, -21.101385513670007], [-3.739360836298019, -3.74194864237101, -26.75508797317242], [-3.7393608362980197, -5.609918712571577, -17.121430549178747]], "energy": -105.230038, "calculator_parameters": {"incar": {"encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 156, "ibrion": 2, "lplane": true, "ediffg": -0.02, "ismear": 1, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [2, 7, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-5.609041254447049, -5.610535114446081, -22.93347993710408], [1.8696804181490163, 1.8678414103068275, -7.643918070450853], [1.8696804181490163, -1.8678414103068275, 7.643918070450853]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[1.3461901406976173e-14, -0.0002285801839214086, -0.00908999609142218], [-1.3211653993039363e-14, -1.8700284117526358, -5.778603331582351], [-1.3630223794254548e-14, -0.0007081174313845628, -3.822232717116853], [1.8696804181490163, -0.00010015117961781339, -1.8656380496842413], [-2.1261204602440742e-16, -0.0009023009768898896, -7.6350954426764455], [1.8696804181490032, -0.0007407541879235202, -5.8123988889340055], [-5.793705359219414e-17, -0.0015918994069694594, -11.466101348436418], [3.3306690738754696e-16, -1.8695619696075365, -1.8324439244427486], [-1.869680418149017, -1.8704069516659623, -7.653583308459506], [-1.8696804181490037, -3.7402067832346364, -13.423096643950272], [-1.8696804181490034, -1.870886488913385, -11.466726029484771], [-1.3988810110276972e-14, -1.8702785226616583, -9.510131362052325], [-1.8696804181490296, -1.87108067245893, -15.279588755044527], [1.3433698597964394e-14, -1.8709191256699236, -13.456892201301924], [-1.8696804181490294, -1.8717702708890094, -19.110594660804498], [-1.8696804181490294, -3.739740341089577, -9.47693723681083], [-3.7393608362980464, -3.7405853231480024, -15.298076620827588], [-3.7393608362980335, -5.610385154716678, -21.067589956318354], [-3.739360836298032, -3.741064860395425, -19.111219341852852], [-1.8696804181490032, -3.7404568941436587, -17.15462467442024], [-3.7393608362980193, -3.74125904394093, -22.924082067412442], [-1.8696804181490165, -3.741097497151964, -21.101385513670007], [-3.739360836298019, -3.74194864237101, -26.75508797317242], [-3.7393608362980197, -5.609918712571577, -17.121430549178747]]}, "data": {"stress": [-0.00010142447840027795, 3.2923946065320996e-05, 0.00020140716883068117, 7.3281526209087e-05, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 320.5476369564598, "total_energy": -105.230038, "forces": [[0.0, 0.000411, 0.003403], [0.0, 0.00063, -0.014569], [0.0, 0.000651, -0.001165], [0.0, -0.001061, 0.016157], [0.0, -5.8e-05, -0.004299], [0.0, -0.000479, -0.017654], [0.0, -0.001281, 0.000183], [0.0, 0.001188, 0.017945], [0.0, 0.000411, 0.003403], [0.0, 0.00063, -0.014569], [0.0, 0.000651, -0.001165], [0.0, -0.001061, 0.016157], [0.0, -5.8e-05, -0.004299], [0.0, -0.000479, -0.017654], [0.0, -0.001281, 0.000183], [0.0, 0.001188, 0.017945], [0.0, 0.000411, 0.003403], [0.0, 0.00063, -0.014569], [0.0, 0.000651, -0.001165], [0.0, -0.001061, 0.016157], [0.0, -5.8e-05, -0.004299], [0.0, -0.000479, -0.017654], [0.0, -0.001281, 0.000183], [0.0, 0.001188, 0.017945]], "fermi_level": 3.7621}, "metadata": {"date.created": 1398394381.753247, "uuid": "b74ed058-cc24-11e3-9428-003048f5e49e", "date.created.ascii": "Thu Apr 24 22:53:01 2014", "user.username": null, "atoms.resort": [9, 10, 11, 12, 13, 0, 1, 2, 14, 15, 16, 17, 18, 3, 4, 5, 19, 20, 21, 22, 23, 6, 7, 8], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-5.609041254447049, -5.610535114446081, -22.93347993710408], [1.8696804181490163, 1.8678414103068275, -7.643918070450853], [1.8696804181490163, -1.8678414103068275, 7.643918070450853]], "numbers": [29, 29, 29, 29, 29, 46, 46, 46, 29, 29, 29, 29, 29, 46, 46, 46, 29, 29, 29, 29, 29, 46, 46, 46], "key_value_pairs": {"GS": 1, "_24atom": 1, "_0_62Cu": 1, "_0cl": 1, "fcc": 1}, "mtime": 15.038292739517104, "keywords": ["fcc", "GS", "24atom", "0cl", "0.62Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.625, "unique_id": "5cff19a95a7afd77b5702ea93e5988ac", "user": "jboes"},
"32":
{"ctime": 14.923533390306515, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.8427108853575718, -1.8428053602700394, 0.0], [-1.8427108853575718, 0.0, -5.544685968718993], [0.0, -1.8428053602700394, -5.544692126760535], [0.0, 0.0, -3.65894296351267], [-1.8427108853575718, 0.0, -1.7731999583063458], [0.0, -1.8428053602700394, -1.7731938002648044], [0.0, 0.0, 0.0], [-1.8427108853575718, -1.8428053602700394, -3.65894296351267], [-1.8427108853575718, -5.528416080810197, 0.0], [-1.8427108853575718, -3.6856107205401574, -5.544685968718993], [0.0, -5.528416080810197, -5.544692126760535], [0.0, -3.6856107205401574, -3.65894296351267], [-1.8427108853575718, -3.6856107205401574, -1.7731999583063458], [0.0, -5.528416080810197, -1.7731938002648044], [0.0, -3.6856107205401574, 0.0], [-1.8427108853575718, -5.528416080810197, -3.65894296351267], [-1.8427108853575718, -9.214026801350354, 0.0], [-1.8427108853575718, -7.371221441080237, -5.544685968718993], [0.0, -9.214026801350354, -5.544692126760535], [0.0, -7.371221441080237, -3.65894296351267], [-1.8427108853575718, -7.371221441080237, -1.7731999583063458], [0.0, -9.214026801350354, -1.7731938002648044], [0.0, -7.371221441080237, 0.0], [-1.8427108853575718, -9.214026801350354, -3.65894296351267]], "energy": -94.888762, "calculator_parameters": {"incar": {"nsw": 10, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 156, "encut": 400.0, "ismear": 1, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 9, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -11.056832161620394, 0.0], [-3.6854217707151435, 0.0, 0.0], [0.0, 0.0, -7.31788592702534]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.8427108853575718, -1.8428053602700394, 0.0], [-1.8427108853575718, 0.0, -5.544685968718993], [0.0, -1.8428053602700394, -5.544692126760535], [0.0, 0.0, -3.65894296351267], [-1.8427108853575718, 0.0, -1.7731999583063458], [0.0, -1.8428053602700394, -1.7731938002648044], [0.0, 0.0, 0.0], [-1.8427108853575718, -1.8428053602700394, -3.65894296351267], [-1.8427108853575718, -5.528416080810197, 0.0], [-1.8427108853575718, -3.6856107205401574, -5.544685968718993], [0.0, -5.528416080810197, -5.544692126760535], [0.0, -3.6856107205401574, -3.65894296351267], [-1.8427108853575718, -3.6856107205401574, -1.7731999583063458], [0.0, -5.528416080810197, -1.7731938002648044], [0.0, -3.6856107205401574, 0.0], [-1.8427108853575718, -5.528416080810197, -3.65894296351267], [-1.8427108853575718, -9.214026801350354, 0.0], [-1.8427108853575718, -7.371221441080237, -5.544685968718993], [0.0, -9.214026801350354, -5.544692126760535], [0.0, -7.371221441080237, -3.65894296351267], [-1.8427108853575718, -7.371221441080237, -1.7731999583063458], [0.0, -9.214026801350354, -1.7731938002648044], [0.0, -7.371221441080237, 0.0], [-1.8427108853575718, -9.214026801350354, -3.65894296351267]]}, "data": {"stress": [-0.0011271473926047874, -0.0011454287647422899, 0.0011609451495609416, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 298.19719198356563, "total_energy": -94.888762, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.000753], [0.0, 0.0, 0.000605], [0.0, 0.0, 0.0], [0.0, 0.0, -0.000753], [0.0, 0.0, -0.000605], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.000753], [0.0, 0.0, 0.000605], [0.0, 0.0, 0.0], [0.0, 0.0, -0.000753], [0.0, 0.0, -0.000605], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.000753], [0.0, 0.0, 0.000605], [0.0, 0.0, 0.0], [0.0, 0.0, -0.000753], [0.0, 0.0, -0.000605], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 3.7248}, "metadata": {"date.created": 1398394381.893851, "uuid": "b764447e-cc24-11e3-9428-003048f5e49e", "date.created.ascii": "Thu Apr 24 22:53:01 2014", "user.username": null, "atoms.resort": [3, 4, 5, 6, 7, 8, 9, 0, 10, 11, 12, 13, 14, 15, 16, 1, 17, 18, 19, 20, 21, 22, 23, 2], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -11.056832161620394, 0.0], [-3.6854217707151435, 0.0, 0.0], [0.0, 0.0, -7.31788592702534]], "numbers": [29, 29, 29, 29, 29, 29, 29, 46, 29, 29, 29, 29, 29, 29, 29, 46, 29, 29, 29, 29, 29, 29, 29, 46], "key_value_pairs": {"GS": 1, "_24atom": 1, "_0_88Cu": 1, "_0cl": 1, "fcc": 1}, "mtime": 15.038292749755685, "keywords": ["fcc", "GS", "24atom", "0cl", "0.88Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.875, "unique_id": "f09fb241d8b4123a1f729d4e71450763", "user": "jboes"},
"33":
{"ctime": 14.923533405621654, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.9717304752283193, 7.376828692340354e-08, 12.76079645534653], [0.0, 0.0, 7.235657687243143], [0.0, 0.0, 3.7021678459110254], [-1.9717304752283193, 7.376828692340354e-08, 1.94328234991555], [0.0, 0.0, 14.519383469989199], [-1.9717304752283193, 7.376828692340354e-08, 8.994543183238617], [0.0, 0.0, 11.00220944070386], [-1.9717304752283193, 7.376828692340354e-08, 5.468912766577084], [-3.943461024224968, 1.9717306227649356, 12.76079645534653], [-1.9717305489966486, 1.9717305489966486, 7.235657687243143], [-1.9717305489966486, 1.9717305489966486, 3.7021678459110254], [-3.943461024224968, 1.9717306227649356, 1.94328234991555], [-1.9717305489966486, 1.9717305489966486, 14.519383469989199], [-3.943461024224968, 1.9717306227649356, 8.994543183238617], [-1.9717305489966486, 1.9717305489966486, 11.00220944070386], [-3.943461024224968, 1.9717306227649356, 5.468912766577084], [-5.915191573221616, 3.9434611717615837, 12.76079645534653], [-3.943461097993255, 3.943461097993255, 7.235657687243143], [-3.943461097993255, 3.943461097993255, 3.7021678459110254], [-5.915191573221616, 3.9434611717615837, 1.94328234991555], [-3.943461097993255, 3.943461097993255, 14.519383469989199], [-5.915191573221616, 3.9434611717615837, 8.994543183238617], [-3.943461097993255, 3.943461097993255, 11.00220944070386], [-5.915191573221616, 3.9434611717615837, 5.468912766577084]], "energy": -113.313895, "calculator_parameters": {"incar": {"ediffg": -0.02, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 152, "ibrion": 2, "lplane": true, "encut": 400.0, "ismear": 1, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 12, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-5.9151916469899035, 5.9151916469899035, 0.0], [-1.9717304014600325, -1.9717304014600325, 0.0], [0.0, 0.0, 14.58376737753889]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.9717304752283193, 7.376828692340354e-08, 12.76079645534653], [0.0, 0.0, 7.235657687243143], [0.0, 0.0, 3.7021678459110254], [-1.9717304752283193, 7.376828692340354e-08, 1.94328234991555], [0.0, 0.0, 14.519383469989199], [-1.9717304752283193, 7.376828692340354e-08, 8.994543183238617], [0.0, 0.0, 11.00220944070386], [-1.9717304752283193, 7.376828692340354e-08, 5.468912766577084], [-3.943461024224968, 1.9717306227649356, 12.76079645534653], [-1.9717305489966486, 1.9717305489966486, 7.235657687243143], [-1.9717305489966486, 1.9717305489966486, 3.7021678459110254], [-3.943461024224968, 1.9717306227649356, 1.94328234991555], [-1.9717305489966486, 1.9717305489966486, 14.519383469989199], [-3.943461024224968, 1.9717306227649356, 8.994543183238617], [-1.9717305489966486, 1.9717305489966486, 11.00220944070386], [-3.943461024224968, 1.9717306227649356, 5.468912766577084], [-5.915191573221616, 3.9434611717615837, 12.76079645534653], [-3.943461097993255, 3.943461097993255, 7.235657687243143], [-3.943461097993255, 3.943461097993255, 3.7021678459110254], [-5.915191573221616, 3.9434611717615837, 1.94328234991555], [-3.943461097993255, 3.943461097993255, 14.519383469989199], [-5.915191573221616, 3.9434611717615837, 8.994543183238617], [-3.943461097993255, 3.943461097993255, 11.00220944070386], [-5.915191573221616, 3.9434611717615837, 5.468912766577084]]}, "data": {"stress": [0.00027029467456015, 0.00027029467456015, -0.0011675299387740058, -0.0, -0.0, -1.9348669725591486e-07], "doc": "Data from the output of the calculation", "volume": 340.1857180144243, "total_energy": -113.313895, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, -0.019166], [0.0, 0.0, 0.019166], [0.0, 0.0, -0.012592], [0.0, 0.0, 0.010434], [0.0, 0.0, 0.012592], [0.0, 0.0, -0.010434], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, -0.019166], [0.0, 0.0, 0.019166], [0.0, 0.0, -0.012592], [0.0, 0.0, 0.010434], [0.0, 0.0, 0.012592], [0.0, 0.0, -0.010434], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, -0.019166], [0.0, 0.0, 0.019166], [0.0, 0.0, -0.012592], [0.0, 0.0, 0.010434], [0.0, 0.0, 0.012592], [0.0, 0.0, -0.010434], [0.0, 0.0, 0.0]], "fermi_level": 3.9371}, "metadata": {"date.created": 1398394382.027064, "uuid": "b77897da-cc24-11e3-9428-003048f5e49e", "date.created.ascii": "Thu Apr 24 22:53:02 2014", "user.username": null, "atoms.resort": [15, 16, 17, 0, 1, 2, 3, 4, 18, 19, 20, 5, 6, 7, 8, 9, 21, 22, 23, 10, 11, 12, 13, 14], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-5.9151916469899035, 5.9151916469899035, 0.0], [-1.9717304014600325, -1.9717304014600325, 0.0], [0.0, 0.0, 14.58376737753889]], "numbers": [29, 29, 29, 46, 46, 46, 46, 46, 29, 29, 29, 46, 46, 46, 46, 46, 29, 29, 29, 46, 46, 46, 46, 46], "key_value_pairs": {"_24atom": 1, "_0_38Cu": 1, "fcc": 1, "GS": 1, "_0cl": 1}, "mtime": 15.038292762722389, "keywords": ["fcc", "GS", "24atom", "0cl", "0.38Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.375, "unique_id": "1c02b66f6ab75e03982a40a23e4f930e", "user": "jboes"},
"34":
{"ctime": 14.92353341481716, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, -1.9488253397869664, -1.9573095550100232], [-1.9506370978378431, -1.9488253397869661, -3.8869415224509494], [-1.9506370978378431, -1.9488253397869661, 3.9146191100201304], [0.0, -1.9488253397869937, 5.828070755171387], [-1.9506370978378431, -1.948825339786994, -0.027677587569179707], [0.0, -1.9488253397869664, 2.0011674648687894], [0.0, -3.897650679573988, 3.9146191100202135], [-1.9506370978378431, -3.897650679573988, 1.9849871425792873], [-1.9506370978378431, -3.8976506795739603, 9.786547775050284], [0.0, -3.897650679573988, 11.699999420201541], [-1.9506370978378431, -3.8976506795739874, 5.844251077460973], [0.0, -3.8976506795739603, 7.873096129898943], [0.0, -3.89765067957396, -7.829238220040177], [-1.9506370978378431, -3.8976506795739603, -9.758870187481103], [-1.9506370978378431, -3.8976506795739603, -1.9573095550100232], [0.0, -3.897650679573988, -0.04385790985876703], [-1.9506370978378431, -3.8976506795739883, -5.899606252599334], [0.0, -3.897650679573988, -3.870761200161447], [0.0, -5.846476019360954, -1.9573095550100241], [-1.9506370978378431, -5.846476019360955, -3.8869415224509485], [-1.9506370978378431, -5.846476019360955, 3.91461911002013], [0.0, -5.846476019360982, 5.828070755171387], [-1.9506370978378431, -5.846476019360981, -0.027677587569181483], [0.0, -5.846476019360955, 2.0011674648687903]], "energy": -119.597941, "calculator_parameters": {"incar": {"lplane": true, "encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 148, "ediffg": -0.02, "ismear": 1, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 10], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -3.897650679573988, -11.743857330060306], [0.0, -3.897650679573988, 11.743857330060306], [-3.9012741956756862, 0.0, 0.0]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, -1.9488253397869664, -1.9573095550100232], [-1.9506370978378431, -1.9488253397869661, -3.8869415224509494], [-1.9506370978378431, -1.9488253397869661, 3.9146191100201304], [0.0, -1.9488253397869937, 5.828070755171387], [-1.9506370978378431, -1.948825339786994, -0.027677587569179707], [0.0, -1.9488253397869664, 2.0011674648687894], [0.0, -3.897650679573988, 3.9146191100202135], [-1.9506370978378431, -3.897650679573988, 1.9849871425792873], [-1.9506370978378431, -3.8976506795739603, 9.786547775050284], [0.0, -3.897650679573988, 11.699999420201541], [-1.9506370978378431, -3.8976506795739874, 5.844251077460973], [0.0, -3.8976506795739603, 7.873096129898943], [0.0, -3.89765067957396, -7.829238220040177], [-1.9506370978378431, -3.8976506795739603, -9.758870187481103], [-1.9506370978378431, -3.8976506795739603, -1.9573095550100232], [0.0, -3.897650679573988, -0.04385790985876703], [-1.9506370978378431, -3.8976506795739883, -5.899606252599334], [0.0, -3.897650679573988, -3.870761200161447], [0.0, -5.846476019360954, -1.9573095550100241], [-1.9506370978378431, -5.846476019360955, -3.8869415224509485], [-1.9506370978378431, -5.846476019360955, 3.91461911002013], [0.0, -5.846476019360982, 5.828070755171387], [-1.9506370978378431, -5.846476019360981, -0.027677587569181483], [0.0, -5.846476019360955, 2.0011674648687903]]}, "data": {"stress": [-0.00040525476664933215, -0.0001195810204105185, -0.0004196164727908115, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 357.1495859990004, "total_energy": -119.597941, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, -0.018401], [0.0, 0.0, 0.0], [0.0, 0.0, -0.013408], [0.0, 0.0, 0.018401], [0.0, 0.0, 0.013408], [0.0, 0.0, 0.0], [0.0, 0.0, -0.018401], [0.0, 0.0, 0.0], [0.0, 0.0, -0.013408], [0.0, 0.0, 0.018401], [0.0, 0.0, 0.013408], [0.0, 0.0, 0.0], [0.0, 0.0, -0.018401], [0.0, 0.0, 0.0], [0.0, 0.0, -0.013408], [0.0, 0.0, 0.018401], [0.0, 0.0, 0.013408], [0.0, 0.0, 0.0], [0.0, 0.0, -0.018401], [0.0, 0.0, 0.0], [0.0, 0.0, -0.013408], [0.0, 0.0, 0.018401], [0.0, 0.0, 0.013408]], "fermi_level": 4.2579}, "metadata": {"date.created": 1398394381.641517, "uuid": "b73dc3a8-cc24-11e3-9428-003048f5e49e", "date.created.ascii": "Thu Apr 24 22:53:01 2014", "user.username": null, "atoms.resort": [20, 0, 1, 2, 3, 4, 21, 5, 6, 7, 8, 9, 22, 10, 11, 12, 13, 14, 23, 15, 16, 17, 18, 19], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -3.897650679573988, -11.743857330060306], [0.0, -3.897650679573988, 11.743857330060306], [-3.9012741956756862, 0.0, 0.0]], "numbers": [29, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46], "key_value_pairs": {"GS": 1, "_24atom": 1, "fcc": 1, "_0cl": 1, "_0_17Cu": 1}, "mtime": 15.038292772734208, "keywords": ["fcc", "GS", "24atom", "0cl", "0.17Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.16666666666666666, "unique_id": "6ad32c1c824188c36ee4d759eec77fec", "user": "jboes"},
"35":
{"ctime": 14.923533426070579, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -246.491079, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.003901965083977315, -0.0029588235404629025, -0.0029588235404629025, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -246.491079, "forces": [[0.0, 0.0, 0.0], [-0.000206, 0.0, -0.000171], [0.001218, 0.0, 0.0], [0.0, 0.0, -8.8e-05], [-0.001218, 0.0, 0.0], [0.000206, 0.0, -0.000171], [0.0, -4.8e-05, -4.8e-05], [-0.000267, -9e-06, 9e-06], [0.001224, -3.2e-05, -3.2e-05], [0.0, -7e-06, 7e-06], [-0.001224, -3.2e-05, -3.2e-05], [0.000267, -9e-06, 9e-06], [0.0, 4.8e-05, 4.8e-05], [-0.000206, 0.000171, 0.0], [0.001224, 3.2e-05, 3.2e-05], [0.0, 8.8e-05, 0.0], [-0.001224, 3.2e-05, 3.2e-05], [0.000206, 0.000171, 0.0], [0.0, 4.8e-05, -4.8e-05], [-0.000267, 9e-06, 9e-06], [0.001224, 3.2e-05, -3.2e-05], [0.0, 7e-06, 7e-06], [-0.001224, 3.2e-05, -3.2e-05], [0.000267, 9e-06, 9e-06], [0.0, 0.0, 2.5e-05], [-0.000321, 0.0, 0.0], [0.001254, 0.0, 9e-06], [0.0, 0.0, 0.0], [-0.001254, 0.0, 9e-06], [0.000321, 0.0, 0.0], [0.0, -2.5e-05, 0.0], [-0.000267, -9e-06, -9e-06], [0.001254, -9e-06, 0.0], [0.0, -7e-06, -7e-06], [-0.001254, -9e-06, 0.0], [0.000267, -9e-06, -9e-06], [0.0, -4.8e-05, 4.8e-05], [-0.000206, -0.000171, 0.0], [0.001224, -3.2e-05, 3.2e-05], [0.0, -8.8e-05, 0.0], [-0.001224, -3.2e-05, 3.2e-05], [0.000206, -0.000171, 0.0], [0.0, 2.5e-05, 0.0], [-0.000267, 9e-06, -9e-06], [0.001254, 9e-06, 0.0], [0.0, 7e-06, -7e-06], [-0.001254, 9e-06, 0.0], [0.000267, 9e-06, -9e-06], [0.0, 0.0, -2.5e-05], [-0.000206, 0.0, 0.000171], [0.001254, 0.0, -9e-06], [0.0, 0.0, 8.8e-05], [-0.001254, 0.0, -9e-06], [0.000206, 0.0, 0.000171]], "fermi_level": 3.7438}, "metadata": {"date.created": 1417553805.836623, "uuid": "b9f94960-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:45 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "I0C0": 1, "fcc": 1, "_0cl": 1, "ensam": 1}, "mtime": 15.038292782778573, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I0C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "3613c034d298092a7d181953df1e1ae1", "user": "jboes"},
"36":
{"ctime": 14.923533436444215, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -532.151506, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.0024160933546600615, -0.00611069063122994, -0.00611069063122994, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -532.151506, "forces": [[0.0, 0.0, 0.0], [-0.025473, 0.0, 0.05507], [-0.044236, 0.0, 0.0], [0.0, 0.0, -0.008773], [0.044236, 0.0, 0.0], [0.025473, 0.0, 0.05507], [0.0, 0.104371, 0.104371], [0.010635, 0.009768, -0.009768], [-0.004137, 0.008753, 0.008753], [0.0, 0.007216, -0.007216], [0.004137, 0.008753, 0.008753], [-0.010635, 0.009768, -0.009768], [0.0, -0.104371, -0.104371], [-0.025473, -0.05507, 0.0], [-0.004137, -0.008753, -0.008753], [0.0, 0.008773, 0.0], [0.004137, -0.008753, -0.008753], [0.025473, -0.05507, 0.0], [0.0, -0.104371, 0.104371], [0.010635, -0.009768, -0.009768], [-0.004137, -0.008753, 0.008753], [0.0, -0.007216, -0.007216], [0.004137, -0.008753, 0.008753], [-0.010635, -0.009768, -0.009768], [0.0, 0.0, -0.00286], [0.01292, 0.0, 0.0], [-0.011178, 0.0, 0.019487], [0.0, 0.0, 0.0], [0.011178, 0.0, 0.019487], [-0.01292, 0.0, 0.0], [0.0, 0.00286, 0.0], [0.010635, 0.009768, 0.009768], [-0.011178, -0.019487, 0.0], [0.0, 0.007216, 0.007216], [0.011178, -0.019487, 0.0], [-0.010635, 0.009768, 0.009768], [0.0, 0.104371, -0.104371], [-0.025473, 0.05507, 0.0], [-0.004137, 0.008753, -0.008753], [0.0, -0.008773, 0.0], [0.004137, 0.008753, -0.008753], [0.025473, 0.05507, 0.0], [0.0, -0.00286, 0.0], [0.010635, -0.009768, 0.009768], [-0.011178, 0.019487, 0.0], [0.0, -0.007216, 0.007216], [0.011178, 0.019487, 0.0], [-0.010635, -0.009768, 0.009768], [0.0, 0.0, 0.00286], [-0.025473, 0.0, -0.05507], [-0.011178, 0.0, -0.019487], [0.0, 0.0, 0.008773], [0.011178, 0.0, -0.019487], [0.025473, 0.0, -0.05507]], "fermi_level": 3.7807}, "metadata": {"date.created": 1417553806.077812, "uuid": "ba1e1754-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "I0C0": 1, "fcc": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.038292792767349, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I0C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "de089e3b277ac0d6ac45ce3186086094", "user": "jboes"},
"37":
{"ctime": 14.923533448558825, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -244.949765, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.006837732499934949, 0.000584723040613738, 0.0005847480066391902, -0.0, 1.7476217816663277e-07, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -244.949765, "forces": [[-0.148547, 0.0, 0.19333], [-0.000863, 0.0, 1e-06], [0.149864, 0.0, 0.193332], [0.067018, 0.0, 7e-06], [-0.00127, 0.0, -0.004944], [-0.066543, 0.0, 0.0], [-0.14855, -0.193335, -2e-06], [-0.000214, -0.215672, -0.215677], [0.149864, -0.193336, 0.0], [0.015763, -0.004258, -0.004261], [-0.001266, 0.004944, -1e-06], [-0.01553, -0.004265, -0.004258], [0.000139, 0.006896, -0.006892], [-0.000215, 0.215673, 0.215665], [0.001143, 0.006902, -0.006902], [0.015763, 0.004258, 0.004268], [-0.001268, 0.001875, -0.001876], [-0.015542, 0.004261, 0.004261], [-0.14855, 0.193335, -2e-06], [-0.000214, 0.215672, -0.215677], [0.149864, 0.193336, 0.0], [0.015763, 0.004258, -0.004261], [-0.001266, -0.004944, -1e-06], [-0.01553, 0.004265, -0.004258], [-0.148552, 0.0, -0.193336], [-0.000228, 0.0, -0.034816], [0.149865, 0.0, -0.193338], [0.006831, 0.0, -0.0069], [-0.001266, 0.0, 0.004943], [-0.006584, 0.0, -0.006902], [0.000137, -0.006891, 0.006893], [-0.000225, 0.034817, -6e-06], [0.001144, -0.0069, 0.006899], [0.006837, 0.006904, 1e-06], [-0.001267, -0.001875, 0.001875], [-0.006599, 0.006902, 0.0], [0.000139, -0.006896, -0.006892], [-0.000215, -0.215673, 0.215665], [0.001143, -0.006902, -0.006902], [0.015763, -0.004258, 0.004268], [-0.001268, -0.001875, -0.001876], [-0.015542, -0.004261, 0.004261], [0.000137, 0.006891, 0.006893], [-0.000225, -0.034817, -6e-06], [0.001144, 0.0069, 0.006899], [0.006837, -0.006904, 1e-06], [-0.001267, 0.001875, 0.001875], [-0.006599, -0.006902, 0.0], [-0.011583, 0.0, 1e-06], [-0.00022, 0.0, 0.034831], [0.012863, 0.0, 1e-06], [0.006854, 0.0, 0.006897], [-0.001261, 0.0, -1e-06], [-0.006607, 0.0, 0.006916]], "fermi_level": 3.6955}, "metadata": {"date.created": 1417553806.138839, "uuid": "ba276746-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 27, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 23, 51, 24, 52, 25, 53, 26], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "I1C0": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1}, "mtime": 15.038292802681125, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I1C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "730fd4ce235357ecc8442b7df2299cbc", "user": "jboes"},
"38":
{"ctime": 14.92353346176778, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -530.538125, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.005117386101075341, -0.0020503535647954773, -0.0025086611355311086, -0.0, 0.00033838950898150584, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -530.538125, "forces": [[-0.051491, 0.0, 0.043034], [-0.137019, 0.0, 0.162864], [0.108955, 0.0, 0.196384], [0.062203, 0.0, -0.004897], [0.043857, 0.0, -0.006736], [-0.048581, 0.0, 0.051847], [-0.153383, -0.099383, 0.102228], [0.007872, -0.208716, -0.224212], [0.143833, -0.18909, 0.013876], [0.015576, 0.003803, -0.012195], [0.004306, 0.01573, 0.008378], [-0.024779, 0.005303, -0.015603], [0.001103, -0.094809, -0.109185], [-0.011604, 0.194787, 0.237214], [-0.007859, -0.001297, -0.016398], [0.014929, 0.012061, 0.00229], [0.004712, -0.007179, -0.008797], [0.010648, -0.049516, 0.004462], [-0.153383, 0.099383, 0.102228], [0.007872, 0.208716, -0.224212], [0.143833, 0.18909, 0.013876], [0.015576, -0.003803, -0.012195], [0.004306, -0.01573, 0.008378], [-0.024779, -0.005303, -0.015603], [-0.15285, 0.0, -0.191339], [0.013376, 0.0, -0.033734], [0.14117, 0.0, -0.181257], [0.004776, 0.0, -0.006872], [0.013128, 0.0, 0.026314], [-0.019636, 0.0, -0.008714], [0.002089, -0.005334, 0.006867], [0.011446, 0.048377, 0.010283], [-0.013408, -0.026042, 0.007501], [0.006512, 0.015373, 0.007738], [0.011028, -0.018833, 0.001483], [-0.016576, 0.014533, 0.010973], [0.001103, 0.094809, -0.109185], [-0.011604, -0.194787, 0.237214], [-0.007859, 0.001297, -0.016398], [0.014929, -0.012061, 0.00229], [0.004712, 0.007179, -0.008797], [0.010648, 0.049516, 0.004462], [0.002089, 0.005334, 0.006867], [0.011446, -0.048377, 0.010283], [-0.013408, 0.026042, 0.007501], [0.006512, -0.015373, 0.007738], [0.011028, 0.018833, 0.001483], [-0.016576, -0.014533, 0.010973], [-0.009937, 0.0, 0.002377], [-0.021607, 0.0, -0.027643], [-0.000286, 0.0, -0.018686], [0.005817, 0.0, 0.014458], [0.013304, 0.0, -0.019997], [0.021929, 0.0, -0.051211]], "fermi_level": 3.7344}, "metadata": {"date.created": 1417553806.252847, "uuid": "ba38ccc0-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 27, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 23, 51, 24, 52, 25, 53, 26], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "I1C0": 1, "GS": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.038292812194463, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I1C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "932d9ce4cba2e3d3bfbab743ea398d2b", "user": "jboes"},
"39":
{"ctime": 14.923533475682309, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -243.368675, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.009662513449744043, 0.004397827798499683, 0.004397840281512409, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -243.368675, "forces": [[0.0, 0.0, 0.374818], [0.000374, 0.0, -1e-06], [0.148999, 0.0, 0.187207], [0.0, 0.0, -6e-06], [-0.148999, 0.0, 0.187207], [-0.000374, 0.0, -1e-06], [0.0, -0.374819, -1e-06], [0.011895, -0.217564, -0.217559], [0.149, -0.187208, -1e-06], [0.0, -0.007897, -0.007903], [-0.149, -0.187208, -1e-06], [-0.011895, -0.217564, -0.217559], [0.0, 0.014, -0.014002], [0.011894, 0.21756, 0.217559], [-8.2e-05, 0.006758, -0.006759], [0.0, 0.007888, 0.007912], [8.2e-05, 0.006758, -0.006759], [-0.011894, 0.21756, 0.217559], [0.0, 0.374819, -1e-06], [0.011895, 0.217564, -0.217559], [0.149, 0.187208, -1e-06], [0.0, 0.007897, -0.007903], [-0.149, 0.187208, -1e-06], [-0.011895, 0.217564, -0.217559], [0.0, 0.0, -0.37482], [0.008202, 0.0, -0.043782], [0.149, 0.0, -0.187209], [0.0, 0.0, -0.014467], [-0.149, 0.0, -0.187209], [-0.008202, 0.0, -0.043782], [0.0, -0.014001, 0.014], [0.008221, 0.043775, -3e-06], [-8.3e-05, -0.006758, 0.006757], [0.0, 0.014475, 1e-05], [8.3e-05, -0.006758, 0.006757], [-0.008221, 0.043775, -3e-06], [0.0, -0.014, -0.014002], [0.011894, -0.21756, 0.217559], [-8.2e-05, -0.006758, -0.006759], [0.0, -0.007888, 0.007912], [8.2e-05, -0.006758, -0.006759], [-0.011894, -0.21756, 0.217559], [0.0, 0.014001, 0.014], [0.008221, -0.043775, -3e-06], [-8.3e-05, 0.006758, 0.006757], [0.0, -0.014475, 1e-05], [8.3e-05, 0.006758, 0.006757], [-0.008221, -0.043775, -3e-06], [0.0, 0.0, -1e-06], [0.008197, 0.0, 0.043781], [0.011311, 0.0, -1e-06], [0.0, 0.0, 0.014479], [-0.011311, 0.0, -1e-06], [-0.008197, 0.0, 0.043781]], "fermi_level": 3.6478}, "metadata": {"date.created": 1417553806.39498, "uuid": "ba4e7cbe-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 29, 30, 2, 31, 3, 32, 4, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1, "I2C0": 1}, "mtime": 15.03829282145195, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I2C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "b8412170ad84712cabff9f33312a5950", "user": "jboes"},
"40":
{"ctime": 14.923533492277926, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -528.884922, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.008120443197133492, 0.0028725159904740387, 0.001927040123579829, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -528.884922, "forces": [[0.0, 0.0, 0.076863], [-0.134162, 0.0, 0.16184], [0.107551, 0.0, 0.187137], [0.0, 0.0, -0.001598], [-0.107551, 0.0, 0.187137], [0.134162, 0.0, 0.16184], [0.0, -0.293991, 0.099431], [0.017613, -0.210294, -0.227303], [0.141835, -0.181206, 0.013626], [0.0, -0.000825, -0.016895], [-0.141835, -0.181206, 0.013626], [-0.017613, -0.210294, -0.227303], [0.0, -0.08605, -0.114623], [0.002114, 0.2019, 0.241052], [-0.009536, -0.002248, -0.014151], [0.0, 0.015579, 0.004734], [0.009536, -0.002248, -0.014151], [-0.002114, 0.2019, 0.241052], [0.0, 0.293991, 0.099431], [0.017613, 0.210294, -0.227303], [0.141835, 0.181206, 0.013626], [0.0, 0.000825, -0.016895], [-0.141835, 0.181206, 0.013626], [-0.017613, 0.210294, -0.227303], [0.0, 0.0, -0.376599], [0.019937, 0.0, -0.043634], [0.138753, 0.0, -0.173466], [0.0, 0.0, -0.013306], [-0.138753, 0.0, -0.173466], [-0.019937, 0.0, -0.043634], [0.0, -0.013401, 0.013901], [0.017908, 0.053064, 0.011526], [-0.014471, -0.023811, 0.005922], [0.0, 0.021765, 0.008201], [0.014471, -0.023811, 0.005922], [-0.017908, 0.053064, 0.011526], [0.0, 0.08605, -0.114623], [0.002114, -0.2019, 0.241052], [-0.009536, 0.002248, -0.014151], [0.0, -0.015579, 0.004734], [0.009536, 0.002248, -0.014151], [-0.002114, -0.2019, 0.241052], [0.0, 0.013401, 0.013901], [0.017908, -0.053064, 0.011526], [-0.014471, 0.023811, 0.005922], [0.0, -0.021765, 0.008201], [0.014471, 0.023811, 0.005922], [-0.017908, -0.053064, 0.011526], [0.0, 0.0, 0.001715], [-0.01669, 0.0, -0.022023], [-0.005275, 0.0, -0.019289], [0.0, 0.0, 0.019613], [0.005275, 0.0, -0.019289], [0.01669, 0.0, -0.022023]], "fermi_level": 3.6888}, "metadata": {"date.created": 1417553806.512842, "uuid": "ba607860-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 29, 30, 2, 31, 3, 32, 4, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "I2C0": 1, "_1cl": 1}, "mtime": 15.038292830006208, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I2C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "9375f1c718dc7679d8ef00ec3cfa2682", "user": "jboes"},
"41":
{"ctime": 14.923533504997081, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -243.390051, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.009859951020527797, 0.004353950008767132, 0.004353950008767132, 2.613942864863779e-05, 2.1083808494531626e-05, 2.1083808494531626e-05], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -243.390051, "forces": [[0.0, -0.187189, 0.187189], [0.001991, -0.001866, -0.001866], [0.149092, 0.006555, 0.194542], [0.054478, -0.004086, -0.004084], [-0.149092, -0.194542, -0.006555], [-0.065514, -0.212895, -0.212892], [-0.150635, -0.183841, -0.007336], [0.014345, -0.209508, -0.209508], [0.149687, -0.193535, -0.000306], [0.0, -1e-06, 1e-06], [-0.000952, 0.012226, -0.007483], [-0.014345, 0.209508, 0.209508], [0.150635, 0.007336, 0.183841], [0.065514, 0.212892, 0.212895], [0.000952, 0.007483, -0.012226], [-0.054478, 0.004084, 0.004086], [-0.149687, 0.000306, 0.193535], [-0.001991, 0.001866, 0.001866], [0.0, 0.187189, -0.187189], [0.005097, 0.215118, -0.218799], [0.149093, 0.194542, 0.006554], [0.009721, 0.003931, -0.011359], [-0.149093, -0.006554, -0.194542], [-0.016439, 0.004628, -0.040757], [-0.150635, -0.007336, -0.183842], [0.007081, 0.007653, -0.037582], [0.149688, -0.000306, -0.193535], [0.0, 0.006461, -0.006461], [-0.000952, -0.007483, 0.012226], [-0.007081, 0.037582, -0.007653], [0.150635, 0.183842, 0.007336], [0.016439, 0.040757, -0.004628], [0.000952, -0.012226, 0.007483], [-0.009721, 0.011359, -0.003931], [-0.149688, 0.193535, 0.000306], [-0.005097, 0.218799, -0.215118], [0.0, 0.0, 0.0], [0.005096, -0.218797, 0.215118], [0.00039, -0.005589, -0.005589], [0.009718, -0.011358, 0.003929], [-0.00039, 0.005589, 0.005589], [-0.016436, -0.040754, 0.004629], [0.012149, 0.006416, 0.006416], [0.007081, -0.037582, 0.007656], [0.000675, 0.006334, 0.006333], [0.0, -0.006462, 0.006462], [-0.013673, 0.000635, 0.000634], [-0.007081, -0.007656, 0.037582], [-0.012149, -0.006416, -0.006416], [0.016436, -0.004629, 0.040754], [0.013673, -0.000634, -0.000635], [-0.009718, -0.003929, 0.011358], [-0.000675, -0.006333, -0.006334], [-0.005096, -0.215118, 0.218797]], "fermi_level": 3.6469}, "metadata": {"date.created": 1417553806.643277, "uuid": "ba745fce-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1, "I2C1": 1}, "mtime": 15.038292843038858, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I2C1", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "6c94f1a89702d5a8b7ddd8a9c7c55eca", "user": "jboes"},
"42":
{"ctime": 14.923533516708812, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -528.911395, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.008604840264466855, 0.002540573957565609, 0.002540573957565609, 1.6390195709484918e-05, 0.00034575448648995676, 0.0003457794525154092], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -528.911395, "forces": [[0.0, -0.039671, 0.039671], [-0.132052, -0.00176, 0.157091], [0.109343, 0.007936, 0.196958], [0.049647, -0.002662, -0.008008], [-0.109343, -0.196958, -0.007936], [-0.061222, -0.233564, -0.194668], [-0.15622, -0.091988, 0.093011], [0.020255, -0.199969, -0.216379], [0.144468, -0.191356, 0.013541], [0.0, 0.008432, -0.008432], [0.008066, 0.023341, 0.000672], [-0.020255, 0.216379, 0.199969], [0.15622, -0.093011, 0.091988], [0.061222, 0.194668, 0.233564], [-0.008066, -0.000672, -0.023341], [-0.049647, 0.008008, 0.002662], [-0.144468, -0.013541, 0.191356], [0.132052, -0.157091, 0.00176], [0.0, 0.094351, -0.094351], [0.012901, 0.20652, -0.225933], [0.143194, 0.19077, 0.021979], [0.010158, -0.004109, -0.020331], [-0.143194, -0.021979, -0.19077], [-0.026415, -0.005565, -0.055383], [-0.156769, -0.007095, -0.180568], [0.018624, 0.009382, -0.036288], [0.141747, -0.000133, -0.183738], [0.0, 0.006769, -0.006769], [0.015304, -0.007972, 0.03339], [-0.018624, 0.036288, -0.009382], [0.156769, 0.180568, 0.007095], [0.026415, 0.055383, 0.005565], [-0.015304, -0.03339, 0.007972], [-0.010158, 0.020331, 0.004109], [-0.141747, 0.183738, 0.000133], [-0.012901, 0.225933, -0.20652], [0.0, 0.100318, -0.100318], [-0.008368, -0.195962, 0.235138], [-0.009247, 0.001123, -0.015348], [0.009783, -0.017577, 0.002286], [0.009247, 0.015348, -0.001123], [0.006121, 0.020037, 0.00483], [0.011816, 0.005297, 0.006158], [0.017347, -0.051752, 0.01537], [-0.0158, 0.026455, 0.006642], [0.0, -0.015722, 0.015722], [0.000351, 0.017055, 0.000504], [-0.017347, -0.01537, 0.051752], [-0.011816, -0.006158, -0.005297], [-0.006121, -0.00483, -0.020037], [-0.000351, -0.000504, -0.017055], [-0.009783, -0.002286, 0.017577], [0.0158, -0.006642, -0.026455], [0.008368, -0.235138, 0.195962]], "fermi_level": 3.688}, "metadata": {"date.created": 1417553806.736782, "uuid": "ba82a458-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_1cl": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "I2C1": 1}, "mtime": 15.03829285339953, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I2C1", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "e5510301a90bee59a7eb51d4aae89ed8", "user": "jboes"},
"43":
{"ctime": 14.9235335295891, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -243.405729, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.010044362567531771, 0.0050893991865432284, 0.005035297809387928, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -243.405729, "forces": [[-0.287023, 0.0, 0.0], [-0.000879, 0.0, -0.015378], [0.288385, 0.0, 0.0], [0.071159, 0.0, -0.00641], [-0.001253, 0.0, 0.0], [-0.070643, 0.0, -0.006402], [-0.139675, -0.196794, 0.010534], [-0.000256, -0.177864, -0.220833], [0.141001, -0.196798, 0.010537], [0.022126, 0.004589, -0.004897], [-0.001258, 0.005313, 0.001288], [-0.021845, 0.004592, -0.004906], [-0.139675, 0.196794, -0.010534], [-0.00026, 0.42927, 0.0], [0.141001, 0.196798, -0.010537], [0.027102, 0.008366, 0.0], [-0.001258, -0.005313, -0.001288], [-0.026834, 0.008361, 0.0], [-0.139675, 0.196794, 0.010534], [-0.000256, 0.177864, -0.220833], [0.141001, 0.196798, 0.010537], [0.022126, -0.004589, -0.004897], [-0.001258, -0.005313, 0.001288], [-0.021845, -0.004592, -0.004906], [-0.154774, 0.0, -0.18805], [-0.000255, 0.0, 0.0], [0.156102, 0.0, -0.188053], [0.010514, 0.0, 0.0], [-0.001256, 0.0, 0.005944], [-0.01023, 0.0, 0.0], [0.007222, -0.015409, 0.0], [-0.000256, -0.177864, 0.220833], [-0.005934, -0.015415, 0.0], [0.022126, 0.004589, 0.004897], [-0.00126, -0.002451, 0.0], [-0.021845, 0.004592, 0.004906], [-0.139675, -0.196794, -0.010534], [-0.00026, -0.42927, 0.0], [0.141001, -0.196798, -0.010537], [0.027102, -0.008366, 0.0], [-0.001258, 0.005313, -0.001288], [-0.026834, -0.008361, 0.0], [0.007222, 0.015409, 0.0], [-0.000256, 0.177864, 0.220833], [-0.005934, 0.015415, 0.0], [0.022126, -0.004589, 0.004897], [-0.00126, 0.002451, 0.0], [-0.021845, -0.004592, 0.004906], [-0.154774, 0.0, 0.18805], [-0.000879, 0.0, 0.015378], [0.156102, 0.0, 0.188053], [0.071159, 0.0, 0.00641], [-0.001256, 0.0, -0.005944], [-0.070643, 0.0, 0.006402]], "fermi_level": 3.6498}, "metadata": {"date.created": 1417553806.78031, "uuid": "ba8948bc-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 51, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1, "I2C2": 1}, "mtime": 15.03829286543844, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I2C2", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "cadc296c2cd852794c3b1ed9ae5ca87c", "user": "jboes"},
"44":
{"ctime": 14.923533541781664, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -528.919839, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.007909080825653675, 0.0029246388101122366, 0.0019312094498303758, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -528.919839, "forces": [[-0.08481, 0.0, 0.0], [-0.133852, 0.0, 0.152166], [0.251874, 0.0, 0.0], [0.065374, 0.0, -0.009699], [0.043749, 0.0, 0.0], [-0.051828, 0.0, 0.046383], [-0.141625, -0.106046, 0.111251], [0.00868, -0.166769, -0.226787], [0.130111, -0.193644, 0.025853], [0.022173, 0.012378, -0.014067], [0.004607, 0.016174, 0.007666], [-0.030018, 0.010346, -0.018154], [-0.141625, 0.106046, -0.111251], [0.001008, 0.442493, 0.0], [0.130111, 0.193644, -0.025853], [0.02647, 0.016684, 0.0], [0.004607, -0.016174, -0.007666], [-0.001978, -0.04272, 0.0], [-0.141625, 0.106046, 0.111251], [0.00868, 0.166769, -0.226787], [0.130111, 0.193644, 0.025853], [0.022173, -0.012378, -0.014067], [0.004607, -0.016174, 0.007666], [-0.030018, -0.010346, -0.018154], [-0.155577, 0.0, -0.186618], [0.01249, 0.0, 0.0], [0.144445, 0.0, -0.178337], [0.008372, 0.0, 0.0], [0.015015, 0.0, 0.029102], [-0.023863, 0.0, 0.0], [0.012985, -0.014885, 0.0], [0.00868, -0.166769, 0.226787], [-0.024595, -0.03456, 0.0], [0.022173, 0.012378, 0.014067], [0.010771, -0.017781, 0.0], [-0.030018, 0.010346, 0.018154], [-0.141625, -0.106046, -0.111251], [0.001008, -0.442493, 0.0], [0.130111, -0.193644, -0.025853], [0.02647, -0.016684, 0.0], [0.004607, 0.016174, -0.007666], [-0.001978, 0.04272, 0.0], [0.012985, 0.014885, 0.0], [0.00868, 0.166769, 0.226787], [-0.024595, 0.03456, 0.0], [0.022173, -0.012378, 0.014067], [0.010771, 0.017781, 0.0], [-0.030018, -0.010346, 0.018154], [-0.155577, 0.0, 0.186618], [-0.133852, 0.0, -0.152166], [0.144445, 0.0, 0.178337], [0.065374, 0.0, 0.009699], [0.015015, 0.0, -0.029102], [-0.051828, 0.0, -0.046383]], "fermi_level": 3.6922}, "metadata": {"date.created": 1417553806.855986, "uuid": "ba94d4c0-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 51, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1, "I2C2": 1}, "mtime": 15.038292876418804, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I2C2", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "a0975e1abd1202f2ef02b90491e800c1", "user": "jboes"},
"45":
{"ctime": 14.9235335559938, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -241.723069, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.012424311358843157, 0.008480066310762242, 0.008480010137204974, -0.000531158433005665, 1.4542709826009085e-05, 1.4455328736925768e-05], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -241.723069, "forces": [[0.139949, -0.185312, 0.365115], [0.003189, -0.00053, -0.000531], [0.149038, 0.007406, 0.187192], [-0.012751, -0.002276, -0.002301], [-0.289589, -0.193544, 0.184811], [0.001015, -0.040043, -0.040043], [-0.008904, -0.367588, -0.007648], [0.026861, -0.2108, -0.210803], [0.149735, -0.186767, -0.000282], [-0.017272, -0.004216, -0.004188], [-0.141758, -0.180238, -0.006935], [-0.009679, -0.00474, -0.004752], [0.143322, 0.014128, 0.178825], [0.078083, 0.214677, 0.214678], [3.5e-05, 0.007875, -0.01292], [-0.068366, 0.007091, 0.007103], [-0.142148, 0.004564, 0.189666], [-0.000415, 0.043255, 0.043256], [0.13995, 0.365115, -0.185312], [0.014378, 0.214571, -0.220474], [0.149038, 0.187192, 0.007406], [-0.003925, 0.006648, -0.016497], [-0.289589, 0.184811, -0.193544], [-0.012293, 0.220779, -0.251756], [-0.008904, -0.007647, -0.36759], [0.013236, 0.00903, -0.047598], [0.149735, -0.00028, -0.186768], [-0.005767, 0.00847, -0.015704], [-0.141758, -0.006934, -0.180238], [-0.007642, 0.04237, -0.049036], [0.143323, 0.178827, 0.014129], [0.0223, 0.05014, -0.002619], [3.5e-05, -0.012919, 0.007873], [-0.01451, 0.019718, -0.002391], [-0.142148, 0.189666, 0.004563], [-0.005459, 0.252666, -0.217778], [-0.011365, -0.007315, -0.007316], [0.014374, -0.220472, 0.214573], [-0.000489, -0.00548, -0.005481], [-0.003924, -0.01648, 0.006654], [0.011645, 0.000717, 0.000716], [-0.012304, -0.251744, 0.220776], [0.003888, 0.01301, 0.013011], [0.013244, -0.047611, 0.009039], [-0.000552, 0.006678, 0.006678], [-0.005746, -0.015714, 0.008462], [-0.004434, 0.004998, 0.004997], [-0.007657, -0.049048, 0.042372], [-0.00795, -0.006335, -0.006336], [0.022303, -0.002627, 0.050156], [0.011207, -0.001191, -0.001192], [-0.014501, -0.002417, 0.019716], [-0.002632, -0.006389, -0.00639], [-0.005454, -0.217746, 0.252651]], "fermi_level": 3.603}, "metadata": {"date.created": 1417553806.939535, "uuid": "baa19430-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:46 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 28, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 35, 36, 7, 37, 8, 38, 9, 39, 10, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I3C0": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1}, "mtime": 15.038292886928696, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I3C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "167da3bb6e6e2b7f43f78acdc6347a7e", "user": "jboes"},
"46":
{"ctime": 14.923533571358371, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -527.158979, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.010072106063315727, 0.006522236836293272, 0.006051496184882357, -0.0006572992766037952, -2.2812705757108673e-05, 0.0003743530686456536], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -527.158979, "forces": [[0.023481, -0.027983, 0.063521], [-0.125733, -0.001346, 0.156334], [0.107779, 0.00862, 0.187391], [-0.011741, -0.00097, -0.003259], [-0.258843, -0.197745, 0.18786], [0.133497, -0.04284, 0.115342], [-0.010684, -0.289863, 0.090911], [0.029693, -0.202191, -0.219478], [0.14375, -0.183755, 0.013516], [-0.016451, 0.003163, -0.013773], [-0.131181, -0.175698, 0.00833], [-0.013766, 0.001347, -0.012968], [0.147255, -0.08603, 0.089047], [0.080642, 0.20105, 0.239388], [-0.009457, -0.002086, -0.020815], [-0.062321, 0.011114, 0.004937], [-0.133882, -0.010686, 0.188131], [0.130697, -0.10814, 0.047257], [0.148384, 0.290228, -0.100067], [0.019014, 0.205504, -0.228315], [0.141536, 0.181848, 0.022564], [-0.003174, -0.00019, -0.026549], [-0.288977, 0.178708, -0.188546], [-0.02007, 0.210165, -0.262175], [-0.010849, -0.006486, -0.369815], [0.023211, 0.01083, -0.046775], [0.140565, 0.000367, -0.176136], [-0.004082, 0.00805, -0.014049], [-0.130409, -0.005063, -0.168788], [-0.01815, 0.040222, -0.047785], [0.147693, 0.175408, 0.012513], [0.029828, 0.05966, 0.008604], [-0.016255, -0.031114, 0.005607], [-0.014604, 0.02754, 0.005974], [-0.133107, 0.180854, 0.002258], [-0.014042, 0.258879, -0.205308], [-0.01239, 0.091764, -0.105489], [0.001025, -0.200313, 0.23638], [-0.009189, 0.002114, -0.012883], [-0.002677, -0.023117, 0.004073], [0.02539, 0.010919, -0.007227], [-0.004775, -0.230395, 0.245669], [0.000373, 0.012673, 0.011997], [0.022497, -0.057379, 0.018259], [-0.016411, 0.024932, 0.005903], [-0.005143, -0.022857, 0.017374], [0.013255, 0.020794, 0.003385], [-0.019123, -0.05556, 0.053826], [-0.010668, -0.0056, -0.005823], [-0.004764, -0.002238, -0.01598], [-0.005987, -0.00143, -0.018511], [-0.01315, -0.000729, 0.024172], [0.01775, -0.005544, -0.025014], [0.004741, -0.239406, 0.225008]], "fermi_level": 3.6456}, "metadata": {"date.created": 1417553807.031822, "uuid": "baafa8ae-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:47 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 28, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 35, 36, 7, 37, 8, 38, 9, 39, 10, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I3C0": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.038292897704101, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I3C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "6899bec5b5059f81d781c123d4b28cc9", "user": "jboes"},
"47":
{"ctime": 14.923533583701678, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -241.814909, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.012526609648134266, 0.008652125916673657, 0.00861045762019364, -0.0, -7.536618933436039e-05, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -241.814909, "forces": [[-0.136577, 0.0, 0.180771], [0.000375, 0.0, -0.015247], [0.289709, 0.0, -0.006628], [0.004116, 0.0, -0.007154], [-0.149569, 0.0, 0.19223], [0.007304, 0.0, 0.006333], [0.009379, -0.374847, 0.010219], [0.011899, -0.178032, -0.222615], [0.139802, -0.189879, 0.010643], [0.007901, 0.002643, -0.009311], [-0.150236, -0.186155, 0.001074], [-0.018769, -0.208092, -0.218837], [-0.137882, 0.20126, -0.017254], [0.010978, 0.430851, 0.002511], [0.140471, 0.196661, -0.01014], [0.01218, 0.01204, 0.003957], [-0.000543, -0.001618, -0.006053], [-0.023299, 0.221989, 0.213871], [0.009379, 0.374847, 0.010219], [0.011899, 0.178032, -0.222615], [0.139802, 0.189879, 0.010643], [0.007901, -0.002643, -0.009311], [-0.150236, 0.186155, 0.001074], [-0.018769, 0.208092, -0.218837], [-0.004876, 0.0, -0.370178], [0.007695, 0.0, -0.010499], [0.154626, 0.0, -0.180904], [0.005021, 0.0, -0.007436], [-0.150485, 0.0, -0.186841], [-0.011971, 0.0, -0.035539], [0.008059, -0.022774, 0.007148], [0.006932, -0.167631, 0.220345], [-0.008299, -0.014169, -0.001776], [0.015772, 0.013433, 0.005381], [0.000342, -0.006371, 0.006367], [-0.024259, 0.042853, 0.005545], [-0.137882, -0.20126, -0.017254], [0.010978, -0.430851, 0.002511], [0.140471, -0.196661, -0.01014], [0.01218, -0.01204, 0.003957], [-0.000543, 0.001618, -0.006053], [-0.023299, -0.221989, 0.213871], [0.008059, 0.022774, 0.007148], [0.006932, 0.167631, 0.220345], [-0.008299, 0.014169, -0.001776], [0.015772, -0.013433, 0.005381], [0.000342, 0.006371, 0.006367], [-0.024259, -0.042853, 0.005545], [-0.142627, 0.0, 0.189072], [-0.00714, 0.0, 0.009263], [0.155092, 0.0, 0.188952], [0.064627, 0.0, 0.014018], [-0.011475, 0.0, -0.007401], [-0.074698, 0.0, 0.045035]], "fermi_level": 3.6025}, "metadata": {"date.created": 1417553807.097263, "uuid": "bab9a570-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:47 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 28, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 51, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "I3C1": 1, "_54atom": 1, "fcc": 1, "GS": 1, "ensam": 1, "_0cl": 1}, "mtime": 15.038292908914018, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I3C1", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "962430ff413430fee6a709fe0523d592", "user": "jboes"},
"48":
{"ctime": 14.923533596686598, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -527.261729, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.010135288832229328, 0.007221154477326177, 0.005764443065737299, -0.0, -0.0003941136777912093, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -527.261729, "forces": [[-0.03268, 0.0, 0.034453], [-0.13123, 0.0, 0.15088], [0.252736, 0.0, -0.008029], [0.003756, 0.0, -0.007562], [-0.108483, 0.0, 0.193384], [0.139273, 0.0, 0.166281], [0.011747, -0.297741, 0.108465], [0.019245, -0.168271, -0.230698], [0.128143, -0.18497, 0.025474], [0.006098, 0.008242, -0.01989], [-0.142478, -0.180048, 0.012761], [-0.023214, -0.204492, -0.229974], [-0.142135, 0.112057, -0.116419], [0.011485, 0.447171, 0.005627], [0.129777, 0.192702, -0.023073], [0.012176, 0.021371, 0.003174], [0.009296, -0.012952, -0.012719], [-0.012603, 0.20726, 0.235966], [0.011747, 0.297741, 0.108465], [0.019245, 0.168271, -0.230698], [0.128143, 0.18497, 0.025474], [0.006098, -0.008242, -0.01989], [-0.142478, 0.180048, 0.012761], [-0.023214, 0.204492, -0.229974], [-0.002004, 0.0, -0.372755], [0.019087, 0.0, -0.011548], [0.141511, 0.0, -0.170064], [0.003953, 0.0, -0.006634], [-0.139718, 0.0, -0.172204], [-0.024212, 0.0, -0.033462], [0.011083, -0.022511, 0.006802], [0.014539, -0.160612, 0.22788], [-0.026339, -0.032074, -0.00217], [0.016507, 0.019234, 0.015266], [0.014652, -0.022484, 0.004977], [-0.032708, 0.049347, 0.019317], [-0.142135, -0.112057, -0.116419], [0.011485, -0.447171, 0.005627], [0.129777, -0.192702, -0.023073], [0.012176, -0.021371, 0.003174], [0.009296, 0.012952, -0.012719], [-0.012603, -0.20726, 0.235966], [0.011083, 0.022511, 0.006802], [0.014539, 0.160612, 0.22788], [-0.026339, 0.032074, -0.00217], [0.016507, -0.019234, 0.015266], [0.014652, 0.022484, 0.004977], [-0.032708, -0.049347, 0.019317], [-0.145761, 0.0, 0.18686], [-0.138678, 0.0, -0.157126], [0.141432, 0.0, 0.179045], [0.05986, 0.0, 0.015491], [0.007903, 0.0, -0.029853], [-0.057289, 0.0, -0.01869]], "fermi_level": 3.6469}, "metadata": {"date.created": 1417553808.252225, "uuid": "bb69e124-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:48 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 28, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 51, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "I3C1": 1, "_54atom": 1, "fcc": 1, "GS": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.038292922231948, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I3C1", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "b90c2f1e522e7219a61d6a052c58571c", "user": "jboes"},
"49":
{"ctime": 14.923533611415223, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -241.756901, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.013555166206227622, 0.00925463100891585, 0.009314449605899743, 0.0006071612559890608, -8.858569981139355e-05, -1.6315297633127788e-05], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -241.756901, "forces": [[-0.139987, -0.185727, -0.007582], [0.065844, -0.216395, -0.246646], [0.291317, -0.193709, -0.198991], [-0.049418, -0.002626, -0.01232], [-0.150512, 0.007179, 0.200617], [0.007093, -0.002022, 0.005403], [0.161137, -0.185879, -0.000434], [0.014424, 0.24374, 0.211999], [-0.009991, 0.006514, -0.000486], [0.005651, 0.010962, -0.001009], [-0.151638, -0.195031, 0.001338], [-0.01889, -0.199469, -0.210205], [-0.28926, 0.195923, 0.182725], [0.001168, 0.043113, -0.039426], [0.291865, 0.192507, 0.193594], [0.068763, 0.004779, 0.001584], [-0.001642, 0.000133, -0.013133], [-0.079994, 0.214132, 0.209541], [0.007071, 0.191888, -0.18234], [0.016628, -0.03767, -0.045587], [0.142246, -0.001258, -0.188117], [-0.003297, -0.007423, -0.013171], [-0.150413, 0.196008, 0.009035], [-0.010512, 0.204074, -0.220443], [0.14745, -0.006454, -0.184089], [0.006878, 0.042675, 0.030608], [0.005017, -0.007364, 0.013519], [0.005871, 0.008906, 0.001655], [-0.151767, -0.000837, -0.194542], [-0.012716, 0.009561, -0.027449], [-0.142965, 0.177612, 0.00014], [0.004775, 0.004222, 0.001427], [0.142729, 0.188408, -0.007365], [0.026262, 0.009695, -1.7e-05], [-0.00082, -0.01412, 0.006634], [-0.03298, 0.037555, 0.000127], [-0.140659, -0.190301, -0.000119], [0.015902, -0.252619, -0.21545], [0.142781, -0.187294, 0.005729], [0.004137, -0.015424, 0.001067], [-0.000687, 0.001463, -0.005267], [-0.019451, -0.223637, 0.212672], [-0.003811, 0.01322, -0.000551], [0.006484, 0.209578, 0.251477], [0.005028, 0.006567, -0.007679], [0.013459, -0.006553, 0.011894], [-0.000731, 0.007814, 0.005213], [-0.021571, -0.036943, 0.013227], [-0.129883, -0.00613, 0.188306], [-0.008435, -0.040565, 0.033022], [0.143931, -0.006415, 0.188238], [0.075714, -0.00265, 0.010107], [-0.013897, -0.000884, -0.007967], [-0.083696, -0.002832, 0.039489]], "fermi_level": 3.6024}, "metadata": {"date.created": 1417553809.206323, "uuid": "bbfb7670-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:49 2014", "user.username": null, "atoms.resort": [0, 30, 1, 31, 2, 3, 4, 32, 5, 33, 6, 34, 7, 8, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 27, 28, 52, 29, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I3C2": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1}, "mtime": 15.038292933578695, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I3C2", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "ea3720fa0a92cc15e6f053bd4b07cd58", "user": "jboes"},
"50":
{"ctime": 14.923533626728588, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -527.196754, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.010428146552292062, 0.006427883984602379, 0.0059915589992775645, 0.0007084109722111722, -0.0007605587578748228, -0.0003708827911077733], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -527.196754, "forces": [[-0.022842, -0.027508, 0.007459], [0.064355, -0.238536, -0.223725], [0.262887, -0.198005, -0.204305], [-0.045838, -0.001427, -0.015267], [-0.111315, 0.008062, 0.203263], [0.139469, -0.000943, 0.162948], [0.168693, -0.097475, 0.09854], [0.021894, 0.250216, 0.198771], [-0.024018, 0.018042, 0.009045], [0.003888, 0.018916, -0.009644], [-0.146408, -0.19253, 0.013387], [-0.022435, -0.193501, -0.21903], [-0.304389, 0.110486, 0.096778], [-0.131491, -0.109441, -0.042112], [0.292888, 0.187037, 0.190314], [0.062463, 0.008683, 0.002229], [0.008163, -0.010296, -0.023512], [-0.078969, 0.198665, 0.227962], [0.009388, 0.100655, -0.091432], [0.028085, -0.046627, -0.058166], [0.132543, -0.018006, -0.184894], [-0.005496, -0.014628, -0.02233], [-0.144224, 0.191115, 0.021573], [-0.016959, 0.198337, -0.228653], [0.156691, -0.005769, -0.179794], [0.016587, 0.040213, 0.027784], [-0.014299, -0.006639, 0.033154], [0.00419, 0.008299, 0.001433], [-0.142815, -0.000928, -0.183621], [-0.021861, 0.011164, -0.024156], [-0.147252, 0.17418, 0.000848], [0.01013, 0.009534, 0.009192], [0.133268, 0.179393, -0.005474], [0.027036, 0.017718, 0.009071], [0.015219, -0.032874, 0.007304], [-0.039748, 0.050513, 0.011676], [-0.144919, -0.101307, -0.099811], [0.006077, -0.230214, -0.236477], [0.132844, -0.183411, -0.007957], [0.002778, -0.021916, 0.001321], [0.00919, 0.009629, -0.01488], [-0.003063, -0.201614, 0.232049], [-0.000367, 0.013755, -0.000221], [0.014423, 0.201609, 0.260348], [-0.012838, 0.022871, -0.006417], [0.014276, -0.014203, 0.021849], [0.015697, 0.026523, 0.0045], [-0.029413, -0.049472, 0.021667], [-0.134245, -0.005053, 0.18442], [-0.141092, -0.043402, -0.121065], [0.132441, -0.004544, 0.176908], [0.069531, -0.001143, 0.011795], [0.003045, 4.5e-05, -0.025674], [-0.071842, -0.004253, -0.01897]], "fermi_level": 3.645}, "metadata": {"date.created": 1417553809.381029, "uuid": "bc161d9a-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:49 2014", "user.username": null, "atoms.resort": [0, 30, 1, 31, 2, 3, 4, 32, 5, 33, 6, 34, 7, 8, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 27, 28, 52, 29, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I3C2": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.03829294453938, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I3C2", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "693a1df5a4e172a11d11d3deab35ef74", "user": "jboes"},
"51":
{"ctime": 14.923533638427543, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -240.035468, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.014975358564086038, 0.01292875614461478, 0.01292875614461478, -0.0010586406187634673, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -240.035468, "forces": [[0.0, -0.351824, 0.351824], [0.000791, -0.040913, -0.040911], [0.289757, -0.184943, 0.184943], [0.0, -0.005462, -0.005458], [-0.289757, -0.184943, 0.184943], [-0.000791, -0.040913, -0.040911], [0.0, -0.364327, -0.015188], [0.019413, 4e-06, -4e-06], [0.142055, -0.183546, -0.004339], [0.0, 3e-06, -3e-06], [-0.142055, -0.183546, -0.004339], [-0.019413, 4e-06, -4e-06], [0.0, 0.015188, 0.364327], [0.000791, 0.040911, 0.040913], [0.142055, 0.004339, 0.183546], [0.0, 0.005458, 0.005462], [-0.142055, 0.004339, 0.183546], [-0.000791, 0.040911, 0.040913], [0.0, 0.351824, -0.351824], [0.014926, 0.216834, -0.255096], [0.289757, 0.184942, -0.184942], [0.0, 0.004928, -0.02468], [-0.289757, 0.184942, -0.184942], [-0.014926, 0.216834, -0.255096], [0.0, -0.015189, -0.364328], [0.013184, 0.050743, -0.050743], [0.142055, -0.004339, -0.183546], [0.0, 0.016446, -0.016446], [-0.142055, -0.004339, -0.183546], [-0.013184, 0.050743, -0.050743], [0.0, 0.364328, 0.015189], [0.014926, 0.255096, -0.216834], [0.142055, 0.183546, 0.004339], [0.0, 0.02468, -0.004928], [-0.142055, 0.183546, 0.004339], [-0.014926, 0.255096, -0.216834], [0.0, 0.0, 0.0], [0.014925, -0.255095, 0.216835], [-0.012719, 0.0, 0.0], [0.0, -0.024662, 0.004947], [0.012719, 0.0, 0.0], [-0.014925, -0.255095, 0.216835], [0.0, 0.011845, 0.011846], [0.01319, -0.050739, 0.050739], [0.001073, 0.004759, 0.004759], [0.0, -0.016453, 0.016453], [-0.001073, 0.004759, 0.004759], [-0.01319, -0.050739, 0.050739], [0.0, -0.011846, -0.011845], [0.014925, -0.216835, 0.255095], [0.001073, -0.004759, -0.004759], [0.0, -0.004947, 0.024662], [-0.001073, -0.004759, -0.004759], [-0.014925, -0.216835, 0.255095]], "fermi_level": 3.5588}, "metadata": {"date.created": 1417553809.430943, "uuid": "bc1dbcbc-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:49 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 32, 33, 5, 34, 35, 36, 6, 37, 7, 38, 8, 39, 9, 40, 10, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1, "I4C0": 1}, "mtime": 15.038292954801065, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "ab7b0b77f35123198827104b414acc23", "user": "jboes"},
"52":
{"ctime": 14.923533650222067, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -525.393351, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.01210859100097241, 0.010705824928879752, 0.010705824928879752, -0.0012688732775915637, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -525.393351, "forces": [[0.0, -0.051135, 0.051135], [-0.123402, -0.046283, 0.107528], [0.25528, -0.187588, 0.187588], [0.0, -0.005052, -0.009022], [-0.25528, -0.187588, 0.187588], [0.123402, -0.046283, 0.107528], [0.0, -0.288374, 0.084095], [0.021681, 0.00751, -0.00751], [0.132936, -0.181391, 0.01098], [0.0, 0.008411, -0.008411], [-0.132936, -0.181391, 0.01098], [-0.021681, 0.00751, -0.00751], [0.0, -0.084095, 0.288374], [-0.123402, -0.107528, 0.046283], [0.132936, -0.01098, 0.181391], [0.0, 0.009022, 0.005052], [-0.132936, -0.01098, 0.181391], [0.123402, -0.107528, 0.046283], [0.0, 0.284832, -0.284832], [0.021053, 0.20426, -0.262438], [0.28647, 0.178902, -0.178902], [0.0, -0.001249, -0.033551], [-0.28647, 0.178902, -0.178902], [-0.021053, 0.20426, -0.262438], [0.0, -0.012224, -0.366611], [0.023145, 0.049012, -0.049012], [0.131968, -0.001444, -0.174048], [0.0, 0.014015, -0.014015], [-0.131968, -0.001444, -0.174048], [-0.023145, 0.049012, -0.049012], [0.0, 0.366611, 0.012224], [0.021053, 0.262438, -0.20426], [0.131968, 0.174048, 0.001444], [0.0, 0.033551, 0.001249], [-0.131968, 0.174048, 0.001444], [-0.021053, 0.262438, -0.20426], [0.0, 0.097538, -0.097538], [0.004335, -0.22885, 0.23909], [-0.023946, 0.008363, -0.008363], [0.0, -0.03038, 0.003411], [0.023946, 0.008363, -0.008363], [-0.004335, -0.22885, 0.23909], [0.0, 0.011457, 0.010031], [0.024606, -0.058375, 0.058375], [-0.019741, 0.021881, 0.003298], [0.0, -0.022658, 0.022658], [0.019741, 0.021881, 0.003298], [-0.024606, -0.058375, 0.058375], [0.0, -0.010031, -0.011457], [0.004335, -0.23909, 0.22885], [-0.019741, -0.003298, -0.021881], [0.0, -0.003411, 0.03038], [0.019741, -0.003298, -0.021881], [-0.004335, -0.23909, 0.22885]], "fermi_level": 3.6041}, "metadata": {"date.created": 1417553809.630457, "uuid": "bc3c2e68-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:49 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 32, 33, 5, 34, 35, 36, 6, 37, 7, 38, 8, 39, 9, 40, 10, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1, "I4C0": 1}, "mtime": 15.03829296469551, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "924d69110d77d41dcb8c4d7f8989c5c0", "user": "jboes"},
"53":
{"ctime": 14.923533666052679, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -240.073345, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.015000162310372975, 0.012714797306487915, 0.012705478737487815, 4.418986505070572e-05, -8.994010669218495e-05, -8.213822373831741e-06], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -240.073345, "forces": [[-0.278703, -0.185926, 0.17089], [-0.000713, -0.043676, -0.056391], [0.433263, -0.193952, -0.007384], [0.014678, -0.000669, -0.008648], [-0.150125, 0.008167, 0.193267], [0.006465, -0.000624, 0.006288], [0.024243, -0.370214, 0.002955], [0.009442, 0.03023, -0.003383], [0.126689, -0.186199, 0.003144], [0.021105, 0.005277, -0.007105], [-0.151552, -0.186662, 0.000958], [-0.029505, -0.202061, -0.213444], [-0.279116, 0.202348, 0.177808], [3.9e-05, 0.081387, 0.002219], [0.281786, 0.196965, 0.189668], [0.080351, 0.008567, 0.005184], [-0.000891, -0.002221, -0.012158], [-0.09046, 0.217141, 0.211912], [-0.12944, 0.369658, -0.180396], [0.012121, 0.176815, -0.254072], [0.279976, 0.189992, -0.187049], [0.010023, -0.003891, -0.019287], [-0.150098, 0.186437, 0.008611], [-0.01956, 0.20419, -0.223523], [0.008541, -0.00612, -0.366781], [0.007415, 0.044077, -0.010686], [0.142873, -0.006103, -0.17772], [0.011199, 0.010277, -0.007143], [-0.151913, -8.4e-05, -0.186353], [-0.018006, 0.010743, -0.036169], [-0.132646, 0.175057, 0.006795], [0.004272, 0.038851, 0.0002], [0.132188, 0.186389, -0.002922], [0.03, 0.016211, 0.003284], [0.000146, -0.012065, 0.006375], [-0.0376, 0.045903, 0.00362], [-0.125089, -0.197444, -0.010832], [0.011088, -0.455509, 0.0024], [0.126889, -0.192619, -0.002603], [0.013591, -0.021151, 0.004291], [-2.9e-05, 0.003635, -0.004386], [-0.024267, -0.226287, 0.212537], [0.010523, 0.019592, 0.005956], [0.006275, 0.166604, 0.253146], [-0.010318, 0.010958, -0.00306], [0.019554, -0.014331, 0.014458], [0.000406, 0.005872, 0.005137], [-0.027951, -0.046204, 0.015393], [-0.131186, -0.005555, 0.186641], [-0.008409, -0.043719, 0.049551], [0.142517, -0.005815, 0.185813], [0.077115, -0.000757, 0.015484], [-0.010132, -0.000834, -0.009364], [-0.087066, -0.000647, 0.046873]], "fermi_level": 3.5605}, "metadata": {"date.created": 1417553809.704924, "uuid": "bc478b50-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:49 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 32, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 51, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1, "I4C1": 1}, "mtime": 15.038292974789972, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C1", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "3474097de3d9446738e6f05cb0e65d50", "user": "jboes"},
"54":
{"ctime": 14.923533680889676, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -525.428052, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.012451630432194419, 0.011235591505966447, 0.010305463503219085, 3.131987893000584e-05, -0.0003953994281020067, -0.000389582344171603], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -525.428052, "forces": [[-0.041757, -0.020237, 0.033004], [-0.130051, -0.047843, 0.098947], [0.412482, -0.199673, -0.008017], [0.013392, -5.8e-05, -0.009869], [-0.107987, 0.0084, 0.194043], [0.132417, -0.000623, 0.160589], [0.02608, -0.295755, 0.0995], [0.015175, 0.036952, -0.013748], [0.113485, -0.181749, 0.018848], [0.017784, 0.01111, -0.016687], [-0.144956, -0.1827, 0.013078], [-0.029929, -0.197589, -0.224208], [-0.292303, 0.117244, 0.094131], [-0.130114, -0.06461, 0.00352], [0.280531, 0.191376, 0.186787], [0.074609, 0.014744, 0.005378], [0.009118, -0.014626, -0.019602], [-0.09775, 0.205262, 0.23391], [-0.136033, 0.296365, -0.096893], [0.021336, 0.167713, -0.262684], [0.27636, 0.18372, -0.182241], [0.006998, -0.008559, -0.029284], [-0.141982, 0.17958, 0.020849], [-0.023123, 0.199163, -0.232702], [0.012539, -0.004909, -0.370576], [0.016311, 0.040854, -0.010735], [0.128976, -0.003862, -0.16938], [0.008806, 0.009039, -0.005308], [-0.14162, 0.000478, -0.174331], [-0.027826, 0.01177, -0.033643], [-0.135411, 0.172156, 0.00612], [0.010821, 0.044382, 0.010294], [0.121687, 0.177886, -0.002693], [0.029672, 0.02198, 0.011985], [0.016498, -0.028572, 0.004433], [-0.041418, 0.053445, 0.016185], [-0.129636, -0.109294, -0.107727], [0.014267, -0.471946, 0.005111], [0.115293, -0.188677, -0.016484], [0.012326, -0.029684, 0.004001], [0.008853, 0.013029, -0.012092], [-0.00993, -0.20649, 0.233704], [0.016051, 0.020064, 0.005328], [0.015722, 0.160192, 0.260168], [-0.03131, 0.027084, -0.002999], [0.019193, -0.018626, 0.023607], [0.016719, 0.022641, 0.003458], [-0.034621, -0.053519, 0.025561], [-0.132731, -0.004223, 0.18484], [-0.137835, -0.047909, -0.10534], [0.127207, -0.003473, 0.177328], [0.07092, 0.000135, 0.01638], [0.009669, 5.4e-05, -0.028583], [-0.072975, -0.001612, -0.015261]], "fermi_level": 3.6073}, "metadata": {"date.created": 1417553809.825827, "uuid": "bc59fd6c-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:49 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 32, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 51, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1, "I4C1": 1}, "mtime": 15.03829298467383, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C1", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "11e2c6f10ef75ed738ec7fd60aecdcbc", "user": "jboes"},
"55":
{"ctime": 14.923533693342266, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -240.217279, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.014864047539606618, 0.013024001531715595, 0.01289764847690112, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -240.217279, "forces": [[0.0, 0.0, 0.0], [-0.006999, 0.0, -0.009843], [0.290622, 0.0, 0.0], [0.0, 0.0, -0.013918], [-0.290622, 0.0, 0.0], [0.006999, 0.0, -0.009843], [0.0, -0.376273, 0.021501], [0.020112, -0.168307, -0.223787], [0.139306, -0.187328, 0.009513], [0.0, 0.010492, -0.012352], [-0.139306, -0.187328, 0.009513], [-0.020112, -0.168307, -0.223787], [0.0, 0.376273, -0.021501], [0.018325, 0.43381, 0.0], [0.139306, 0.187328, -0.009513], [0.0, 0.018336, 0.0], [-0.139306, 0.187328, -0.009513], [-0.018325, 0.43381, 0.0], [0.0, 0.376273, 0.021501], [0.020112, 0.168307, -0.223787], [0.139306, 0.187328, 0.009513], [0.0, -0.010492, -0.012352], [-0.139306, 0.187328, 0.009513], [-0.020112, 0.168307, -0.223787], [0.0, 0.0, -0.366637], [0.014485, 0.0, 0.0], [0.152427, 0.0, -0.17999], [0.0, 0.0, 0.0], [-0.152427, 0.0, -0.17999], [-0.014485, 0.0, 0.0], [0.0, -0.031389, 0.0], [0.020112, -0.168307, 0.223787], [-0.011158, -0.011899, 0.0], [0.0, 0.010492, 0.012352], [0.011158, -0.011899, 0.0], [-0.020112, -0.168307, 0.223787], [0.0, -0.376273, -0.021501], [0.018325, -0.43381, 0.0], [0.139306, -0.187328, -0.009513], [0.0, -0.018336, 0.0], [-0.139306, -0.187328, -0.009513], [-0.018325, -0.43381, 0.0], [0.0, 0.031389, 0.0], [0.020112, 0.168307, 0.223787], [-0.011158, 0.011899, 0.0], [0.0, -0.010492, 0.012352], [0.011158, 0.011899, 0.0], [-0.020112, 0.168307, 0.223787], [0.0, 0.0, 0.366637], [-0.006999, 0.0, 0.009843], [0.152427, 0.0, 0.17999], [0.0, 0.0, 0.013918], [-0.152427, 0.0, 0.17999], [0.006999, 0.0, 0.009843]], "fermi_level": 3.5604}, "metadata": {"date.created": 1417553809.950399, "uuid": "bc6d0010-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:49 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 50, 51, 23, 52, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1, "I4C2": 1}, "mtime": 15.038292994495656, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C2", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "96dcca6279f29ab9acdfe7751b0efce1", "user": "jboes"},
"56":
{"ctime": 14.923533709216358, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -525.591812, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.012293458177940891, 0.01240444464408943, 0.010446733758241357, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -525.591812, "forces": [[0.0, 0.0, 0.0], [-0.136142, 0.0, 0.154452], [0.251533, 0.0, 0.0], [0.0, 0.0, -0.012208], [-0.251533, 0.0, 0.0], [0.136142, 0.0, 0.154452], [0.0, -0.301257, 0.117516], [0.024931, -0.163109, -0.233307], [0.127739, -0.181756, 0.021969], [0.0, 0.012911, -0.022959], [-0.127739, -0.181756, 0.021969], [-0.024931, -0.163109, -0.233307], [0.0, 0.301257, -0.117516], [0.019951, 0.452237, 0.0], [0.127739, 0.181756, -0.021969], [0.0, 0.029427, 0.0], [-0.127739, 0.181756, -0.021969], [-0.019951, 0.452237, 0.0], [0.0, 0.301257, 0.117516], [0.024931, 0.163109, -0.233307], [0.127739, 0.181756, 0.021969], [0.0, -0.012911, -0.022959], [-0.127739, 0.181756, 0.021969], [-0.024931, 0.163109, -0.233307], [0.0, 0.0, -0.371264], [0.025468, 0.0, 0.0], [0.137187, 0.0, -0.16857], [0.0, 0.0, 0.0], [-0.137187, 0.0, -0.16857], [-0.025468, 0.0, 0.0], [0.0, -0.029721, 0.0], [0.024931, -0.163109, 0.233307], [-0.028819, -0.028633, 0.0], [0.0, 0.012911, 0.022959], [0.028819, -0.028633, 0.0], [-0.024931, -0.163109, 0.233307], [0.0, -0.301257, -0.117516], [0.019951, -0.452237, 0.0], [0.127739, -0.181756, -0.021969], [0.0, -0.029427, 0.0], [-0.127739, -0.181756, -0.021969], [-0.019951, -0.452237, 0.0], [0.0, 0.029721, 0.0], [0.024931, 0.163109, 0.233307], [-0.028819, 0.028633, 0.0], [0.0, -0.012911, 0.022959], [0.028819, 0.028633, 0.0], [-0.024931, 0.163109, 0.233307], [0.0, 0.0, 0.371264], [-0.136142, 0.0, -0.154452], [0.137187, 0.0, 0.16857], [0.0, 0.0, 0.012208], [-0.137187, 0.0, 0.16857], [0.136142, 0.0, -0.154452]], "fermi_level": 3.609}, "metadata": {"date.created": 1417553810.096878, "uuid": "bc8359dc-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:50 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 50, 51, 23, 52, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "I4C2": 1, "_1cl": 1}, "mtime": 15.03829300435382, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C2", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "1bd94bcfb9678971014728c00efab9a4", "user": "jboes"},
"57":
{"ctime": 14.923533724639707, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -240.07615, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.014753086039483533, 0.012442305621687957, 0.012383329628063081, -0.0, -0.0, -9.402829336001154e-05], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -240.07615, "forces": [[0.0, 0.0, 0.355208], [0.001602, -0.03901, -0.040806], [0.291706, -0.200845, 0.185449], [0.0, 0.0, -0.002438], [-0.291706, 0.200845, 0.185449], [-0.001602, 0.03901, -0.040806], [0.14792, -0.360003, -0.190713], [0.01107, -0.001074, -0.009028], [0.142414, -0.180972, 0.002267], [0.012906, -0.003325, -0.015038], [-0.292106, -0.185942, -0.193627], [-0.026526, -0.212548, -0.244805], [-0.154275, 0.006233, 0.181475], [-0.010154, 0.034466, 0.042163], [0.143479, 0.003443, 0.191133], [0.064477, 0.015388, 0.006052], [0.011701, 6.9e-05, -0.006544], [-0.079211, 0.249079, 0.217723], [-0.14792, 0.360003, -0.190713], [0.026526, 0.212548, -0.244805], [0.292106, 0.185942, -0.193627], [-0.012906, 0.003325, -0.015038], [-0.142414, 0.180972, 0.002267], [-0.01107, 0.001074, -0.009028], [0.0, 0.0, -0.362438], [0.012604, 0.030377, -0.051554], [0.142766, -0.007297, -0.181939], [0.0, 0.0, -0.017227], [-0.142766, 0.007297, -0.181939], [-0.012604, -0.030377, -0.051554], [-0.140419, 0.180661, 0.01197], [0.009826, 0.255884, -0.206483], [0.143772, 0.190966, 0.00445], [0.008577, 0.020975, 0.008225], [-0.003416, -0.012443, 0.005356], [-0.022404, 0.054475, 0.04088], [0.154275, -0.006233, 0.181475], [0.079211, -0.249079, 0.217723], [-0.011701, -6.9e-05, -0.006544], [-0.064477, -0.015388, 0.006052], [-0.143479, -0.003443, 0.191133], [0.010154, -0.034466, 0.042163], [0.140419, -0.180661, 0.01197], [0.022404, -0.054475, 0.04088], [0.003416, 0.012443, 0.005356], [-0.008577, -0.020975, 0.008225], [-0.143772, -0.190966, 0.00445], [-0.009826, -0.255884, -0.206483], [0.0, 0.0, -0.012188], [0.019379, -0.215498, 0.257556], [0.001316, -0.006065, -0.006577], [0.0, 0.0, 0.023913], [-0.001316, 0.006065, -0.006577], [-0.019379, 0.215498, 0.257556]], "fermi_level": 3.5582}, "metadata": {"date.created": 1417553810.1621, "uuid": "bc8d4da2-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:50 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 32, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 47, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1, "I4C3": 1}, "mtime": 15.038293015143896, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C3", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "daef4815dc346f090d31ec315936bcce", "user": "jboes"},
"58":
{"ctime": 14.92353373966962, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -525.435273, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.012366564941971811, 0.0106661414314232, 0.010640538772321788, -0.0, -0.0, -0.000782672414919265], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -525.435273, "forces": [[0.0, 0.0, 0.050343], [-0.125222, -0.040752, 0.109534], [0.259881, -0.20502, 0.188499], [0.0, 0.0, -0.005995], [-0.259881, 0.20502, 0.188499], [0.125222, 0.040752, 0.109534], [0.157806, -0.28716, -0.106192], [0.013961, 0.007057, -0.015397], [0.130911, -0.176831, 0.018579], [0.013809, 0.003794, -0.02386], [-0.291575, -0.182229, -0.187485], [-0.031375, -0.200663, -0.253723], [-0.159277, -0.092789, 0.094935], [-0.139034, -0.114757, 0.045123], [0.13559, -0.010059, 0.189015], [0.059761, 0.019403, 0.004923], [0.024879, -0.011001, -0.015417], [-0.083698, 0.229083, 0.243729], [-0.157806, 0.28716, -0.106192], [0.031375, 0.200663, -0.253723], [0.291575, 0.182229, -0.187485], [-0.013809, -0.003794, -0.02386], [-0.130911, 0.176831, 0.018579], [-0.013961, -0.007057, -0.015397], [0.0, 0.0, -0.364932], [0.021599, 0.027235, -0.049279], [0.132159, -0.005724, -0.172438], [0.0, 0.0, -0.014146], [-0.132159, 0.005724, -0.172438], [-0.021599, -0.027235, -0.049279], [-0.147576, 0.176612, 0.009995], [0.017813, 0.26274, -0.197366], [0.133121, 0.180778, 0.002265], [0.010219, 0.028111, 0.014971], [0.016846, -0.029475, 0.002317], [-0.031608, 0.061982, 0.049988], [0.159277, 0.092789, 0.094935], [0.083698, -0.229083, 0.243729], [-0.024879, 0.011001, -0.015417], [-0.059761, -0.019403, 0.004923], [-0.13559, 0.010059, 0.189015], [0.139034, 0.114757, 0.045123], [0.147576, -0.176612, 0.009995], [0.031608, -0.061982, 0.049988], [-0.016846, 0.029475, 0.002317], [-0.010219, -0.028111, 0.014971], [-0.133121, -0.180778, 0.002265], [-0.017813, -0.26274, -0.197366], [0.0, 0.0, -0.012928], [0.006092, -0.236259, 0.230173], [-0.02011, -0.004336, -0.023816], [0.0, 0.0, 0.029513], [0.02011, 0.004336, -0.023816], [-0.006092, 0.236259, 0.230173]], "fermi_level": 3.6043}, "metadata": {"date.created": 1417553810.273107, "uuid": "bc9e3dc4-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:50 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 32, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 47, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_1cl": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "I4C3": 1}, "mtime": 15.038293025206508, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C3", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "9856238e163f84cb44792b6fdba6f8d6", "user": "jboes"},
"59":
{"ctime": 14.923533754565621, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -240.063359, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.015073812085457482, 0.012838922143530766, 0.012861435256982448, -0.0, -3.435949252883263e-05, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -240.063359, "forces": [[-0.278699, 0.0, 0.354606], [-0.002605, 0.0, -0.076398], [0.432658, 0.0, 0.185213], [0.02401, 0.0, -0.004194], [-0.149344, 0.0, 0.187046], [-0.005058, 0.0, -0.001198], [-0.127592, -0.358054, -0.192855], [0.009269, -0.006881, -0.040161], [0.279874, -0.178725, -0.199883], [0.019543, -0.001724, -0.012224], [-0.150353, -0.188413, 0.009676], [-0.027316, -0.206098, -0.213602], [-0.127729, 0.003757, 0.185458], [0.000554, 0.059375, 0.046861], [0.126949, -0.006403, 0.197014], [0.069053, 0.01343, 0.005695], [3.7e-05, 0.006599, -0.013251], [-0.078502, 0.216758, 0.212476], [-0.127592, 0.358054, -0.192855], [0.009269, 0.006881, -0.040161], [0.279874, 0.178725, -0.199883], [0.019543, 0.001724, -0.012224], [-0.150353, 0.188413, 0.009676], [-0.027316, 0.206098, -0.213602], [0.020728, 0.0, -0.36363], [0.007117, 0.0, -0.050838], [0.131838, 0.0, -0.176162], [0.010741, 0.0, -0.016326], [-0.151013, 0.0, -0.189373], [-0.017674, 0.0, -0.050501], [-0.144334, 0.178269, 0.012201], [0.005081, 0.255613, -0.17321], [0.144101, 0.189627, 0.002268], [0.020556, 0.021166, 0.006353], [0.000126, -0.013529, 0.006831], [-0.027708, 0.053702, 0.006667], [-0.127729, -0.003757, 0.185458], [0.000554, -0.059375, 0.046861], [0.126949, 0.006403, 0.197014], [0.069053, -0.01343, 0.005695], [3.7e-05, -0.006599, -0.013251], [-0.078502, -0.216758, 0.212476], [-0.144334, -0.178269, 0.012201], [0.005081, -0.255613, -0.17321], [0.144101, -0.189627, 0.002268], [0.020556, -0.021166, 0.006353], [0.000126, 0.013529, 0.006831], [-0.027708, -0.053702, 0.006667], [0.021824, 0.0, -0.012181], [0.002702, 0.0, 0.453685], [-0.012162, 0.0, -0.013058], [0.025146, 0.0, 0.024614], [-0.010597, 0.0, -6.7e-05], [-0.03283, 0.0, 0.056137]], "fermi_level": 3.5601}, "metadata": {"date.created": 1417553810.318281, "uuid": "bca5227e-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:50 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 32, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 45, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "I4C4": 1, "ensam": 1}, "mtime": 15.038293034791618, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C4", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "f35848b13a6f5273948b9902ad55e47b", "user": "jboes"},
"60":
{"ctime": 14.923533767638858, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -525.419636, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.012489166851462067, 0.010831934564946067, 0.010869932855684583, -0.0, 3.0339962431000074e-05, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -525.419636, "forces": [[-0.042368, 0.0, 0.054395], [-0.133168, 0.0, 0.072671], [0.4115, 0.0, 0.190938], [0.023374, 0.0, -0.007616], [-0.10732, 0.0, 0.187631], [0.117033, 0.0, 0.150432], [-0.134105, -0.286382, -0.108625], [0.015102, 0.000989, -0.049864], [0.276377, -0.173607, -0.194138], [0.017312, 0.005268, -0.021313], [-0.143797, -0.185412, 0.025005], [-0.028836, -0.19589, -0.219802], [-0.132097, -0.094807, 0.098266], [-0.127484, -0.092904, 0.051845], [0.116819, -0.021507, 0.195266], [0.063155, 0.01768, 0.00478], [0.008664, -0.002301, -0.021447], [-0.08009, 0.200784, 0.234754], [-0.134105, 0.286382, -0.108625], [0.015102, -0.000989, -0.049864], [0.276377, 0.173607, -0.194138], [0.017312, -0.005268, -0.021313], [-0.143797, 0.185412, 0.025005], [-0.028836, 0.19589, -0.219802], [0.024209, 0.0, -0.36667], [0.015842, 0.0, -0.048285], [0.119343, 0.0, -0.16623], [0.008474, 0.0, -0.013431], [-0.142419, 0.0, -0.180286], [-0.027523, 0.0, -0.0482], [-0.145934, 0.176892, 0.010101], [0.015055, 0.259227, -0.161742], [0.131867, 0.18284, 0.000309], [0.019531, 0.028053, 0.013206], [0.018161, -0.033693, 0.004254], [-0.034213, 0.064579, 0.013728], [-0.132097, 0.094807, 0.098266], [-0.127484, 0.092904, 0.051845], [0.116819, 0.021507, 0.195266], [0.063155, -0.01768, 0.00478], [0.008664, 0.002301, -0.021447], [-0.08009, -0.200784, 0.234754], [-0.145934, -0.176892, 0.010101], [0.015055, -0.259227, -0.161742], [0.131867, -0.18284, 0.000309], [0.019531, -0.028053, 0.013206], [0.018161, 0.033693, 0.004254], [-0.034213, -0.064579, 0.013728], [0.026747, 0.0, -0.012437], [0.005421, 0.0, 0.464373], [-0.036674, 0.0, -0.031786], [0.02368, 0.0, 0.029774], [0.007736, 0.0, -0.015571], [-0.004858, 0.0, -0.008866]], "fermi_level": 3.607}, "metadata": {"date.created": 1417553810.542136, "uuid": "bcc74aca-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:50 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 28, 2, 29, 3, 30, 4, 31, 32, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 45, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_54atom": 1, "fcc": 1, "I4C4": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.038293045464675, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I4C4", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "56ff1fb233d41634c9205fa17d928fa6", "user": "jboes"},
"61":
{"ctime": 14.923533782474873, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -238.375671, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.017183653447399607, 0.016992663352688932, 0.016997144754257634, -0.0005128396118299839, 1.907404344561535e-05, -7.973524378852621e-05], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -238.375671, "forces": [[-0.137512, 0.167184, -0.341081], [0.011971, -0.000659, -0.456614], [0.435013, -0.00824, -0.185035], [0.010814, 0.003316, -0.030749], [-0.290385, 0.192359, -0.185094], [-0.025269, 0.213887, -0.261065], [0.014959, -0.003394, -0.367839], [0.010483, 0.257634, 0.16419], [0.127246, 0.006521, -0.190165], [0.015345, 0.022216, -0.013977], [-0.143031, -0.003409, -0.183203], [-0.029909, 0.057095, -0.048203], [-0.135735, 0.356387, 0.197891], [-0.009882, 0.051407, -0.044537], [0.281511, 0.182629, 0.197534], [0.065592, 0.021819, -0.004719], [-0.142973, 0.185523, -0.007744], [-0.081593, 0.251937, -0.213432], [-0.139155, -0.00459, -0.188728], [0.015531, -0.258082, 0.171755], [0.128613, -0.005057, -0.197082], [0.006048, -0.027312, -0.003944], [0.012045, 0.00086, 0.009282], [-0.020311, -0.259166, 0.205908], [0.013321, 0.005373, 0.017408], [0.014049, -0.011301, 0.051634], [-0.015149, -0.002198, 0.010677], [0.005727, -0.007593, 0.016845], [0.001409, 0.003961, 0.00271], [-0.019312, -0.038062, 0.052424], [-0.14153, 0.180441, -0.010364], [0.010689, -0.001341, 0.044325], [0.141637, 0.19014, -0.002364], [0.015712, -3.3e-05, 0.021434], [0.00151, -0.013503, -0.003812], [-0.028383, -0.205895, 0.247386], [0.011583, -0.346018, 0.356985], [0.00166, -0.057759, -0.044195], [0.279966, -0.178912, 0.18992], [0.000961, -0.013161, -0.005314], [-0.291669, -0.187112, 0.182419], [0.009535, -0.033111, -0.039761], [-0.00073, -0.365453, -0.012382], [0.01837, 0.000735, 0.034727], [0.142545, -0.182558, -0.001526], [0.002618, -0.002872, 0.008972], [-0.143262, -0.182827, -0.003199], [-0.01932, -0.005745, 0.003518], [0.011277, 0.007284, 0.362399], [-0.000392, 0.00163, 0.077646], [0.132462, -0.003155, 0.180819], [0.011526, 0.004053, 0.007969], [-0.143165, 0.0042, 0.187361], [-0.003063, 0.039929, 0.04199]], "fermi_level": 3.5178}, "metadata": {"date.created": 1417553810.656699, "uuid": "bcd8c584-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:50 2014", "user.username": null, "atoms.resort": [0, 32, 1, 33, 2, 34, 3, 35, 4, 36, 5, 37, 6, 7, 8, 38, 9, 39, 10, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 20, 21, 49, 22, 23, 24, 50, 25, 51, 26, 52, 27, 28, 29, 53, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I5C0": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1}, "mtime": 15.038293055624285, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I5C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "faba2a3feb2b08fd026dc4a2f6553755", "user": "jboes"},
"62":
{"ctime": 14.923533798949098, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -523.650235, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.014422741832204055, 0.014661966288088723, 0.015136439360304768, -0.000599602791783354, -8.61327878106976e-06, -0.0004111405071497298], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -523.650235, "forces": [[-0.018598, 0.024614, -0.041674], [0.012134, 0.000982, -0.466677], [0.407749, -0.008394, -0.190522], [0.010468, 0.003468, -0.036744], [-0.253694, 0.195404, -0.188009], [-0.012184, 0.235694, -0.234226], [0.014626, 0.093739, -0.295255], [0.019096, 0.262135, 0.157221], [0.116182, 0.021582, -0.186977], [0.015362, 0.026374, -0.01578], [-0.133643, 0.010151, -0.179595], [-0.036866, 0.065345, -0.052319], [-0.143814, 0.285966, 0.112614], [-0.136562, -0.099841, -0.048119], [0.278557, 0.17936, 0.191153], [0.060947, 0.02416, -0.004926], [-0.132674, 0.182823, -0.023659], [-0.083236, 0.228004, -0.236482], [-0.144145, -0.100929, -0.102904], [0.022029, -0.262888, 0.162035], [0.120015, -0.017839, -0.194019], [0.003897, -0.032875, -0.006862], [0.022971, -0.008714, 0.018943], [-0.02432, -0.267345, 0.197839], [0.015538, 0.004291, 0.018038], [0.021529, -0.010755, 0.047978], [-0.040849, -0.001957, 0.028699], [0.004484, -0.004913, 0.012657], [0.024235, 0.002069, 0.018812], [-0.028134, -0.035416, 0.048548], [-0.145572, 0.178817, -0.008021], [0.014079, 0.008312, 0.050858], [0.125631, 0.181632, -0.000785], [0.01502, 0.005141, 0.02627], [0.025516, -0.032784, -0.001219], [-0.030103, -0.192943, 0.252679], [0.012701, -0.281502, 0.290676], [-0.120212, 0.091486, -0.050292], [0.273207, -0.173722, 0.183708], [0.000973, -0.01695, -0.00587], [-0.287846, -0.183145, 0.175401], [0.13084, 0.11279, -0.043898], [0.001228, -0.36928, -0.009286], [0.021781, -0.008606, 0.043221], [0.12845, -0.174628, 0.000519], [0.000381, -0.009971, 0.015115], [-0.130894, -0.171499, -0.000567], [-0.019741, -0.01485, 0.008794], [0.013043, 0.005426, 0.364964], [-0.123103, 0.004112, -0.065132], [0.12033, -0.003386, 0.171342], [0.011642, 0.004826, 0.015375], [-0.13301, 0.002131, 0.178403], [0.114557, 0.044295, -0.102039]], "fermi_level": 3.5708}, "metadata": {"date.created": 1417553810.729649, "uuid": "bce3e676-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:50 2014", "user.username": null, "atoms.resort": [0, 32, 1, 33, 2, 34, 3, 35, 4, 36, 5, 37, 6, 7, 8, 38, 9, 39, 10, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 20, 21, 49, 22, 23, 24, 50, 25, 51, 26, 52, 27, 28, 29, 53, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I5C0": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.038293066116687, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I5C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "761027c9cbdf067dd8d36376e8ca535e", "user": "jboes"},
"63":
{"ctime": 14.923533814538212, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -238.461783, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.017101015903152245, 0.01705763119242238, 0.017128029142691716, -0.0, 1.7407561246669244e-05, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -238.461783, "forces": [[0.142934, 0.0, -0.173722], [0.017446, 0.0, -0.435014], [0.293612, 0.0, 0.008739], [-7.5e-05, 0.0, -0.029738], [-0.434139, 0.0, -0.19403], [-0.018532, 0.0, -0.458063], [-0.013619, 0.014488, -0.372229], [0.021972, 0.228725, 0.163316], [0.139828, 0.010326, -0.188912], [-0.002256, 0.022404, -0.009324], [-0.126348, 0.001426, -0.183888], [-0.020047, 0.256413, 0.168116], [0.141198, 0.166637, 0.370397], [-0.005824, 0.010742, -0.000392], [0.139117, -0.016697, 0.187241], [-0.011589, 0.015643, -0.000962], [-0.281319, 0.191779, 0.186375], [0.009076, 0.050127, -0.041854], [-0.013619, -0.014488, -0.372229], [0.021972, -0.228725, 0.163316], [0.139828, -0.010326, -0.188912], [-0.002256, -0.022404, -0.009324], [-0.126348, -0.001426, -0.183888], [-0.020047, -0.256413, 0.168116], [-0.002444, 0.0, 0.026173], [0.021748, 0.0, 0.010693], [-0.012298, 0.0, 0.010976], [-0.006388, 0.0, 0.009629], [0.013645, 0.0, 0.007552], [-0.014765, 0.0, 0.043952], [-0.012764, 0.365554, -0.005585], [0.030104, 0.218045, -0.161779], [0.151487, 0.181231, 0.001751], [-0.01436, 0.010838, 0.011687], [-0.139448, 0.176926, -0.005682], [-0.014579, 0.008254, 0.034105], [0.141198, -0.166637, 0.370397], [-0.005824, -0.010742, -0.000392], [0.139117, 0.016697, 0.187241], [-0.011589, -0.015643, -0.000962], [-0.281319, -0.191779, 0.186375], [0.009076, -0.050127, -0.041854], [-0.012764, -0.365554, -0.005585], [0.030104, -0.218045, -0.161779], [0.151487, -0.181231, 0.001751], [-0.01436, -0.010838, 0.011687], [-0.139448, -0.176926, -0.005682], [-0.014579, -0.008254, 0.034105], [0.142728, 0.0, 0.168268], [0.085993, 0.0, 0.425551], [-0.011102, 0.0, -0.017176], [-0.070385, 0.0, 0.016307], [-0.13161, 0.0, 0.191933], [0.002375, 0.0, 0.083203]], "fermi_level": 3.5199}, "metadata": {"date.created": 1417553811.543049, "uuid": "bd6004e0-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:51 2014", "user.username": null, "atoms.resort": [0, 32, 1, 33, 2, 34, 3, 35, 4, 36, 5, 37, 6, 7, 8, 38, 9, 10, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 21, 22, 48, 23, 24, 25, 49, 26, 50, 27, 51, 28, 52, 29, 53, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I5C1": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1}, "mtime": 15.038293081295027, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I5C1", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "de30aa1a3ae4ff13df9a4d54afa299ae", "user": "jboes"},
"64":
{"ctime": 14.923533828478782, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -523.743832, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.014372048317523005, 0.014629753873748796, 0.016049228458375454, -0.0, 0.00038624313826734775, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -523.743832, "forces": [[0.00865, 0.0, -0.016223], [0.016119, 0.0, -0.447051], [0.252094, 0.0, 0.008463], [0.000515, 0.0, -0.039402], [-0.408437, 0.0, -0.199186], [-0.021604, 0.0, -0.476111], [-0.013416, 0.108613, -0.299751], [0.025483, 0.236455, 0.158137], [0.130264, 0.022976, -0.184696], [-0.001165, 0.030321, -0.009434], [-0.11397, 0.015086, -0.178737], [-0.025937, 0.266357, 0.164161], [0.149278, 0.086083, 0.29892], [-0.129585, -0.147965, -0.000146], [0.127265, -0.029189, 0.180496], [-0.010429, 0.014959, -0.000997], [-0.277838, 0.188346, 0.180293], [0.136142, -0.103116, -0.045686], [-0.013416, -0.108613, -0.299751], [0.025483, -0.236455, 0.158137], [0.130264, -0.022976, -0.184696], [-0.001165, -0.030321, -0.009434], [-0.11397, -0.015086, -0.178737], [-0.025937, -0.266357, 0.164161], [-0.005657, 0.0, 0.025972], [0.029602, 0.0, 0.010641], [-0.033, 0.0, 0.028424], [-0.005452, 0.0, 0.007965], [0.036365, 0.0, 0.023342], [-0.022964, 0.0, 0.040045], [-0.014358, 0.371151, -0.004139], [0.030447, 0.227052, -0.15628], [0.135771, 0.171817, 0.00194], [-0.012975, 0.018391, 0.013345], [-0.122452, 0.166858, -0.003383], [-0.01793, 0.020059, 0.037889], [0.149278, -0.086083, 0.29892], [-0.129585, 0.147965, -0.000146], [0.127265, 0.029189, 0.180496], [-0.010429, -0.014959, -0.000997], [-0.277838, -0.188346, 0.180293], [0.136142, 0.103116, -0.045686], [-0.014358, -0.371151, -0.004139], [0.030447, -0.227052, -0.15628], [0.135771, -0.171817, 0.00194], [-0.012975, -0.018391, 0.013345], [-0.122452, -0.166858, -0.003383], [-0.01793, -0.020059, 0.037889], [0.147813, 0.0, 0.166077], [0.107233, 0.0, 0.446555], [-0.031173, 0.0, -0.034309], [-0.065609, 0.0, 0.02595], [-0.121088, 0.0, 0.183279], [0.127403, 0.0, -0.058292]], "fermi_level": 3.5735}, "metadata": {"date.created": 1417553811.594081, "uuid": "bd67ce6e-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:51 2014", "user.username": null, "atoms.resort": [0, 32, 1, 33, 2, 34, 3, 35, 4, 36, 5, 37, 6, 7, 8, 38, 9, 10, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 21, 22, 48, 23, 24, 25, 49, 26, 50, 27, 51, 28, 52, 29, 53, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I5C1": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.038293093130592, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I5C1", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "ac2fdb53fd487d40d56752bd5ea7588f", "user": "jboes"},
"65":
{"ctime": 14.92353384463923, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -238.413434, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.017235801233063258, 0.016817926140547754, 0.016870279895921388, 0.0005957580238636881, 9.504565889719586e-05, 8.049046605846058e-05], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -238.413434, "forces": [[0.137322, 0.169869, -0.013002], [-0.013267, 0.040063, -0.036405], [0.293437, 0.192878, 0.202021], [0.056454, 0.003802, -0.020628], [-0.439086, -0.008077, -0.201314], [-0.075236, 0.003655, -0.448406], [-0.164345, -0.174748, -0.361783], [0.022786, -0.196099, -0.250119], [0.294703, -0.195633, -0.184853], [-0.005131, 0.013882, -0.018672], [-0.128448, 0.011694, -0.187049], [-0.018248, 0.247243, 0.158047], [0.291755, 0.180101, 0.190542], [0.084134, 0.251778, 0.212948], [-0.010607, -0.005893, -0.010107], [-0.06515, 0.02015, 0.002065], [-0.284903, 0.189949, 0.199727], [0.00988, 0.051458, -0.041858], [-0.017661, 0.174387, -0.193474], [0.013905, -0.013397, -0.004593], [0.143531, 0.193323, 0.007437], [0.008018, -0.018049, -0.006649], [-0.127173, -0.010883, -0.19424], [-0.025706, -0.246024, 0.169111], [-0.155842, 0.00575, -0.172749], [0.019703, -0.037942, -0.029511], [0.143564, 0.003745, -0.194477], [-0.006035, -0.007848, 0.001706], [0.012227, -0.002981, 0.018092], [-0.013843, -0.011899, 0.030807], [0.141332, 0.179379, -1.5e-05], [0.038677, 0.046527, 0.049384], [-0.001911, -0.015047, 0.006405], [-0.025864, 0.013914, 0.016586], [-0.141024, 0.188758, -0.006617], [-0.007236, 0.007047, 0.042508], [0.137643, -0.185714, 0.365188], [-0.009161, -0.033251, 0.037939], [0.142049, 0.00283, 0.179836], [-0.001085, -0.010485, 0.001951], [-0.28164, -0.185862, 0.192106], [-0.001701, -0.057545, -0.04242], [0.000732, -0.364057, 0.000617], [0.029396, -0.24891, -0.202204], [0.143569, -0.181682, 0.006623], [-0.017064, -0.017984, 0.005014], [-0.142435, -0.180982, -0.007997], [-0.011104, -0.009488, 0.035708], [0.130281, 0.005528, 0.178443], [0.092385, 0.213915, 0.250924], [0.000743, 0.004839, -0.010447], [-0.077391, 0.004572, 0.018767], [-0.132273, -0.002234, 0.187543], [0.012341, 0.001679, 0.071544]], "fermi_level": 3.518}, "metadata": {"date.created": 1417553811.641181, "uuid": "bd6efe3c-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:51 2014", "user.username": null, "atoms.resort": [0, 23, 24, 1, 25, 2, 26, 3, 27, 4, 28, 5, 29, 6, 30, 7, 31, 32, 33, 8, 34, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 43, 44, 17, 45, 46, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I5C2": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "ensam": 1}, "mtime": 15.038293104266327, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I5C2", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "6e64ec521598df4274975c3f195b2668", "user": "jboes"},
"66":
{"ctime": 14.923533859749597, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -523.689688, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.014738387291998448, 0.01476930147301485, 0.015252718623849212, 0.0006616683310579611, 0.0007950243560118281, 0.0004069836639119092], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -523.689688, "forces": [[0.018063, 0.024084, 0.003522], [-0.138472, 0.04402, 0.109235], [0.25928, 0.195925, 0.204745], [0.05269, 0.004001, -0.028038], [-0.414782, -0.007942, -0.206607], [-0.090956, 0.00812, -0.466845], [-0.173454, -0.093663, -0.291983], [0.026674, -0.186416, -0.255163], [0.293473, -0.190748, -0.180122], [-0.003603, 0.019061, -0.021221], [-0.114558, 0.027749, -0.182403], [-0.024272, 0.252465, 0.150391], [0.305362, 0.099402, 0.107908], [0.082819, 0.22792, 0.231569], [-0.023959, -0.014913, -0.022816], [-0.060988, 0.023203, 0.002177], [-0.283967, 0.186277, 0.195302], [0.137312, -0.099922, -0.046933], [-0.017151, 0.088109, -0.104104], [0.016562, -0.02082, -0.010727], [0.135218, 0.189644, 0.021417], [0.011017, -0.024704, -0.010546], [-0.11598, -0.024956, -0.188642], [-0.031684, -0.253277, 0.158848], [-0.165006, 0.004085, -0.168713], [0.028, -0.035295, -0.026616], [0.132304, 0.001632, -0.184712], [-0.004721, -0.004885, 0.001639], [0.03606, -0.004147, 0.035945], [-0.021129, -0.011051, 0.02779], [0.14567, 0.177073, 0.000752], [0.043054, 0.056979, 0.054016], [-0.026166, -0.03435, 0.005887], [-0.026286, 0.019097, 0.01966], [-0.124687, 0.180642, -0.003723], [-0.013463, 0.015391, 0.048873], [0.146032, -0.102547, 0.293729], [-0.132621, 0.113835, 0.040647], [0.129928, 0.016646, 0.17385], [-0.000943, -0.015017, 0.001813], [-0.278241, -0.180062, 0.187493], [0.121996, 0.092795, -0.045577], [-0.001225, -0.367636, 0.000474], [0.030778, -0.259373, -0.195443], [0.130662, -0.170377, 0.005039], [-0.015113, -0.024698, 0.009536], [-0.127927, -0.173455, -0.005902], [-0.014889, -0.017417, 0.043384], [0.135576, 0.004695, 0.174238], [0.101026, 0.237098, 0.233345], [-0.021365, 0.002591, -0.026431], [-0.073154, 0.005038, 0.024908], [-0.118694, -0.001773, 0.177167], [0.1399, 0.001865, -0.072033]], "fermi_level": 3.5717}, "metadata": {"date.created": 1417553811.757463, "uuid": "bd80bc58-7a65-11e4-a09a-003048f5e49e", "date.created.ascii": "Tue Dec  2 15:56:51 2014", "user.username": null, "atoms.resort": [0, 23, 24, 1, 25, 2, 26, 3, 27, 4, 28, 5, 29, 6, 30, 7, 31, 32, 33, 8, 34, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 43, 44, 17, 45, 46, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "I5C2": 1, "_54atom": 1, "fcc": 1, "ensam": 1, "_1cl": 1}, "mtime": 15.038293115043446, "keywords": ["fcc", "GS", "54atom", "0.50lat", "ensam", "I5C2", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "d233781982bb434dee255046105e2e9a", "user": "jboes"},
"67":
{"ctime": 14.923533873217071, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -246.491079, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.003901965083977315, -0.0029588235404629025, -0.0029588235404629025, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -246.491079, "forces": [[0.0, 0.0, 0.0], [-0.000206, 0.0, -0.000171], [0.001218, 0.0, 0.0], [0.0, 0.0, -8.8e-05], [-0.001218, 0.0, 0.0], [0.000206, 0.0, -0.000171], [0.0, -4.8e-05, -4.8e-05], [-0.000267, -9e-06, 9e-06], [0.001224, -3.2e-05, -3.2e-05], [0.0, -7e-06, 7e-06], [-0.001224, -3.2e-05, -3.2e-05], [0.000267, -9e-06, 9e-06], [0.0, 4.8e-05, 4.8e-05], [-0.000206, 0.000171, 0.0], [0.001224, 3.2e-05, 3.2e-05], [0.0, 8.8e-05, 0.0], [-0.001224, 3.2e-05, 3.2e-05], [0.000206, 0.000171, 0.0], [0.0, 4.8e-05, -4.8e-05], [-0.000267, 9e-06, 9e-06], [0.001224, 3.2e-05, -3.2e-05], [0.0, 7e-06, 7e-06], [-0.001224, 3.2e-05, -3.2e-05], [0.000267, 9e-06, 9e-06], [0.0, 0.0, 2.5e-05], [-0.000321, 0.0, 0.0], [0.001254, 0.0, 9e-06], [0.0, 0.0, 0.0], [-0.001254, 0.0, 9e-06], [0.000321, 0.0, 0.0], [0.0, -2.5e-05, 0.0], [-0.000267, -9e-06, -9e-06], [0.001254, -9e-06, 0.0], [0.0, -7e-06, -7e-06], [-0.001254, -9e-06, 0.0], [0.000267, -9e-06, -9e-06], [0.0, -4.8e-05, 4.8e-05], [-0.000206, -0.000171, 0.0], [0.001224, -3.2e-05, 3.2e-05], [0.0, -8.8e-05, 0.0], [-0.001224, -3.2e-05, 3.2e-05], [0.000206, -0.000171, 0.0], [0.0, 2.5e-05, 0.0], [-0.000267, 9e-06, -9e-06], [0.001254, 9e-06, 0.0], [0.0, 7e-06, -7e-06], [-0.001254, 9e-06, 0.0], [0.000267, 9e-06, -9e-06], [0.0, 0.0, -2.5e-05], [-0.000206, 0.0, 0.000171], [0.001254, 0.0, -9e-06], [0.0, 0.0, 8.8e-05], [-0.001254, 0.0, -9e-06], [0.000206, 0.0, 0.000171]], "fermi_level": 3.7438}, "metadata": {"date.created": 1417556270.546407, "uuid": "770e2840-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:50 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "_0cl": 1, "_0": 1, "_54atom": 1, "fcc": 1, "GS": 1, "dis": 1}, "mtime": 15.038293124889092, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "0cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "b11a2f14daa94d97e8e9dda396c96f6e", "user": "jboes"},
"68":
{"ctime": 14.923533891147073, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -244.949765, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.006837732499934949, 0.000584723040613738, 0.0005847480066391902, -0.0, 1.7476217816663277e-07, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -244.949765, "forces": [[-0.148547, 0.0, 0.19333], [-0.000863, 0.0, 1e-06], [0.149864, 0.0, 0.193332], [0.067018, 0.0, 7e-06], [-0.00127, 0.0, -0.004944], [-0.066543, 0.0, 0.0], [-0.14855, -0.193335, -2e-06], [-0.000214, -0.215672, -0.215677], [0.149864, -0.193336, 0.0], [0.015763, -0.004258, -0.004261], [-0.001266, 0.004944, -1e-06], [-0.01553, -0.004265, -0.004258], [0.000139, 0.006896, -0.006892], [-0.000215, 0.215673, 0.215665], [0.001143, 0.006902, -0.006902], [0.015763, 0.004258, 0.004268], [-0.001268, 0.001875, -0.001876], [-0.015542, 0.004261, 0.004261], [-0.14855, 0.193335, -2e-06], [-0.000214, 0.215672, -0.215677], [0.149864, 0.193336, 0.0], [0.015763, 0.004258, -0.004261], [-0.001266, -0.004944, -1e-06], [-0.01553, 0.004265, -0.004258], [-0.148552, 0.0, -0.193336], [-0.000228, 0.0, -0.034816], [0.149865, 0.0, -0.193338], [0.006831, 0.0, -0.0069], [-0.001266, 0.0, 0.004943], [-0.006584, 0.0, -0.006902], [0.000137, -0.006891, 0.006893], [-0.000225, 0.034817, -6e-06], [0.001144, -0.0069, 0.006899], [0.006837, 0.006904, 1e-06], [-0.001267, -0.001875, 0.001875], [-0.006599, 0.006902, 0.0], [0.000139, -0.006896, -0.006892], [-0.000215, -0.215673, 0.215665], [0.001143, -0.006902, -0.006902], [0.015763, -0.004258, 0.004268], [-0.001268, -0.001875, -0.001876], [-0.015542, -0.004261, 0.004261], [0.000137, 0.006891, 0.006893], [-0.000225, -0.034817, -6e-06], [0.001144, 0.0069, 0.006899], [0.006837, -0.006904, 1e-06], [-0.001267, 0.001875, 0.001875], [-0.006599, -0.006902, 0.0], [-0.011583, 0.0, 1e-06], [-0.00022, 0.0, 0.034831], [0.012863, 0.0, 1e-06], [0.006854, 0.0, 0.006897], [-0.001261, 0.0, -1e-06], [-0.006607, 0.0, 0.006916]], "fermi_level": 3.6955}, "metadata": {"date.created": 1417556270.706889, "uuid": "7726a384-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:50 2014", "user.username": null, "atoms.resort": [0, 27, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 23, 51, 24, 52, 25, 53, 26], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "_0cl": 1, "_1": 1, "_54atom": 1, "fcc": 1, "GS": 1, "dis": 1}, "mtime": 15.038293135146239, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "0cl", "1"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "cce4ce985c38f6ab2170be5f39f25a4e", "user": "jboes"},
"69":
{"ctime": 14.923533905742701, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -244.94977, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.006751225221742465, 0.0004992643354902544, 0.0004992643354902544, 1.0610560817259849e-07, -6.241506363094029e-09, -1.2483012726188058e-08], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -244.94977, "forces": [[5.2e-05, 0.006875, -0.006875], [-0.000213, 0.21554, 0.215543], [0.001222, 0.006883, -0.006883], [0.015695, 0.00416, 0.004166], [-0.00126, 0.001855, -0.001855], [-0.01547, 0.004161, 0.004161], [-0.148605, 1e-06, 0.193303], [-0.000852, 0.0, 0.0], [0.149916, 3e-06, 0.193301], [0.066917, -8e-06, 8e-06], [-0.001259, 0.0, -0.004926], [-0.066436, 7e-06, -7e-06], [-0.148605, -0.193303, -1e-06], [-0.000213, -0.215543, -0.21554], [0.149916, -0.193301, -3e-06], [0.015695, -0.004166, -0.00416], [-0.001259, 0.004926, 0.0], [-0.01547, -0.004161, -0.004161], [5.1e-05, -0.006872, 0.006872], [-0.000232, 0.03469, -3e-06], [0.001222, -0.006883, 0.006883], [0.00679, 0.00684, 7e-06], [-0.001259, -0.001853, 0.001853], [-0.006541, 0.006846, 9e-06], [-0.148606, 0.193306, 0.0], [-0.00023, 0.215536, -0.215536], [0.149914, 0.193303, 3e-06], [0.015706, 0.004168, -0.004168], [-0.001257, -0.004924, -1e-06], [-0.015472, 0.004163, -0.004163], [-0.148606, 0.0, -0.193306], [-0.000232, 3e-06, -0.03469], [0.149914, -3e-06, -0.193303], [0.00679, -7e-06, -0.00684], [-0.001257, 1e-06, 0.004924], [-0.006541, -9e-06, -0.006846], [-0.01168, 0.0, 0.0], [-0.000214, -3e-06, 0.034703], [0.012947, 2e-06, -2e-06], [0.00678, 4e-06, 0.006838], [-0.001252, 1e-06, -1e-06], [-0.006558, -2e-06, 0.006855], [5e-05, -0.006873, -0.006873], [-0.000215, -0.215535, 0.215535], [0.001224, -0.006877, -0.006881], [0.015702, -0.00415, 0.00415], [-0.001258, -0.001854, -0.001856], [-0.015475, -0.004163, 0.004163], [5e-05, 0.006873, 0.006873], [-0.000214, -0.034703, 3e-06], [0.001224, 0.006881, 0.006877], [0.00678, -0.006838, -4e-06], [-0.001258, 0.001856, 0.001854], [-0.006558, -0.006855, 2e-06]], "fermi_level": 3.6954}, "metadata": {"date.created": 1417556270.892199, "uuid": "7742e95e-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:50 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 4, 5, 31, 6, 32, 7, 33, 8, 34, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "_0cl": 1, "_2": 1, "_54atom": 1, "fcc": 1, "GS": 1, "dis": 1}, "mtime": 15.038293148030615, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "0cl", "2"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "8fc4148dc073f2501b6cfa2116966fd8", "user": "jboes"},
"70":
{"ctime": 14.923533919974684, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -244.949789, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.006805027006592336, 0.0005452767203989837, 0.0005454826901089657, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -244.949789, "forces": [[0.0, 0.0, -0.004957], [-0.066621, 0.0, 7e-06], [-0.147365, 0.0, 0.193325], [0.0, 0.0, 1e-05], [0.147365, 0.0, 0.193325], [0.066621, 0.0, 7e-06], [0.0, 0.004952, 0.0], [-0.015723, -0.004076, -0.004073], [-0.147371, -0.193325, 4e-06], [0.0, -0.21539, -0.215383], [0.147371, -0.193325, 4e-06], [0.015723, -0.004076, -0.004073], [0.0, 0.001863, -0.001857], [-0.01572, 0.004067, 0.004068], [0.001324, 0.006894, -0.006896], [0.0, 0.215377, 0.215384], [-0.001324, 0.006894, -0.006896], [0.01572, 0.004067, 0.004068], [0.0, -0.004952, 0.0], [-0.015723, 0.004076, -0.004073], [-0.147371, 0.193325, 4e-06], [0.0, 0.21539, -0.215383], [0.147371, 0.193325, 4e-06], [0.015723, 0.004076, -0.004073], [0.0, 0.0, 0.004947], [-0.006816, 0.0, -0.00672], [-0.147375, 0.0, -0.193325], [0.0, 0.0, -0.034526], [0.147375, 0.0, -0.193325], [0.006816, 0.0, -0.00672], [0.0, -0.001854, 0.001859], [-0.006812, 0.006712, 4e-06], [0.001321, -0.006895, 0.006893], [0.0, 0.034519, 1e-06], [-0.001321, -0.006895, 0.006893], [0.006812, 0.006712, 4e-06], [0.0, -0.001863, -0.001857], [-0.01572, -0.004067, 0.004068], [0.001324, -0.006894, -0.006896], [0.0, -0.215377, 0.215384], [-0.001324, -0.006894, -0.006896], [0.01572, -0.004067, 0.004068], [0.0, 0.001854, 0.001859], [-0.006812, -0.006712, 4e-06], [0.001321, 0.006895, 0.006893], [0.0, -0.034519, 1e-06], [-0.001321, 0.006895, 0.006893], [0.006812, -0.006712, 4e-06], [0.0, 0.0, 8e-06], [-0.006808, 0.0, 0.006712], [-0.010418, 0.0, 3e-06], [0.0, 0.0, 0.034506], [0.010418, 0.0, 3e-06], [0.006808, 0.0, 0.006712]], "fermi_level": 3.6954}, "metadata": {"date.created": 1417556271.074251, "uuid": "775eb06c-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:51 2014", "user.username": null, "atoms.resort": [0, 28, 1, 2, 3, 29, 4, 30, 5, 31, 6, 32, 7, 33, 8, 34, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_3": 1, "_54atom": 1, "fcc": 1, "_0cl": 1, "dis": 1}, "mtime": 15.03829315710811, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "0cl", "3"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "c5fdeeb6e5d66944f5fe9d54c099e11d", "user": "jboes"},
"71":
{"ctime": 14.923533935009281, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -244.949788, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.00676606128236754, 0.0005065044828714434, 0.0005065044828714434, 1.9972820361900892e-07, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -244.949788, "forces": [[0.0, 0.001863, -0.001863], [-0.015736, 0.004093, 0.004097], [0.001346, 0.0069, -0.0069], [0.0, 0.215434, 0.215433], [-0.001346, 0.0069, -0.0069], [0.015736, 0.004093, 0.004097], [0.0, 8e-06, -0.004981], [-0.066659, 0.0, 0.0], [-0.14736, -1e-06, 0.193331], [0.0, -4e-06, 4e-06], [0.14736, -1e-06, 0.193331], [0.066659, 0.0, 0.0], [0.0, 0.004981, -8e-06], [-0.015736, -0.004097, -0.004093], [-0.14736, -0.193331, 1e-06], [0.0, -0.215433, -0.215434], [0.14736, -0.193331, 1e-06], [0.015736, -0.004097, -0.004093], [0.0, -0.001862, 0.001862], [-0.006819, 0.006748, 5e-06], [0.001342, -0.006898, 0.006898], [0.0, 0.034557, -2e-06], [-0.001342, -0.006898, 0.006898], [0.006819, 0.006748, 5e-06], [0.0, -0.004979, 3e-06], [-0.015725, 0.004092, -0.004092], [-0.147366, 0.193333, 2e-06], [0.0, 0.215442, -0.215442], [0.147366, 0.193333, 2e-06], [0.015725, 0.004092, -0.004092], [0.0, -3e-06, 0.004979], [-0.006819, -5e-06, -0.006748], [-0.147366, -2e-06, -0.193333], [0.0, 2e-06, -0.034557], [0.147366, -2e-06, -0.193333], [0.006819, -5e-06, -0.006748], [0.0, -2e-06, 2e-06], [-0.006824, 5e-06, 0.006746], [-0.0104, -2e-06, 2e-06], [0.0, -9e-06, 0.034554], [0.0104, -2e-06, 2e-06], [0.006824, 5e-06, 0.006746], [0.0, -0.00186, -0.001853], [-0.015725, -0.004089, 0.004089], [0.001351, -0.006899, -0.006899], [0.0, -0.215436, 0.215436], [-0.001351, -0.006899, -0.006899], [0.015725, -0.004089, 0.004089], [0.0, 0.001853, 0.00186], [-0.006824, -0.006746, -5e-06], [0.001351, 0.006899, 0.006899], [0.0, -0.034554, 9e-06], [-0.001351, 0.006899, 0.006899], [0.006824, -0.006746, -5e-06]], "fermi_level": 3.6955}, "metadata": {"date.created": 1417556271.216219, "uuid": "777459f8-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:51 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 5, 6, 32, 7, 33, 8, 34, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "_0cl": 1, "_4": 1, "_54atom": 1, "fcc": 1, "GS": 1, "dis": 1}, "mtime": 15.038293167251311, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "0cl", "4"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "de581c4d27531f2ccb3d5caff3352fa0", "user": "jboes"},
"72":
{"ctime": 14.92353395200129, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -244.949789, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.006816704864997684, 0.000557310344667029, 0.000557310344667029, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -244.949789, "forces": [[0.0, 0.0, 0.0], [-0.006839, 0.0, 0.00674], [-0.010415, 0.0, 0.0], [0.0, 0.0, 0.034548], [0.010415, 0.0, 0.0], [0.006839, 0.0, 0.00674], [0.0, -0.00186, -0.00186], [-0.015751, -0.00409, 0.00409], [0.001326, -0.006896, -0.006896], [0.0, -0.215414, 0.215414], [-0.001326, -0.006896, -0.006896], [0.015751, -0.00409, 0.00409], [0.0, 0.00186, 0.00186], [-0.006839, -0.00674, 0.0], [0.001326, 0.006896, 0.006896], [0.0, -0.034548, 0.0], [-0.001326, 0.006896, 0.006896], [0.006839, -0.00674, 0.0], [0.0, 0.00186, -0.00186], [-0.015751, 0.00409, 0.00409], [0.001326, 0.006896, -0.006896], [0.0, 0.215414, 0.215414], [-0.001326, 0.006896, -0.006896], [0.015751, 0.00409, 0.00409], [0.0, 0.0, -0.004956], [-0.066662, 0.0, 0.0], [-0.147368, 0.0, 0.193325], [0.0, 0.0, 0.0], [0.147368, 0.0, 0.193325], [0.066662, 0.0, 0.0], [0.0, 0.004956, 0.0], [-0.015751, -0.00409, -0.00409], [-0.147368, -0.193325, 0.0], [0.0, -0.215414, -0.215414], [0.147368, -0.193325, 0.0], [0.015751, -0.00409, -0.00409], [0.0, -0.00186, 0.00186], [-0.006839, 0.00674, 0.0], [0.001326, -0.006896, 0.006896], [0.0, 0.034548, 0.0], [-0.001326, -0.006896, 0.006896], [0.006839, 0.00674, 0.0], [0.0, -0.004956, 0.0], [-0.015751, 0.00409, -0.00409], [-0.147368, 0.193325, 0.0], [0.0, 0.215414, -0.215414], [0.147368, 0.193325, 0.0], [0.015751, 0.00409, -0.00409], [0.0, 0.0, 0.004956], [-0.006839, 0.0, -0.00674], [-0.147368, 0.0, -0.193325], [0.0, 0.0, -0.034548], [0.147368, 0.0, -0.193325], [0.006839, 0.0, -0.00674]], "fermi_level": 3.6955}, "metadata": {"date.created": 1417556271.483573, "uuid": "779d2662-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:51 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 14, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "_0cl": 1, "_5": 1, "_54atom": 1, "fcc": 1, "GS": 1, "dis": 1}, "mtime": 15.03829317748295, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "0cl", "5"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "262fcd2d7cbff108f2a17e2223d96f6a", "user": "jboes"},
"73":
{"ctime": 14.923533968193968, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -532.151506, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.0024160933546600615, -0.00611069063122994, -0.00611069063122994, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -532.151506, "forces": [[0.0, 0.0, 0.0], [-0.025473, 0.0, 0.05507], [-0.044236, 0.0, 0.0], [0.0, 0.0, -0.008773], [0.044236, 0.0, 0.0], [0.025473, 0.0, 0.05507], [0.0, 0.104371, 0.104371], [0.010635, 0.009768, -0.009768], [-0.004137, 0.008753, 0.008753], [0.0, 0.007216, -0.007216], [0.004137, 0.008753, 0.008753], [-0.010635, 0.009768, -0.009768], [0.0, -0.104371, -0.104371], [-0.025473, -0.05507, 0.0], [-0.004137, -0.008753, -0.008753], [0.0, 0.008773, 0.0], [0.004137, -0.008753, -0.008753], [0.025473, -0.05507, 0.0], [0.0, -0.104371, 0.104371], [0.010635, -0.009768, -0.009768], [-0.004137, -0.008753, 0.008753], [0.0, -0.007216, -0.007216], [0.004137, -0.008753, 0.008753], [-0.010635, -0.009768, -0.009768], [0.0, 0.0, -0.00286], [0.01292, 0.0, 0.0], [-0.011178, 0.0, 0.019487], [0.0, 0.0, 0.0], [0.011178, 0.0, 0.019487], [-0.01292, 0.0, 0.0], [0.0, 0.00286, 0.0], [0.010635, 0.009768, 0.009768], [-0.011178, -0.019487, 0.0], [0.0, 0.007216, 0.007216], [0.011178, -0.019487, 0.0], [-0.010635, 0.009768, 0.009768], [0.0, 0.104371, -0.104371], [-0.025473, 0.05507, 0.0], [-0.004137, 0.008753, -0.008753], [0.0, -0.008773, 0.0], [0.004137, 0.008753, -0.008753], [0.025473, 0.05507, 0.0], [0.0, -0.00286, 0.0], [0.010635, -0.009768, 0.009768], [-0.011178, 0.019487, 0.0], [0.0, -0.007216, 0.007216], [0.011178, 0.019487, 0.0], [-0.010635, -0.009768, 0.009768], [0.0, 0.0, 0.00286], [-0.025473, 0.0, -0.05507], [-0.011178, 0.0, -0.019487], [0.0, 0.0, 0.008773], [0.011178, 0.0, -0.019487], [0.025473, 0.0, -0.05507]], "fermi_level": 3.7807}, "metadata": {"date.created": 1417556270.592515, "uuid": "77152fa0-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:50 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_0": 1, "_54atom": 1, "fcc": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038293187276821, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "1cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "4b9290d53499773bbd9d756e3b8417e7", "user": "jboes"},
"74":
{"ctime": 14.923533983940922, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -530.538125, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.005117386101075341, -0.0020503535647954773, -0.0025086611355311086, -0.0, 0.00033838950898150584, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -530.538125, "forces": [[-0.051491, 0.0, 0.043034], [-0.137019, 0.0, 0.162864], [0.108955, 0.0, 0.196384], [0.062203, 0.0, -0.004897], [0.043857, 0.0, -0.006736], [-0.048581, 0.0, 0.051847], [-0.153383, -0.099383, 0.102228], [0.007872, -0.208716, -0.224212], [0.143833, -0.18909, 0.013876], [0.015576, 0.003803, -0.012195], [0.004306, 0.01573, 0.008378], [-0.024779, 0.005303, -0.015603], [0.001103, -0.094809, -0.109185], [-0.011604, 0.194787, 0.237214], [-0.007859, -0.001297, -0.016398], [0.014929, 0.012061, 0.00229], [0.004712, -0.007179, -0.008797], [0.010648, -0.049516, 0.004462], [-0.153383, 0.099383, 0.102228], [0.007872, 0.208716, -0.224212], [0.143833, 0.18909, 0.013876], [0.015576, -0.003803, -0.012195], [0.004306, -0.01573, 0.008378], [-0.024779, -0.005303, -0.015603], [-0.15285, 0.0, -0.191339], [0.013376, 0.0, -0.033734], [0.14117, 0.0, -0.181257], [0.004776, 0.0, -0.006872], [0.013128, 0.0, 0.026314], [-0.019636, 0.0, -0.008714], [0.002089, -0.005334, 0.006867], [0.011446, 0.048377, 0.010283], [-0.013408, -0.026042, 0.007501], [0.006512, 0.015373, 0.007738], [0.011028, -0.018833, 0.001483], [-0.016576, 0.014533, 0.010973], [0.001103, 0.094809, -0.109185], [-0.011604, -0.194787, 0.237214], [-0.007859, 0.001297, -0.016398], [0.014929, -0.012061, 0.00229], [0.004712, 0.007179, -0.008797], [0.010648, 0.049516, 0.004462], [0.002089, 0.005334, 0.006867], [0.011446, -0.048377, 0.010283], [-0.013408, 0.026042, 0.007501], [0.006512, -0.015373, 0.007738], [0.011028, 0.018833, 0.001483], [-0.016576, -0.014533, 0.010973], [-0.009937, 0.0, 0.002377], [-0.021607, 0.0, -0.027643], [-0.000286, 0.0, -0.018686], [0.005817, 0.0, 0.014458], [0.013304, 0.0, -0.019997], [0.021929, 0.0, -0.051211]], "fermi_level": 3.7344}, "metadata": {"date.created": 1417556270.828475, "uuid": "773930da-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:50 2014", "user.username": null, "atoms.resort": [0, 27, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 23, 51, 24, 52, 25, 53, 26], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_1": 1, "_54atom": 1, "fcc": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038293197736555, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "1cl", "1"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "584f851423271f5cfe01200816f4c140", "user": "jboes"},
"75":
{"ctime": 14.923534001638245, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -530.588697, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.005455681987461401, -0.0022322373017224007, -0.0022322373017224007, -7.739467890236594e-07, 5.051251099651997e-05, -5.0531235515609254e-05], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -530.588697, "forces": [[0.007464, 0.016298, -0.016298], [-0.031634, 0.20833, 0.271497], [-0.044483, 0.00712, -0.00712], [0.015074, 0.004166, -0.005549], [0.044091, 0.001683, -0.001683], [0.011515, 0.004802, 0.059582], [-0.142317, 0.107798, 0.292738], [-0.000303, 0.002351, -0.002351], [0.141684, 0.008449, 0.200574], [0.067143, 0.007997, -0.007997], [0.004851, 0.00847, 0.0027], [-0.075369, 0.010206, -0.010206], [-0.142317, -0.292738, -0.107798], [-0.031634, -0.271497, -0.20833], [0.141684, -0.200574, -0.008449], [0.015074, 0.005549, -0.004166], [0.004851, -0.0027, -0.00847], [0.011515, -0.059582, -0.004802], [0.001296, -0.112273, 0.112273], [0.011775, 0.027506, -0.011094], [-0.005639, -0.016639, 0.016639], [0.006368, 0.000115, -0.006783], [0.004897, -0.010187, 0.010187], [-0.017735, -0.00299, -0.010412], [-0.148647, 0.191794, -0.003047], [0.013401, 0.215441, -0.215441], [0.135275, 0.193074, 0.022682], [0.014652, 0.003506, -0.003506], [0.01234, -0.006348, 0.020155], [-0.030185, 0.003838, -0.003838], [-0.148647, 0.003047, -0.191794], [0.011775, 0.011094, -0.027506], [0.135275, -0.022682, -0.193074], [0.006368, 0.006783, -0.000115], [0.01234, -0.020155, 0.006348], [-0.017735, 0.010412, 0.00299], [-0.011379, 0.103237, -0.103237], [-0.022667, 0.054823, 0.037562], [0.007061, 0.009438, -0.009438], [0.006203, -0.008974, 0.007774], [0.003789, 0.008444, -0.008444], [0.021776, 0.055221, 0.005125], [0.000574, -0.01047, -0.008282], [0.01014, -0.226406, 0.226406], [-0.013967, 0.01348, -0.008301], [0.014715, -0.012324, 0.012324], [0.011871, 0.018287, -0.001825], [-0.025972, -0.014166, 0.014166], [0.000574, 0.008282, 0.01047], [-0.022667, -0.037562, -0.054823], [-0.013967, 0.008301, -0.01348], [0.006203, -0.007774, 0.008974], [0.011871, 0.001825, -0.018287], [0.021776, -0.005125, -0.055221]], "fermi_level": 3.7331}, "metadata": {"date.created": 1417556270.969277, "uuid": "774eabe0-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:50 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 4, 5, 31, 6, 32, 7, 33, 8, 34, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_2": 1, "_54atom": 1, "fcc": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038293211181998, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "1cl", "2"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "2a6a79a1d4e6245c8b950132630a6591", "user": "jboes"},
"76":
{"ctime": 14.923534018836603, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -530.592126, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.005688802250122963, -0.002040685471439045, -0.0019908782506615546, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -530.592126, "forces": [[0.0, 0.0, -0.013592], [-0.092411, 0.0, 0.057129], [-0.192236, 0.0, 0.189384], [0.0, 0.0, -0.001656], [0.192236, 0.0, 0.189384], [0.092411, 0.0, 0.057129], [0.0, 0.109591, 0.103251], [-0.004494, 0.006681, -0.014016], [-0.152435, -0.183367, 0.008688], [0.0, -0.207198, -0.223697], [0.152435, -0.183367, 0.008688], [0.004494, 0.006681, -0.014016], [0.0, -0.103041, -0.104154], [-0.039064, -0.051443, 0.004367], [-0.003892, -0.001849, -0.015544], [0.0, 0.221543, 0.214413], [0.003892, -0.001849, -0.015544], [0.039064, -0.051443, 0.004367], [0.0, -0.109591, 0.103251], [-0.004494, -0.006681, -0.014016], [-0.152435, 0.183367, 0.008688], [0.0, 0.207198, -0.223697], [0.152435, 0.183367, 0.008688], [0.004494, -0.006681, -0.014016], [0.0, 0.0, 0.004293], [0.006286, 0.0, -0.008023], [-0.160235, 0.0, -0.170949], [0.0, 0.0, -0.035646], [0.160235, 0.0, -0.170949], [-0.006286, 0.0, -0.008023], [0.0, 0.002914, 0.000318], [0.004703, 0.018629, 0.009695], [-0.010773, -0.026578, 0.007164], [0.0, 0.045477, 0.007963], [0.010773, -0.026578, 0.007164], [-0.004703, 0.018629, 0.009695], [0.0, 0.103041, -0.104154], [-0.039064, 0.051443, 0.004367], [-0.003892, 0.001849, -0.015544], [0.0, -0.221543, 0.214413], [0.003892, 0.001849, -0.015544], [0.039064, 0.051443, 0.004367], [0.0, -0.002914, 0.000318], [0.004703, -0.018629, 0.009695], [-0.010773, 0.026578, 0.007164], [0.0, -0.045477, 0.007963], [0.010773, 0.026578, 0.007164], [-0.004703, -0.018629, 0.009695], [0.0, 0.0, 0.003441], [-0.030204, 0.0, -0.048487], [-0.023486, 0.0, -0.018494], [0.0, 0.0, 0.044437], [0.023486, 0.0, -0.018494], [0.030204, 0.0, -0.048487]], "fermi_level": 3.733}, "metadata": {"date.created": 1417556271.167819, "uuid": "776cf83e-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:51 2014", "user.username": null, "atoms.resort": [0, 28, 1, 2, 3, 29, 4, 30, 5, 31, 6, 32, 7, 33, 8, 34, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_3": 1, "_54atom": 1, "fcc": 1, "_1cl": 1, "dis": 1}, "mtime": 15.03829322140115, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "1cl", "3"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "4f0ccb8979a86b91311984690c7ca2d8", "user": "jboes"},
"77":
{"ctime": 14.92353403373305, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -530.604136, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.0056853943876487125, -0.0021601416617223015, -0.0021601416617223015, 2.354920350795377e-05, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -530.604136, "forces": [[0.0, 0.006289, -0.006289], [-0.039683, 0.003219, 0.058902], [-0.043664, 0.006989, -0.006989], [0.0, 0.214983, 0.207223], [0.043664, 0.006989, -0.006989], [0.039683, 0.003219, 0.058902], [0.0, 0.103747, 0.098333], [-0.056839, 0.010511, -0.010511], [-0.153522, 0.008864, 0.201659], [0.0, -0.001303, 0.001303], [0.153522, 0.008864, 0.201659], [0.056839, 0.010511, -0.010511], [0.0, -0.098333, -0.103747], [-0.039683, -0.058902, -0.003219], [-0.153522, -0.201659, -0.008864], [0.0, -0.207223, -0.214983], [0.153522, -0.201659, -0.008864], [0.039683, -0.058902, -0.003219], [0.0, -0.105074, 0.105074], [0.003838, -0.003066, -0.009933], [-0.003916, -0.016599, 0.016599], [0.0, 0.026418, -0.008856], [0.003916, -0.016599, 0.016599], [-0.003838, -0.003066, -0.009933], [0.0, -0.006051, -0.003345], [-0.002169, 0.003332, -0.003332], [-0.160552, 0.194432, 0.018723], [0.0, 0.215223, -0.215223], [0.160552, 0.194432, 0.018723], [0.002169, 0.003332, -0.003332], [0.0, 0.003345, 0.006051], [0.003838, 0.009933, 0.003066], [-0.160552, -0.018723, -0.194432], [0.0, 0.008856, -0.026418], [0.160552, -0.018723, -0.194432], [-0.003838, 0.009933, 0.003066], [0.0, 0.103079, -0.103079], [-0.031403, 0.054392, 0.007146], [-0.01727, 0.009, -0.009], [0.0, -0.008162, 0.035234], [0.01727, 0.009, -0.009], [0.031403, 0.054392, 0.007146], [0.0, -0.003625, -0.001212], [-0.004618, -0.013456, 0.013456], [-0.0121, 0.013225, -0.006537], [0.0, -0.219914, 0.219914], [0.0121, 0.013225, -0.006537], [0.004618, -0.013456, 0.013456], [0.0, 0.001212, 0.003625], [-0.031403, -0.007146, -0.054392], [-0.0121, 0.006537, -0.013225], [0.0, -0.035234, 0.008162], [0.0121, 0.006537, -0.013225], [0.031403, -0.007146, -0.054392]], "fermi_level": 3.7323}, "metadata": {"date.created": 1417556271.353785, "uuid": "77895880-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:51 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 5, 6, 32, 7, 33, 8, 34, 9, 35, 10, 36, 11, 37, 12, 38, 13, 39, 14, 40, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_4": 1, "_54atom": 1, "fcc": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038293234867353, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "1cl", "4"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "bce5919cd185c3a4a476f426b1df3123", "user": "jboes"},
"78":
{"ctime": 14.923534049526392, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]], "energy": -530.603459, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 4, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.6646575316643484, 4.999999999999929e-17, 2.0324509018050123], [-3.329315063328768, 1.0000000000000071e-16, 0.0], [-4.993972594993116, 1.5e-16, 2.0324509018050123], [-6.658630126657465, 1.9999999999999928e-16, 0.0], [-8.323287658321885, 2.500000000000007e-16, 2.0324509018050123], [0.0, 2.032450901805056, 2.032450901805056], [-1.6646575316643484, 2.0324509018050554, 4.064901803610068], [-3.329315063328768, 2.032450901805056, 2.032450901805056], [-4.993972594993116, 2.0324509018050554, 4.064901803610068], [-6.658630126657465, 2.032450901805056, 2.032450901805056], [-8.323287658321885, 2.032450901805056, 4.064901803610068], [0.0, 4.064901803610068, 4.064901803610068], [-1.6646575316643484, 4.064901803610112, 6.0973527054151235], [-3.329315063328768, 4.064901803610068, 4.064901803610068], [-4.993972594993116, 4.064901803610112, 6.0973527054151235], [-6.658630126657465, 4.064901803610068, 4.064901803610068], [-8.323287658321885, 4.064901803610112, 6.0973527054151235], [0.0, -2.032450901805056, 2.032450901805056], [-1.6646575316643484, -2.0324509018050554, 4.064901803610068], [-3.329315063328768, -2.032450901805056, 2.032450901805056], [-4.993972594993116, -2.0324509018050554, 4.064901803610068], [-6.658630126657465, -2.032450901805056, 2.032450901805056], [-8.323287658321885, -2.032450901805055, 4.064901803610068], [0.0, 0.0, 4.064901803610112], [-1.6646575316643484, 4.999999999999929e-17, 6.0973527054151235], [-3.329315063328768, 1.0000000000000071e-16, 4.064901803610112], [-4.993972594993116, 1.5e-16, 6.0973527054151235], [-6.658630126657465, 1.9999999999999928e-16, 4.064901803610112], [-8.323287658321885, 2.500000000000007e-16, 6.0973527054151235], [0.0, 2.0324509018050123, 6.097352705415124], [-1.6646575316643484, 2.032450901805056, 8.129803607220179], [-3.329315063328768, 2.0324509018050123, 6.097352705415124], [-4.993972594993116, 2.032450901805056, 8.129803607220179], [-6.658630126657465, 2.0324509018050123, 6.097352705415124], [-8.323287658321885, 2.0324509018050563, 8.129803607220179], [0.0, -4.064901803610068, 4.064901803610068], [-1.6646575316643484, -4.064901803610112, 6.0973527054151235], [-3.329315063328768, -4.064901803610068, 4.064901803610068], [-4.993972594993116, -4.064901803610112, 6.0973527054151235], [-6.658630126657465, -4.064901803610068, 4.064901803610068], [-8.323287658321885, -4.064901803610112, 6.0973527054151235], [0.0, -2.0324509018050123, 6.097352705415124], [-1.6646575316643484, -2.032450901805056, 8.129803607220179], [-3.329315063328768, -2.0324509018050123, 6.097352705415124], [-4.993972594993116, -2.032450901805056, 8.129803607220179], [-6.658630126657465, -2.0324509018050123, 6.097352705415124], [-8.323287658321885, -2.0324509018050554, 8.129803607220179], [0.0, 0.0, 8.129803607220136], [-1.6646575316643484, 4.999999999999929e-17, 10.162254509025235], [-3.329315063328768, 1.0000000000000071e-16, 8.129803607220136], [-4.993972594993116, 1.5e-16, 10.162254509025235], [-6.658630126657465, 1.9999999999999928e-16, 8.129803607220136], [-8.323287658321885, 2.500000000000007e-16, 10.162254509025235]]}, "data": {"stress": [0.005715153889987945, -0.002310331029337433, -0.002310331029337433, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 742.6578598227259, "total_energy": -530.603459, "forces": [[0.0, 0.0, 0.0], [-0.031382, 0.0, 0.064977], [-0.058852, 0.0, 0.0], [0.0, 0.0, 0.028789], [0.058852, 0.0, 0.0], [0.031382, 0.0, 0.064977], [0.0, 0.105354, 0.105354], [-0.004767, 0.00724, -0.00724], [-0.004271, 0.002406, 0.002406], [0.0, -0.205208, 0.205208], [0.004271, 0.002406, 0.002406], [0.004767, 0.00724, -0.00724], [0.0, -0.105354, -0.105354], [-0.031382, -0.064977, 0.0], [-0.004271, -0.002406, -0.002406], [0.0, -0.028789, 0.0], [0.004271, -0.002406, -0.002406], [0.031382, -0.064977, 0.0], [0.0, -0.105354, 0.105354], [-0.004767, -0.00724, -0.00724], [-0.004271, -0.002406, 0.002406], [0.0, 0.205208, 0.205208], [0.004271, -0.002406, 0.002406], [0.004767, -0.00724, -0.00724], [0.0, 0.0, -0.009967], [-0.055012, 0.0, 0.0], [-0.160228, 0.0, 0.210998], [0.0, 0.0, 0.0], [0.160228, 0.0, 0.210998], [0.055012, 0.0, 0.0], [0.0, 0.009967, 0.0], [-0.004767, 0.00724, 0.00724], [-0.160228, -0.210998, 0.0], [0.0, -0.205208, -0.205208], [0.160228, -0.210998, 0.0], [0.004767, 0.00724, 0.00724], [0.0, 0.105354, -0.105354], [-0.031382, 0.064977, 0.0], [-0.004271, 0.002406, -0.002406], [0.0, 0.028789, 0.0], [0.004271, 0.002406, -0.002406], [0.031382, 0.064977, 0.0], [0.0, -0.009967, 0.0], [-0.004767, -0.00724, 0.00724], [-0.160228, 0.210998, 0.0], [0.0, 0.205208, -0.205208], [0.160228, 0.210998, 0.0], [0.004767, -0.00724, 0.00724], [0.0, 0.0, 0.009967], [-0.031382, 0.0, -0.064977], [-0.160228, 0.0, -0.210998], [0.0, 0.0, -0.028789], [0.160228, 0.0, -0.210998], [0.031382, 0.0, -0.064977]], "fermi_level": 3.7339}, "metadata": {"date.created": 1417556271.535653, "uuid": "77a518f4-7a6b-11e4-b71d-003048f5e49e", "date.created.ascii": "Tue Dec  2 16:37:51 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 14, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[0.0, -6.0973527054151235, 6.0973527054151235], [0.0, 6.0973527054151235, 6.0973527054151235], [-9.987945189986233, 3e-16, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "_5": 1, "_54atom": 1, "fcc": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038293245763933, "keywords": ["fcc", "GS", "54atom", "0.50lat", "dis", "1cl", "5"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "13d7a38a2a4510a4452870361479834a", "user": "jboes"},
"79":
{"ctime": 14.923534077502278, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[5.202737403606937, 8.969065997045432, 0.04411101492243171], [13.05998057879745, 12.01369737248561, 8.533722830012701], [10.44134109738543, 3.042520911097547, 8.482982349956911], [13.036210563888696, 8.99400909548891, 0.07431580020826553], [16.9449816107948, 5.2825047037316715, 8.52371402558454], [9.157361425751178, 5.274491105074599, 8.48663255682551], [11.741166925777456, 5.281646532157515, 8.515410728181736], [9.089517648185328, 2.2455278883908023, 0.05866159670591488], [7.849957979748513, 7.569399349884514, 8.50278449952803], [10.431682787432715, 7.561932312959688, 8.496487151941949], [7.783032069867665, 4.520434152648461, 0.058607135706030745], [10.407995722106197, 4.549256962303081, 0.0758993517619315], [3.9234588694667907, 6.75937400382088, 0.024843860570684252], [6.50414303006409, 6.763134430573729, 0.02779238431148177], [9.075511827125398, 6.766232063420698, 0.03080215832266589], [11.773274489634254, 6.773745952458305, 0.04118209753606224], [16.924565951564592, 9.738146235355131, 2.190505625428603], [9.102252643451566, 9.765227086940923, 2.1651220895237535], [11.78135252187657, 9.770083783881592, 2.1704778658026833], [14.348991926544825, 9.773536719354256, 2.161329591401774], [13.002949855526627, 3.0334323887336914, 2.213251065779629], [5.279743322402396, 3.018450294942206, 2.1359680247965263], [7.871134120142191, 3.00895663486441, 2.1464576878378248], [10.378940638739985, 3.0253391215140693, 2.164209214165575], [14.343099859024258, 5.313126929503451, 2.1457378612717384], [6.540349854507972, 5.305574558307898, 2.141514450902976], [9.101848245618829, 5.251230306578914, 2.162620023778226], [11.719753063893613, 5.279510899955522, 2.1555862406855506], [5.218156522299935, 7.5209780121921295, 2.139882337174085], [7.789954044784851, 7.518703894539645, 2.1513994209445184], [10.425156213792597, 7.52758269767091, 2.1604622552838113], [13.07075406928668, 7.525849118140603, 2.1600055338918818], [18.236218449877672, 10.504262512823388, 4.3438397026173], [10.438620803107831, 10.506842038275982, 4.312990273510674], [13.047778249996565, 10.527672663987124, 4.2841026225852685], [10.420984859058487, 1.5370351757301044, 4.2231903681019975], [3.915564585771948, 3.758896550400314, 4.2539518876091185], [6.594780580014864, 3.761146137651086, 4.243959305913082], [9.124103268107339, 3.7712093727970535, 4.264282211364262], [11.660691367563352, 3.7726808818055146, 4.279075578097749], [5.236478297494892, 6.0322052700033515, 4.208899162166911], [7.8381982027956845, 6.028377320849964, 4.264087735151856], [10.418021687482309, 6.012732138281537, 4.307150210712785], [13.011114234550503, 6.0292299783199805, 4.226791599387317], [6.538807842429758, 8.261876853938697, 4.242738283343408], [9.117040874467328, 8.281589440854361, 4.310602171971438], [11.753042538937674, 8.285795046938794, 4.311833911671454], [14.336005425564863, 8.294538742003429, 4.237144193685233], [9.131553554306237, 11.224265337368088, 6.415372904227045], [11.76356136813669, 11.2386956552306, 6.409272438794058], [9.110365950669639, 2.301652169027492, 6.376270794400989], [16.941578726209737, 11.287021547824985, 6.421373986043036], [5.260272032790638, 4.451480369606626, 6.318960549166256], [7.87421569312729, 4.516613772196822, 6.362270424583032], [10.37884015379966, 4.5293908519695645, 6.391141962077722], [12.960291210927876, 4.478144888887327, 6.3924557677609934], [6.5720648273097755, 6.791526801503114, 6.354384654520627], [9.126793021963389, 6.781224605617409, 6.397589314352887], [11.680489205395142, 6.7997247417458215, 6.403580693454701], [14.305518764852835, 6.809113838588681, 6.401132782586951], [7.873526053793799, 9.023294090035597, 6.40549397511103], [10.432762146239261, 9.028565066384719, 6.405976503900601], [12.998789196007696, 9.062114933415877, 6.411009353685755], [15.676183020484462, 9.093139768186383, 6.403003794640291]], "energy": -536.818758, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 420, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.420351189186936, 0.0039640180466504, 0.0178840688993072], [5.213600528030689, 9.017470626596051, 0.0274978794579327], [5.225877711379643, 3.0246254958341923, 8.502914464836078]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[5.202737403606937, 8.969065997045432, 0.04411101492243171], [13.05998057879745, 12.01369737248561, 8.533722830012701], [10.44134109738543, 3.042520911097547, 8.482982349956911], [13.036210563888696, 8.99400909548891, 0.07431580020826553], [16.9449816107948, 5.2825047037316715, 8.52371402558454], [9.157361425751178, 5.274491105074599, 8.48663255682551], [11.741166925777456, 5.281646532157515, 8.515410728181736], [9.089517648185328, 2.2455278883908023, 0.05866159670591488], [7.849957979748513, 7.569399349884514, 8.50278449952803], [10.431682787432715, 7.561932312959688, 8.496487151941949], [7.783032069867665, 4.520434152648461, 0.058607135706030745], [10.407995722106197, 4.549256962303081, 0.0758993517619315], [3.9234588694667907, 6.75937400382088, 0.024843860570684252], [6.50414303006409, 6.763134430573729, 0.02779238431148177], [9.075511827125398, 6.766232063420698, 0.03080215832266589], [11.773274489634254, 6.773745952458305, 0.04118209753606224], [16.924565951564592, 9.738146235355131, 2.190505625428603], [9.102252643451566, 9.765227086940923, 2.1651220895237535], [11.78135252187657, 9.770083783881592, 2.1704778658026833], [14.348991926544825, 9.773536719354256, 2.161329591401774], [13.002949855526627, 3.0334323887336914, 2.213251065779629], [5.279743322402396, 3.018450294942206, 2.1359680247965263], [7.871134120142191, 3.00895663486441, 2.1464576878378248], [10.378940638739985, 3.0253391215140693, 2.164209214165575], [14.343099859024258, 5.313126929503451, 2.1457378612717384], [6.540349854507972, 5.305574558307898, 2.141514450902976], [9.101848245618829, 5.251230306578914, 2.162620023778226], [11.719753063893613, 5.279510899955522, 2.1555862406855506], [5.218156522299935, 7.5209780121921295, 2.139882337174085], [7.789954044784851, 7.518703894539645, 2.1513994209445184], [10.425156213792597, 7.52758269767091, 2.1604622552838113], [13.07075406928668, 7.525849118140603, 2.1600055338918818], [18.236218449877672, 10.504262512823388, 4.3438397026173], [10.438620803107831, 10.506842038275982, 4.312990273510674], [13.047778249996565, 10.527672663987124, 4.2841026225852685], [10.420984859058487, 1.5370351757301044, 4.2231903681019975], [3.915564585771948, 3.758896550400314, 4.2539518876091185], [6.594780580014864, 3.761146137651086, 4.243959305913082], [9.124103268107339, 3.7712093727970535, 4.264282211364262], [11.660691367563352, 3.7726808818055146, 4.279075578097749], [5.236478297494892, 6.0322052700033515, 4.208899162166911], [7.8381982027956845, 6.028377320849964, 4.264087735151856], [10.418021687482309, 6.012732138281537, 4.307150210712785], [13.011114234550503, 6.0292299783199805, 4.226791599387317], [6.538807842429758, 8.261876853938697, 4.242738283343408], [9.117040874467328, 8.281589440854361, 4.310602171971438], [11.753042538937674, 8.285795046938794, 4.311833911671454], [14.336005425564863, 8.294538742003429, 4.237144193685233], [9.131553554306237, 11.224265337368088, 6.415372904227045], [11.76356136813669, 11.2386956552306, 6.409272438794058], [9.110365950669639, 2.301652169027492, 6.376270794400989], [16.941578726209737, 11.287021547824985, 6.421373986043036], [5.260272032790638, 4.451480369606626, 6.318960549166256], [7.87421569312729, 4.516613772196822, 6.362270424583032], [10.37884015379966, 4.5293908519695645, 6.391141962077722], [12.960291210927876, 4.478144888887327, 6.3924557677609934], [6.5720648273097755, 6.791526801503114, 6.354384654520627], [9.126793021963389, 6.781224605617409, 6.397589314352887], [11.680489205395142, 6.7997247417458215, 6.403580693454701], [14.305518764852835, 6.809113838588681, 6.401132782586951], [7.873526053793799, 9.023294090035597, 6.40549397511103], [10.432762146239261, 9.028565066384719, 6.405976503900601], [12.998789196007696, 9.062114933415877, 6.411009353685755], [15.676183020484462, 9.093139768186383, 6.403003794640291]]}, "data": {"stress": [-0.0032449092261216807, -0.00287560553612377, -0.003254783289188095, -0.0002890191936494321, -8.052791509663915e-05, 0.00013783118501620544], "doc": "Data from the output of the calculation", "volume": 797.3755674020232, "total_energy": -536.818758, "forces": [[0.088893, 0.237232, -0.154787], [0.179723, -0.009032, -0.004705], [-0.008244, 0.002869, 0.006328], [-0.179489, -0.007521, 0.009791], [0.030119, 0.037595, 0.037869], [0.010771, 0.00207, 0.01142], [-0.002381, -0.002677, 0.007234], [-0.099922, 0.148565, -0.00816], [-0.005661, 0.011631, 0.007933], [0.000356, -0.003895, 0.005785], [0.007503, -0.000734, -0.00246], [-0.009454, 0.012376, -0.004687], [-0.095905, -0.168609, 0.007336], [0.108867, -0.171167, 0.000254], [-0.001297, 0.009258, -0.000706], [-0.008082, -0.001573, 0.001451], [0.097801, 0.051461, 0.151478], [0.009737, 0.002822, 0.00777], [0.002925, 0.000833, 0.000819], [-0.089702, 0.052413, 0.147221], [0.006469, 0.001754, -0.012407], [-0.00086, -0.004547, -0.002586], [-0.010447, -0.000494, -0.004239], [-0.004784, 0.0048, 0.009693], [0.001139, -0.000982, 0.007595], [0.003251, -0.003477, -0.002857], [-0.005171, 0.010914, -0.007368], [-0.002664, 0.00193, -0.000379], [0.003499, -0.10794, 0.151087], [0.010186, 0.002209, 0.001013], [-0.004134, 0.012655, 0.005149], [-0.001587, 0.003082, 0.001177], [0.00203, -0.002, -0.001692], [0.005196, -0.001064, 0.001884], [0.002014, -0.000715, -0.001993], [0.003322, -0.005304, 0.000498], [-0.001122, -0.007918, -0.00819], [0.009061, -0.00889, -0.020202], [-0.002825, -0.0006, -0.000804], [-0.004874, 0.002001, -0.005493], [-0.004248, 0.004188, -0.013082], [-0.009382, 0.00122, 0.00271], [-0.000635, 0.006706, 0.00316], [0.006807, -0.002189, 0.000819], [-0.003177, 0.006314, -0.000303], [0.001085, 0.006846, 0.001263], [0.004284, 0.002276, -0.000262], [0.003714, -0.001058, -0.003528], [-0.096159, -0.080243, -0.150688], [0.099015, -0.061265, -0.137264], [0.003328, -0.007603, 0.002712], [-0.014821, -0.016495, 0.001655], [-0.018964, 0.0174, -0.048032], [4.6e-05, -0.005321, -0.001479], [-0.000477, -0.00123, 0.005663], [-0.001494, 0.009722, 0.005534], [0.001433, 0.020292, -0.012131], [-0.004689, 0.003179, 0.008175], [-0.004492, 0.001549, 0.002771], [-0.001909, 0.00547, -0.006378], [-0.001577, 0.002513, 0.002314], [-0.001032, -0.009453, 0.001391], [0.002179, 0.004272, 0.00135], [-0.003091, -0.006424, -0.003438]], "fermi_level": 3.8}, "metadata": {"date.created": 1412295508.46651, "uuid": "cc814c8e-4a92-11e4-803f-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:18:28 2014", "user.username": null, "atoms.resort": [0, 9, 10, 11, 1, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 2, 3, 27, 28, 29, 30, 31, 32, 33, 34, 4, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 5, 56, 57, 6, 58, 59, 60, 7, 61, 62, 63, 8], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.420351189186936, 0.0039640180466504, 0.0178840688993072], [5.213600528030689, 9.017470626596051, 0.0274978794579327], [5.225877711379643, 3.0246254958341923, 8.502914464836078]], "numbers": [29, 29, 29, 29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46], "key_value_pairs": {"RN": 1, "_0_88Cu": 1, "_64atom": 1, "fcc": 1, "_1cl": 1}, "mtime": 15.038293256704153, "keywords": ["fcc", "RN", "64atom", "1cl", "0.88Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.875, "unique_id": "b7df8ab00925166306ed3df3632856ec", "user": "jboes"},
"80":
{"ctime": 14.923534105908212, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[7.729080400027427, 3.2212491153515215, 8.470457691395788], [3.9545863222350084, 2.3366051977167572, -0.04858187790245903], [5.259786270046, 4.689896382277184, 0.00021786336717150023], [11.751852004728704, 10.166651734197798, 8.477528121678638], [6.498657828389871, 0.900739050258484, 1.9596818172635022], [13.090781171566416, 3.232792688934214, 1.9358730540149962], [10.361140982341556, 3.1785222429908333, 1.9344145520503693], [3.9884865394390103, 3.834185414038094, 4.3451853140413], [11.728427668085164, 3.94919130814145, 4.142607623836581], [5.339240738411586, 6.197150060490125, 4.284070582061951], [13.114471376394578, 6.316172393003508, 4.078731317790152], [6.651721268224991, 8.559745608945777, 4.234779915970713], [11.810711845137583, 8.645862974062862, 4.155813232246581], [10.38382989024225, 4.716679826707256, 6.294372732942851], [11.810951951139394, 7.0969305487413, 6.347422689432988], [15.720405787183697, 9.433971716026736, 6.2986194178378305], [10.421489544073157, 0.15213668441977993, -0.16190672409933599], [15.7198228356817, 12.409743293765906, 8.39214050233577], [12.986364804817967, 3.274147981585209, 8.376447763801279], [16.89154805331262, 5.6420538090157635, 8.320306365355473], [11.745764070611333, 5.569174950097411, 8.422784709918535], [14.279748500365653, 5.570710746497095, 8.351807591276273], [18.237018126734668, 7.984676479381821, 8.33980698899562], [7.983753788994916, 4.68804877989484, -0.05751728658733577], [10.538146121642754, 4.719991603027258, -0.14056968291826025], [14.444795950924513, 7.101751072437119, -0.17284814644830226], [9.27831755922469, 6.977052727693592, -0.06875741415812775], [11.889657567240533, 7.040446748210741, -0.11303090775659855], [17.0851038157252, 10.154072267835293, 1.91765763577032], [9.22124292483509, 10.023914776743386, 2.1226859029255243], [14.48256789586482, 10.101452305163871, 1.9647022793466702], [5.255998329877469, 3.179421504185825, 2.129176784650321], [7.798216302202159, 3.19692450625953, 2.0224072206846295], [14.424314413463826, 5.588215185544622, 1.934099766829275], [6.628526920052715, 5.457483132974061, 2.1159214645752273], [9.186109284710403, 5.517142592103873, 2.0420565724621955], [11.771818892317937, 5.546371443186327, 1.9441309178596473], [15.75633378151871, 7.870344004853172, 1.9272865258629734], [7.950841892568191, 7.74403772346331, 2.09528953539606], [10.519566406200754, 7.779097966174824, 2.0091183949816394], [13.16348726682893, 7.842003225264602, 1.9424881733712331], [7.957821977569489, 10.806124461569574, 4.2940821810418495], [10.543958545247579, 10.854538295760982, 4.209840999998642], [7.829882213498937, 1.6699151997669626, 4.160530964930712], [15.740016208563555, 10.923445178275717, 4.108777932641884], [6.589757714899415, 3.8949768573919497, 4.211518035593823], [9.085203619510185, 3.95357362353767, 4.139901073349458], [7.941422302700898, 6.2310160846542075, 4.218272138389925], [10.452509021974368, 6.2955525774920815, 4.134304735116119], [9.223854051030875, 8.547903217905285, 4.220559990034526], [14.456550785975619, 8.645793395399942, 4.096713638041529], [19.682093227093098, 11.728691787069652, 6.274639750562105], [6.437298995680046, 2.4293886950918346, 6.296812998929456], [9.039010215205897, 2.4461709348367884, 6.270159833760547], [17.09313388253163, 11.686837703898565, 6.2786221032678], [5.206823584516881, 4.6877437894573175, 6.473668225752062], [7.749274087322986, 4.745154131704661, 6.300642622467242], [13.080773166625907, 4.756867213324951, 6.300306659573595], [6.5715642228488695, 7.008855220956124, 6.442518747080036], [9.118062882429712, 7.077430718413153, 6.322804329771046], [14.436550032156498, 7.0968730285428325, 6.2956864055065385], [7.90607758858201, 9.332436970502638, 6.435295788325263], [10.446054833874967, 9.391924087443073, 6.3266538942285635], [13.110623542264133, 9.427644977227565, 6.3101140704508225]], "energy": -550.422079, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 416, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.480788485793777, 0.124370332802212, -0.177690072102358], [5.348105135988219, 9.245037614412658, -0.0187609212683063], [5.131234821146273, 3.1892236769936138, 8.53663090257827]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[7.729080400027427, 3.2212491153515215, 8.470457691395788], [3.9545863222350084, 2.3366051977167572, -0.04858187790245903], [5.259786270046, 4.689896382277184, 0.00021786336717150023], [11.751852004728704, 10.166651734197798, 8.477528121678638], [6.498657828389871, 0.900739050258484, 1.9596818172635022], [13.090781171566416, 3.232792688934214, 1.9358730540149962], [10.361140982341556, 3.1785222429908333, 1.9344145520503693], [3.9884865394390103, 3.834185414038094, 4.3451853140413], [11.728427668085164, 3.94919130814145, 4.142607623836581], [5.339240738411586, 6.197150060490125, 4.284070582061951], [13.114471376394578, 6.316172393003508, 4.078731317790152], [6.651721268224991, 8.559745608945777, 4.234779915970713], [11.810711845137583, 8.645862974062862, 4.155813232246581], [10.38382989024225, 4.716679826707256, 6.294372732942851], [11.810951951139394, 7.0969305487413, 6.347422689432988], [15.720405787183697, 9.433971716026736, 6.2986194178378305], [10.421489544073157, 0.15213668441977993, -0.16190672409933599], [15.7198228356817, 12.409743293765906, 8.39214050233577], [12.986364804817967, 3.274147981585209, 8.376447763801279], [16.89154805331262, 5.6420538090157635, 8.320306365355473], [11.745764070611333, 5.569174950097411, 8.422784709918535], [14.279748500365653, 5.570710746497095, 8.351807591276273], [18.237018126734668, 7.984676479381821, 8.33980698899562], [7.983753788994916, 4.68804877989484, -0.05751728658733577], [10.538146121642754, 4.719991603027258, -0.14056968291826025], [14.444795950924513, 7.101751072437119, -0.17284814644830226], [9.27831755922469, 6.977052727693592, -0.06875741415812775], [11.889657567240533, 7.040446748210741, -0.11303090775659855], [17.0851038157252, 10.154072267835293, 1.91765763577032], [9.22124292483509, 10.023914776743386, 2.1226859029255243], [14.48256789586482, 10.101452305163871, 1.9647022793466702], [5.255998329877469, 3.179421504185825, 2.129176784650321], [7.798216302202159, 3.19692450625953, 2.0224072206846295], [14.424314413463826, 5.588215185544622, 1.934099766829275], [6.628526920052715, 5.457483132974061, 2.1159214645752273], [9.186109284710403, 5.517142592103873, 2.0420565724621955], [11.771818892317937, 5.546371443186327, 1.9441309178596473], [15.75633378151871, 7.870344004853172, 1.9272865258629734], [7.950841892568191, 7.74403772346331, 2.09528953539606], [10.519566406200754, 7.779097966174824, 2.0091183949816394], [13.16348726682893, 7.842003225264602, 1.9424881733712331], [7.957821977569489, 10.806124461569574, 4.2940821810418495], [10.543958545247579, 10.854538295760982, 4.209840999998642], [7.829882213498937, 1.6699151997669626, 4.160530964930712], [15.740016208563555, 10.923445178275717, 4.108777932641884], [6.589757714899415, 3.8949768573919497, 4.211518035593823], [9.085203619510185, 3.95357362353767, 4.139901073349458], [7.941422302700898, 6.2310160846542075, 4.218272138389925], [10.452509021974368, 6.2955525774920815, 4.134304735116119], [9.223854051030875, 8.547903217905285, 4.220559990034526], [14.456550785975619, 8.645793395399942, 4.096713638041529], [19.682093227093098, 11.728691787069652, 6.274639750562105], [6.437298995680046, 2.4293886950918346, 6.296812998929456], [9.039010215205897, 2.4461709348367884, 6.270159833760547], [17.09313388253163, 11.686837703898565, 6.2786221032678], [5.206823584516881, 4.6877437894573175, 6.473668225752062], [7.749274087322986, 4.745154131704661, 6.300642622467242], [13.080773166625907, 4.756867213324951, 6.300306659573595], [6.5715642228488695, 7.008855220956124, 6.442518747080036], [9.118062882429712, 7.077430718413153, 6.322804329771046], [14.436550032156498, 7.0968730285428325, 6.2956864055065385], [7.90607758858201, 9.332436970502638, 6.435295788325263], [10.446054833874967, 9.391924087443073, 6.3266538942285635], [13.110623542264133, 9.427644977227565, 6.3101140704508225]]}, "data": {"stress": [-0.0024480249012136506, -0.0030382467089332746, -0.0031300967165725654, -4.264197147265841e-05, 5.454452410707871e-05, -0.0006213232339269211], "doc": "Data from the output of the calculation", "volume": 827.4949005279484, "total_energy": -550.422079, "forces": [[0.043497, 0.050145, -0.003065], [0.004778, 0.001848, -0.009729], [0.002322, -0.012266, 0.007755], [-0.018428, -0.067593, -0.00787], [-0.002475, -0.000585, -0.005546], [0.004052, -0.003422, -0.000594], [-0.005209, -0.002842, 0.004334], [0.015542, -0.011308, -0.011837], [0.005933, -0.013324, -0.006458], [0.003746, -0.000723, -0.001179], [0.011541, -0.00023, -0.00753], [0.010159, 0.01036, 0.005996], [0.001984, 0.010042, -0.003844], [-0.014161, -0.003084, 0.01738], [0.005041, 0.002949, 0.017355], [-0.012791, 0.001702, 0.003661], [0.275638, -0.125444, 0.015479], [0.004376, 0.008883, -0.000499], [-0.18139, 0.000303, 0.000221], [0.077595, 0.14795, -0.001711], [-0.005436, 0.004715, -6.1e-05], [-0.103406, 0.161012, -0.008311], [-0.000943, 0.000164, 0.001376], [0.002476, -0.006843, -0.002054], [-0.00101, 0.008411, -0.004568], [-0.097007, -0.148101, -0.000934], [0.019109, -0.00912, -0.002323], [0.001298, 0.000538, -0.004172], [0.078412, 0.05069, 0.15297], [0.00462, 0.004736, 0.010212], [-0.101371, 0.04404, 0.141327], [-0.002084, -0.002192, -0.00293], [0.001959, 0.008563, 0.001505], [0.006013, -0.000801, 7.1e-05], [0.00366, -0.016575, 0.006456], [-0.000646, 0.000797, -0.00428], [0.00506, 0.001726, -0.001707], [-0.010822, -0.09352, 0.163018], [0.00625, -0.001838, 0.004371], [-0.002257, 0.000494, -0.002721], [0.004309, -0.007844, 0.004562], [-0.001288, -0.001978, -0.005757], [-0.002149, 0.001832, -0.000386], [-0.001005, 0.008609, 0.004022], [-0.002098, -0.001013, 0.006652], [0.005252, -0.008518, -0.005977], [-0.01688, -0.004055, 0.00298], [0.004427, -0.006682, -0.002896], [-0.002443, -0.000196, -0.006163], [-0.003023, 0.002855, -0.003304], [0.000127, 0.000582, -3.5e-05], [-0.092621, -0.050852, -0.151658], [0.066868, -0.040626, -0.141901], [0.003314, -0.004983, -0.014168], [0.001078, 0.000301, -0.001541], [-0.004382, 0.104074, -0.153871], [-0.00133, 0.00252, -0.006804], [0.00213, 0.002383, 0.006489], [0.00383, 0.000338, 0.010618], [-0.005471, 0.001914, -0.00097], [0.003312, 0.000836, 0.007071], [2e-05, 0.002061, 0.009308], [-0.005922, -0.002839, -0.00351], [0.008319, 0.001019, -0.012325]], "fermi_level": 3.8381}, "metadata": {"date.created": 1412295517.379999, "uuid": "d1d163c2-4a92-11e4-803f-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:18:37 2014", "user.username": null, "atoms.resort": [48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.480788485793777, 0.124370332802212, -0.177690072102358], [5.348105135988219, 9.245037614412658, -0.0187609212683063], [5.131234821146273, 3.1892236769936138, 8.53663090257827]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"RN": 1, "_0_75Cu": 1, "_64atom": 1, "fcc": 1, "_1cl": 1}, "mtime": 15.038293266249235, "keywords": ["fcc", "RN", "64atom", "1cl", "0.75Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.75, "unique_id": "7ffff25720ccf03d55ba0ffaf26d53ed", "user": "jboes"},
"81":
{"ctime": 14.92353413257377, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[7.946110672868921, 3.0334043501213848, 8.724269971399533], [10.732427975548694, 3.117101600166055, 8.759703999525518], [14.693237016768293, 5.218421069806675, 8.751692235523898], [7.946036206664693, 7.5636105274989305, 8.744250246217875], [10.670137107773497, 7.613107080671089, 8.772326645951631], [7.978501351296792, 4.534953728007072, 0.05825427197763414], [9.232722541970656, 6.879625996230694, 0.07356300629682413], [17.359956368634194, 9.894166835932168, 8.8296762037033], [11.901754817761189, 0.7115671974169901, 2.252205102382148], [3.9822194313454107, 0.7895451759815346, 2.236076237166467], [5.422632372872707, 3.044970358201714, 2.2720531479778194], [10.620151372653252, 3.099644814868641, 2.2286372783304813], [14.641638152568573, 5.309672363493441, 2.3676351420883837], [10.62407481126687, 7.636293817319429, 2.285755040109027], [13.327775726384223, 7.694244459918425, 2.2514090755251877], [12.095048196274895, 3.7898794452260103, 4.406026828134385], [10.642461342355904, 6.060570614734779, 4.492190544329129], [6.635623126733768, 8.358694651633433, 4.405105865625093], [9.301725317474684, 8.428589800984115, 4.481403129426878], [14.579828862866783, 8.406059029903775, 4.474697911267088], [12.078508039737226, 2.2531352211739235, 6.575187710038048], [8.031041428905894, 4.621067026745525, 6.522832613250079], [10.690631375495716, 9.26953054055637, 6.629800759564168], [15.951540843450285, 9.098586042770608, 6.654443100397645], [10.60292725773504, 12.181117694340013, 8.763949028109439], [13.389166399087115, 3.0026723854666826, 8.777370493425792], [17.308570699898315, 5.265393363172029, 8.791521637527497], [9.347818627908307, 5.33624440374088, 8.765696584120251], [12.04611679084454, 5.319427851935382, 8.771393363900762], [15.980169801715515, 7.587214311023334, 8.808211190978684], [3.9737084035812757, 6.907619334015815, 0.029613689378545215], [6.587265594012526, 6.8893845590612495, 0.08378499012297097], [6.7142136945307875, 0.7690919589212964, 2.2407311787774407], [9.289094073472267, 0.7689332764583748, 2.2511524479835443], [2.6770459589761364, 3.0511075243924477, 2.1829330556821898], [8.010134861892542, 3.0360973908879765, 2.2707147897514304], [6.666671877298267, 5.385975551831859, 2.257120516903633], [9.258775995537123, 5.348382896630223, 2.272285262956427], [11.978120508355358, 5.342500536502277, 2.262449403000307], [5.312373368007829, 7.6433396043674025, 2.1969160412644984], [7.918776873290684, 7.625200694713406, 2.237252252933659], [2.718974634373191, 1.5317454527186871, 4.391692371957899], [5.380225152293545, 1.5497134708584093, 4.4230893757821566], [7.984816556680535, 1.5305815385515433, 4.415471018084424], [10.636324723222817, 1.5106821683427, 4.436234675993301], [4.0604311390708165, 3.806204089585171, 4.445080745274444], [6.692116421376883, 3.8222101817226637, 4.405756828265319], [9.317063352314715, 3.7654555512464944, 4.411826053294918], [5.335140545180982, 6.0708866252629825, 4.441732811213531], [7.964114423602894, 6.089932742038363, 4.370386865260224], [13.329442858522096, 6.102697932801489, 4.5016774882813655], [11.974542576217058, 8.439249213417533, 4.46341292461109], [4.054643659628243, 2.32765261348876, 6.569750093850786], [6.692638025395904, 2.3157260510219833, 6.533969064633682], [9.342812737109762, 2.2679087324242633, 6.550481854568955], [5.353721645253958, 4.556981905397028, 6.538800793933821], [10.710811892297002, 4.586413227707295, 6.620054888940376], [13.360347060850028, 4.56780833015384, 6.600994754803287], [17.283187502788152, 6.78479936795737, 6.644080831278051], [9.33619106044923, 6.889090839309311, 6.6124210758556785], [12.030675235440285, 6.866641751572473, 6.6056164172656], [14.651853812267463, 6.791612494816112, 6.609853166829721], [8.00313908095796, 9.187056874038634, 6.607592558130867], [13.295754150449522, 9.20106313345177, 6.628556942238166]], "energy": -563.469158, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 408, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.657317370601048, -0.0563910903636275, 0.0682534760939], [5.279831041727549, 9.206599489800727, 0.0358432860474819], [5.368195585320603, 3.051728407218654, 8.756490169765458]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[7.946110672868921, 3.0334043501213848, 8.724269971399533], [10.732427975548694, 3.117101600166055, 8.759703999525518], [14.693237016768293, 5.218421069806675, 8.751692235523898], [7.946036206664693, 7.5636105274989305, 8.744250246217875], [10.670137107773497, 7.613107080671089, 8.772326645951631], [7.978501351296792, 4.534953728007072, 0.05825427197763414], [9.232722541970656, 6.879625996230694, 0.07356300629682413], [17.359956368634194, 9.894166835932168, 8.8296762037033], [11.901754817761189, 0.7115671974169901, 2.252205102382148], [3.9822194313454107, 0.7895451759815346, 2.236076237166467], [5.422632372872707, 3.044970358201714, 2.2720531479778194], [10.620151372653252, 3.099644814868641, 2.2286372783304813], [14.641638152568573, 5.309672363493441, 2.3676351420883837], [10.62407481126687, 7.636293817319429, 2.285755040109027], [13.327775726384223, 7.694244459918425, 2.2514090755251877], [12.095048196274895, 3.7898794452260103, 4.406026828134385], [10.642461342355904, 6.060570614734779, 4.492190544329129], [6.635623126733768, 8.358694651633433, 4.405105865625093], [9.301725317474684, 8.428589800984115, 4.481403129426878], [14.579828862866783, 8.406059029903775, 4.474697911267088], [12.078508039737226, 2.2531352211739235, 6.575187710038048], [8.031041428905894, 4.621067026745525, 6.522832613250079], [10.690631375495716, 9.26953054055637, 6.629800759564168], [15.951540843450285, 9.098586042770608, 6.654443100397645], [10.60292725773504, 12.181117694340013, 8.763949028109439], [13.389166399087115, 3.0026723854666826, 8.777370493425792], [17.308570699898315, 5.265393363172029, 8.791521637527497], [9.347818627908307, 5.33624440374088, 8.765696584120251], [12.04611679084454, 5.319427851935382, 8.771393363900762], [15.980169801715515, 7.587214311023334, 8.808211190978684], [3.9737084035812757, 6.907619334015815, 0.029613689378545215], [6.587265594012526, 6.8893845590612495, 0.08378499012297097], [6.7142136945307875, 0.7690919589212964, 2.2407311787774407], [9.289094073472267, 0.7689332764583748, 2.2511524479835443], [2.6770459589761364, 3.0511075243924477, 2.1829330556821898], [8.010134861892542, 3.0360973908879765, 2.2707147897514304], [6.666671877298267, 5.385975551831859, 2.257120516903633], [9.258775995537123, 5.348382896630223, 2.272285262956427], [11.978120508355358, 5.342500536502277, 2.262449403000307], [5.312373368007829, 7.6433396043674025, 2.1969160412644984], [7.918776873290684, 7.625200694713406, 2.237252252933659], [2.718974634373191, 1.5317454527186871, 4.391692371957899], [5.380225152293545, 1.5497134708584093, 4.4230893757821566], [7.984816556680535, 1.5305815385515433, 4.415471018084424], [10.636324723222817, 1.5106821683427, 4.436234675993301], [4.0604311390708165, 3.806204089585171, 4.445080745274444], [6.692116421376883, 3.8222101817226637, 4.405756828265319], [9.317063352314715, 3.7654555512464944, 4.411826053294918], [5.335140545180982, 6.0708866252629825, 4.441732811213531], [7.964114423602894, 6.089932742038363, 4.370386865260224], [13.329442858522096, 6.102697932801489, 4.5016774882813655], [11.974542576217058, 8.439249213417533, 4.46341292461109], [4.054643659628243, 2.32765261348876, 6.569750093850786], [6.692638025395904, 2.3157260510219833, 6.533969064633682], [9.342812737109762, 2.2679087324242633, 6.550481854568955], [5.353721645253958, 4.556981905397028, 6.538800793933821], [10.710811892297002, 4.586413227707295, 6.620054888940376], [13.360347060850028, 4.56780833015384, 6.600994754803287], [17.283187502788152, 6.78479936795737, 6.644080831278051], [9.33619106044923, 6.889090839309311, 6.6124210758556785], [12.030675235440285, 6.866641751572473, 6.6056164172656], [14.651853812267463, 6.791612494816112, 6.609853166829721], [8.00313908095796, 9.187056874038634, 6.607592558130867], [13.295754150449522, 9.20106313345177, 6.628556942238166]]}, "data": {"stress": [-0.0013418864190270375, -0.0016946376341500226, -0.002280658908087284, 0.00024244507316802444, -5.767151879498882e-05, 0.00018255781961413724], "doc": "Data from the output of the calculation", "volume": 858.323250210886, "total_energy": -563.469158, "forces": [[0.024526, -0.022514, -0.013388], [0.005272, -0.009103, 0.005847], [0.003373, -0.006245, -0.000314], [-0.001817, -0.003, 0.003255], [0.000688, -0.008209, 0.012327], [-0.011564, 0.01533, -0.001346], [0.008011, -0.016374, 0.001362], [-0.000765, -0.001794, -0.002303], [-0.00413, -0.006137, 0.034056], [0.015377, 0.007179, 0.005631], [-0.000519, -0.000758, -0.005279], [-0.00226, -0.013371, -0.01127], [0.000925, -0.006092, -0.004539], [-0.002538, 0.005943, -0.0018], [0.012382, 0.005365, -0.009293], [0.001229, -0.003353, -0.002894], [-0.002617, 0.005339, -0.003226], [-0.004849, 0.008877, 0.012415], [-0.008699, 0.015889, 0.002073], [0.00607, 0.004944, 0.004213], [-0.007385, -0.000201, -0.004564], [-0.004256, -0.004029, -0.007515], [-0.0081, 0.017355, 0.016757], [-0.004165, 0.007864, 0.002904], [0.148353, 0.208125, 0.164633], [-0.19503, -0.019761, -0.013104], [0.098358, 0.159383, -0.00833], [0.008821, 0.007788, -0.003204], [-0.017858, 0.009587, -0.001801], [0.003221, -0.001352, -0.010227], [-0.088993, -0.159389, 0.012047], [0.071786, -0.150348, 0.015074], [0.004469, 0.006962, 0.001304], [-0.083911, 0.046017, 0.14268], [0.000819, 0.002618, 0.001989], [-0.004999, 0.005314, 0.00785], [0.00257, -0.003185, 0.008719], [0.001406, -0.006125, 0.00535], [-0.004088, -0.009156, -0.001851], [-0.009634, -0.105798, 0.148029], [-0.003534, -0.014145, 0.00567], [-0.005266, 0.001325, 0.001222], [0.008943, 0.006794, -0.001042], [0.01274, 0.011726, -0.007133], [-0.005661, 0.005217, 0.003408], [0.01041, -0.001765, -0.000186], [0.000168, 0.001634, 0.002796], [0.00708, 0.002828, -0.007151], [-0.004195, 0.003467, -0.000525], [0.000738, 0.00194, 0.003128], [0.004993, 0.001261, 0.004437], [-0.00018, 0.008801, 0.004767], [-0.108965, -0.047394, -0.150391], [0.083234, -0.047526, -0.161515], [0.005849, -0.002178, -0.014394], [0.008841, 0.08964, -0.159675], [0.010978, 0.007751, -0.003294], [0.018156, -0.004199, -0.005623], [0.005067, 0.000925, -0.006145], [0.000101, -0.006896, 0.002954], [0.005944, -0.003776, -0.000575], [0.001224, 0.012255, -0.010722], [-0.009127, -0.009831, -0.001391], [0.002981, -0.00144, -0.000887]], "fermi_level": 3.8746}, "metadata": {"date.created": 1412295518.943167, "uuid": "d2bfe8da-4a92-11e4-803f-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:18:38 2014", "user.username": null, "atoms.resort": [40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.657317370601048, -0.0563910903636275, 0.0682534760939], [5.279831041727549, 9.206599489800727, 0.0358432860474819], [5.368195585320603, 3.051728407218654, 8.756490169765458]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"RN": 1, "_0_62Cu": 1, "_64atom": 1, "fcc": 1, "_1cl": 1}, "mtime": 15.038293275885078, "keywords": ["fcc", "RN", "64atom", "1cl", "0.62Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.625, "unique_id": "256203f7eb0617e39cd3d49eb4feef71", "user": "jboes"},
"82":
{"ctime": 14.923534161107527, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.283587, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002230608268561633, -0.00218444608750019, -0.0024867284821711963, -0.00014552696236190036, 0.00013992833115420502, -0.0004329171228505648], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.283587, "forces": [[-0.097935, -0.023327, -0.012472], [-0.027265, 0.081358, -0.014715], [0.00367, -0.000191, -0.006672], [0.004826, -0.008531, -0.00475], [-0.010599, 0.034097, -0.002586], [0.009815, 0.010373, -0.007638], [-0.00663, -0.001163, -0.001434], [0.012982, -0.02022, 0.072006], [-0.003547, -0.008057, 0.007953], [-0.010877, 0.006132, -0.01046], [-0.008838, 0.015315, -0.00223], [0.01356, -0.004051, -0.011091], [-0.005156, 0.008713, 0.001142], [0.009648, -0.001102, -0.011317], [0.000197, -0.017149, 0.013205], [-1.1e-05, -0.001982, -0.000556], [0.004393, 0.007839, 0.001716], [0.005497, 0.010843, 0.01365], [0.004453, 0.002815, 0.012266], [-0.007301, -0.000211, 0.007146], [0.00839, 0.003025, -0.01551], [0.004632, 0.006021, 0.00046], [-0.017561, -0.045026, -0.015414], [-0.000669, -0.021331, 0.008026], [0.028711, 0.047171, -0.014688], [0.01559, -0.001465, 0.005172], [0.024698, -0.006568, 0.015729], [-0.000674, 0.003561, 0.002584], [0.000756, -0.011669, -0.001833], [0.002903, 0.006239, -0.008321], [-0.001236, -0.009406, 0.002038], [0.006583, 0.002458, -0.009625], [-0.329735, 0.00187, -0.170406], [0.205798, -0.001271, -0.002096], [-0.009793, -0.002154, -0.002429], [0.107974, 0.151122, 0.004882], [-0.008577, -0.008673, -0.003108], [-0.011133, 0.009242, 0.003355], [-0.009632, 0.00073, 0.0062], [-0.003396, 0.010225, -0.006151], [-0.091729, -0.131766, 0.00294], [0.116127, 0.049082, 0.161918], [-0.002314, -0.003778, -0.001134], [-0.011474, 0.002841, -0.002994], [0.009995, 0.00173, 0.008818], [-0.005235, 0.005009, -0.001279], [-0.003839, -0.008967, 0.007638], [-0.000802, -0.001503, 0.001653], [-0.009108, 0.004516, -0.005029], [-0.004369, -0.106023, 0.162447], [0.000628, 0.00339, -0.005931], [-0.004111, -0.009608, -0.000777], [0.001834, 0.001461, 0.008487], [0.003676, 0.002647, -0.01089], [0.010099, 0.001909, -0.004524], [0.000772, -0.00119, 0.005437], [0.003073, 0.007604, -0.001416], [0.001912, -0.004092, -0.00229], [0.089433, -0.041905, -0.149985], [-0.00159, 0.003024, -0.009016], [-0.004554, -0.002414, 0.008735], [-0.007461, 0.001151, 0.00109], [-0.001536, 0.004154, -0.007331], [0.006064, -0.002876, -0.008599]], "fermi_level": 3.9362}, "metadata": {"date.created": 1412295524.637905, "uuid": "d624dbca-4a92-11e4-803f-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:18:44 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_0_50Cu": 1, "RN": 1, "fcc": 1, "_64atom": 1, "_1cl": 1}, "mtime": 15.038293287623077, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "174372cdb71cc07fa1a234dc173ced5f", "user": "jboes"},
"83":
{"ctime": 14.923534190370527, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[2.6767205398177403, 0.1188431828186942, 0.04076792901139739], [5.430936864348503, 0.04422115800908097, 0.13331189601762844], [13.675795421890742, 3.2121305724467786, 8.891009807313615], [2.729611519476831, 4.652740254217633, 0.0278866040328537], [16.269535795048537, 7.723311374216175, 8.945023265373917], [9.563506551466801, 10.230942288690464, 8.916881923546512], [6.864998154953062, 6.965522520244687, 0.031789926833665896], [12.169499032378116, 7.038895422152087, 0.07031017186429184], [9.590853939009897, 0.8059110590271672, 2.194716626216767], [2.6768005286256913, 3.053233802957987, 2.2020554338459366], [5.440481276273536, 3.0787868771228317, 2.13964284546696], [8.167607743750601, 3.113409095227416, 2.1588694253314777], [4.12142647795431, 5.45744217980734, 2.2477221054942795], [9.489588214680719, 5.504653704819634, 2.2005006645016456], [12.225977658256166, 5.424191565273965, 2.2911698749381295], [16.359120733191297, 7.856857018619378, 2.3083075197741123], [8.179842478666135, 7.893063489702032, 2.229778429927938], [13.555574524670352, 7.872487826821083, 2.330211703760222], [2.7477667073819823, 1.5789458483918353, 4.423343231205999], [5.454660984136425, 1.5651299832390129, 4.420054088059736], [13.599739329122597, 10.855069354101275, 4.495650163782589], [16.36197848274022, 10.92332520916454, 4.456698780359492], [6.785423374025511, 3.9227495631233325, 4.457656756035826], [9.572714528456673, 3.885011157733536, 4.460084297361847], [16.32040190687085, 6.274419597787347, 4.528484974169306], [8.155789772389973, 6.270112086530364, 4.459974397069484], [10.937433494781232, 6.275144026942457, 4.491372198266224], [13.641432805837429, 6.215865958193008, 4.56568102378966], [9.558044772015418, 8.617086163106691, 4.432492720826754], [6.800919976867602, 2.3557608933413023, 6.725199449081441], [14.94249062829184, 11.714951243091084, 6.774426034529556], [12.294744369633943, 2.3670506765837698, 6.698875630759395], [16.249519221948418, 4.652637751979812, 6.797990491722056], [10.939286409281657, 4.687528786169661, 6.74730193270638], [6.802188583593798, 6.996705268409054, 6.715349250768231], [9.564467887385062, 7.003766241310915, 6.751600494418909], [12.350938110678616, 7.053102379363753, 6.811195700202638], [19.053286994769476, 9.378271507361738, 6.715922417385138], [10.933860690270134, 9.382809661354159, 6.6954124533685215], [16.25843706706564, 9.315734207553826, 6.689186730615479], [0.01913263003150145, 0.017162839085676455, 0.009225349425147193], [12.179033308368249, 2.3041069080279466, 0.06352014710549682], [9.545224046904542, 5.477795584346337, 8.910698906883152], [12.28513251714709, 5.481496803550392, 8.91957950670192], [14.955608124066558, 5.48431640633621, 8.912982525422679], [5.464747710645201, 4.6806124378264675, 0.03117209888218636], [13.632151082217241, 7.809200055742556, 8.937800864680892], [14.975001579650177, 10.172853152088756, 8.934976186867237], [12.249037171250515, 0.7699912430596492, 2.25093059044998], [4.087858073491389, 0.7863326044216379, 2.2335224889522123], [12.237961732457368, 10.164765596412764, 2.275793545214123], [10.898753955333767, 3.1017744041574025, 2.2390464429419645], [6.795216129248463, 5.463939936004182, 2.224736657119592], [10.884427333380147, 7.8438515847453365, 2.2751787052165335], [14.956432516689704, 3.879167810223394, 4.5087655606154895], [12.290198387101494, 3.8888747123347507, 4.488087659324077], [17.689566283263186, 8.601223121575455, 4.4979694078968215], [12.267085414228497, 8.587651603988535, 4.513970190670443], [14.949668735106739, 8.578848112909803, 4.51517950119705], [14.988443042005024, 2.3372442324823473, 6.6959339434694], [8.168834095872022, 4.693280688332742, 6.7096138975160615], [13.629492574712081, 4.688626353275655, 6.70934112990717], [14.95959918059999, 7.012250398268068, 6.747463553304097], [13.632228061685517, 9.352369678878972, 6.720513759677032]], "energy": -586.90235, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 400, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.89148204005833, -0.0262279720924245, 0.036974920326698], [5.423101262371241, 9.401022210531817, 0.0236267173316677], [5.468390455285633, 3.129764325288784, 8.90994348540966]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[2.6767205398177403, 0.1188431828186942, 0.04076792901139739], [5.430936864348503, 0.04422115800908097, 0.13331189601762844], [13.675795421890742, 3.2121305724467786, 8.891009807313615], [2.729611519476831, 4.652740254217633, 0.0278866040328537], [16.269535795048537, 7.723311374216175, 8.945023265373917], [9.563506551466801, 10.230942288690464, 8.916881923546512], [6.864998154953062, 6.965522520244687, 0.031789926833665896], [12.169499032378116, 7.038895422152087, 0.07031017186429184], [9.590853939009897, 0.8059110590271672, 2.194716626216767], [2.6768005286256913, 3.053233802957987, 2.2020554338459366], [5.440481276273536, 3.0787868771228317, 2.13964284546696], [8.167607743750601, 3.113409095227416, 2.1588694253314777], [4.12142647795431, 5.45744217980734, 2.2477221054942795], [9.489588214680719, 5.504653704819634, 2.2005006645016456], [12.225977658256166, 5.424191565273965, 2.2911698749381295], [16.359120733191297, 7.856857018619378, 2.3083075197741123], [8.179842478666135, 7.893063489702032, 2.229778429927938], [13.555574524670352, 7.872487826821083, 2.330211703760222], [2.7477667073819823, 1.5789458483918353, 4.423343231205999], [5.454660984136425, 1.5651299832390129, 4.420054088059736], [13.599739329122597, 10.855069354101275, 4.495650163782589], [16.36197848274022, 10.92332520916454, 4.456698780359492], [6.785423374025511, 3.9227495631233325, 4.457656756035826], [9.572714528456673, 3.885011157733536, 4.460084297361847], [16.32040190687085, 6.274419597787347, 4.528484974169306], [8.155789772389973, 6.270112086530364, 4.459974397069484], [10.937433494781232, 6.275144026942457, 4.491372198266224], [13.641432805837429, 6.215865958193008, 4.56568102378966], [9.558044772015418, 8.617086163106691, 4.432492720826754], [6.800919976867602, 2.3557608933413023, 6.725199449081441], [14.94249062829184, 11.714951243091084, 6.774426034529556], [12.294744369633943, 2.3670506765837698, 6.698875630759395], [16.249519221948418, 4.652637751979812, 6.797990491722056], [10.939286409281657, 4.687528786169661, 6.74730193270638], [6.802188583593798, 6.996705268409054, 6.715349250768231], [9.564467887385062, 7.003766241310915, 6.751600494418909], [12.350938110678616, 7.053102379363753, 6.811195700202638], [19.053286994769476, 9.378271507361738, 6.715922417385138], [10.933860690270134, 9.382809661354159, 6.6954124533685215], [16.25843706706564, 9.315734207553826, 6.689186730615479], [0.01913263003150145, 0.017162839085676455, 0.009225349425147193], [12.179033308368249, 2.3041069080279466, 0.06352014710549682], [9.545224046904542, 5.477795584346337, 8.910698906883152], [12.28513251714709, 5.481496803550392, 8.91957950670192], [14.955608124066558, 5.48431640633621, 8.912982525422679], [5.464747710645201, 4.6806124378264675, 0.03117209888218636], [13.632151082217241, 7.809200055742556, 8.937800864680892], [14.975001579650177, 10.172853152088756, 8.934976186867237], [12.249037171250515, 0.7699912430596492, 2.25093059044998], [4.087858073491389, 0.7863326044216379, 2.2335224889522123], [12.237961732457368, 10.164765596412764, 2.275793545214123], [10.898753955333767, 3.1017744041574025, 2.2390464429419645], [6.795216129248463, 5.463939936004182, 2.224736657119592], [10.884427333380147, 7.8438515847453365, 2.2751787052165335], [14.956432516689704, 3.879167810223394, 4.5087655606154895], [12.290198387101494, 3.8888747123347507, 4.488087659324077], [17.689566283263186, 8.601223121575455, 4.4979694078968215], [12.267085414228497, 8.587651603988535, 4.513970190670443], [14.949668735106739, 8.578848112909803, 4.51517950119705], [14.988443042005024, 2.3372442324823473, 6.6959339434694], [8.168834095872022, 4.693280688332742, 6.7096138975160615], [13.629492574712081, 4.688626353275655, 6.70934112990717], [14.95959918059999, 7.012250398268068, 6.747463553304097], [13.632228061685517, 9.352369678878972, 6.720513759677032]]}, "data": {"stress": [-0.0017691424956062763, -0.0019771594196754737, -0.001998336850765452, -0.00011126733393487724, 2.3218403670709788e-06, -0.0001785195649972154], "doc": "Data from the output of the calculation", "volume": 911.483903714733, "total_energy": -586.90235, "forces": [[0.016446, 0.051811, -0.013908], [0.003093, -0.005685, 0.011273], [-0.036677, 0.012287, -0.044382], [-0.016976, -0.035671, -0.004699], [-0.015749, -0.007856, 0.004721], [-0.029071, -0.050817, -0.012043], [0.06222, -0.093085, -0.003901], [-0.004301, 0.007349, 0.006754], [0.004186, 0.048426, 0.02954], [-0.007496, -0.011591, -0.011877], [0.003341, 0.006843, -0.009137], [0.000458, -0.00094, -0.019234], [0.011769, -0.009946, 0.010163], [0.00319, 0.005304, -0.003054], [-0.002223, -0.000881, -0.003846], [-0.004174, -0.01427, 0.049333], [0.017954, 0.014929, 0.000924], [0.003872, 0.019053, 0.005047], [-0.006552, -0.004706, 0.006503], [0.002969, -0.008404, 0.004911], [-0.007051, -0.007484, 0.00447], [0.006545, -0.01085, -0.0123], [0.00509, 0.005488, -0.004138], [-0.000446, 0.003804, 0.004744], [0.005838, -0.011068, 0.002334], [-0.003456, -0.008429, 0.00839], [0.005047, 0.000486, -0.000196], [0.003242, -0.009485, 0.014314], [0.004725, 0.00013, 3.9e-05], [0.01155, -0.003095, -0.060774], [0.009918, -0.007836, 0.003044], [0.004638, -0.005303, -0.009735], [-0.01448, 0.014831, 0.009305], [-0.000203, 0.011103, 0.005491], [0.001552, -0.000732, -0.00081], [-0.008768, -0.002602, 0.006008], [-0.000252, -0.008976, 0.009617], [0.004677, 0.005147, -0.003975], [0.012921, 0.004637, 0.004641], [0.002117, 0.001107, 0.003464], [-0.054068, -0.226575, -0.025704], [0.078294, 0.181445, 0.00577], [0.004675, 0.012402, 0.001554], [-0.013697, 0.00599, 0.003913], [-0.087748, 0.153986, 0.010597], [0.005083, -0.002273, 0.000242], [-0.004663, -0.002702, -0.002564], [0.009751, 0.002031, 0.008277], [0.080656, 0.055735, 0.149845], [0.002441, 0.001419, -0.000301], [-0.002222, -0.001077, 0.001966], [-0.00976, 0.005161, 0.005578], [0.00444, 0.008448, 0.000589], [0.009215, 0.007037, 0.005646], [0.004611, -0.005089, -0.015787], [-0.005016, -0.002578, 0.002927], [0.003413, -0.006422, 0.005205], [0.009534, 0.00227, -0.005079], [0.00762, 0.000221, 0.003404], [-0.085971, -0.059723, -0.129562], [-0.000424, -0.001042, -0.003693], [-0.010227, -0.019167, -0.009186], [0.003058, 0.00074, -0.004435], [0.001521, -0.003264, 0.003778]], "fermi_level": 4.0255}, "metadata": {"date.created": 1412295528.931215, "uuid": "d8b3f722-4a92-11e4-803f-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:18:48 2014", "user.username": null, "atoms.resort": [24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.89148204005833, -0.0262279720924245, 0.036974920326698], [5.423101262371241, 9.401022210531817, 0.0236267173316677], [5.468390455285633, 3.129764325288784, 8.90994348540966]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_0_38Cu": 1, "fcc": 1, "_64atom": 1, "_1cl": 1, "RN": 1}, "mtime": 15.038293300279172, "keywords": ["fcc", "RN", "64atom", "1cl", "0.38Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.375, "unique_id": "f65a52ce918ab44f0529a0ca3ac63bdc", "user": "jboes"},
"84":
{"ctime": 14.923534218543079, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[10.973571971134286, 0.004900440965531642, 0.02665866126213775], [2.6964220084409876, 0.026089154298201387, 0.014368352782596674], [5.529105122508254, 0.024503075694731327, 0.018057917198243484], [19.22701786875119, 12.666391429257072, 8.9898062500512], [6.900152008016184, 5.556740149969742, 8.970243066263114], [4.121507923588752, 2.370871860236533, 0.00786228852933127], [12.373086423833463, 5.53054277667818, 8.955956894806256], [15.048345210253238, 5.420992953085699, 8.97879229302943], [8.247049762553138, 7.918260408641769, 8.97194001034332], [10.956350422235944, 7.873214412670912, 8.9586371300405], [13.733798356159946, 7.903121335788961, 8.957141891253087], [16.553477985042967, 7.908290302853853, 8.964306425482185], [20.553542881051825, 10.312974629410599, 8.983900349653016], [12.347215465312265, 10.33715161360114, 8.921302753505623], [15.125497562169969, 10.290801764504492, 8.980963846201071], [12.361096350317, 7.135311491088407, 0.02170947617954913], [12.343376511283072, 0.7973884592330609, 2.2421086909631867], [9.557060781315634, 10.300157397723645, 2.286535322308157], [6.927449336891057, 0.7924217044660988, 2.203598702648053], [15.122674841378497, 10.284738953552196, 2.239111073779535], [2.7413479146580038, 3.1416220140868143, 2.2295780248587507], [5.494154815578794, 3.1373170543135513, 2.196281270623822], [8.250424167739537, 3.140620376653387, 2.2325441978050358], [10.986814298704523, 3.10047868313845, 2.232795406906048], [15.085871548787907, 5.5580368490742185, 2.260974743969685], [6.855429759073116, 5.568527651862528, 2.242441354823796], [9.63799070386728, 5.535553010676462, 2.272218661539059], [12.373698035351726, 5.552170255898728, 2.257643972319662], [16.476500309041413, 8.02163194500119, 2.225840639979527], [8.2317242079392, 7.952103832728844, 2.262366858242545], [10.980392427147573, 7.922633697535082, 2.2845466807559824], [13.731145217089194, 7.948768627052087, 2.2342562946495206], [19.22535059304933, 11.085566630699262, 4.517663212182528], [10.937306961676779, 11.070090971811279, 4.505485632614792], [13.721280711127417, 11.060535932876228, 4.527719801870192], [11.036022394442877, 1.5692725555829503, 4.451921205024607], [15.0727583030205, 3.9693445571230397, 4.531496074824032], [6.864912559109312, 3.9423120908431, 4.510792330290559], [9.654434578740396, 3.9820556569161347, 4.510512450467087], [12.389345877091467, 4.012873180513111, 4.532765871916836], [16.474071841484374, 6.360506737361051, 4.522705122861641], [8.277736443761139, 6.379826437639842, 4.52467233312883], [10.996046349300977, 6.348498331747334, 4.512516596580784], [13.722676387114156, 6.3352867592926625, 4.504385716435187], [6.918789588090549, 8.753021097946732, 4.498217586811738], [9.6204359330869, 8.717078477589215, 4.514220543026941], [12.332577402617993, 8.655075494733525, 4.507296196361419], [15.075141094339157, 8.713535747009551, 4.504588832123542], [15.114556708926177, 2.409816650856907, 6.79095685524464], [12.34647625177538, 11.88269609284547, 6.751419220744824], [15.074524725839122, 11.860527254441344, 6.750418103840838], [12.404455192439823, 2.3836870059811965, 6.765848594204519], [5.508374504643534, 4.737421095762073, 6.769422680018895], [8.24115386037494, 4.7609698400972364, 6.759188585572378], [11.014187221962906, 4.777373931542615, 6.788481351487076], [13.729647344521258, 4.7467283711912085, 6.764554672897171], [6.874966815559024, 7.132363707020744, 6.741296811937616], [9.59187386426507, 7.1332113312086, 6.74824276740907], [12.392881960114746, 7.081257207587227, 6.710392782944915], [15.104462568245435, 7.095559454864814, 6.73871643423786], [19.21982976954891, 9.480333067492818, 6.763077400170992], [11.006757613786522, 9.512147618214307, 6.720806750310857], [13.719921597548453, 9.495595798551754, 6.742736675293147], [16.479824561290034, 9.486246398913643, 6.749140935450959]], "energy": -597.29213, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 396, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.986568977971992, -0.0073001058539316, 0.012899365679956], [5.4869654390614055, 9.50816093809807, 0.0097491757660953], [5.50170955643136, 3.1700627822255525, 8.974445644954454]], "symbols": ["Cu", "Pd", "Pd", "Cu", "Pd", "Cu", "Cu", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[10.973571971134286, 0.004900440965531642, 0.02665866126213775], [2.6964220084409876, 0.026089154298201387, 0.014368352782596674], [5.529105122508254, 0.024503075694731327, 0.018057917198243484], [19.22701786875119, 12.666391429257072, 8.9898062500512], [6.900152008016184, 5.556740149969742, 8.970243066263114], [4.121507923588752, 2.370871860236533, 0.00786228852933127], [12.373086423833463, 5.53054277667818, 8.955956894806256], [15.048345210253238, 5.420992953085699, 8.97879229302943], [8.247049762553138, 7.918260408641769, 8.97194001034332], [10.956350422235944, 7.873214412670912, 8.9586371300405], [13.733798356159946, 7.903121335788961, 8.957141891253087], [16.553477985042967, 7.908290302853853, 8.964306425482185], [20.553542881051825, 10.312974629410599, 8.983900349653016], [12.347215465312265, 10.33715161360114, 8.921302753505623], [15.125497562169969, 10.290801764504492, 8.980963846201071], [12.361096350317, 7.135311491088407, 0.02170947617954913], [12.343376511283072, 0.7973884592330609, 2.2421086909631867], [9.557060781315634, 10.300157397723645, 2.286535322308157], [6.927449336891057, 0.7924217044660988, 2.203598702648053], [15.122674841378497, 10.284738953552196, 2.239111073779535], [2.7413479146580038, 3.1416220140868143, 2.2295780248587507], [5.494154815578794, 3.1373170543135513, 2.196281270623822], [8.250424167739537, 3.140620376653387, 2.2325441978050358], [10.986814298704523, 3.10047868313845, 2.232795406906048], [15.085871548787907, 5.5580368490742185, 2.260974743969685], [6.855429759073116, 5.568527651862528, 2.242441354823796], [9.63799070386728, 5.535553010676462, 2.272218661539059], [12.373698035351726, 5.552170255898728, 2.257643972319662], [16.476500309041413, 8.02163194500119, 2.225840639979527], [8.2317242079392, 7.952103832728844, 2.262366858242545], [10.980392427147573, 7.922633697535082, 2.2845466807559824], [13.731145217089194, 7.948768627052087, 2.2342562946495206], [19.22535059304933, 11.085566630699262, 4.517663212182528], [10.937306961676779, 11.070090971811279, 4.505485632614792], [13.721280711127417, 11.060535932876228, 4.527719801870192], [11.036022394442877, 1.5692725555829503, 4.451921205024607], [15.0727583030205, 3.9693445571230397, 4.531496074824032], [6.864912559109312, 3.9423120908431, 4.510792330290559], [9.654434578740396, 3.9820556569161347, 4.510512450467087], [12.389345877091467, 4.012873180513111, 4.532765871916836], [16.474071841484374, 6.360506737361051, 4.522705122861641], [8.277736443761139, 6.379826437639842, 4.52467233312883], [10.996046349300977, 6.348498331747334, 4.512516596580784], [13.722676387114156, 6.3352867592926625, 4.504385716435187], [6.918789588090549, 8.753021097946732, 4.498217586811738], [9.6204359330869, 8.717078477589215, 4.514220543026941], [12.332577402617993, 8.655075494733525, 4.507296196361419], [15.075141094339157, 8.713535747009551, 4.504588832123542], [15.114556708926177, 2.409816650856907, 6.79095685524464], [12.34647625177538, 11.88269609284547, 6.751419220744824], [15.074524725839122, 11.860527254441344, 6.750418103840838], [12.404455192439823, 2.3836870059811965, 6.765848594204519], [5.508374504643534, 4.737421095762073, 6.769422680018895], [8.24115386037494, 4.7609698400972364, 6.759188585572378], [11.014187221962906, 4.777373931542615, 6.788481351487076], [13.729647344521258, 4.7467283711912085, 6.764554672897171], [6.874966815559024, 7.132363707020744, 6.741296811937616], [9.59187386426507, 7.1332113312086, 6.74824276740907], [12.392881960114746, 7.081257207587227, 6.710392782944915], [15.104462568245435, 7.095559454864814, 6.73871643423786], [19.21982976954891, 9.480333067492818, 6.763077400170992], [11.006757613786522, 9.512147618214307, 6.720806750310857], [13.719921597548453, 9.495595798551754, 6.742736675293147], [16.479824561290034, 9.486246398913643, 6.749140935450959]]}, "data": {"stress": [-0.002545835547429697, -0.002065582840321427, -0.0026954881454976025, -6.730840461960601e-05, -6.70961934032608e-06, 5.815211478494706e-05], "doc": "Data from the output of the calculation", "volume": 937.0582629527536, "total_energy": -597.29213, "forces": [[0.063329, -0.041516, -0.087802], [0.039521, -0.004873, -0.002474], [0.006356, -0.002191, -0.002432], [-0.172756, -0.004424, 0.008009], [0.045837, 0.074364, 0.01642], [-0.001172, 0.005264, 0.005535], [-0.009423, -0.006518, 0.01264], [-0.010329, -0.016625, 0.025968], [0.001981, 0.003173, 0.005243], [-0.00172, -0.007902, -0.000159], [0.005887, -0.008884, -0.001364], [0.005744, 0.003717, -0.011713], [-0.050329, -0.068462, 0.00819], [0.023252, -0.037852, -0.009216], [-0.006961, -0.006342, 0.000915], [-0.005134, -0.009435, -0.001772], [0.09235, 0.046291, 0.141007], [-4.6e-05, 0.002512, 0.006973], [-0.007142, -0.010565, -0.004834], [-0.101394, 0.061169, 0.152753], [-0.002897, -0.006105, -0.001873], [-0.010783, 0.003128, 0.004794], [0.006222, -0.006471, -0.014494], [0.006611, -0.000512, 0.009637], [0.002889, -0.001889, -0.005087], [0.008005, -0.006827, -0.003003], [0.001539, 0.006432, 8.6e-05], [0.006753, 0.00619, -0.003733], [-0.004395, 0.024836, 0.010263], [0.006179, 0.013133, 0.002235], [0.001091, 0.005468, 0.007476], [-0.001891, 0.009093, -0.004678], [-0.005384, 0.01029, -0.002594], [0.010546, 0.008499, 0.00547], [-0.003537, 0.003075, -0.003467], [0.002409, -0.001834, -0.005703], [0.002955, 0.009683, 0.003349], [0.001486, 0.009036, 0.00437], [0.000183, -0.003165, 0.003767], [0.008429, -0.001442, 0.002178], [-0.004909, -0.001842, 0.001272], [0.009498, 0.010377, 0.006984], [0.006628, -0.002265, 0.002615], [0.003709, 0.006416, 0.001849], [0.00473, 0.006654, -0.006882], [-0.00815, 0.000607, -0.006214], [-0.000614, 0.007425, 0.010505], [0.010736, -0.000144, -0.009155], [-0.034524, -0.020347, -0.037482], [0.08243, -0.044204, -0.14358], [-0.005954, -0.007972, 0.005189], [-0.01917, -0.001951, 0.005672], [0.001536, 0.027738, -0.059616], [-0.001755, -0.000559, 2.8e-05], [0.008517, 0.003484, -0.001412], [0.005007, -0.003662, 0.000758], [0.007653, 0.006437, -0.011211], [-0.00785, -0.006856, 0.009382], [-0.002978, -0.013166, -0.019649], [-0.002325, 0.004347, -0.015764], [-0.001243, -0.005353, 0.006792], [-0.003168, 0.005424, -0.006097], [-0.001088, -0.011331, -0.004108], [-0.000975, -0.010773, -0.000755]], "fermi_level": 4.1488}, "metadata": {"date.created": 1412295536.626912, "uuid": "dd4a3c60-4a92-11e4-803f-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:18:56 2014", "user.username": null, "atoms.resort": [0, 16, 17, 1, 18, 2, 3, 19, 4, 20, 21, 22, 23, 24, 25, 5, 6, 26, 27, 7, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 8, 40, 41, 42, 43, 44, 45, 46, 47, 48, 9, 10, 49, 11, 50, 51, 52, 12, 53, 54, 55, 56, 57, 13, 14, 58, 59, 60, 61, 62, 15, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.986568977971992, -0.0073001058539316, 0.012899365679956], [5.4869654390614055, 9.50816093809807, 0.0097491757660953], [5.50170955643136, 3.1700627822255525, 8.974445644954454]], "numbers": [29, 46, 46, 29, 46, 29, 29, 46, 29, 46, 46, 46, 46, 46, 46, 29, 29, 46, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 46, 29, 46, 46, 46, 29, 46, 46, 46, 46, 46, 29, 29, 46, 46, 46, 46, 46, 29, 46], "key_value_pairs": {"RN": 1, "fcc": 1, "_0_25Cu": 1, "_64atom": 1, "_1cl": 1}, "mtime": 15.038293315512172, "keywords": ["fcc", "RN", "64atom", "1cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "233d4b0fefb582d4a4030b924dd72aa7", "user": "jboes"},
"85":
{"ctime": 14.923534245874558, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.010390535090002971, 0.0005103872184644913, 0.00016647053820040498], [2.7274854566716598, 0.021375682969471836, 0.006879150117147637], [11.067260055418668, 3.216557975032832, 9.03399098937809], [19.39634019474641, 12.767121791953388, 9.025989985446515], [1.3940849295388063, 2.3556622920537595, 0.03822081129843072], [4.149837944296056, 2.3870969736628345, 0.0031370216152281304], [6.907878700233145, 2.404363144414247, 0.027310819117105527], [9.690687361562686, 2.3692980460291775, 0.014913121477021911], [2.7940444616426614, 4.772976295191144, 0.027787093471095727], [5.504018899175927, 4.7905434601474015, 0.024813468103817553], [8.29205183628375, 4.778471052679239, 0.02686652717576757], [11.092823767781683, 4.78234489318374, 0.002947538865140888], [4.166885793103147, 7.193887828436314, 0.02265016561404411], [12.439439390170161, 10.439449758601274, 9.018521247071362], [9.675853150673767, 7.196202610102904, 0.010540324940379332], [18.00115575813249, 10.406053240561308, 9.017045633433513], [12.458143561731164, 0.79747277163762, 2.260754522575199], [4.105552332516451, 0.8313223160916359, 2.257959071969731], [6.942832557214931, 0.8274758549270418, 2.2641011209526014], [9.730617736193931, 0.8000219978693933, 2.239935130112829], [2.774656441271384, 3.1651820145793303, 2.2635464165459753], [5.527016510576918, 3.2054141070400917, 2.244490098329517], [8.305416899445312, 3.1878294945408703, 2.2633463090384933], [11.076673983020928, 3.163883043288554, 2.2680999664372714], [4.155588942006542, 5.590806388012971, 2.261917977059072], [6.89786140759821, 5.577809243934714, 2.2561620353478524], [9.674039794802686, 5.562206034211386, 2.2616032476944734], [12.49184649506776, 5.568244592125778, 2.2623981996024383], [5.543166028418033, 8.017558463182343, 2.2339589720583226], [8.283122006396805, 8.01574034927992, 2.2517625163220147], [11.066971755399678, 8.00065074387134, 2.2560466480487276], [13.860752554859697, 7.969410903063928, 2.256278410770215], [13.837372187383329, 1.5989569908107915, 4.521128496907944], [5.511203179646408, 1.6123965973548924, 4.539162815602389], [8.30332864989525, 1.6189585892082028, 4.518509673278665], [11.141178226496297, 1.5936075401107106, 4.519181522212029], [4.140345972856159, 3.9787821437795174, 4.491869488634096], [6.926693512384476, 3.9659607278616735, 4.530665738698211], [9.687042925068916, 3.9744848534005834, 4.496869033869952], [12.475329361195012, 3.932933598497325, 4.553234281075791], [5.526528237902516, 6.376699387615323, 4.4945241045525375], [8.296450053016224, 6.3986114894526, 4.52770461020018], [11.074329807769152, 6.374958084212114, 4.525578584503787], [13.858491100687438, 6.36092243868748, 4.503035999655984], [6.933119315743392, 8.834788497932497, 4.488118285362393], [9.675163520701151, 8.825283066574944, 4.530953144934209], [12.456628508561245, 8.79152817390554, 4.518152763596106], [15.234472006676153, 8.804412856118745, 4.524190972261443], [4.1531305200540425, 2.396685005009591, 6.784604516915925], [6.915646020579716, 2.4035031570034273, 6.797571284004925], [9.688850862830176, 2.395615011508255, 6.778676369972711], [12.467753984599938, 2.3910031776921326, 6.773797989826794], [5.551148012256555, 4.735254938995785, 6.81375484868229], [8.308668179521932, 4.769732458063629, 6.809136688084486], [11.071409576885236, 4.770002402194608, 6.805690502527012], [13.828849429738899, 4.759068658342468, 6.787302771073067], [17.994215415164295, 7.184567696388512, 6.785822289799075], [9.686068520937438, 7.176135665412666, 6.817971777287358], [12.461072659359846, 7.188411311471004, 6.792875067523126], [15.229085706101, 7.17612051722205, 6.78745590954739], [19.375266794556666, 9.632615593990897, 6.767621910677542], [11.080019520639866, 9.611823088138028, 6.797177112301072], [13.829205545244374, 9.617816660110698, 6.790746002819876], [16.621720344876717, 9.615580526222764, 6.780872536428733]], "energy": -607.342743, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 392, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[11.07661664341961, -0.0049073441948868, 0.000635877482785], [5.534058087892959, 9.588731365898104, 0.0003305634677915], [5.537413095974935, 3.194617362256722, 9.047572480254717]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.010390535090002971, 0.0005103872184644913, 0.00016647053820040498], [2.7274854566716598, 0.021375682969471836, 0.006879150117147637], [11.067260055418668, 3.216557975032832, 9.03399098937809], [19.39634019474641, 12.767121791953388, 9.025989985446515], [1.3940849295388063, 2.3556622920537595, 0.03822081129843072], [4.149837944296056, 2.3870969736628345, 0.0031370216152281304], [6.907878700233145, 2.404363144414247, 0.027310819117105527], [9.690687361562686, 2.3692980460291775, 0.014913121477021911], [2.7940444616426614, 4.772976295191144, 0.027787093471095727], [5.504018899175927, 4.7905434601474015, 0.024813468103817553], [8.29205183628375, 4.778471052679239, 0.02686652717576757], [11.092823767781683, 4.78234489318374, 0.002947538865140888], [4.166885793103147, 7.193887828436314, 0.02265016561404411], [12.439439390170161, 10.439449758601274, 9.018521247071362], [9.675853150673767, 7.196202610102904, 0.010540324940379332], [18.00115575813249, 10.406053240561308, 9.017045633433513], [12.458143561731164, 0.79747277163762, 2.260754522575199], [4.105552332516451, 0.8313223160916359, 2.257959071969731], [6.942832557214931, 0.8274758549270418, 2.2641011209526014], [9.730617736193931, 0.8000219978693933, 2.239935130112829], [2.774656441271384, 3.1651820145793303, 2.2635464165459753], [5.527016510576918, 3.2054141070400917, 2.244490098329517], [8.305416899445312, 3.1878294945408703, 2.2633463090384933], [11.076673983020928, 3.163883043288554, 2.2680999664372714], [4.155588942006542, 5.590806388012971, 2.261917977059072], [6.89786140759821, 5.577809243934714, 2.2561620353478524], [9.674039794802686, 5.562206034211386, 2.2616032476944734], [12.49184649506776, 5.568244592125778, 2.2623981996024383], [5.543166028418033, 8.017558463182343, 2.2339589720583226], [8.283122006396805, 8.01574034927992, 2.2517625163220147], [11.066971755399678, 8.00065074387134, 2.2560466480487276], [13.860752554859697, 7.969410903063928, 2.256278410770215], [13.837372187383329, 1.5989569908107915, 4.521128496907944], [5.511203179646408, 1.6123965973548924, 4.539162815602389], [8.30332864989525, 1.6189585892082028, 4.518509673278665], [11.141178226496297, 1.5936075401107106, 4.519181522212029], [4.140345972856159, 3.9787821437795174, 4.491869488634096], [6.926693512384476, 3.9659607278616735, 4.530665738698211], [9.687042925068916, 3.9744848534005834, 4.496869033869952], [12.475329361195012, 3.932933598497325, 4.553234281075791], [5.526528237902516, 6.376699387615323, 4.4945241045525375], [8.296450053016224, 6.3986114894526, 4.52770461020018], [11.074329807769152, 6.374958084212114, 4.525578584503787], [13.858491100687438, 6.36092243868748, 4.503035999655984], [6.933119315743392, 8.834788497932497, 4.488118285362393], [9.675163520701151, 8.825283066574944, 4.530953144934209], [12.456628508561245, 8.79152817390554, 4.518152763596106], [15.234472006676153, 8.804412856118745, 4.524190972261443], [4.1531305200540425, 2.396685005009591, 6.784604516915925], [6.915646020579716, 2.4035031570034273, 6.797571284004925], [9.688850862830176, 2.395615011508255, 6.778676369972711], [12.467753984599938, 2.3910031776921326, 6.773797989826794], [5.551148012256555, 4.735254938995785, 6.81375484868229], [8.308668179521932, 4.769732458063629, 6.809136688084486], [11.071409576885236, 4.770002402194608, 6.805690502527012], [13.828849429738899, 4.759068658342468, 6.787302771073067], [17.994215415164295, 7.184567696388512, 6.785822289799075], [9.686068520937438, 7.176135665412666, 6.817971777287358], [12.461072659359846, 7.188411311471004, 6.792875067523126], [15.229085706101, 7.17612051722205, 6.78745590954739], [19.375266794556666, 9.632615593990897, 6.767621910677542], [11.080019520639866, 9.611823088138028, 6.797177112301072], [13.829205545244374, 9.617816660110698, 6.790746002819876], [16.621720344876717, 9.615580526222764, 6.780872536428733]]}, "data": {"stress": [-0.002724804500885055, -0.0025834156572418867, -0.002731545327757197, -6.893743778037355e-05, -4.028892357377195e-05, -3.9739671013819684e-05], "doc": "Data from the output of the calculation", "volume": 961.1605017416463, "total_energy": -607.342743, "forces": [[-0.086414, -0.005867, -0.015144], [0.045524, -0.022597, -0.005475], [0.000211, -0.002492, 0.018914], [-0.073898, 0.00106, 0.022006], [0.005854, 0.053705, -0.002811], [-0.007427, -0.006797, -0.002878], [-0.00025, 0.009454, -0.011762], [-0.039485, 0.074111, -0.025905], [-0.013016, 0.001792, -0.002855], [0.002309, 0.008724, -0.004], [0.006839, 0.010854, -0.007948], [-0.011209, -0.001861, 0.005902], [-0.053941, -0.050223, 0.003454], [0.018091, -0.014375, -0.028003], [4.1e-05, -0.001469, 0.000195], [-0.014655, 0.004752, 0.009135], [0.082078, 0.046895, 0.122732], [-0.002793, -0.011867, -0.000441], [0.004745, -0.005629, -0.001768], [-0.005773, 0.003721, 0.057587], [-0.014347, -0.000329, -0.001536], [-0.00138, 0.005254, -0.005849], [0.00435, 0.000144, -0.002357], [-0.001073, 0.006125, 0.002523], [-0.000756, 0.002055, 0.00154], [-0.00253, 0.021034, 0.006634], [0.000735, -0.001085, 0.002964], [-0.003807, 0.008242, 0.009216], [0.010327, -0.006703, 0.046588], [0.020098, -0.00316, 0.009323], [0.005447, -0.005522, 0.009458], [-0.013755, -0.007582, 0.019702], [0.006071, -0.001985, -0.014355], [0.015757, -0.008497, -0.000618], [-0.006928, -0.002677, 0.011201], [0.009788, -0.010264, -0.003984], [0.011096, 0.014864, 0.008236], [0.007705, 0.009852, -0.002556], [-0.001288, 0.006296, -0.002077], [0.011387, -0.006634, 0.015145], [0.000905, -0.000366, 0.012424], [0.00933, -0.003696, -0.003135], [0.001168, 0.000154, -0.002945], [-0.008107, 0.002543, 0.003255], [0.011624, -0.008516, -0.00518], [0.005922, -0.005273, -0.000925], [0.006774, -0.008712, 0.007449], [-0.000307, -0.020192, 0.00221], [-0.025185, -0.032615, -0.056665], [0.08431, -0.044541, -0.136054], [0.003512, 0.00463, 0.004402], [-0.007508, 0.004329, 0.008258], [0.019332, 0.024818, -0.034842], [0.008748, 0.011213, -0.011997], [-0.001525, 0.007924, -0.000825], [-0.001529, 0.003924, 0.004198], [-0.003815, -0.007931, -0.003626], [0.000256, -0.000226, -0.003074], [-0.001201, -0.00033, -0.00415], [-0.003446, -0.008193, -0.004819], [-0.008075, -0.01275, 0.003494], [0.003616, -0.004946, -0.020757], [-0.000806, -0.002652, -0.004917], [-0.007722, -0.009915, 0.008084]], "fermi_level": 4.31}, "metadata": {"date.created": 1412295542.354114, "uuid": "e0b42316-4a92-11e4-803f-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:19:02 2014", "user.username": null, "atoms.resort": [0, 8, 9, 10, 11, 1, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 2, 22, 23, 24, 25, 26, 3, 27, 4, 28, 29, 30, 31, 32, 33, 34, 5, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 6, 51, 7, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[11.07661664341961, -0.0049073441948868, 0.000635877482785], [5.534058087892959, 9.588731365898104, 0.0003305634677915], [5.537413095974935, 3.194617362256722, 9.047572480254717]], "numbers": [29, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 29, 46, 29, 46, 46, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"RN": 1, "fcc": 1, "_64atom": 1, "_0_12Cu": 1, "_1cl": 1}, "mtime": 15.03829332875409, "keywords": ["fcc", "RN", "64atom", "1cl", "0.12Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.125, "unique_id": "edc880c9e14dfede0779d9311948c353", "user": "jboes"},
"86":
{"ctime": 14.923534263353103, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [2.567504722488354, 0.0, 0.0], [5.135009444976708, 0.0, 0.0], [7.702514167465062, 0.0, 0.0], [1.2837523612441772, 2.2235243140114296, 0.0], [3.8512570837325315, 2.2235243140114296, 0.0], [6.4187618062208855, 2.2235243140114296, 0.0], [8.986266528709239, 2.2235243140114296, 0.0], [2.5675047224883545, 4.447048628022859, 0.0], [5.135009444976708, 4.447048628022859, 0.0], [7.702514167465063, 4.447048628022859, 0.0], [10.270018889953416, 4.447048628022859, 0.0], [3.8512570837325315, 6.670572942034289, 0.0], [6.4187618062208855, 6.670572942034289, 0.0], [8.98626652870924, 6.670572942034289, 0.0], [11.553771251197594, 6.670572942034289, 0.0], [1.2837523612441768, 0.7411747713371433, 2.0963588274275313], [3.8512570837325306, 0.7411747713371433, 2.0963588274275313], [6.418761806220885, 0.7411747713371433, 2.0963588274275313], [8.986266528709239, 0.7411747713371433, 2.0963588274275313], [2.567504722488354, 2.964699085348573, 2.0963588274275313], [5.135009444976708, 2.964699085348573, 2.0963588274275313], [7.702514167465062, 2.964699085348573, 2.0963588274275313], [10.270018889953416, 2.964699085348573, 2.0963588274275313], [3.8512570837325315, 5.188223399360003, 2.0963588274275313], [6.418761806220885, 5.188223399360003, 2.0963588274275313], [8.98626652870924, 5.188223399360003, 2.0963588274275313], [11.553771251197594, 5.188223399360003, 2.0963588274275313], [5.135009444976708, 7.411747713371432, 2.0963588274275313], [7.702514167465062, 7.411747713371432, 2.0963588274275313], [10.270018889953418, 7.411747713371432, 2.0963588274275313], [12.837523612441771, 7.411747713371432, 2.0963588274275313], [2.5675047224883536, 1.4823495426742865, 4.192717654855063], [5.135009444976708, 1.4823495426742865, 4.192717654855063], [7.702514167465061, 1.4823495426742865, 4.192717654855063], [10.270018889953416, 1.4823495426742865, 4.192717654855063], [3.8512570837325306, 3.705873856685716, 4.192717654855063], [6.4187618062208855, 3.705873856685716, 4.192717654855063], [8.986266528709239, 3.705873856685716, 4.192717654855063], [11.553771251197592, 3.705873856685716, 4.192717654855063], [5.135009444976708, 5.929398170697146, 4.192717654855063], [7.702514167465061, 5.929398170697146, 4.192717654855063], [10.270018889953416, 5.929398170697146, 4.192717654855063], [12.83752361244177, 5.929398170697146, 4.192717654855063], [6.4187618062208855, 8.152922484708576, 4.192717654855063], [8.986266528709239, 8.152922484708576, 4.192717654855063], [11.553771251197594, 8.152922484708576, 4.192717654855063], [14.121275973685947, 8.152922484708576, 4.192717654855063], [3.8512570837325306, 2.2235243140114296, 6.289076482282594], [6.418761806220885, 2.2235243140114296, 6.289076482282594], [8.986266528709239, 2.2235243140114296, 6.289076482282594], [11.553771251197592, 2.2235243140114296, 6.289076482282594], [5.135009444976708, 4.447048628022859, 6.289076482282594], [7.702514167465062, 4.447048628022859, 6.289076482282594], [10.270018889953416, 4.447048628022859, 6.289076482282594], [12.83752361244177, 4.447048628022859, 6.289076482282594], [6.4187618062208855, 6.670572942034289, 6.289076482282594], [8.986266528709239, 6.670572942034289, 6.289076482282594], [11.553771251197594, 6.670572942034289, 6.289076482282594], [14.121275973685947, 6.670572942034289, 6.289076482282594], [7.702514167465062, 8.894097256045718, 6.289076482282594], [10.270018889953416, 8.894097256045718, 6.289076482282594], [12.837523612441771, 8.894097256045718, 6.289076482282594], [15.405028334930124, 8.894097256045718, 6.289076482282594]], "energy": -522.666866, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 424, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.270018889953416, 0.0, 0.0], [5.135009444976709, 8.894097256045718, 0.0], [5.135009444976707, 2.964699085348573, 8.385435309710125]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [2.567504722488354, 0.0, 0.0], [5.135009444976708, 0.0, 0.0], [7.702514167465062, 0.0, 0.0], [1.2837523612441772, 2.2235243140114296, 0.0], [3.8512570837325315, 2.2235243140114296, 0.0], [6.4187618062208855, 2.2235243140114296, 0.0], [8.986266528709239, 2.2235243140114296, 0.0], [2.5675047224883545, 4.447048628022859, 0.0], [5.135009444976708, 4.447048628022859, 0.0], [7.702514167465063, 4.447048628022859, 0.0], [10.270018889953416, 4.447048628022859, 0.0], [3.8512570837325315, 6.670572942034289, 0.0], [6.4187618062208855, 6.670572942034289, 0.0], [8.98626652870924, 6.670572942034289, 0.0], [11.553771251197594, 6.670572942034289, 0.0], [1.2837523612441768, 0.7411747713371433, 2.0963588274275313], [3.8512570837325306, 0.7411747713371433, 2.0963588274275313], [6.418761806220885, 0.7411747713371433, 2.0963588274275313], [8.986266528709239, 0.7411747713371433, 2.0963588274275313], [2.567504722488354, 2.964699085348573, 2.0963588274275313], [5.135009444976708, 2.964699085348573, 2.0963588274275313], [7.702514167465062, 2.964699085348573, 2.0963588274275313], [10.270018889953416, 2.964699085348573, 2.0963588274275313], [3.8512570837325315, 5.188223399360003, 2.0963588274275313], [6.418761806220885, 5.188223399360003, 2.0963588274275313], [8.98626652870924, 5.188223399360003, 2.0963588274275313], [11.553771251197594, 5.188223399360003, 2.0963588274275313], [5.135009444976708, 7.411747713371432, 2.0963588274275313], [7.702514167465062, 7.411747713371432, 2.0963588274275313], [10.270018889953418, 7.411747713371432, 2.0963588274275313], [12.837523612441771, 7.411747713371432, 2.0963588274275313], [2.5675047224883536, 1.4823495426742865, 4.192717654855063], [5.135009444976708, 1.4823495426742865, 4.192717654855063], [7.702514167465061, 1.4823495426742865, 4.192717654855063], [10.270018889953416, 1.4823495426742865, 4.192717654855063], [3.8512570837325306, 3.705873856685716, 4.192717654855063], [6.4187618062208855, 3.705873856685716, 4.192717654855063], [8.986266528709239, 3.705873856685716, 4.192717654855063], [11.553771251197592, 3.705873856685716, 4.192717654855063], [5.135009444976708, 5.929398170697146, 4.192717654855063], [7.702514167465061, 5.929398170697146, 4.192717654855063], [10.270018889953416, 5.929398170697146, 4.192717654855063], [12.83752361244177, 5.929398170697146, 4.192717654855063], [6.4187618062208855, 8.152922484708576, 4.192717654855063], [8.986266528709239, 8.152922484708576, 4.192717654855063], [11.553771251197594, 8.152922484708576, 4.192717654855063], [14.121275973685947, 8.152922484708576, 4.192717654855063], [3.8512570837325306, 2.2235243140114296, 6.289076482282594], [6.418761806220885, 2.2235243140114296, 6.289076482282594], [8.986266528709239, 2.2235243140114296, 6.289076482282594], [11.553771251197592, 2.2235243140114296, 6.289076482282594], [5.135009444976708, 4.447048628022859, 6.289076482282594], [7.702514167465062, 4.447048628022859, 6.289076482282594], [10.270018889953416, 4.447048628022859, 6.289076482282594], [12.83752361244177, 4.447048628022859, 6.289076482282594], [6.4187618062208855, 6.670572942034289, 6.289076482282594], [8.986266528709239, 6.670572942034289, 6.289076482282594], [11.553771251197594, 6.670572942034289, 6.289076482282594], [14.121275973685947, 6.670572942034289, 6.289076482282594], [7.702514167465062, 8.894097256045718, 6.289076482282594], [10.270018889953416, 8.894097256045718, 6.289076482282594], [12.837523612441771, 8.894097256045718, 6.289076482282594], [15.405028334930124, 8.894097256045718, 6.289076482282594]]}, "data": {"stress": [-0.0025590737824258193, -0.0025590737824258193, -0.0025590737824258193, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 765.9470174560003, "total_energy": -522.666866, "forces": [[0.0, 0.0, 0.0], [0.181161, 0.0, 0.0], [0.0, 0.0, 0.0], [-0.181161, 0.0, 0.0], [0.09058, 0.15689, 0.0], [0.004708, 0.002718, 0.006435], [-0.004708, 0.002718, 0.006435], [-0.09058, 0.15689, 0.0], [0.0, 0.0, 0.0], [0.0, -0.005437, 0.006435], [0.0, 0.0, 0.0], [0.0, 0.005437, -0.006435], [-0.09058, -0.15689, 0.0], [0.09058, -0.15689, 0.0], [0.004708, -0.002718, -0.006435], [-0.004708, -0.002718, -0.006435], [0.09058, 0.052297, 0.147917], [0.004708, 0.006973, 0.000418], [-0.004708, 0.006973, 0.000418], [-0.09058, 0.052297, 0.147917], [0.008393, 0.000591, 0.000418], [0.0, 0.0, 0.0], [-0.008393, 0.000591, 0.000418], [0.0, 0.004942, 0.003494], [0.003685, -0.007564, 0.000418], [-0.003685, -0.007564, 0.000418], [-0.002491, -0.001438, -0.004067], [0.002491, -0.001438, -0.004067], [0.0, -0.104593, 0.147917], [0.00428, -0.002471, 0.003494], [0.0, 0.002876, -0.004067], [-0.00428, -0.002471, 0.003494], [0.0, 0.0, 0.0], [0.0, 0.004255, -0.007271], [0.0, 0.0, 0.0], [0.0, -0.004255, 0.007271], [0.003685, -0.002128, -0.007271], [-0.003685, -0.002128, -0.007271], [-0.002491, -0.004314, 0.0], [0.002491, -0.004314, 0.0], [0.0, 0.0, 0.0], [-0.004981, 0.0, 0.0], [0.0, 0.0, 0.0], [0.004981, 0.0, 0.0], [-0.003685, 0.002128, 0.007271], [-0.002491, 0.004314, 0.0], [0.002491, 0.004314, 0.0], [0.003685, 0.002128, 0.007271], [-0.09058, -0.052297, -0.147917], [0.09058, -0.052297, -0.147917], [0.004708, -0.006973, -0.000418], [-0.004708, -0.006973, -0.000418], [0.0, 0.104593, -0.147917], [0.00428, 0.002471, -0.003494], [0.0, -0.002876, 0.004067], [-0.00428, 0.002471, -0.003494], [-0.003685, 0.007564, -0.000418], [-0.002491, 0.001438, 0.004067], [0.002491, 0.001438, 0.004067], [0.003685, 0.007564, -0.000418], [-0.008393, -0.000591, -0.000418], [0.0, -0.004942, -0.003494], [0.008393, -0.000591, -0.000418], [0.0, 0.0, 0.0]], "fermi_level": 3.6909}, "metadata": {"date.created": 1412295542.980669, "uuid": "e113bc9a-4a92-11e4-803f-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:19:02 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.270018889953416, 0.0, 0.0], [5.135009444976709, 8.894097256045718, 0.0], [5.135009444976707, 2.964699085348573, 8.385435309710125]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"RN": 1, "fcc": 1, "_1_00Cu": 1, "_64atom": 1, "_1cl": 1}, "mtime": 15.038293338827414, "keywords": ["fcc", "RN", "64atom", "1cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "f44b7b96c1de46064ecabd14eb43c940", "user": "jboes"},
"87":
{"ctime": 14.92353429181826, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.283587, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002230608268561633, -0.00218444608750019, -0.0024867284821711963, -0.00014552696236190036, 0.00013992833115420502, -0.0004329171228505648], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.283587, "forces": [[-0.097935, -0.023327, -0.012472], [-0.027265, 0.081358, -0.014715], [0.00367, -0.000191, -0.006672], [0.004826, -0.008531, -0.00475], [-0.010599, 0.034097, -0.002586], [0.009815, 0.010373, -0.007638], [-0.00663, -0.001163, -0.001434], [0.012982, -0.02022, 0.072006], [-0.003547, -0.008057, 0.007953], [-0.010877, 0.006132, -0.01046], [-0.008838, 0.015315, -0.00223], [0.01356, -0.004051, -0.011091], [-0.005156, 0.008713, 0.001142], [0.009648, -0.001102, -0.011317], [0.000197, -0.017149, 0.013205], [-1.1e-05, -0.001982, -0.000556], [0.004393, 0.007839, 0.001716], [0.005497, 0.010843, 0.01365], [0.004453, 0.002815, 0.012266], [-0.007301, -0.000211, 0.007146], [0.00839, 0.003025, -0.01551], [0.004632, 0.006021, 0.00046], [-0.017561, -0.045026, -0.015414], [-0.000669, -0.021331, 0.008026], [0.028711, 0.047171, -0.014688], [0.01559, -0.001465, 0.005172], [0.024698, -0.006568, 0.015729], [-0.000674, 0.003561, 0.002584], [0.000756, -0.011669, -0.001833], [0.002903, 0.006239, -0.008321], [-0.001236, -0.009406, 0.002038], [0.006583, 0.002458, -0.009625], [-0.329735, 0.00187, -0.170406], [0.205798, -0.001271, -0.002096], [-0.009793, -0.002154, -0.002429], [0.107974, 0.151122, 0.004882], [-0.008577, -0.008673, -0.003108], [-0.011133, 0.009242, 0.003355], [-0.009632, 0.00073, 0.0062], [-0.003396, 0.010225, -0.006151], [-0.091729, -0.131766, 0.00294], [0.116127, 0.049082, 0.161918], [-0.002314, -0.003778, -0.001134], [-0.011474, 0.002841, -0.002994], [0.009995, 0.00173, 0.008818], [-0.005235, 0.005009, -0.001279], [-0.003839, -0.008967, 0.007638], [-0.000802, -0.001503, 0.001653], [-0.009108, 0.004516, -0.005029], [-0.004369, -0.106023, 0.162447], [0.000628, 0.00339, -0.005931], [-0.004111, -0.009608, -0.000777], [0.001834, 0.001461, 0.008487], [0.003676, 0.002647, -0.01089], [0.010099, 0.001909, -0.004524], [0.000772, -0.00119, 0.005437], [0.003073, 0.007604, -0.001416], [0.001912, -0.004092, -0.00229], [0.089433, -0.041905, -0.149985], [-0.00159, 0.003024, -0.009016], [-0.004554, -0.002414, 0.008735], [-0.007461, 0.001151, 0.00109], [-0.001536, 0.004154, -0.007331], [0.006064, -0.002876, -0.008599]], "fermi_level": 3.9362}, "metadata": {"date.created": 1412296059.567992, "uuid": "14fcb70e-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:39 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_32": 1, "_1cl": 1}, "mtime": 15.038293349094388, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "32"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "5383ef84d596bde4fa3176a737288c47", "user": "jboes"},
"88":
{"ctime": 14.923534320656925, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.010111, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002113654922329977, -0.0019177590036179078, -0.002694664266657674, -1.1490613214456105e-05, 0.00017608537751560873, -9.108230235663117e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.010111, "forces": [[-0.011387, 0.000131, 0.004758], [-0.002896, 0.003879, 0.004843], [0.005441, -0.003932, -0.008507], [0.001173, -0.021279, -0.00082], [-0.043104, -0.020215, -0.009575], [0.020407, 0.028339, -0.00933], [0.000322, -0.001432, -0.005399], [-0.007955, -0.002548, 0.006027], [-0.001873, -0.025996, -0.004451], [0.003675, 0.00049, -0.016875], [-0.01413, 0.016492, 0.000596], [0.005818, 0.003802, -0.012696], [-0.009818, 0.006615, 0.0023], [0.003108, 0.000451, 9.6e-05], [-0.001151, -0.013574, 0.008654], [0.002062, -0.001522, 0.001496], [0.009365, -0.001667, 0.012656], [0.000665, 0.007182, 0.012284], [0.011328, 0.000444, 0.005637], [-0.008288, -0.004438, 0.010278], [-0.000198, 0.003434, -0.014007], [0.002766, 0.007415, -0.004248], [0.006838, -0.006057, 0.006123], [0.006991, -0.014502, 0.00364], [0.012943, -0.000741, 0.012416], [-0.000778, -0.012673, 0.018031], [0.011166, -0.002427, 0.008071], [0.003564, -0.000887, 0.002897], [-0.00399, -0.009397, -0.000795], [0.002937, -0.002759, -0.001449], [-0.001679, -0.007737, 0.00163], [0.013903, -0.000227, -0.013223], [-0.179223, 0.026724, 0.014994], [0.030044, -0.277267, -0.013785], [0.17675, 0.00295, -0.003517], [-0.084105, 0.144664, 0.000372], [0.077536, 0.146592, -0.00713], [-0.002309, 0.002037, 0.002141], [-0.010034, 0.004459, 0.001817], [-0.003142, -0.000959, -0.004407], [-0.016267, -0.000739, 0.000603], [-0.086283, 0.039135, 0.133986], [0.082245, 0.033607, 0.143154], [0.006736, 0.002283, -0.004958], [0.016629, 0.007972, 0.010309], [-0.013933, 0.007498, 0.001931], [-0.003336, -0.004236, 0.005749], [0.001018, -0.003951, 0.000654], [-0.009708, -0.007723, 0.000866], [-0.002779, 0.003218, 0.007722], [-0.002807, -0.084877, 0.137132], [0.001004, -0.00771, 0.013359], [0.01117, -0.003783, -0.010331], [0.005604, -0.001717, 0.000928], [0.013179, 0.002068, -0.013162], [-0.000754, -0.00018, 0.006466], [0.001506, 0.013077, -0.006298], [0.001149, -0.003374, -0.002076], [-0.070541, -0.037365, -0.145559], [0.073607, -0.035685, -0.13345], [-0.014704, 0.099643, -0.14124], [-0.006852, 0.008271, -0.0012], [-0.006547, -0.000497, -0.010528], [-0.002078, 0.001199, -0.005599]], "fermi_level": 3.9407}, "metadata": {"date.created": 1412296059.620049, "uuid": "1504a75c-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:39 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 0, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_1cl": 1, "fcc": 1, "RN": 1, "_33": 1}, "mtime": 15.038293359411332, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "33"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "ccc2d21e24408ee61924be22c9886086", "user": "jboes"},
"89":
{"ctime": 14.923534349173986, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.256104, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0021329723845237535, -0.0022548003472249853, -0.002442663447247753, -0.0003788157456952658, -1.2089797825313131e-05, -9.450888934996978e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.256104, "forces": [[-0.000639, 0.033944, 0.018414], [0.002368, 0.0131, 0.001313], [0.004245, -0.00616, -0.012069], [-0.009304, -0.023336, -0.003046], [-0.013981, -0.002281, -0.007954], [-0.063164, -0.004441, -0.021217], [0.054933, -0.094504, -0.002011], [-0.004297, -0.002898, 0.010107], [0.005488, -0.009776, 0.00719], [0.003832, -0.000204, -0.018543], [-0.017202, 0.003394, 0.005555], [0.02817, 0.013556, 0.049611], [-0.01521, 0.00747, 0.003426], [0.004375, -2.1e-05, -0.007854], [-0.000556, -0.004243, 0.006057], [-0.001863, 0.000826, 0.006267], [0.004612, -0.001768, 0.014104], [-0.007439, 0.008407, 0.014365], [0.010407, 0.002701, 0.016348], [-0.010255, -0.005873, 0.013012], [0.004217, 0.003005, -0.009997], [-0.000902, 0.007563, -0.006378], [0.014881, -0.009648, 0.000918], [0.032801, -0.045354, -0.057005], [-0.003555, 0.000818, 0.001112], [0.016771, 0.030521, 0.016378], [0.003936, -0.002665, 0.011157], [-0.000114, 0.00113, 0.003177], [-0.003911, -0.00431, -0.0048], [-0.001285, -0.004138, -0.006765], [0.002336, -0.003104, 0.002195], [0.006223, 0.003328, -0.004829], [0.003943, 0.010595, 0.010779], [-0.184668, 0.010018, -0.000644], [0.253074, -0.292686, -0.168707], [0.004633, -0.006814, 0.004861], [-0.106085, 0.171762, 0.014249], [0.079332, 0.15669, 0.006437], [-0.011, -0.005867, 0.005462], [-0.004831, -0.002938, -0.001183], [-0.00206, -0.004815, -0.000927], [0.003894, -0.003419, -0.005284], [-0.095378, 0.050086, 0.158863], [0.089199, 0.056892, 0.13459], [0.00879, 0.000207, 0.009059], [-0.008674, 0.003825, -0.000674], [-0.004027, -0.005231, 0.005116], [0.001734, 0.007197, -0.004238], [-0.013782, -0.012621, -0.000421], [0.000133, 0.002959, -0.000895], [-0.002209, 0.001381, -0.009511], [0.005883, -0.012577, 0.000904], [0.0102, -0.00475, -0.005927], [0.006387, -0.001662, 0.002544], [0.007755, -0.003988, -0.017488], [0.001113, 0.001152, -0.005035], [0.003936, 0.008378, -0.004138], [0.009177, 0.002895, -0.005738], [0.004054, 0.001224, -0.006895], [-0.076703, -0.04697, -0.151631], [-0.017679, -0.002926, 0.007186], [-0.009514, 0.011485, -0.000568], [0.001904, 0.003784, -0.003217], [-0.004445, 0.001692, -0.005164]], "fermi_level": 3.9374}, "metadata": {"date.created": 1412296059.934248, "uuid": "153498ae-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:39 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 0, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_1cl": 1, "fcc": 1, "RN": 1, "_34": 1}, "mtime": 15.038293370393344, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "34"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "b40fbdec97cb8bbd65f47a08778bd1c5", "user": "jboes"},
"90":
{"ctime": 14.923534378382671, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.163896, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0020192146895500014, -0.0025878908173042245, -0.0020718867617481517, -7.313173005637272e-05, 0.0005327937076727955, -2.5434138429608167e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.163896, "forces": [[-0.013796, -0.00211, 0.003101], [-0.010197, 0.015287, 0.014134], [0.004659, -0.005396, -0.004335], [0.003712, 0.007846, -0.004386], [-0.004478, 0.007606, 9.9e-05], [-0.006477, 0.004002, -0.000526], [-0.009308, -0.000935, 0.002348], [0.005817, -0.008294, -0.002703], [-0.008115, -0.011618, 0.000767], [0.000743, 0.002191, -0.006645], [-0.009499, 0.015501, -0.002983], [0.010142, -0.009568, -0.005895], [-0.008914, 0.00531, 0.001843], [-0.002731, 0.003394, -0.004938], [0.004772, -0.010986, 0.003387], [-0.000758, 0.000845, -0.004441], [0.00592, -2.5e-05, 0.000289], [0.003421, 0.003433, 0.009945], [0.003814, 0.003238, 0.007408], [-0.006618, -0.00671, 0.005097], [0.003848, -4.6e-05, -0.015125], [0.005923, 0.002135, -0.003767], [-0.001649, -0.000283, 0.002433], [0.012446, -0.014505, 0.001737], [-0.014316, -0.031735, -0.036895], [0.002744, -0.002863, 0.00769], [0.007166, -0.009719, 0.003055], [0.007781, 0.027354, 0.008941], [-0.003033, -0.014148, 0.001152], [0.008563, -0.012054, -0.003169], [-0.002045, -0.004101, 0.002197], [0.008152, 0.009074, -0.008389], [-0.086017, -0.140383, 0.008665], [0.096572, -0.166674, 0.004864], [-0.000464, -0.003003, -0.003821], [-0.208741, 0.1751, -0.108234], [0.187358, -0.003164, -0.025605], [-0.008947, 0.002541, -0.001056], [0.075229, 0.162755, -0.00293], [-0.07636, 0.13096, -0.002594], [-0.007876, 0.002065, 0.002657], [-0.002773, -0.12618, 0.14961], [-0.003248, -0.012732, -0.002012], [0.002477, 0.000595, -0.007108], [0.023763, 0.008144, 0.010523], [-0.107622, 0.050253, 0.143532], [0.001941, 0.000198, 0.006496], [0.001862, 0.006835, -0.003308], [-0.013737, 0.006, -0.005389], [0.001431, 6e-05, 0.001617], [-0.000305, -0.007902, -0.004876], [-0.00066, -0.012178, 0.02068], [0.010713, -0.002064, -0.004091], [0.010901, 0.006584, 0.013006], [0.010757, 0.002586, -0.004883], [-0.003708, -0.000679, 0.013211], [0.006622, 0.007264, -0.016894], [0.000436, -0.00439, -0.001224], [0.010498, 0.000761, -0.006748], [-0.000552, 0.006195, -0.007619], [0.084863, -0.059055, -0.134493], [-0.002468, 0.002419, 0.00207], [0.000864, 0.004589, -0.002532], [-0.000495, 0.000384, -0.002939]], "fermi_level": 3.9369}, "metadata": {"date.created": 1412296060.098572, "uuid": "154dabaa-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:40 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 0, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_35": 1, "_1cl": 1}, "mtime": 15.038293384163843, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "35"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "163090ac5b59ee1903d70b294fcb4c91", "user": "jboes"},
"91":
{"ctime": 14.923534407811019, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.093629, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002241886670559744, -0.0022979104316748758, -0.002090405311127452, 0.00011803312683247116, -0.0004035009033613028, -3.464036031517186e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.093629, "forces": [[-0.011988, 0.003895, 0.002401], [-0.010885, 0.003698, -0.001732], [0.011924, -0.028215, -0.011545], [0.008908, -0.000166, -0.002984], [4.4e-05, 0.006244, -0.006781], [-0.007015, 0.015011, 0.001581], [-0.006587, 0.003565, 0.002955], [-0.006943, -0.003947, 0.004544], [0.011375, 0.005126, -0.012346], [0.001874, 0.002351, -0.014675], [-0.02036, 0.018094, 0.006489], [0.00698, -0.003832, -0.008966], [-0.008178, 0.003612, 0.00335], [-0.000837, 0.002264, -0.002732], [0.003015, -0.006292, 0.005404], [-0.002367, 0.0039, 0.002571], [0.007918, -0.004381, 0.012928], [-0.004538, 0.002775, 0.015408], [0.008356, -0.002138, 0.014215], [-0.006517, -0.004633, 0.00345], [-0.000641, 0.004783, -0.013915], [0.002201, 0.002082, -0.006964], [0.003116, -0.001568, 0.005395], [0.011688, -0.017262, 0.002258], [0.005898, 0.00312, 0.004951], [0.022947, -0.001643, 0.040548], [0.019168, -0.0038, 0.002098], [0.00883, -0.005305, 0.008343], [-0.012248, -0.014281, 0.004572], [-0.000434, -0.008432, -0.004119], [0.005044, -0.010825, 0.002504], [0.008413, -0.000119, -0.005878], [-0.006353, 0.007428, 0.0082], [-0.079304, -0.147386, 0.000366], [0.088591, -0.164094, 0.0045], [-0.192255, -0.014224, -0.013464], [0.102824, 0.206358, -0.032875], [0.171882, -0.003794, 0.006273], [-0.109525, 0.149927, -0.002607], [-0.006151, 0.004781, -0.001744], [-0.013175, 0.01506, -0.000321], [0.004482, -0.010037, -0.00778], [0.010607, -0.128795, 0.146114], [0.001093, -0.000568, -0.010309], [0.109377, 0.04202, 0.153927], [-0.019972, 0.005251, 0.003211], [-0.006832, -0.002825, 0.008961], [0.010267, 0.011424, 0.005012], [-0.010393, 0.00325, -0.007341], [-0.000334, 0.002136, 0.001624], [-0.001287, -0.006789, -0.004724], [0.002472, -0.012624, 0.019086], [0.010035, -0.002931, -0.003624], [0.011015, 0.000902, 0.012654], [0.005415, -0.00121, -0.018858], [0.001401, 0.00315, 0.008245], [0.002956, 0.00884, -0.007462], [0.002315, 0.002137, -0.011569], [0.002158, 0.000843, -0.008301], [-0.004218, 0.000714, -0.007146], [-0.117406, -0.055213, -0.136647], [-0.016516, 0.109767, -0.145867], [0.000794, 0.011752, -0.008063], [-0.002125, 0.001069, -0.002797]], "fermi_level": 3.9405}, "metadata": {"date.created": 1412296060.284485, "uuid": "156a0a20-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:40 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 0, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_1cl": 1, "_36": 1}, "mtime": 15.038293396848049, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "36"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "d64ff596e55cbe9f1aec60ce1ae2b38f", "user": "jboes"},
"92":
{"ctime": 14.92353443650094, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.347047, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0022775880869566416, -0.002158356590902457, -0.002454097886904941, -8.92535409922446e-07, 0.0003784787043516587, -0.0003212316079893603], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.347047, "forces": [[-0.039445, -0.029985, 0.026512], [0.102263, 0.00336, -0.011223], [-0.030722, 0.019989, 0.012636], [0.058613, 0.089041, -0.003257], [-0.005187, 0.011689, -0.007563], [-0.000942, 0.027065, -0.001134], [-0.01062, -0.00349, 0.006367], [-0.016256, 0.00461, 0.002458], [0.007119, 0.004229, 0.010129], [-0.01153, -0.015771, 0.036202], [-0.015159, 0.016408, 0.002319], [0.011552, -0.008187, -0.009365], [-0.010957, -0.000276, 0.009393], [0.004704, -0.000568, -0.013221], [-0.003296, -0.005477, 0.006645], [0.003669, 0.005931, 0.010507], [0.002679, -0.006731, 0.017782], [-0.007448, 0.011267, 0.016444], [0.00614, -0.000759, 0.010275], [-0.007718, -0.007207, 0.006159], [0.010497, 0.01323, -0.031876], [-9.9e-05, 0.003087, -0.008721], [0.015195, -0.006933, 0.002697], [-0.0018, -0.002774, 0.015288], [-0.001468, 0.006238, 0.004254], [-0.027478, -0.030356, -0.015211], [0.068899, -0.019149, -0.073159], [7e-05, -0.004451, 0.00717], [0.000955, 0.031221, -0.092958], [-0.003651, -0.011545, 0.0], [0.007263, -0.003362, 0.00053], [0.003197, -0.000289, -0.006385], [0.008793, 0.009032, 0.006015], [0.001671, 0.007627, -0.003546], [-0.097038, -0.169495, 0.013201], [0.012668, -0.007443, -0.002591], [-0.208111, -0.01194, 0.005817], [0.297802, 0.125168, -0.234938], [-0.024595, -0.004897, 0.007074], [-0.00304, 0.005438, -0.001771], [-0.008947, 0.007387, 0.002869], [0.006352, -0.007684, -0.006672], [0.00173, -0.008889, -0.000224], [-0.008389, -0.122378, 0.144762], [-0.093398, 0.043628, 0.184621], [0.003419, 0.005861, 0.000844], [-0.011527, -0.00071, 0.013169], [0.002312, 0.007539, -0.003728], [-0.00012, 0.013629, -0.003798], [-0.000907, 0.003287, -0.000564], [-0.001871, 0.001759, -0.008337], [0.002776, -0.006089, 0.005403], [0.011713, -0.006376, 0.00618], [0.013571, -0.001182, -0.000237], [0.012354, 0.000552, -0.008519], [-0.00059, 0.000572, -0.003828], [0.003067, 0.006368, -0.003376], [0.004132, -0.001679, -0.013778], [0.005091, 0.002847, -0.00662], [-0.007338, -0.000561, -0.00875], [-0.018526, -0.006123, 0.006937], [-0.012457, 0.004373, -0.001308], [0.001008, 0.016095, -0.009397], [-0.000642, 0.004231, -0.004603]], "fermi_level": 3.9376}, "metadata": {"date.created": 1412296060.748873, "uuid": "15b0e4ea-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:40 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 0, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_1cl": 1, "_37": 1}, "mtime": 15.038293408723353, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "37"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "8df1ec78ddbea7751237177b71d0cee9", "user": "jboes"},
"93":
{"ctime": 14.923534465059259, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.310919, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0021852949323655706, -0.0024982190953856524, -0.0021018459922910035, -0.0003573574468189486, 0.00028770223580681925, -0.00016842704920809235], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.310919, "forces": [[-0.009531, 0.002597, 0.004157], [-0.006733, 0.002563, 0.000174], [-0.011897, -0.00023, -0.009583], [0.023263, 0.007532, -0.012653], [-0.009717, 0.001929, -0.001532], [-0.011784, 0.015314, -0.000275], [-0.029737, 0.054905, -0.007768], [-0.004834, -0.007582, -0.000852], [0.036846, -0.032203, 0.03387], [-0.00045, 0.000946, -0.015346], [-0.045878, 0.049835, 0.065248], [0.010731, -0.011803, -0.006394], [-0.007678, -0.002532, -0.002241], [-0.004627, 0.002764, -0.005402], [0.006834, -0.01402, 0.005254], [-0.001277, 0.003117, 0.005134], [-0.001887, -0.000168, 0.001879], [0.003875, 0.002584, 0.012957], [0.002044, 0.000319, 0.00568], [-0.002629, -0.008633, -0.002833], [0.004557, -0.005952, -0.014842], [0.002589, -0.004315, -0.00134], [0.003319, 0.001606, 0.003722], [0.010072, -0.002327, 0.003327], [-0.003526, 0.006791, 0.001681], [0.011863, 0.004709, 0.001463], [0.014518, -0.003418, 0.004752], [-0.020837, -0.028332, 0.00353], [-0.006479, -0.015297, -0.006829], [-0.008173, -0.011239, -0.003669], [0.025344, 0.030798, -0.034769], [0.018735, -0.008739, -0.003374], [-0.005653, 0.007644, 0.010426], [0.002813, 0.008953, 0.004495], [-0.005865, 0.00426, -0.001538], [-0.103722, -0.175141, -0.011568], [0.089495, -0.182984, -0.029286], [0.001933, -0.007435, -0.004055], [-0.049686, 0.153299, -0.031226], [-0.184406, 0.005826, -0.008963], [0.066054, 0.145456, 0.00276], [0.005323, -0.015082, -0.007824], [-0.002017, -0.019126, -0.000621], [0.001766, -0.002802, -0.009171], [0.006832, 0.000602, 0.011037], [-0.010622, -0.003087, 0.000389], [0.083184, 0.061399, 0.165701], [0.009721, 0.012788, 0.004594], [-0.022154, 0.006698, -0.007511], [0.001803, 0.001323, -0.001051], [-0.000223, -0.001494, -0.006639], [-0.000498, -0.012101, 0.017143], [0.010662, -0.003455, -0.003934], [0.007768, 0.002858, 0.013345], [0.012196, 0.004849, -0.003892], [-0.000621, 0.00488, 0.018106], [0.009625, 0.006367, -0.015764], [-0.002939, 0.005925, 0.014127], [0.006438, 0.004324, -0.005087], [-0.001347, 0.003799, -0.005558], [-0.004974, -0.003768, 0.009851], [0.088967, -0.050429, -0.13653], [0.002746, 0.003909, -0.002661], [0.000487, 0.000227, -0.002221]], "fermi_level": 3.9359}, "metadata": {"date.created": 1412296061.122439, "uuid": "15e9e646-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:41 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 0, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_38": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293418918833, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "38"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "320d5d9123db7dbb11d3ed1a42a00a60", "user": "jboes"},
"94":
{"ctime": 14.923534496071662, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.389207, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002292742464406234, -0.002466799352353837, -0.002432327512710469, 8.986520861582783e-05, 0.0002832957323144749, 5.84204995585601e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.389207, "forces": [[-0.026445, 0.00401, 0.013109], [0.016364, -0.043558, 0.021598], [-0.004602, -0.002362, -0.00819], [-0.077173, 0.013065, 0.007554], [-0.006666, 0.003854, -0.002823], [-0.058435, 0.097538, 0.016205], [0.050905, 0.044567, 0.01001], [-0.001944, -0.006213, -0.001612], [-0.004808, 0.005313, 0.007994], [0.009689, 0.005051, -0.017609], [-0.006103, 0.021258, 0.019815], [0.00666, -0.02556, -0.015249], [-0.009808, 0.006268, -0.005061], [0.002661, 8.7e-05, -0.005164], [-0.002813, -0.009745, -0.004856], [0.002692, 0.00697, 0.002103], [0.007881, -0.005386, 0.006466], [0.013341, 0.018044, 0.024495], [0.009181, -0.004544, 0.011551], [-0.0061, -0.013028, 0.003596], [0.009272, -0.004873, -0.014829], [-0.000486, 0.005056, -0.007585], [0.002346, -0.000645, 0.006484], [0.003366, -0.012941, 0.008056], [-0.001211, 0.024826, 0.007714], [0.017375, -0.000513, 0.003035], [0.012129, -0.002977, 0.007834], [0.021099, -0.018467, -0.029106], [-0.008457, -0.018644, -0.01212], [-0.042224, -0.037319, -0.080102], [-0.012976, -0.010942, 0.002955], [0.019652, 0.054682, -0.094099], [-0.002872, 0.007693, 0.011542], [-0.002787, 0.012072, 0.002828], [-0.00186, 0.012167, -0.001452], [0.094872, -0.1602, 0.00223], [-0.005514, -0.008832, -0.010054], [-0.012729, -0.005465, -0.001872], [0.192026, -0.008327, 0.004047], [-0.121689, 0.126014, -0.180011], [-0.00459, 0.005641, 0.004604], [0.005374, -0.009759, -0.008499], [-0.002387, -0.010096, -0.002247], [0.003411, -0.000477, -0.007724], [0.008772, 0.001807, 0.008404], [-0.018265, -0.133799, 0.159363], [0.000336, -0.000423, 0.008367], [-0.001328, 0.011157, 0.002559], [-0.099013, 0.054864, 0.136371], [-0.003289, 0.002903, 0.002001], [-0.005163, 0.00358, -0.003885], [0.001062, -0.006294, 0.007282], [0.01155, -0.004059, -0.005637], [0.007045, -0.002124, 0.002614], [0.010849, 0.003648, -0.002221], [-0.00053, -0.000673, 0.012688], [0.006441, 0.006359, -0.019031], [-0.001024, -0.002378, 0.006269], [0.004966, 0.004868, -0.005072], [0.000934, 0.012397, -0.014699], [-0.000766, -0.007471, 0.008929], [-0.001578, -0.001263, 0.00382], [-8.1e-05, 0.005163, -0.00174], [0.003464, -0.001564, -0.001939]], "fermi_level": 3.9321}, "metadata": {"date.created": 1412296061.559561, "uuid": "162c98ec-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:41 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 0, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_39": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293428915097, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "39"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "9a97f45c9435fc388ac75265ac89d8a1", "user": "jboes"},
"95":
{"ctime": 14.923534525360642, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.368381, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0020004090308779992, -0.002450970892217031, -0.0024812546810907632, -0.00010212352711294448, 0.00027858963651670196, -0.0003312929162466679], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.368381, "forces": [[-0.043565, 0.089387, -0.012761], [-0.000154, 0.002768, -0.002359], [0.024261, -0.024684, -0.01595], [0.013558, -0.00809, -0.012185], [0.020141, -0.002728, -0.008205], [-0.007793, 0.018725, -0.00261], [-0.083596, -0.011606, -0.008732], [-0.00446, -0.016517, -0.00226], [0.006363, 0.006757, 0.007384], [-0.002075, -0.004597, -0.021069], [-0.004826, 0.019755, -0.005792], [0.01434, -0.00332, -0.003368], [-0.001665, -0.005732, 0.074537], [0.006623, -0.001102, -0.011803], [0.001621, -0.017152, 0.007443], [-0.007169, 0.003872, 0.006782], [0.002504, -0.001631, 0.014772], [0.008475, 0.012514, 0.009728], [0.001898, -0.002431, 0.002022], [-0.007582, -0.008792, -0.000694], [-0.0074, 0.006679, 0.004174], [-0.003527, -0.002345, -0.002824], [0.033248, 0.037533, -0.01462], [0.021663, -0.01892, 0.015871], [0.002928, 0.008799, 0.001631], [0.018618, 0.002659, 0.005209], [0.014858, 0.00601, 0.008561], [-0.003172, -0.006252, 0.002396], [0.001351, -0.008132, -0.007869], [-0.002, -0.008909, -0.008175], [-0.024983, -0.050336, -0.018961], [-0.001617, -0.005765, -0.009335], [0.068239, 0.167751, 0.008887], [0.005639, 0.0148, 0.000473], [-0.015537, 0.002852, 0.00385], [0.005808, -0.00549, 0.002073], [-0.011356, -0.014309, -0.00482], [0.000708, -0.00092, -0.004223], [-0.107107, -0.151856, 0.007445], [-0.007242, -0.000978, -0.00559], [-0.121515, 0.072837, -0.147858], [0.011888, -0.007564, -0.006578], [-0.001957, -0.006265, -0.001011], [-0.008129, 0.004916, -0.00096], [0.003373, -0.007192, 0.01912], [-0.0043, 0.000417, -0.003346], [-0.011225, -0.110822, 0.167528], [0.004522, 0.005248, -0.004042], [-0.010539, 0.004566, -0.006405], [0.090161, 0.058877, 0.168853], [0.004789, 0.007377, -0.000789], [-0.000195, -0.006584, -0.006754], [0.009011, -0.005541, -0.004118], [0.005389, 0.008217, -0.006005], [0.011229, 0.00259, -0.003808], [0.002157, 0.000601, 0.00571], [0.001986, 0.009449, -0.001502], [0.00361, -0.001468, -0.000565], [0.006468, 0.004615, -0.0086], [-0.002198, 0.001708, -0.007608], [-0.006911, -0.002144, 0.008796], [-0.008068, 0.001947, -0.001331], [0.089538, -0.049211, -0.149008], [0.004899, -0.004837, -0.008754]], "fermi_level": 3.936}, "metadata": {"date.created": 1412296061.946864, "uuid": "1667b1a2-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:41 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 0, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_40": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293442749481, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "40"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "7f3e756ea4bbb24b33a185ab0ff65875", "user": "jboes"},
"96":
{"ctime": 14.923534556093903, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.17387, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0021065396050760497, -0.0022037697912003287, -0.0024593532352626657, -0.0001581285637089872, 1.2869986120699886e-05, 0.00015241758538675617], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.17387, "forces": [[-0.013088, -0.001594, 0.007527], [0.008225, 0.002987, -0.001464], [0.003553, -0.002438, -0.004827], [0.003846, 0.002423, -0.005164], [-0.00604, 0.010368, 0.003724], [-0.008293, 0.024249, 0.003964], [-0.006198, 0.001695, -0.000197], [-0.011159, -0.024436, -0.030466], [-0.022329, -0.014917, 0.003289], [-0.00299, 0.002772, -0.004801], [-0.008814, 0.017385, -0.000957], [0.003464, -0.003649, -0.010567], [-0.00905, 0.001167, -4.1e-05], [7e-05, 0.000276, -0.007546], [-0.000767, 0.018242, 0.066554], [0.001538, 0.002478, 0.005352], [0.001672, -0.014559, 0.012253], [0.004613, 0.008835, 0.009051], [0.014242, 0.001542, -0.004361], [-0.0011, 0.001697, -0.001188], [0.003601, 0.005771, -0.017936], [-0.001815, 0.010149, -0.004986], [0.001484, -0.00112, 0.003179], [-0.000154, -0.016368, 0.006485], [0.009057, 0.007166, 0.001193], [0.008933, -0.004091, 0.000362], [0.014022, 0.000414, 0.008804], [-0.001095, -0.008704, 0.006249], [-0.004649, -0.012239, -0.004187], [0.006422, -0.005999, -0.006813], [-0.005029, -0.004697, 0.005322], [0.010079, 0.001869, -0.001573], [-0.097221, -0.037241, -0.15455], [0.095392, -0.045865, -0.145133], [-0.000772, -0.003666, -0.00273], [-0.000659, 0.094383, -0.163681], [-0.007146, -0.007831, -0.009039], [-0.004445, 0.000664, 0.001945], [-0.012643, 0.009553, -0.002849], [-0.004929, 0.004291, -0.003543], [-0.010499, 0.000612, 0.00459], [-0.177829, 0.07331, 0.317381], [0.18893, -0.02099, 0.007583], [-0.008141, -0.002064, -0.007034], [0.026034, 0.005086, 0.012533], [-0.093813, 0.149373, -0.006806], [0.001738, 0.013599, 0.007394], [-0.001675, 0.001253, -0.002285], [-0.00621, -0.000628, -0.007716], [-0.078544, -0.13209, 0.004992], [0.097323, -0.15863, -0.018838], [0.081442, 0.031972, 0.147249], [0.001821, 0.00053, 0.001324], [0.010274, 0.001375, 0.007987], [0.005671, 0.008637, -0.003923], [0.002367, 0.002711, 0.009996], [0.003221, -0.002664, 0.000561], [0.001703, -0.00486, -0.002376], [0.008243, 0.004761, -0.012886], [-0.001088, 0.003451, -0.003758], [-0.004246, -0.001748, -0.003944], [-0.007955, 0.000885, -0.000714], [-0.000673, 0.003705, -0.004312], [0.002078, 0.00145, -0.003651]], "fermi_level": 3.9396}, "metadata": {"date.created": 1412296062.146755, "uuid": "1686329e-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:42 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 0, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_41": 1, "fcc": 1, "_0_50Cu_wid": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293453004442, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "41"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "ea62f26e15eff8450994869a1e9f1f39", "user": "jboes"},
"97":
{"ctime": 14.923534584651936, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.183493, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0023377187592586897, -0.0017720572790778412, -0.0025266429153631828, -9.225570555289283e-05, 0.0003271485560215735, -0.0005094754399002763], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.183493, "forces": [[-0.014197, 0.001861, 0.01196], [-0.003876, 0.003644, 0.000535], [0.003602, -0.003174, -0.006701], [0.002583, 0.004486, -0.002313], [-0.012176, 0.003387, -0.002514], [-0.008976, 0.032641, 0.004471], [-0.000945, 2.8e-05, -0.006236], [-0.01341, -0.00556, 0.004992], [0.010567, -0.026308, 0.003801], [0.003225, -0.001535, -0.011763], [-0.014467, 0.014441, 0.00276], [0.033691, 0.01235, -0.041804], [0.003069, 0.004196, 0.001486], [0.000572, 0.022356, -0.010886], [0.004697, -0.009831, 0.002262], [0.007694, 0.009151, 0.008107], [0.007654, -0.002953, 0.009278], [-0.002776, 0.00811, 0.012999], [0.012698, 0.007298, 0.003553], [-0.025358, -0.037319, 0.076991], [-0.008227, 0.007833, -0.018643], [-0.003114, 0.008167, -0.009684], [0.003348, -0.003188, 0.011036], [0.007915, -0.012673, 0.005641], [0.00358, 0.001402, -0.003567], [0.005436, -0.003118, 0.008071], [0.012987, -0.000993, 0.004689], [0.003678, -0.001353, -0.004558], [-0.007402, -0.01009, -0.007337], [0.00028, -0.006492, -0.005681], [0.000922, -0.004274, 0.000393], [0.011726, -0.001352, -0.008693], [-0.005654, 0.005778, 0.009038], [-0.091111, -0.039315, -0.144683], [0.096151, -0.048139, -0.160589], [0.004697, -0.011324, -0.002358], [0.005351, 0.099914, -0.171634], [-0.006555, 0.000252, 0.001343], [-0.011228, 0.009665, -0.004964], [-0.005733, 0.002688, -0.003383], [-0.008147, 0.002415, 0.001492], [-0.193097, -0.015036, 7.6e-05], [0.102513, -0.052252, 0.322035], [0.172206, 8.3e-05, -0.017052], [0.10661, 0.142566, 0.000756], [-0.022406, 0.004314, 0.002003], [-0.00234, 0.008591, 0.006061], [-0.000725, 0.001847, -0.005134], [-0.014084, -0.010378, -0.003608], [-0.001346, 0.002812, -0.001405], [-0.099636, -0.149455, -0.015858], [-0.080632, 0.032106, 0.149434], [0.022862, -0.000516, -0.003324], [0.006279, -0.001445, 0.003524], [0.012195, 0.002061, -0.006062], [-0.006747, 0.004078, 0.014105], [0.000199, 0.001808, -0.001316], [0.007316, -0.019162, 0.005464], [0.008397, 0.00557, -0.00138], [-0.002868, 0.0054, -0.015832], [-0.006015, -0.00162, -0.001734], [-0.010487, -0.002648, 0.008811], [0.000587, 0.004124, 0.007471], [-0.001552, 0.00408, -0.00394]], "fermi_level": 3.9403}, "metadata": {"date.created": 1412296062.597291, "uuid": "16caf172-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:42 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 0, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_42": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293465535341, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "42"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "db0b9e7bba3de819e8253357b9ee8e47", "user": "jboes"},
"98":
{"ctime": 14.923534613359413, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.349957, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0022351645682066918, -0.002252528438908819, -0.0024444360350548717, -0.00012891207242334406, -0.0001467253315836144, 3.3710375867070846e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.349957, "forces": [[-0.057606, 0.028745, -0.022326], [-0.00552, 0.006869, 0.006514], [0.008674, -0.004547, -0.001565], [0.001263, 0.005561, -0.010125], [-0.012107, 0.00075, -0.006646], [-0.004719, 0.019129, 0.00119], [-0.011726, 0.001384, 0.002484], [0.077603, 0.007476, 0.029727], [0.006445, -0.005944, 0.015017], [-0.008727, 0.020515, -0.03341], [-0.01415, 0.007728, 0.004754], [-0.022191, -0.022945, -0.03414], [0.031665, -0.093976, 0.017736], [-0.014131, 0.026703, -0.034128], [-0.008649, -0.008164, 0.001085], [0.002588, 0.010108, -0.000697], [0.000385, -0.003646, 0.01393], [-0.005821, 0.016231, 0.00918], [0.009256, 0.002611, 0.005311], [0.002088, -0.004396, -0.006472], [0.026615, -0.054349, 0.052113], [-0.000594, 0.006271, -0.009203], [0.010603, -0.0043, 0.018566], [0.004613, -0.014035, 0.007982], [0.004826, 0.007133, 0.000522], [0.012067, -0.001881, 0.003832], [0.01668, 0.000905, -0.001729], [0.001552, -0.003042, 0.000956], [-0.003887, -0.031379, 0.013881], [0.002427, -0.009816, -0.003359], [0.00409, -0.009732, 0.000321], [0.005504, 0.003697, -0.008383], [0.00919, 0.006922, -0.001429], [0.000209, 0.004325, 0.000834], [-0.092119, -0.050258, -0.153856], [0.004012, -0.008074, 0.000107], [-0.005339, -0.006837, -0.006631], [-0.008875, 0.110827, -0.154377], [-0.013479, -0.005036, 0.003322], [-0.008484, 0.00262, -0.000231], [0.00048, -0.001881, -0.00618], [0.016277, -0.007212, -0.002015], [-0.189044, -0.007843, -0.001013], [0.223448, -0.182103, 0.14552], [-0.094188, 0.172404, -0.003125], [0.003669, 0.004091, 0.000368], [-0.004162, -0.008607, 0.00828], [0.001488, 0.012442, -0.004227], [-0.009273, 0.005905, -0.007685], [0.006584, -0.000654, -0.000523], [-0.008646, 0.000984, -0.007813], [-0.004002, -0.00628, 0.008465], [0.103924, 0.042796, 0.130102], [0.003543, 0.000918, 0.008026], [0.018241, 0.004121, 0.003957], [-0.000251, 0.001829, 0.005519], [0.003593, 0.00743, -0.006048], [0.001499, -0.012607, 0.004508], [0.004453, 0.00793, -0.000101], [0.000439, 0.004544, -0.010589], [-0.008037, -0.002413, 0.006622], [-0.011887, 0.000697, -0.000313], [-0.004334, 0.007189, 0.006422], [0.001955, 0.002168, 0.001186]], "fermi_level": 3.935}, "metadata": {"date.created": 1412296062.904652, "uuid": "16f9d776-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:42 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 0, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_43": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.03829347553718, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "43"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "3784717439f7186d11ccc39d55fc3d25", "user": "jboes"},
"99":
{"ctime": 14.9235346432589, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.265424, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0017178997283652743, -0.00256688190688605, -0.0021969915152900087, -0.0006947607977950855, 0.00020211245904971082, -5.90446501948695e-06], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.265424, "forces": [[-0.013525, 0.009621, 0.010787], [-0.000631, 0.001926, -0.000927], [0.024685, -0.029673, 0.020836], [-0.005873, -0.00598, -0.002804], [-0.00925, 0.005978, -0.001262], [-0.006289, 0.014421, 0.002428], [-0.007192, 0.001977, 0.004956], [0.004578, -0.01398, 0.002892], [0.024228, 0.020069, 0.008964], [0.008589, -0.022616, -0.05314], [-0.01892, 0.016616, 0.007178], [0.006532, -0.006618, -0.006509], [-0.013335, 0.006794, 0.007508], [-0.026949, -0.012382, -0.032748], [-0.00021, -0.008095, 0.002741], [0.025091, 0.053177, 0.084371], [0.002391, -0.007798, 0.012071], [0.005976, -0.000646, 0.005943], [0.006196, -0.004069, 0.006868], [-0.009142, -0.016503, 0.007195], [0.010258, -0.010976, -0.012422], [-0.006408, 0.005546, -0.008591], [0.003649, 0.002106, 0.018215], [0.002293, -0.008036, 0.005748], [0.004213, 0.003571, -0.004714], [0.009509, 0.00293, 0.00289], [0.014569, 0.000169, 0.006742], [0.002133, -0.006659, -0.004149], [-0.003148, -0.016908, -0.005967], [0.000314, -0.008981, -0.007114], [0.00623, -0.008012, -0.002603], [0.007766, 0.000718, -0.00939], [-0.002423, 0.011484, 0.007957], [-0.001059, 0.010856, -0.000134], [-0.002972, 0.001276, 0.003088], [-0.003331, -0.015364, -0.008853], [-0.090936, -0.071221, -0.166458], [0.085855, -0.064389, -0.158998], [-0.016869, -0.00563, 0.004526], [-0.005285, 0.001594, -0.000791], [-0.012244, 0.018316, 0.002015], [-0.002274, -0.018768, -0.008818], [-0.074461, -0.17029, -0.00643], [0.092293, -0.162293, -0.021473], [0.059554, 0.074554, 0.127927], [-0.010403, 0.002668, -0.003541], [-0.105177, 0.160775, 0.025345], [0.084611, 0.16223, -0.009286], [-0.00413, 0.012451, -0.003787], [0.001294, 0.002862, -0.000957], [0.000401, 0.002644, -0.008145], [0.000803, -0.006439, 0.007905], [0.012859, -0.004668, -0.003596], [-0.075604, 0.058172, 0.150369], [0.028077, 0.009689, 0.006365], [-0.005656, 0.006102, 0.01274], [0.004766, 0.011656, -0.003952], [0.00423, -0.003212, -0.000533], [0.009488, 0.005476, 0.008643], [-0.003652, 0.005661, -0.00798], [-0.004194, 0.003011, 0.016525], [-0.013218, -0.005116, -0.014723], [0.004847, 0.00686, -0.008765], [-0.003518, 0.001366, -0.002181]], "fermi_level": 3.9401}, "metadata": {"date.created": 1412296063.091731, "uuid": "1716640e-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:43 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 0, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_44": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293486229941, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "44"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "933a8038959687cac12cce4f139ab000", "user": "jboes"},
"100":
{"ctime": 14.923534672168257, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.289848, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0018298161789619132, -0.0025773926036015, -0.002677050735701023, -0.0002331639532061036, 0.0002653326770014902, 0.0002181281643774101], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.289848, "forces": [[-0.010243, 0.003907, 0.009492], [0.012507, 0.011258, -0.07146], [0.009155, -0.007134, -0.000995], [0.005581, -0.005687, -0.001587], [-0.002929, 0.000464, -0.000802], [-0.007804, 0.016126, 0.000129], [-0.010351, 0.001809, -0.001416], [-0.055715, -0.125918, 0.001707], [0.061948, -0.026341, 0.021718], [-0.057704, 0.029569, 0.022936], [-0.052965, 0.036693, 0.009297], [0.011163, -0.013286, -0.007224], [-0.004657, 0.012799, 0.003372], [-0.001, 0.005093, -0.008886], [0.018868, -0.006906, 0.021836], [-0.008391, 0.005843, 0.00803], [0.002396, -0.000732, 0.013875], [0.009573, 0.013076, 0.017612], [0.005596, -0.009473, 0.009255], [-0.004365, -0.006428, 0.004295], [0.011412, -0.002044, -0.01635], [-0.003416, -0.00153, -0.007672], [0.002049, 0.003491, 0.004468], [0.003332, -0.004264, 0.00385], [0.001454, 0.011324, -0.003646], [0.010821, -0.002404, 0.001885], [0.00112, -0.010155, -0.009661], [0.000902, -0.003622, -0.004912], [0.005002, -0.01568, -0.007062], [0.003449, -0.007809, -0.009087], [-0.007888, -0.006753, -0.000939], [0.006823, -0.013811, 0.007755], [0.000183, 0.012807, 0.012431], [0.003565, 0.008796, 0.001991], [-0.003679, 0.001372, 7e-05], [0.09464, -0.06049, -0.158803], [-0.001784, -0.013391, -0.013172], [-0.015065, -0.003265, -0.007466], [-0.011772, -0.004851, 0.004388], [-0.004157, 0.10899, -0.152207], [-0.007511, 0.003195, 0.005401], [0.09018, -0.164796, -0.008101], [0.001509, -0.0142, -0.004717], [-0.005922, -0.011383, -0.01008], [0.01051, 0.004551, 0.008699], [-0.054231, -0.056153, 0.017333], [0.005775, 0.006737, 0.011709], [-0.002423, 0.010084, -0.000904], [-0.088783, 0.155186, -0.008948], [-0.000261, -0.002171, 0.001903], [-0.000533, 0.002664, -0.009195], [0.001181, -0.005761, 0.007785], [0.013392, -0.006355, -0.007111], [0.009403, 0.006349, 0.008195], [-0.070395, 0.06348, 0.13946], [0.082926, 0.063512, 0.157883], [0.000677, 0.007096, -0.002173], [0.001573, -0.005959, -0.000212], [0.008488, 0.004779, -0.004942], [-0.002418, 0.006662, 0.000999], [-0.004942, -0.002044, 0.00607], [-0.007776, -0.001928, -0.000992], [0.000921, 0.004457, -0.0031], [0.001007, 0.000551, -0.002006]], "fermi_level": 3.934}, "metadata": {"date.created": 1412296063.534853, "uuid": "175a0006-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:43 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 0, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_45": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293496715527, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "45"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "28a101579986dbb6dd10e500be808e01", "user": "jboes"},
"101":
{"ctime": 14.923534704185933, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.307701, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002262258947328883, -0.0023551762525562637, -0.0021842962913474753, 0.000139859674584211, -2.7206726236726867e-05, -3.168812780542838e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.307701, "forces": [[-0.0067, 0.000654, 0.005385], [-0.007664, 0.005087, -0.001998], [0.004931, 0.009102, 0.026564], [0.001908, -0.001881, 0.001347], [-0.015131, -0.009942, -0.000245], [-0.006626, 0.01016, 0.001062], [-0.001303, -0.005378, 0.001829], [0.003125, -0.004341, -0.001968], [0.011194, -0.035402, 0.012177], [-0.003072, 0.004353, -0.01598], [-0.118062, 0.023048, -0.019297], [0.005017, -0.010222, 0.005114], [0.001479, 0.054157, -0.020957], [-0.003524, 0.010033, -0.010164], [0.003869, -0.013336, 0.003451], [-0.007503, -0.000824, -0.001037], [0.021858, 0.000983, 0.008699], [-0.017563, 0.006681, 0.087168], [0.010907, 0.003923, 0.008784], [-0.003731, -0.011331, 0.005741], [-0.003114, -0.001461, -0.005415], [-0.005746, -0.006986, -0.005192], [0.001915, -0.003175, 0.00532], [0.006056, -0.009266, 0.005997], [-0.001725, 0.007158, 0.000313], [0.011237, 0.003141, 0.001062], [0.015894, -0.000482, 0.014696], [0.006307, 0.003822, 0.01195], [0.009292, -0.007229, -0.015373], [0.000625, -0.009887, -0.001869], [0.004893, -0.010245, 0.004778], [0.009455, -0.006447, -0.010055], [-0.000229, 0.016124, 0.011915], [-0.000676, 0.009665, 0.002029], [-0.004118, 0.000926, 0.001085], [-0.004085, -0.011704, -0.006547], [-0.009794, -0.009968, -0.00621], [0.003681, -0.00629, -0.003], [-0.11468, -0.053948, -0.158636], [-0.006127, -0.00018, -0.00492], [-0.014904, 0.117249, -0.148634], [-0.004781, -0.025379, -0.006658], [0.000294, -0.017471, 0.000602], [-0.000643, 0.006485, -0.005802], [0.120556, -0.166408, 0.024058], [-0.016816, -0.004269, -0.004016], [-0.147483, 0.07689, 0.099926], [0.191855, 0.004671, -0.020334], [-0.023478, 0.006815, -0.007525], [0.078303, 0.138501, -0.000153], [0.000431, 0.004147, -0.00636], [0.001998, -0.011508, 0.009831], [0.009499, -0.005054, -0.004376], [0.011494, -0.096976, 0.160316], [0.013309, 0.005447, -0.004526], [-8.1e-05, -0.001204, 0.00656], [0.011716, 0.010842, -0.004373], [-0.006618, 0.002248, 0.005989], [0.006853, 0.005197, -0.005543], [-0.002008, 0.00434, -0.008552], [-0.007014, -0.001595, 0.007146], [-0.013173, -0.003364, -0.013491], [-0.001993, 0.010235, -0.009779], [0.000218, 0.001071, -0.001913]], "fermi_level": 3.9382}, "metadata": {"date.created": 1412296063.855807, "uuid": "178afa26-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:43 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 0, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_46": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293508099347, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "46"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "9a6feb2d0ab59ac2545dea5bcb58e65d", "user": "jboes"},
"102":
{"ctime": 14.923534734671108, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.255597, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0025101778215773406, -0.00244864905184996, -0.0019876888409100135, -3.769869843308793e-06, -1.6614889938556303e-05, -0.00023705865317667427], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.255597, "forces": [[-0.009494, 0.003842, 0.009176], [-0.001169, -0.002556, 0.004057], [-0.029976, -0.027253, -0.041693], [0.050011, -0.018593, -0.058075], [-0.010981, 0.070898, -0.041404], [-0.01343, 0.012611, 0.000349], [-0.005893, -6.7e-05, 0.00362], [0.005063, -0.020721, 0.000357], [0.003815, 0.000169, 0.010504], [0.042544, -0.065821, -0.029644], [-0.00354, 0.014939, 0.003325], [0.003433, -0.0129, -0.00105], [-0.012648, 0.010231, 0.006388], [0.00475, -0.003535, -0.000541], [-0.002833, -0.012151, 0.006847], [-0.011055, -0.049928, 0.092493], [0.00365, 0.028651, -0.002882], [-0.003381, 0.012478, 0.009454], [0.003505, -0.014414, 0.004888], [-0.00025, -0.014078, 0.003652], [0.00754, -4.9e-05, -0.008641], [-0.0102, 0.010092, -0.003649], [0.014349, -0.005176, 0.005152], [0.001731, -0.009908, 0.006308], [0.001223, 0.005474, 0.004004], [0.010713, 0.005209, 0.000792], [0.016269, 0.005615, 0.004666], [0.001566, 0.00368, 0.006332], [-0.001602, -0.010523, -0.016518], [-0.000832, -0.010012, -0.004446], [0.003096, -0.009498, -0.001589], [0.005239, -0.005027, -0.012686], [-0.00417, 0.020051, 0.013187], [0.001613, 0.015605, -0.004143], [-0.006445, 0.001861, 0.002602], [0.007155, -0.005363, 0.000528], [-0.013535, -0.012935, -0.006243], [-0.005542, 0.001878, 0.000177], [-0.019948, -0.009683, 0.007205], [-6.7e-05, 0.001037, -0.005312], [-0.011848, 0.003341, -0.000908], [0.004296, -0.002038, -0.009556], [0.000588, -0.003754, 0.000257], [-0.000198, -0.008604, -0.005825], [-0.085019, -0.149401, 0.020485], [0.001795, -0.00329, -0.00389], [-0.179891, -0.002672, 0.016983], [-0.050666, -0.12865, -0.096897], [0.190616, 0.019005, -0.004297], [-0.097277, 0.165588, 0.009559], [0.095228, 0.154365, 0.004486], [0.002205, -0.005257, 0.003669], [0.011267, -0.014996, 0.001067], [0.002507, -0.001949, 0.00216], [0.017014, 0.004768, -0.004428], [0.001397, 4.3e-05, 0.005852], [0.086093, 0.065415, 0.139596], [0.001805, -0.002714, -0.003096], [0.00662, 0.005269, -0.013], [-0.003991, 0.002489, -0.008142], [-0.002395, 0.000699, 0.020073], [-0.013399, -0.005504, -0.010495], [2.7e-05, 0.005066, -0.017475], [0.002951, -0.00135, -0.013725]], "fermi_level": 3.9387}, "metadata": {"date.created": 1412296064.038779, "uuid": "17a6e5ba-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:44 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 0, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_47": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293517957927, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "47"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "f2ddfcc214139eb9021444b108e73688", "user": "jboes"},
"103":
{"ctime": 14.92353476725001, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.225977, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0020686661444647954, -0.002208376022896292, -0.0025361674540732644, -3.624442745048702e-05, 0.0002262733301812478, 0.0003561590775972345], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.225977, "forces": [[-0.017439, 0.007494, 0.01753], [-0.005721, 0.011225, 0.002218], [0.000792, -0.006262, -0.006654], [-0.022019, -0.013003, -0.047169], [0.000354, -0.006253, 0.001107], [0.004296, 0.056218, -0.060584], [-0.012842, -0.0017, 0.005437], [-0.003757, -0.006297, 0.00732], [0.004167, -0.005078, 0.014194], [0.009175, -0.042825, 0.012701], [-0.01415, 0.005138, 0.012958], [0.039054, 0.027203, 0.024456], [-0.004999, 0.012314, 0.012358], [0.005023, 4.9e-05, -0.010906], [-0.008639, -0.01183, 0.005302], [0.01131, 0.005645, 0.007121], [0.009782, 0.003872, 0.008348], [0.003418, 0.019151, 0.014091], [0.001706, -0.006747, 0.005464], [-0.002086, -0.020266, 0.002863], [0.01616, 0.003606, -0.011449], [-0.002614, 0.003916, -0.0045], [0.006291, -0.00403, 0.004438], [-0.002699, -0.013553, 0.010029], [0.002655, 0.011899, -0.0042], [0.008952, 0.000122, 5.8e-05], [0.013531, 0.00462, 0.008927], [-0.004114, 0.000296, 0.000386], [-0.011308, -0.017564, -0.021309], [0.007067, -0.002621, -0.004875], [-0.003871, -0.012976, -0.003499], [0.002841, 0.000341, -0.013291], [-0.000379, 0.013974, 0.012115], [-0.000739, 0.019106, -0.001367], [-0.002659, 0.013083, -0.005208], [0.011688, -0.008176, -0.000949], [-0.006512, -0.007019, -0.005697], [-0.013, -0.005271, -0.00861], [-0.006641, -0.012045, -0.003592], [0.063927, -0.04379, -0.130164], [-0.008274, 0.00035, 0.004476], [0.002333, -0.001519, -0.004649], [-0.002194, 0.002847, -0.002468], [0.000217, -0.007844, -0.00608], [-0.005209, -0.00383, 0.006385], [0.067077, -0.142901, -0.001374], [0.003942, -0.002754, 0.008848], [-0.185009, 0.01272, -0.002879], [0.108925, 0.007032, -0.298427], [-0.000285, 0.00179, 0.004769], [-0.103006, 0.163744, 0.002457], [0.000891, -0.006443, 0.003902], [0.011987, -0.012898, 0.000213], [0.005448, 0.001609, 6.3e-05], [0.030536, -0.098416, 0.152482], [0.000891, -0.000727, 0.01032], [-0.090017, 0.059663, 0.144006], [0.090879, 0.041346, 0.149909], [0.006763, 0.004946, -0.006964], [0.001089, 0.005699, -0.018147], [-0.007269, -0.003242, 0.018407], [-0.009814, 6.3e-05, 0.005894], [0.000504, 0.006519, -0.004219], [0.003593, 0.000279, -0.012325]], "fermi_level": 3.9392}, "metadata": {"date.created": 1412296064.675429, "uuid": "18080ab6-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:44 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 0, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_48": 1, "_64atom": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.03829353012555, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "48"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "50f922456821637275c2af70707967e2", "user": "jboes"},
"104":
{"ctime": 14.923534797883075, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.286569, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0023298170122030126, -0.002520863280470958, -0.0020960975649305935, 0.00014263714491578782, 4.199909631725972e-05, -0.00020440309188496633], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.286569, "forces": [[-0.002379, -0.00289, 0.009757], [-0.001809, 0.002198, -0.002704], [0.005373, 0.011143, 3.7e-05], [0.004471, 0.000805, -0.001548], [-0.002569, -0.015321, 0.029689], [-0.008407, 0.018933, -0.002301], [-0.002562, -0.000693, -0.000706], [-0.002735, 0.051499, -0.020701], [0.000406, 0.003978, 0.015812], [-0.01293, 0.017362, -0.013733], [-0.007207, 0.011107, -3.4e-05], [-0.006719, -0.006029, -0.000295], [-0.049803, -0.033381, -0.011231], [0.006752, 0.000892, -0.00122], [0.001438, -0.029255, -0.002235], [0.000415, -0.011275, 0.008002], [0.004056, -0.041987, 0.02392], [0.014103, 0.021461, 0.00942], [0.041708, 0.022322, 0.025571], [0.003174, -0.004215, 0.004535], [0.002335, 0.006211, -0.012254], [-0.068489, 0.032885, 0.104555], [0.008265, -0.00317, 0.008305], [0.001915, -0.015017, 0.00748], [0.001102, -0.00017, 0.014162], [0.012378, 0.000906, 3.1e-05], [0.017548, 0.001209, 0.006083], [3.3e-05, -0.002622, 0.008262], [0.001587, -0.005479, -0.003183], [0.000427, -0.009292, -0.011793], [0.001312, -0.00371, 0.012934], [0.010719, -0.001034, -0.011034], [-0.008689, 0.134369, -0.147537], [0.003205, 0.011071, 0.002157], [-0.007265, 0.000192, 0.001093], [0.00678, -0.003057, 0.003203], [-0.00768, -0.007686, -0.005664], [-0.004887, 0.001788, 0.000607], [-0.016509, -0.008151, 0.007298], [-0.006721, 0.003467, -0.005263], [-0.115011, -0.049531, -0.155527], [0.099144, 0.145965, -0.015432], [-0.000913, -0.005449, 7.7e-05], [-0.011023, 0.005335, -0.0058], [0.006969, -0.004431, 0.010289], [-0.002062, 0.005307, -0.004], [-0.090264, -0.141151, 0.002955], [0.102104, -0.166248, -0.008581], [-0.005564, 0.00155, -0.008398], [-0.145339, 0.051429, 0.186556], [0.20528, 0.001048, -0.009561], [0.006351, -0.003288, 0.004796], [0.003912, 0.000296, 0.001752], [0.004915, -0.004734, 0.002946], [0.011488, 0.003578, -0.004141], [0.001978, -0.000557, 0.005396], [0.002088, 0.007902, -0.006388], [0.001587, -0.004271, -0.002159], [0.003716, 0.013631, -0.018043], [-0.001642, 0.002162, -0.006962], [-0.005524, -0.00083, 0.007449], [-0.009364, -0.000205, -0.001025], [-0.007092, 0.002904, -0.014516], [0.012121, -0.009778, -0.011163]], "fermi_level": 3.9358}, "metadata": {"date.created": 1412296064.809645, "uuid": "181c855e-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:44 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 0, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_49": 1, "_64atom": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293541143842, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "49"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "4d1e7ae926c8b11c4f16352c89bfc1c7", "user": "jboes"},
"105":
{"ctime": 14.923534827418592, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.212041, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0021897576094151825, -0.002718906277371931, -0.001992501042315959, 0.00034742096868890283, 4.632446022688387e-05, 9.012735188307776e-06], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.212041, "forces": [[-0.013242, -0.000364, 0.008658], [-0.004075, 0.004912, 0.001533], [0.001906, 0.000829, -0.009287], [0.000401, 0.008716, -0.001822], [-0.053595, -0.026586, -0.013259], [0.026158, 0.005076, -0.058927], [-4.4e-05, -0.000937, 0.001395], [-0.008851, -0.004049, 0.004371], [8.9e-05, -0.007939, 0.00799], [0.001707, -0.001912, -0.010193], [-0.000935, 0.010303, 0.0018], [0.072304, -0.019229, -0.003401], [0.001304, 0.005098, 0.008843], [0.009288, 0.008507, 0.002179], [-0.005994, -0.008001, 0.00895], [0.002546, -0.000691, 0.006705], [0.012123, 0.004403, 0.003115], [0.001141, 0.012762, 0.01229], [-0.021749, -0.000395, -0.008813], [0.052355, 0.017807, 0.075065], [0.008196, 0.005181, -0.01013], [-0.009574, 0.007409, -0.003689], [0.011651, -0.010039, 0.005479], [0.000451, -0.015607, 0.004967], [0.005952, 0.006305, -0.0031], [0.007555, -0.000716, 0.000587], [0.010935, 0.00074, 0.006379], [-0.003041, -0.005982, 0.006621], [-0.002645, -0.004302, -0.00364], [0.002883, -0.001939, -0.009536], [-0.004509, -0.004818, 0.008504], [0.018158, -0.00696, -0.012617], [-0.005, 0.018687, 0.009291], [0.002393, 0.122864, -0.13807], [-0.004951, 0.003261, 0.000865], [0.010797, -0.006333, 0.002717], [-0.009524, -0.004391, -0.006688], [-0.006593, 0.001759, 0.001597], [-0.013545, -0.004221, 0.004461], [-0.000922, -0.000351, -0.005162], [-0.014263, 0.000612, 0.003713], [-0.08749, 0.152367, -0.004056], [0.077804, 0.148491, 0.002545], [0.008356, 0.007215, -0.005941], [0.006314, -0.001533, 0.009127], [-0.00597, 0.001448, -0.00159], [-0.00826, -0.0057, 0.004584], [-0.07737, -0.144304, -0.001602], [0.076858, -0.156373, -0.004674], [-0.198402, 0.005051, 0.016431], [0.104277, -0.021951, 0.006333], [0.003841, -0.002889, 0.005215], [0.012274, -0.006502, -0.004312], [0.005362, -0.000312, 0.000177], [0.011552, 0.001323, -0.004381], [0.000586, 6.8e-05, 0.005202], [-0.003805, -0.088488, 0.130669], [0.003376, -0.00653, -0.001425], [0.007853, 0.010033, -0.019249], [-0.001182, 0.006525, -0.018615], [-0.004912, -7.3e-05, 0.004182], [-0.008801, -0.003824, 0.010246], [-0.004503, -0.000179, -0.012494], [0.005002, -0.003329, -0.016113]], "fermi_level": 3.938}, "metadata": {"date.created": 1412296064.997962, "uuid": "18394112-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:44 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 0, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_50": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293554063454, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "50"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "d96f3aa9a94b79a9dc3675a8397d1294", "user": "jboes"},
"106":
{"ctime": 14.923534859001446, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.399942, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0021363490394661873, -0.0024787518370391623, -0.00242264693634131, -0.00042455350432401884, 7.342508085543814e-05, -1.610308641678259e-06], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.399942, "forces": [[-0.01558, -0.003983, 0.012381], [-0.006855, -0.001615, -0.003643], [0.00305, -0.002673, -0.005489], [0.000512, 0.005195, -0.0053], [-0.009682, -0.000821, -0.003915], [-0.004654, 0.018654, 0.001469], [8e-05, 0.004641, 0.006775], [-0.012251, -0.013171, 2e-05], [-0.007258, 0.01381, 0.032177], [-0.000243, -0.005502, -0.010805], [-0.005154, 0.012559, 0.005152], [0.01179, -0.005745, -0.009182], [-0.006989, 0.007952, 0.003329], [0.033679, 0.021389, -0.040262], [-0.038661, -0.012625, -0.027362], [0.010238, 0.011515, 0.008485], [-0.007578, -0.020654, 0.021477], [0.004255, -0.000545, 0.010751], [-0.056827, -0.059086, 0.003412], [0.074664, -0.077233, -0.013588], [0.01144, -0.007658, -0.014208], [-0.005909, 0.004005, -0.012564], [0.038466, 0.044298, 0.071004], [-0.02089, 0.020138, 0.059325], [0.001166, 0.003041, -0.00492], [0.005797, 0.002219, -0.004177], [0.020483, -0.00472, 0.001453], [0.000946, -0.002834, -0.000951], [-0.005315, -0.012529, -0.013056], [0.005904, -0.006904, -0.011024], [-0.012249, -0.05603, 0.076478], [0.014158, 0.000748, -0.019263], [0.002012, 0.016969, 0.019731], [0.001769, 0.012007, -0.000514], [-0.008634, 0.00298, 0.008627], [0.003573, -0.011886, -0.007532], [-0.003525, -0.013905, -0.019151], [-0.005862, -0.000913, -0.001581], [-0.017214, 0.005456, -0.003457], [-0.002948, 0.004288, -0.002754], [-0.009631, 0.000931, 0.015473], [-0.08474, -0.063516, -0.153908], [0.081957, -0.075307, -0.152856], [0.008572, -0.005968, -0.013515], [0.006223, 0.000774, 0.010277], [-0.007208, 0.001502, -0.005092], [-0.002611, 0.008358, 0.007657], [0.003738, 0.006874, -0.005054], [-0.010221, 0.005291, -0.005582], [-0.005598, 0.00253, -0.003832], [0.001499, 0.000299, -0.010837], [-0.00814, -0.101292, 0.195294], [0.011687, -0.00721, -0.003471], [0.093323, 0.162032, 0.010682], [0.006474, 0.013051, -0.000376], [-0.076937, 0.165302, 0.011487], [-0.000371, -0.001385, -0.000708], [0.012153, -0.014162, -0.000828], [0.016957, 0.009743, -0.001503], [-0.010496, 0.008418, -0.002346], [-0.006625, -0.00315, 0.003668], [-0.009343, -0.011875, 0.006072], [0.000133, 0.005113, -0.002414], [-0.000504, 0.00282, -0.005635]], "fermi_level": 3.9381}, "metadata": {"date.created": 1412296065.457399, "uuid": "187f5c24-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:45 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 0, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_51": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293564499934, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "51"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "7f9931b879f2b5696dd306bb11bdb2a0", "user": "jboes"},
"107":
{"ctime": 14.92353489036809, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.301307, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0021330472826001107, -0.002147028256853441, -0.002878220727289906, -0.0003601349171505254, 0.00011083042848946066, -0.0002004959089016695], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.301307, "forces": [[-0.013503, 0.006056, 0.005885], [-0.005577, -0.001686, 0.000612], [0.007791, -0.003643, -0.005287], [0.002217, 0.010718, -0.023203], [-0.008978, 0.004955, -0.002993], [-0.009013, 0.019968, -0.002185], [-0.005483, 0.006753, 0.003537], [0.01771, -0.038016, -0.100218], [0.001768, -0.001326, 0.019838], [0.014726, 0.011657, -0.086572], [-0.010631, 0.016068, 0.006045], [0.009044, -0.006328, -0.006869], [-0.009212, 0.01217, 0.007325], [-0.084136, 0.000547, -0.001107], [0.047439, 0.006604, 0.045781], [-0.02212, 0.067709, 0.073615], [-0.000187, 0.004846, 0.0142], [-0.00048, 0.001806, 0.02568], [0.008182, -0.008896, 0.007219], [-0.008893, -0.010319, 0.006801], [-0.008779, -0.051714, -0.01077], [0.027862, -0.050234, 0.017996], [0.001998, 0.003064, 0.009263], [0.004198, -0.001658, 0.004999], [-0.001408, 0.008785, -0.001562], [0.010769, -0.004477, -0.005015], [0.011445, 0.000877, 0.000831], [-0.002149, -0.002286, -0.004], [0.002258, -0.021675, -0.00497], [-0.002315, -0.014006, -0.004099], [-0.001617, -0.003286, -0.013379], [0.002764, 0.003282, -0.019529], [0.001731, 0.006867, 0.00082], [0.000213, 0.008009, 0.003503], [-0.002651, 0.001811, 0.005458], [0.00543, -0.0081, 0.002706], [-0.004152, -0.008632, -0.007056], [-0.008314, -0.00179, -0.005921], [-0.011787, -0.005385, 0.00712], [-0.005862, 0.002766, -0.001315], [-0.005973, 0.00433, 0.003587], [0.022086, -0.012808, -0.013086], [-0.009204, -0.014405, -0.008664], [-0.07977, -0.05143, -0.141731], [0.008005, 0.003023, 0.008948], [-0.008217, 0.004828, -0.002636], [-0.005719, -0.004887, 0.004597], [0.002838, 0.01435, -0.010614], [-0.007832, 0.01278, -0.004592], [0.008044, -0.002118, -0.001372], [0.00093, 0.004211, -0.007604], [0.008219, -0.008132, 0.00971], [0.006901, -0.106354, -0.265972], [-0.00541, 0.00491, 0.005847], [0.109564, 0.157685, 0.002052], [0.003252, 0.007311, 0.009097], [0.006484, 0.015356, -0.004867], [-0.001312, -0.011362, -0.001601], [-0.089421, 0.056425, 0.145896], [0.098502, 0.057884, 0.15535], [-0.00581, -0.000731, 0.010452], [-0.006576, -0.001661, -0.001395], [-9.2e-05, 0.005724, -0.001394], [0.000214, -0.09679, 0.146809]], "fermi_level": 3.9371}, "metadata": {"date.created": 1412296065.780814, "uuid": "18b0b5d0-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:45 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 0, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_52": 1, "fcc": 1, "_0_50Cu_wid": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293578265968, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "52"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "82356fd8252541ef7833f47ea9ae0b7f", "user": "jboes"},
"108":
{"ctime": 14.923534921691859, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.391504, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002346431902141569, -0.0021549799359600226, -0.002480967571798061, 2.63391568522568e-06, 0.00035082258965678914, -0.00026321680634440133], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.391504, "forces": [[-0.006775, 0.007294, 0.008113], [0.003108, -0.000358, 0.004027], [0.002141, -0.003939, 0.001967], [-0.001647, -0.003784, -0.005484], [-0.008151, -0.000614, -0.005253], [-0.007725, 0.013207, 0.000634], [-0.004117, 0.006752, 0.00166], [-0.005012, -0.01049, 0.001612], [-0.005404, 0.009427, 0.015954], [0.003202, -0.003094, -0.01353], [0.004498, 0.004557, 0.004941], [0.009247, -0.006438, -0.001832], [-0.007032, 0.015034, -0.00024], [-0.025756, -0.046122, -0.046477], [0.007415, -0.009037, 0.003909], [0.117829, -0.009446, -0.006446], [0.025257, 0.082001, 0.003442], [-0.010894, 0.020727, -0.011367], [0.011599, 0.019659, 0.014224], [-0.007735, -0.014231, 0.003488], [0.014859, -0.012325, -0.006477], [0.003708, 0.016725, -0.010439], [-0.019995, -0.058954, 0.078848], [0.013147, -0.011037, -8.5e-05], [0.038098, 0.043779, 0.073138], [0.00723, 0.000526, -0.006079], [-0.030551, 0.014239, 0.066408], [0.0032, -0.004583, 0.000629], [-0.010464, -0.006507, -0.006204], [0.004978, -0.018345, -0.016481], [0.004902, -0.004553, -0.003651], [0.008393, -0.005402, -0.015108], [0.001597, 0.014681, 0.023333], [0.000555, 0.009248, 0.000503], [-0.004374, 0.000875, 0.000122], [-0.004964, -0.005964, -0.010742], [-0.001727, -0.008237, -0.017899], [-0.009224, 0.005393, 0.004696], [-0.010115, -0.00282, -0.001154], [-0.003621, 0.000278, -0.003017], [-0.0111, -0.003719, 0.012422], [-0.00196, -0.019763, -0.004989], [-0.001872, -0.007311, 0.000693], [0.007971, -0.006777, -0.013656], [0.10679, -0.036926, -0.153878], [-0.011881, -0.002095, -0.000301], [-0.007759, 0.109016, -0.151748], [0.005623, 0.00516, -0.00978], [-0.012151, 0.003846, -0.004552], [-0.001911, 0.007159, -0.002642], [-0.000864, 0.000516, -0.007084], [-0.09673, -0.165755, 0.01481], [0.02308, -0.007937, -0.005976], [0.05803, 0.069134, 0.198968], [0.024192, 0.003998, -0.004181], [-0.181781, -0.009393, 0.016517], [0.008986, 0.014269, -0.000521], [-0.005992, -0.001456, 0.002295], [0.006143, 0.003182, -0.008309], [-0.002212, 0.004744, -0.009461], [0.003884, 0.004444, 0.014151], [-0.00771, -0.001072, -0.00187], [0.000781, -0.003397, -0.000578], [-0.001238, 0.002009, -0.004014]], "fermi_level": 3.9373}, "metadata": {"date.created": 1412296065.967851, "uuid": "18cd3ffc-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:45 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 0, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_53": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293593524443, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "53"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "b025ab349ce4f17738e0d64e350654d7", "user": "jboes"},
"109":
{"ctime": 14.923534953674745, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.200178, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002001869543366963, -0.002184914200477422, -0.0025007344224499796, 0.0001241622860810295, 0.0005643757298700513, -9.174390203111913e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.200178, "forces": [[-0.01646, 0.012253, 0.004331], [-0.002744, 0.00495, -0.001673], [0.012052, -0.010587, -0.008865], [0.004255, 0.003871, -0.017652], [-0.000964, -0.001476, -0.003773], [-0.007183, 0.010666, -0.001969], [-0.010292, 0.003867, 0.003049], [-0.009069, -0.0019, 0.008025], [-0.001768, -0.002048, 0.017656], [0.037056, -0.0027, -0.073072], [-0.025265, 0.012253, 0.012847], [0.006307, -0.012373, -0.001755], [-0.00856, 0.006317, 0.00578], [-0.000594, -0.006642, -0.006677], [-0.031989, 0.011816, 0.02222], [-0.024362, 0.020713, 0.050421], [-0.003819, 0.00628, 0.01851], [-0.00454, 0.008916, 0.019233], [0.014398, -0.015125, 0.010569], [-0.006734, -0.010703, 0.002324], [0.005303, 0.005154, -0.014553], [-0.00235, 0.007903, -0.000376], [0.004133, 0.002467, -0.000135], [-0.002102, -0.004839, 0.00143], [0.005962, 0.012623, -0.00075], [0.021921, 0.005527, -0.034107], [0.016206, 0.004435, 0.00176], [-0.000598, -0.001497, 0.002], [0.004888, -0.017023, -0.005972], [-0.00299, -0.011221, -0.006636], [-0.001923, -0.009631, -0.007859], [0.001536, -0.008314, -0.006813], [0.000652, 0.012739, 0.010525], [0.002886, 0.008648, 0.002505], [-0.00651, -0.003785, 0.013637], [0.006171, -0.006596, 0.000165], [-0.013847, -0.004137, 0.005574], [0.002529, 0.004477, -9.7e-05], [-0.012626, -0.00812, 0.005386], [-0.007234, -8e-06, -0.00565], [-0.00651, 0.001764, 0.004686], [0.014207, -0.010649, -0.015611], [-0.000716, -0.00743, -0.00089], [-0.006543, -0.008825, -0.009572], [-0.010984, -0.005899, 0.00137], [0.079454, -0.04754, -0.145108], [-0.005168, -0.006012, 0.009225], [0.001912, 0.008654, -0.005567], [-0.010886, 0.118187, -0.150045], [0.000131, 0.002858, 0.002774], [-0.001496, 0.010124, -0.012124], [0.013662, -0.007733, 0.003102], [-0.067366, -0.153255, 0.001983], [-0.007217, 0.001223, 0.003064], [-0.011092, -0.21256, 0.028924], [0.182991, 0.008082, 0.006439], [-0.079835, 0.167234, 0.004149], [0.089457, 0.159837, -0.010667], [0.006285, 0.000994, -0.00682], [-0.004925, -0.102023, 0.131316], [-0.106634, 0.04412, 0.147971], [-0.013026, 0.006934, -0.000668], [0.001786, 0.004765, -0.004084], [0.000782, 1e-06, -0.00341]], "fermi_level": 3.9381}, "metadata": {"date.created": 1412296066.413712, "uuid": "1911483c-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:46 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 0, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_54": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293605834728, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "54"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "ac65d1a192065cf1d42cd8c3e531c67d", "user": "jboes"},
"110":
{"ctime": 14.92353498476934, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.32692, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0025825855368955945, -0.002325772516079728, -0.002320542133747455, -4.3840340694372454e-05, -0.000211487201607078, 0.00021302885367876226], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.32692, "forces": [[-0.012244, 0.005747, 0.007052], [0.004487, 0.006386, 0.01486], [0.002015, -0.009465, -0.007986], [0.00232, -0.000963, -0.008421], [-0.003996, -0.001976, -0.003752], [-0.003533, 0.014506, -0.002527], [-0.000305, 0.011412, 0.001583], [-0.003916, -0.00349, -0.001091], [0.038747, -0.031056, -0.015585], [0.006378, -0.001919, -0.012305], [-0.045906, 0.067928, -0.047451], [0.012929, -0.009865, -0.005494], [-0.0088, 0.006706, 0.001825], [-0.008087, 0.003681, -0.006201], [-0.002718, -0.013648, -0.019512], [-0.005099, 0.002509, 0.005382], [0.013301, -0.003583, 0.016515], [0.023985, 0.049157, 0.008661], [0.005422, -0.001561, 0.012834], [-0.000556, -0.001136, 0.004935], [0.00429, -0.001042, -0.010452], [-0.000728, -0.002348, -0.007227], [-0.00793, 0.006437, -0.004407], [0.023102, -0.072872, 0.072128], [-0.000948, 0.012262, -0.003596], [-0.038287, 0.036523, 0.032692], [0.076387, 0.012507, 0.076015], [-0.005009, 0.000946, -0.002608], [-0.000414, -0.027511, -0.015038], [0.003504, -0.013739, -0.000956], [-0.003242, -0.008381, -0.002645], [0.009955, -0.008038, -0.00378], [-0.001524, 0.010725, 0.013277], [0.002162, 0.009075, 0.000238], [-0.006379, -0.003282, 0.014338], [0.00278, -0.007928, -0.007847], [-0.004138, -0.004997, -0.00708], [-0.007006, 0.004734, 0.009142], [-0.009862, -0.002032, -0.009324], [-0.008543, 0.001533, -0.010324], [-0.007953, 0.003429, 0.004231], [0.006006, -0.008117, -0.005845], [0.002078, -0.014545, -7.4e-05], [0.000963, -0.000937, -0.008962], [0.015793, -0.001027, 0.00911], [-0.117044, -0.065257, -0.157746], [-0.007201, -0.006208, 0.007068], [0.001636, 0.006752, -0.002651], [-0.014216, 0.003003, -0.004263], [-0.002633, 0.003799, 0.002291], [-0.001307, 0.001411, -0.00766], [0.094777, -0.163755, 0.018041], [0.003312, -0.005351, -0.007194], [0.180339, -0.001873, 0.00904], [-0.190174, 0.010449, -0.017746], [0.095076, 0.018592, 0.11121], [0.004536, 0.005854, -0.000168], [-0.088533, 0.163734, -0.007012], [0.006819, 0.003914, -0.006616], [0.002236, 0.003979, -0.010062], [-0.014531, 0.001712, 0.007689], [-0.013165, 0.002146, -0.00133], [0.0, 0.005854, -0.003551], [0.000594, 0.000502, -0.003665]], "fermi_level": 3.9356}, "metadata": {"date.created": 1412296066.737367, "uuid": "1942ab3e-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:46 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 0, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_55": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293617293554, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "55"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "9d2a8cfcf92408671f54bc7566fd5899", "user": "jboes"},
"111":
{"ctime": 14.923535016528067, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.203008, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0022204720622279682, -0.001995702935080226, -0.0028755306380474125, 3.382272298160654e-05, 0.00010861469373056228, 0.00013437339049105136], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.203008, "forces": [[-0.017337, 0.005373, 0.014205], [-0.000897, 0.009894, -0.00017], [0.010607, -0.000375, -0.006796], [0.00066, 0.012633, -0.001795], [-0.000716, -0.001606, -0.001431], [-0.012964, 0.012168, -0.001715], [-0.013021, -0.003807, 9.8e-05], [-0.005245, -0.006773, 0.004277], [0.001296, -0.001197, 0.01721], [0.010258, 0.011809, -0.011692], [-0.007477, 0.007992, 0.001808], [-0.001394, -0.021496, 0.00359], [-0.00724, 0.009528, 0.00623], [0.003192, 0.003426, -0.018923], [-0.007203, -0.010447, 0.011444], [0.029391, -0.040214, 0.019733], [-0.082167, 0.014003, 0.002944], [-0.016584, 0.013983, 0.017049], [-0.053702, 0.065238, 0.000495], [0.047514, -0.027396, 0.011332], [0.00946, 0.007169, -0.010505], [0.002931, 0.009786, -0.00294], [0.006193, -0.003892, 0.001935], [0.005598, -0.012804, 0.003898], [0.007421, 0.01366, -0.007172], [0.003524, 0.00931, -0.01345], [0.016537, 0.000483, 0.005789], [-0.004436, 0.006157, 0.030839], [-0.007267, -0.014404, -0.005725], [-0.001745, -0.011125, -0.003069], [-0.00411, -0.017049, -0.009045], [0.005673, 0.003032, -0.006412], [0.00056, 0.01105, 0.009977], [0.001315, 0.003951, 0.001764], [-0.005935, 0.000697, 0.001111], [0.006758, -0.008994, 0.009088], [-0.008448, -0.005947, -0.00313], [-0.005149, 0.001122, 0.000731], [-0.011057, -0.005038, 0.012856], [-0.013761, 0.008367, 0.004096], [-0.007037, 0.002125, 0.002153], [0.005073, 0.00303, -0.010145], [0.000997, 0.002059, -0.004141], [0.000462, -0.002362, -0.007667], [-0.000823, -0.006668, 0.004183], [-0.000176, -0.003582, -0.005431], [-0.013267, -0.008091, 0.004297], [-0.071805, -0.040682, -0.162362], [0.088235, -0.045985, -0.163762], [-0.000504, 0.00246, 0.000114], [-0.001396, 0.09225, -0.160532], [0.003761, 0.006118, 0.006609], [0.011411, -0.014996, -0.001915], [-0.003957, -0.005387, 0.0025], [0.122747, -0.162646, -0.016176], [0.003837, -0.00267, 0.004172], [-0.2878, 0.179987, 0.162728], [0.193702, -0.004087, -0.009058], [0.002731, -0.001951, -0.003629], [-0.001624, 0.000322, -0.00824], [-0.015273, -0.097395, 0.143257], [0.084313, 0.051149, 0.141285], [0.004641, 0.010132, -0.002052], [0.00072, -0.001398, -0.004716]], "fermi_level": 3.9362}, "metadata": {"date.created": 1412296066.980446, "uuid": "1967c25c-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:46 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 0, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_56": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.03829362817822, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "56"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "1400eee173a353defe762a61597a2cc4", "user": "jboes"},
"112":
{"ctime": 14.923535048335168, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.280971, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0022969866887331382, -0.002385066826529121, -0.002477721988489252, -0.0002516325705344989, 0.00019852983439729482, -2.4535361513322622e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.280971, "forces": [[-0.022736, 0.002947, 0.004353], [-0.007567, 0.003479, -0.002324], [0.004331, -0.003241, -0.000753], [0.008697, 0.006989, 0.002651], [-0.002253, -0.002338, -0.005759], [-0.008838, 0.015544, -0.012009], [-0.015958, 0.006248, -0.00176], [-0.00756, -0.007769, 0.007562], [0.004579, -0.002191, 0.018947], [0.007441, 0.003292, -0.011643], [-0.001531, -0.021265, -0.047432], [0.007331, 0.000693, -0.092872], [-0.01883, 0.002071, 0.013003], [0.001115, 0.010006, -0.004278], [-0.00212, -0.003927, 0.009436], [0.006849, 0.007597, 0.005093], [0.018033, 0.001389, 0.014064], [0.051879, 0.013014, 0.034423], [-0.0023, 0.001061, 0.013723], [-0.066499, 0.014031, 0.035325], [0.086312, 0.090923, -0.02077], [0.001574, 0.00901, 0.001366], [0.000967, -0.00473, -0.004431], [0.000592, -0.011606, 0.000775], [0.002512, 0.00917, -0.004678], [0.007312, -0.044431, 0.005369], [0.00443, 0.007133, 0.004335], [0.00072, -0.001535, 0.003068], [0.025345, 0.010136, 0.056328], [0.00383, -0.000198, -0.007623], [-0.001807, -0.013854, -0.000837], [0.007718, -0.001368, -0.008385], [0.000821, 0.009807, 0.012842], [0.003407, 0.007333, 0.000327], [-0.000482, -0.00491, 0.005671], [0.007322, -0.00512, 0.001846], [-0.011152, 0.000101, 0.004139], [-0.002765, 0.001726, 0.010729], [-0.003426, -0.00953, -0.007464], [-0.006603, 0.004837, -0.009773], [-0.007257, -0.000283, 0.004404], [0.007346, -0.006326, -0.004333], [-0.003082, 0.00736, -0.009466], [0.001592, 0.006311, -0.009615], [0.004905, -0.002326, 0.008111], [-0.008271, -0.004323, -0.002443], [0.002505, -0.008912, 0.002134], [0.000375, 0.004353, -0.006233], [-0.119797, -0.048544, -0.159262], [0.000181, 0.002677, 0.000966], [-0.003659, 9.8e-05, -0.009096], [-0.004545, 0.005837, 0.00753], [0.012529, -0.00246, -0.004959], [0.009373, -0.004642, -0.001251], [-0.091736, -0.167059, -0.029977], [0.080465, -0.158824, 0.010147], [-0.194413, -0.001866, 0.007797], [0.335762, 0.218417, 0.039067], [0.006533, 0.002832, -0.007355], [-0.000166, -0.005528, -0.007084], [-0.014681, -0.003284, 0.009044], [-0.103705, 0.055681, 0.144934], [0.002655, 0.006239, -0.004518], [0.006403, 0.004047, -0.001127]], "fermi_level": 3.9365}, "metadata": {"date.created": 1412296067.485998, "uuid": "19b4e596-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:47 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 0, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_57": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293638426525, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "57"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "d2c404d450923550ce0d47e054aa3b1f", "user": "jboes"},
"113":
{"ctime": 14.923535080544275, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.201197, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0021324793055210686, -0.0024356417525892723, -0.002261335204387145, -0.00041762543226098447, 0.0003488377906333252, -0.0002580488390757595], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.201197, "forces": [[-0.014891, 0.004024, 0.013486], [-0.00301, -0.005262, 0.005324], [0.004195, -0.002024, -0.008783], [0.0025, -0.009302, -0.007276], [0.001076, -0.007855, -0.0287], [-0.021091, 0.029788, -0.022718], [-0.004246, 0.003628, 0.000955], [-0.009058, -0.004755, 0.000249], [0.003564, -0.003509, 0.014733], [0.004625, -0.007734, -0.019503], [-0.009946, 0.014221, 0.001077], [0.01085, 0.001641, -0.000239], [-0.0088, 0.007155, 0.003552], [-0.02308, -0.048318, -0.053552], [-0.002351, -0.014907, 0.00682], [0.031472, 0.027227, -0.050238], [0.002959, 0.014877, 0.003393], [0.003779, 0.008999, 0.01892], [0.005471, -0.003678, 0.013636], [-0.013024, -0.004524, 0.006095], [0.005053, 0.009572, -0.005945], [0.002681, 0.013119, -0.00754], [-0.031619, -0.031596, 0.041743], [-0.0025, -0.010812, 0.005143], [-0.00048, 0.06325, 0.02214], [0.000642, -0.000945, 0.002652], [0.008569, 0.001854, 0.005284], [0.002546, 0.001384, -0.000629], [-0.00434, -0.00462, -0.001699], [-0.005436, -0.000519, -0.006849], [-0.001844, -0.012268, -0.005052], [0.010742, -0.000136, -0.013514], [-0.083587, 0.071469, 0.146435], [0.09469, 0.071982, 0.152702], [-0.000837, 0.007029, 0.005559], [0.007411, -0.006477, 0.003682], [-0.004974, -0.007845, -0.005499], [-0.004729, 0.003676, 0.001585], [-0.010808, -0.005907, 0.005495], [-0.005651, 0.001823, -0.001892], [-0.012298, 0.004796, 0.001435], [0.007895, -0.007979, -0.003894], [-0.005724, -0.012683, -0.003832], [0.001944, 8.7e-05, -0.015192], [0.007549, 0.003912, -0.006559], [-0.005535, 0.002136, -0.001933], [-0.002225, -0.006058, 0.004927], [0.002618, -0.003119, -6e-05], [-0.01256, 0.003395, -0.00609], [-0.005465, 0.009047, 0.013638], [0.003612, 0.004953, 0.00643], [-0.007322, -0.011007, -0.000659], [0.116455, -0.059473, -0.143449], [0.004105, -0.001906, 0.002932], [0.016922, 0.00404, -0.006711], [-0.00044, -0.000643, 0.005074], [0.003409, 0.017978, -0.00573], [0.000748, -0.003857, -0.001389], [-0.351375, 0.045859, -0.067985], [0.196377, -0.00128, -0.01222], [0.091794, 0.157723, 0.020764], [-0.004617, 0.003828, 5.6e-05], [-0.079615, -0.148527, -0.007502], [0.097221, -0.164947, -0.013081]], "fermi_level": 3.9366}, "metadata": {"date.created": 1412296067.802072, "uuid": "19e5213e-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:47 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 0, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_58": 1, "_64atom": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293648171026, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "58"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "dd05d4ee2f91c4f968935696f6017b20", "user": "jboes"},
"114":
{"ctime": 14.92353511245139, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.204494, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002120757756571178, -0.0020966905080350875, -0.0026223314494157775, -0.0002140836682541252, -3.637549908411199e-05, 2.10089104181745e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.204494, "forces": [[-0.010603, 0.002859, 0.009605], [-0.006522, 0.004448, 0.00197], [0.006768, -0.003402, -0.008179], [0.003588, -0.015718, -0.003136], [0.002398, 0.007218, -0.019975], [-0.019484, 0.027059, 0.0113], [-0.007985, 0.005711, -0.002148], [-0.00297, -0.001255, -0.000271], [-0.001878, -0.004407, 0.016419], [0.006894, -0.003398, -0.015703], [-0.017722, 0.013183, -0.000184], [0.007144, -0.00116, -0.001045], [-0.011894, 0.010749, 0.002206], [0.003517, -0.004533, 0.000573], [-0.014976, -0.023398, -0.046327], [0.010085, -0.010554, 0.02183], [0.006501, 0.003928, 0.016686], [-9.8e-05, 0.009082, 0.020079], [0.015661, -0.000431, 0.010587], [-0.005434, -0.003979, 0.003948], [-8.7e-05, 0.004161, -0.007977], [0.003456, 0.010814, -0.002268], [0.011001, -0.003084, 0.003973], [0.09149, -0.000772, 0.031551], [0.009013, 0.007457, 0.004393], [0.006739, 0.02083, -0.000555], [0.012286, 0.004071, 0.008206], [0.003144, -0.009716, -0.002941], [0.007654, -0.003099, -0.007209], [0.001909, -0.012248, -0.004308], [0.002788, -0.01053, -0.008207], [0.029772, -0.078579, -0.020684], [-0.00386, 0.014751, 0.014121], [-0.087482, 0.06991, 0.140582], [0.07813, 0.047163, 0.144082], [0.002853, -0.005292, 0.006414], [-0.008616, -0.005733, -0.002562], [0.000325, 0.002435, 0.007129], [-0.01071, -0.005216, 0.006921], [-0.007359, -0.007494, -0.001336], [-0.008995, 0.003318, 0.002552], [0.010745, -0.010164, -0.010719], [-0.004382, -0.009734, 0.00168], [0.000123, -0.002747, -0.009609], [0.007089, 0.000304, 0.005298], [-0.006859, 0.004894, -0.011098], [-0.005116, -0.005568, 0.006327], [0.004856, 0.006436, -0.006051], [-0.009747, -0.005367, 0.003474], [0.00024, 0.004503, 0.003694], [-0.000117, 0.004299, 0.002511], [0.014234, -0.011947, -0.001663], [-0.085435, -0.064768, -0.152484], [0.004192, -0.001084, 0.00086], [0.009875, 0.102988, -0.160506], [-0.00041, 0.001861, 0.006014], [0.005245, 0.01106, -0.005153], [0.002405, 0.006624, -0.008326], [-0.198136, 0.00467, -0.013731], [0.38733, -0.134171, 0.021313], [-0.135415, 0.170636, 0.015153], [-0.011534, 0.011489, -0.002388], [-0.002772, -0.000419, -0.005857], [-0.082855, -0.138943, -0.008848]], "fermi_level": 3.9392}, "metadata": {"date.created": 1412296068.008211, "uuid": "1a049582-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:48 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 0, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_59": 1, "_64atom": 1, "_0_50Cu_wid": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293657831746, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "59"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "4442dd081b706c0a68e6740fc9d051e3", "user": "jboes"},
"115":
{"ctime": 14.9235351445133, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.165023, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0014006876504737463, -0.002550816269507446, -0.0028354102351454444, -1.073539094452173e-05, 0.00031068346223573143, -0.0002853304633888435], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.165023, "forces": [[-0.011793, 0.006798, 0.004113], [-0.013676, 0.007245, 0.004757], [0.009437, -0.004785, -0.005611], [0.005726, -0.002784, -0.009901], [-0.000356, 0.00092, -0.007748], [-0.008768, 0.009391, -0.000306], [-0.008533, 0.000793, 0.002792], [-0.006053, -0.004081, 0.004584], [0.002841, -0.006067, 0.006019], [0.002704, 0.00176, -0.01476], [-0.011334, 0.012468, 0.001462], [0.007673, -0.00624, -0.003788], [-0.010431, 0.005403, 0.004486], [0.000653, -0.005461, 0.000282], [0.000719, -0.009017, 0.005489], [0.013605, -0.010752, -0.031507], [0.011366, -0.0069, 0.027254], [0.001374, 0.008451, 0.015897], [0.006237, 0.003048, 0.006737], [-0.007639, -0.008965, 0.001164], [-0.001402, 0.00239, -0.01065], [0.007269, -0.000141, -0.004254], [0.001537, -0.006039, 0.002696], [0.011369, -0.021088, 0.002475], [-0.040944, -0.011303, 0.038138], [-0.027847, -0.006756, 0.009736], [0.021732, 0.000845, 0.00565], [0.019917, 0.035132, -0.014177], [-0.001441, -0.011381, -0.001468], [-0.01091, -0.003235, -0.00603], [0.004434, -0.01336, -0.003098], [0.00313, 0.008845, -0.00798], [-0.001554, 0.008986, 0.013757], [0.006282, -0.119697, 0.157703], [-0.005962, -0.002174, 0.00313], [-0.076189, 0.038073, 0.149788], [0.072606, 0.059403, 0.151313], [0.003648, 0.007195, 0.00769], [-0.010026, -0.004427, 0.007234], [-0.014236, 0.006763, 0.004527], [-0.00641, 0.002061, 0.003435], [0.008857, -0.003291, -0.005193], [-0.004828, -0.006677, 0.003996], [0.001064, 0.001105, -0.00564], [0.001753, -0.002039, -0.00156], [-0.007247, 0.002275, 0.000754], [-0.004107, -0.006926, 0.004846], [0.003665, 0.006975, -0.013867], [-0.010395, 0.003391, -0.008699], [0.000168, 0.00183, 0.000691], [0.001043, -0.0015, -0.002892], [0.002537, -0.005076, 0.007807], [0.010775, -0.00436, -0.00188], [-0.006519, -0.004517, -0.003419], [0.093196, -0.045635, -0.147595], [0.005124, -0.004188, -0.000913], [0.008384, 0.103018, -0.127016], [0.001641, -0.001172, -0.006441], [-0.085214, -0.155747, -0.005746], [0.09831, -0.163182, -0.011407], [-0.136086, 0.160028, -0.189022], [0.082401, 0.157596, -0.001164], [-0.003098, 0.002125, -0.004806], [-0.000177, 0.004653, -0.001866]], "fermi_level": 3.9361}, "metadata": {"date.created": 1412296068.532817, "uuid": "1a54a202-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:48 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 0, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_60": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293667705911, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "60"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "1d340bd881f7fca533d71580a3564fa5", "user": "jboes"},
"116":
{"ctime": 14.923535177826958, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.319766, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002090005854720214, -0.0022852713812896107, -0.002668905569897185, -0.00018201480856054803, 0.00034621011645446267, -0.0004726630353707477], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.319766, "forces": [[-0.015526, 0.00328, 0.006452], [-0.003438, 0.00549, -0.002788], [0.022944, 0.015907, 0.023242], [0.017656, 0.005589, 7.9e-05], [0.000458, 0.0023, -0.003586], [-0.01039, 0.009636, -0.002647], [-0.012454, 0.005488, 0.0051], [-0.005609, -0.004415, 0.0016], [0.00605, 0.002162, 0.011527], [-0.001129, 0.002439, -0.014988], [-0.00633, 0.01509, -0.001518], [0.008408, -0.009133, 0.00147], [-0.009406, 0.004103, 0.005184], [0.00476, -0.001422, -0.000795], [-0.002925, -0.0125, 0.005136], [0.002183, 0.010183, 0.001066], [0.003249, -0.003805, 0.009188], [-0.005659, 0.013355, 0.01722], [0.017789, -0.008021, 0.027043], [0.003569, -0.019374, -0.038792], [-0.000219, 0.00596, -0.018794], [0.006629, 0.000933, -0.00386], [0.009699, -0.00631, 0.003494], [0.013573, -0.016159, 0.004362], [0.00365, 0.005102, 0.000879], [0.029166, -0.025538, 0.002874], [0.018735, -0.003476, 0.004687], [-0.003828, -0.027498, -0.02029], [0.033155, -0.015575, -0.019471], [-0.003094, -0.009166, -0.005497], [-0.005414, 0.040109, 0.034434], [-0.001711, 0.00339, -0.008278], [-0.000845, 0.010879, 0.010148], [0.004192, 0.005478, 0.001576], [-0.004038, -0.011118, 0.006704], [0.007022, -0.009137, 0.004201], [-0.019982, -0.110208, 0.154914], [-0.006019, 0.003029, 0.000453], [-0.106905, 0.041701, 0.149115], [-0.011079, 0.007243, 0.001732], [-0.007498, 0.003698, 0.00219], [0.007632, -0.006333, -0.007098], [-0.000183, 0.00021, -0.009814], [-0.001947, -0.002641, -0.006025], [0.004182, -0.004219, 0.020642], [-0.005175, 0.000294, -0.001777], [-0.010271, -0.004769, 0.011559], [0.009801, 0.009316, 0.006349], [-0.010037, 0.005997, -0.005964], [-0.000853, 0.002252, 0.00089], [-0.000663, 0.000115, -0.017125], [-0.000749, 0.006182, 0.003263], [0.009727, -0.004198, -0.003985], [0.00725, -0.00194, 0.004044], [0.008128, 0.003521, -0.009383], [0.005722, -0.001816, 0.001048], [-0.089907, -0.04502, -0.149789], [0.094915, -0.050246, -0.15497], [0.000637, 0.002259, -0.008749], [-0.001588, -0.004522, -0.006084], [-0.127277, -0.162886, 0.002918], [0.054533, 0.179729, -0.015081], [0.076388, 0.147931, -0.00715], [0.000348, 0.001094, -0.002488]], "fermi_level": 3.9336}, "metadata": {"date.created": 1412296068.905042, "uuid": "1a8d6dda-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:48 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 0, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_61": 1, "RN": 1, "_1cl": 1, "fcc": 1}, "mtime": 15.038293678909959, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "61"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "1db0fb600aafa6a489fa9c83edc6f050", "user": "jboes"},
"117":
{"ctime": 14.923535210490785, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.385837, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.002403497994819338, -0.0024598587972780766, -0.002259281748793687, -0.00016205447121137335, 0.0004596869436418752, -0.00037633162616275444], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.385837, "forces": [[-0.013057, 0.004604, 0.015869], [-0.008291, -0.001271, -0.004953], [-0.01837, -0.043844, 0.066896], [-0.010397, 0.000332, -0.011711], [0.016101, 0.020059, 0.004026], [-0.008486, 0.020053, -0.008262], [0.00323, 0.003179, 0.004466], [-0.006957, -0.008845, 0.00425], [0.008799, 0.004061, 0.014141], [-0.007392, -0.003598, -0.015353], [-0.008939, 0.016778, 0.000562], [0.013491, -0.007793, -0.00487], [-0.004843, -0.005431, -0.00955], [0.008436, 0.08103, -0.083921], [0.003076, -0.016806, 0.011448], [-0.006521, 0.009734, 0.00196], [0.003335, -0.00207, 0.012278], [0.005039, 0.013327, 0.011029], [0.002014, -0.002967, 0.0035], [-0.056476, -0.047818, -0.071553], [0.086891, -0.024352, -0.075164], [-0.002249, -0.005156, -0.010405], [0.014991, 0.031729, 0.049887], [0.002678, -0.008071, 0.00463], [0.004145, 0.014325, -0.000757], [0.007046, -0.002301, 0.001773], [0.009611, -0.001925, 0.002988], [0.004691, -0.004719, 4.3e-05], [0.016412, -0.037838, -0.006935], [0.004281, -0.006589, -0.007473], [-0.050997, -0.036013, 0.020664], [-0.005398, 0.001551, -0.006762], [-0.00545, 0.014177, 0.008828], [0.007285, 0.015404, -0.000228], [-0.005624, 0.001957, 0.002735], [0.006949, -0.006294, 0.000204], [-0.008909, -0.014556, -0.008271], [-0.002773, -0.008027, 0.003975], [-0.013292, -0.005216, 0.007271], [-0.004431, 0.00476, -0.00395], [-0.108067, 0.060308, 0.146896], [0.008992, -0.008898, -0.006334], [-0.004966, -0.007391, -0.014851], [0.002962, -0.000634, -0.019404], [0.008947, -0.002162, 0.012718], [-0.003543, 0.002083, -0.001154], [-0.006588, -0.001179, 0.01041], [0.003536, 0.003414, 0.007511], [-0.011074, 0.007618, -0.006386], [-0.009636, 0.003063, 0.013793], [0.008591, 0.003643, -0.0016], [0.003822, -0.005602, 0.004241], [0.011999, -0.003381, -0.004059], [0.004748, 0.009141, -0.002818], [0.011811, 0.003869, -0.002301], [0.000375, 0.001014, 0.006489], [-0.002726, 0.004257, -0.001515], [0.003526, -0.000319, -0.001852], [0.096253, 0.167725, -0.019726], [-0.004082, 0.00399, -0.0064], [-0.004719, 0.001248, 0.008131], [-0.094185, -0.143863, 0.000629], [-0.092763, -0.052331, -0.039457], [0.197135, -0.001171, -0.006266]], "fermi_level": 3.9349}, "metadata": {"date.created": 1412296069.125458, "uuid": "1aaf105c-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:49 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 0, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_62": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293690838913, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "62"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "99edd9dc1d8e23c53646ab8638fca6a1", "user": "jboes"},
"118":
{"ctime": 14.923535242216234, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]], "energy": -575.309609, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640878, 0.05625662809427415, 0.0037193828241888077], [9.473037038424689, 2.399817259554272, 0.005460022319652192], [5.2707406919522635, 4.682714019377572, 0.047981213976403266], [8.048525904046212, 4.760243232617809, 0.029086515880644887], [12.008116044359534, 10.309616849097486, 8.791373784618575], [14.71272058089308, 10.323044824796312, 8.773735216831522], [12.103106864690295, 7.018991339515786, -0.010710027964838446], [14.854368295950827, 10.191020325262569, 2.1758906821976547], [2.725493521998522, 3.0620302070719796, 2.2297854053579855], [8.051551207265923, 3.159937349457871, 2.2113072345282414], [12.005859379317723, 5.425380472142495, 2.181271860945387], [10.704422821560726, 7.8879714140679535, 2.1772426804742615], [13.490532838760645, 7.805581896259917, 2.164226740581815], [5.34873886284685, 1.632656067223663, 4.31974520613705], [10.737152497507154, 1.7330573964053237, 4.315706895879803], [6.794184923736097, 3.944787493511292, 4.417815737989939], [5.408240407314192, 6.24164301894374, 4.317632366666047], [13.395516726588909, 6.224966828951902, 4.350346059103832], [6.758391744386474, 8.637186563693948, 4.314948748397215], [9.410521556985763, 8.583912594661447, 4.41274251276037], [12.105441212452952, 8.693370352262814, 4.400502110618214], [14.778887995093681, 8.679732828956997, 4.378761662263157], [9.496225370614152, 11.716728165457285, 6.662779646431272], [12.04033811883716, 2.416850843835355, 6.557637165888413], [5.456139463036217, 4.661990418992536, 6.656726128766708], [10.623120787620154, 4.738100697416899, 6.5893653390498255], [13.400628361618043, 4.7372888994641595, 6.56879859541829], [6.794591172422342, 7.012436155318509, 6.6674337618979544], [12.000021183421108, 7.115952843151499, 6.597400363218153], [14.763330399042896, 7.113813692778985, 6.5931349420667], [8.15129448193434, 9.36177893046625, 6.669521950699187], [16.084909182357062, 9.46781295953618, 6.584853187633637], [0.04540188217033098, 0.023159331210350912, 0.03807686663960971], [8.020919184816524, 3.2422821659533216, 8.781939554696777], [5.316908875287029, 0.07685306974966519, -0.010280541954666959], [1.3954620319409856, 2.324856398902464, 0.04816353062012586], [4.00218081441052, 2.3266217445013533, 0.011131030154115543], [6.659192899869496, 2.369685346844211, 0.01231533764439643], [13.408214939105346, 4.67252953253748, 0.021742069956753853], [10.750171848051385, 4.710916941572455, -0.004822324670091246], [14.786924215717187, 7.061640106875021, 0.016241163942182325], [1.379491638524117, 0.7755721242840212, 2.1441090365486257], [4.001951794472324, 0.7876176199144392, 2.1430101585235666], [6.677110189641878, 0.8430188683226699, 2.153398207083316], [5.373894836935701, 3.1452279207896794, 2.1793171136471603], [10.751953676839367, 3.1737328198768537, 2.1550465007870656], [4.030397180294279, 5.43721942322093, 2.2086608366887335], [6.7221950090614015, 5.5135187835097375, 2.190712424483211], [9.361312918724106, 5.528486475544225, 2.2209190688398825], [5.4127501814572705, 7.810728931081929, 2.1749746984549763], [8.043003861228787, 7.838971353626837, 2.1799692246395117], [8.08837406184722, 10.965416191209698, 4.42581079515752], [8.059810976106665, 1.6238409317046112, 4.404181861137551], [4.035771355641758, 3.915276988050015, 4.404319415984504], [9.41506400125482, 4.0053596631929835, 4.356758652948933], [12.067739327644084, 3.957821037990463, 4.368384986306105], [8.102252751098987, 6.264583885407428, 4.391727944295924], [10.697538234921172, 6.2670167002454065, 4.37905459788587], [12.165827084180755, 11.7536690795889, 6.599120566515792], [9.323304190503867, 2.4319793440909967, 6.5476686301040194], [8.064621571399481, 4.700925357426357, 6.6365441452594105], [9.3841450925623, 7.029996370070169, 6.6189424746630765], [10.780374770189983, 9.43285332270976, 6.609074490786432], [13.401706239382934, 9.493981349621658, 6.58746597526623]]}, "data": {"stress": [-0.0025486442252930894, -0.0025815868958774997, -0.002169204328961514, 0.00011586108261811444, 0.00016804007581358054, 5.7702726326804295e-05], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -575.309609, "forces": [[-0.012858, 0.00179, 0.012397], [-0.008296, -0.001776, 0.001317], [0.018722, 0.00619, -0.01362], [0.010146, -0.083146, 0.080062], [-0.084174, 0.039431, 0.019958], [0.049188, 0.077204, 0.047123], [0.000185, 0.003647, 0.00385], [-0.010431, -0.006939, -0.005869], [0.001978, 0.000617, 0.015228], [0.003337, -0.016013, -0.003516], [-0.012007, 0.016674, 0.00022], [0.012523, -0.009942, -0.002378], [-0.011076, 0.010044, -0.005713], [0.010313, -0.003981, 0.011219], [-0.014294, -0.01886, 0.020244], [0.005612, -0.004485, 0.014344], [0.007686, -0.002616, 0.009339], [-0.003792, 0.02889, 0.029025], [0.008186, -0.004154, 0.004719], [-0.011347, -0.009236, 0.003208], [-0.015134, 0.011729, -0.047783], [0.032565, -0.004949, -0.08396], [0.015248, -0.010336, 0.011864], [0.007032, -0.007448, 0.010999], [0.003064, 0.002854, -0.012222], [0.010448, -0.008759, -0.001105], [0.012117, -0.000359, 0.011709], [0.005776, -0.006315, 0.001925], [-0.047798, -0.077687, -0.005029], [0.036309, -0.098756, -0.006832], [0.017076, -0.009686, -0.009], [0.091351, 0.026945, -0.012309], [-0.005633, 0.018054, 0.011004], [0.001447, 0.011631, 0.00039], [0.000991, 0.008736, 0.003934], [0.006258, -0.005457, 0.002628], [-0.006128, -0.008006, -0.005998], [-0.005948, -0.005424, 0.003281], [-0.013789, -0.005272, 0.00535], [-0.009541, 0.003615, -0.004436], [-0.010089, 0.003495, 0.002389], [0.009039, -0.007989, -0.00592], [-0.003326, -0.008551, -0.001512], [-0.000399, 0.001002, -0.018639], [0.006503, 0.001618, 0.006439], [-0.00421, 0.003249, -0.002133], [-0.003671, -0.003498, 0.005752], [0.000919, 0.002907, 0.00779], [-0.0074, 0.004154, 0.006347], [-0.005567, 0.002912, 0.016248], [0.004678, 0.005269, 0.007735], [0.001036, -0.006416, 0.00329], [0.020309, 0.115592, -0.163421], [0.005145, -0.000946, 0.002252], [0.011752, 0.007473, -0.004681], [0.000474, 0.000632, 0.006739], [0.001079, 0.008276, -0.003557], [-0.004759, -0.008447, -0.005568], [-0.104452, 0.194962, -0.023636], [0.094737, 0.165567, -0.018241], [-0.005659, 0.001427, 0.006565], [-0.013556, -0.001064, -0.001926], [-0.208849, 0.008652, -0.012986], [0.120952, -0.348728, 0.075109]], "fermi_level": 3.9359}, "metadata": {"date.created": 1412296069.859438, "uuid": "1b1f0efc-4a94-11e4-a34c-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:27:49 2014", "user.username": null, "atoms.resort": [32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 0], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_63": 1, "fcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038293705664024, "keywords": ["fcc", "RN", "64atom", "1cl", "0.50Cu-wid", "63"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "24fc4291fe5d4d2098696d190ab5f393", "user": "jboes"},
"119":
{"ctime": 14.923535265714028, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [2.567504722488354, 0.0, 0.0], [5.135009444976708, 0.0, 0.0], [7.702514167465062, 0.0, 0.0], [1.2837523612441772, 2.2235243140114296, 0.0], [3.8512570837325315, 2.2235243140114296, 0.0], [6.4187618062208855, 2.2235243140114296, 0.0], [8.986266528709239, 2.2235243140114296, 0.0], [2.5675047224883545, 4.447048628022859, 0.0], [5.135009444976708, 4.447048628022859, 0.0], [7.702514167465063, 4.447048628022859, 0.0], [10.270018889953416, 4.447048628022859, 0.0], [3.8512570837325315, 6.670572942034289, 0.0], [6.4187618062208855, 6.670572942034289, 0.0], [8.98626652870924, 6.670572942034289, 0.0], [11.553771251197594, 6.670572942034289, 0.0], [1.2837523612441768, 0.7411747713371433, 2.0963588274275313], [3.8512570837325306, 0.7411747713371433, 2.0963588274275313], [6.418761806220885, 0.7411747713371433, 2.0963588274275313], [8.986266528709239, 0.7411747713371433, 2.0963588274275313], [2.567504722488354, 2.964699085348573, 2.0963588274275313], [5.135009444976708, 2.964699085348573, 2.0963588274275313], [7.702514167465062, 2.964699085348573, 2.0963588274275313], [10.270018889953416, 2.964699085348573, 2.0963588274275313], [3.8512570837325315, 5.188223399360003, 2.0963588274275313], [6.418761806220885, 5.188223399360003, 2.0963588274275313], [8.98626652870924, 5.188223399360003, 2.0963588274275313], [11.553771251197594, 5.188223399360003, 2.0963588274275313], [5.135009444976708, 7.411747713371432, 2.0963588274275313], [7.702514167465062, 7.411747713371432, 2.0963588274275313], [10.270018889953418, 7.411747713371432, 2.0963588274275313], [12.837523612441771, 7.411747713371432, 2.0963588274275313], [2.5675047224883536, 1.4823495426742865, 4.192717654855063], [5.135009444976708, 1.4823495426742865, 4.192717654855063], [7.702514167465061, 1.4823495426742865, 4.192717654855063], [10.270018889953416, 1.4823495426742865, 4.192717654855063], [3.8512570837325306, 3.705873856685716, 4.192717654855063], [6.4187618062208855, 3.705873856685716, 4.192717654855063], [8.986266528709239, 3.705873856685716, 4.192717654855063], [11.553771251197592, 3.705873856685716, 4.192717654855063], [5.135009444976708, 5.929398170697146, 4.192717654855063], [7.702514167465061, 5.929398170697146, 4.192717654855063], [10.270018889953416, 5.929398170697146, 4.192717654855063], [12.83752361244177, 5.929398170697146, 4.192717654855063], [6.4187618062208855, 8.152922484708576, 4.192717654855063], [8.986266528709239, 8.152922484708576, 4.192717654855063], [11.553771251197594, 8.152922484708576, 4.192717654855063], [14.121275973685947, 8.152922484708576, 4.192717654855063], [3.8512570837325306, 2.2235243140114296, 6.289076482282594], [6.418761806220885, 2.2235243140114296, 6.289076482282594], [8.986266528709239, 2.2235243140114296, 6.289076482282594], [11.553771251197592, 2.2235243140114296, 6.289076482282594], [5.135009444976708, 4.447048628022859, 6.289076482282594], [7.702514167465062, 4.447048628022859, 6.289076482282594], [10.270018889953416, 4.447048628022859, 6.289076482282594], [12.83752361244177, 4.447048628022859, 6.289076482282594], [6.4187618062208855, 6.670572942034289, 6.289076482282594], [8.986266528709239, 6.670572942034289, 6.289076482282594], [11.553771251197594, 6.670572942034289, 6.289076482282594], [14.121275973685947, 6.670572942034289, 6.289076482282594], [7.702514167465062, 8.894097256045718, 6.289076482282594], [10.270018889953416, 8.894097256045718, 6.289076482282594], [12.837523612441771, 8.894097256045718, 6.289076482282594], [15.405028334930124, 8.894097256045718, 6.289076482282594]], "energy": -238.062386, "calculator_parameters": {"incar": {"nsw": 20, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 424, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.270018889953416, 0.0, 0.0], [5.135009444976709, 8.894097256045718, 0.0], [5.135009444976707, 2.964699085348573, 8.385435309710125]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [2.567504722488354, 0.0, 0.0], [5.135009444976708, 0.0, 0.0], [7.702514167465062, 0.0, 0.0], [1.2837523612441772, 2.2235243140114296, 0.0], [3.8512570837325315, 2.2235243140114296, 0.0], [6.4187618062208855, 2.2235243140114296, 0.0], [8.986266528709239, 2.2235243140114296, 0.0], [2.5675047224883545, 4.447048628022859, 0.0], [5.135009444976708, 4.447048628022859, 0.0], [7.702514167465063, 4.447048628022859, 0.0], [10.270018889953416, 4.447048628022859, 0.0], [3.8512570837325315, 6.670572942034289, 0.0], [6.4187618062208855, 6.670572942034289, 0.0], [8.98626652870924, 6.670572942034289, 0.0], [11.553771251197594, 6.670572942034289, 0.0], [1.2837523612441768, 0.7411747713371433, 2.0963588274275313], [3.8512570837325306, 0.7411747713371433, 2.0963588274275313], [6.418761806220885, 0.7411747713371433, 2.0963588274275313], [8.986266528709239, 0.7411747713371433, 2.0963588274275313], [2.567504722488354, 2.964699085348573, 2.0963588274275313], [5.135009444976708, 2.964699085348573, 2.0963588274275313], [7.702514167465062, 2.964699085348573, 2.0963588274275313], [10.270018889953416, 2.964699085348573, 2.0963588274275313], [3.8512570837325315, 5.188223399360003, 2.0963588274275313], [6.418761806220885, 5.188223399360003, 2.0963588274275313], [8.98626652870924, 5.188223399360003, 2.0963588274275313], [11.553771251197594, 5.188223399360003, 2.0963588274275313], [5.135009444976708, 7.411747713371432, 2.0963588274275313], [7.702514167465062, 7.411747713371432, 2.0963588274275313], [10.270018889953418, 7.411747713371432, 2.0963588274275313], [12.837523612441771, 7.411747713371432, 2.0963588274275313], [2.5675047224883536, 1.4823495426742865, 4.192717654855063], [5.135009444976708, 1.4823495426742865, 4.192717654855063], [7.702514167465061, 1.4823495426742865, 4.192717654855063], [10.270018889953416, 1.4823495426742865, 4.192717654855063], [3.8512570837325306, 3.705873856685716, 4.192717654855063], [6.4187618062208855, 3.705873856685716, 4.192717654855063], [8.986266528709239, 3.705873856685716, 4.192717654855063], [11.553771251197592, 3.705873856685716, 4.192717654855063], [5.135009444976708, 5.929398170697146, 4.192717654855063], [7.702514167465061, 5.929398170697146, 4.192717654855063], [10.270018889953416, 5.929398170697146, 4.192717654855063], [12.83752361244177, 5.929398170697146, 4.192717654855063], [6.4187618062208855, 8.152922484708576, 4.192717654855063], [8.986266528709239, 8.152922484708576, 4.192717654855063], [11.553771251197594, 8.152922484708576, 4.192717654855063], [14.121275973685947, 8.152922484708576, 4.192717654855063], [3.8512570837325306, 2.2235243140114296, 6.289076482282594], [6.418761806220885, 2.2235243140114296, 6.289076482282594], [8.986266528709239, 2.2235243140114296, 6.289076482282594], [11.553771251197592, 2.2235243140114296, 6.289076482282594], [5.135009444976708, 4.447048628022859, 6.289076482282594], [7.702514167465062, 4.447048628022859, 6.289076482282594], [10.270018889953416, 4.447048628022859, 6.289076482282594], [12.83752361244177, 4.447048628022859, 6.289076482282594], [6.4187618062208855, 6.670572942034289, 6.289076482282594], [8.986266528709239, 6.670572942034289, 6.289076482282594], [11.553771251197594, 6.670572942034289, 6.289076482282594], [14.121275973685947, 6.670572942034289, 6.289076482282594], [7.702514167465062, 8.894097256045718, 6.289076482282594], [10.270018889953416, 8.894097256045718, 6.289076482282594], [12.837523612441771, 8.894097256045718, 6.289076482282594], [15.405028334930124, 8.894097256045718, 6.289076482282594]]}, "data": {"stress": [0.0001280382615325109, 0.0001280382615325109, 0.0001280382615325109, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 765.9470174560003, "total_energy": -238.062386, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 3.6435}, "metadata": {"date.created": 1400185288.964858, "uuid": "7f308a72-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:28 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "user.email": null, "user.fullname": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.270018889953416, 0.0, 0.0], [5.135009444976709, 8.894097256045718, 0.0], [5.135009444976707, 2.964699085348573, 8.385435309710125]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_0cl": 1, "RN": 1, "fcc": 1, "_1_00Cu": 1, "_64atom": 1}, "mtime": 15.038293717989736, "keywords": ["fcc", "RN", "64atom", "0cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "746b85518b8ae91316f7af72556d3f17", "user": "jboes"},
"120":
{"ctime": 14.923535294117325, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [2.7928922609173585, 0.0, 0.0], [5.585784521834717, 0.0, 0.0], [8.378676782752075, 0.0, 0.0], [1.3964461304586797, 2.418715647987389, 0.0], [4.1893383913760385, 2.418715647987389, 0.0], [6.982230652293397, 2.418715647987389, 0.0], [9.775122913210755, 2.418715647987389, 0.0], [2.7928922609173594, 4.837431295974778, 0.0], [5.585784521834718, 4.837431295974778, 0.0], [8.378676782752077, 4.837431295974778, 0.0], [11.171569043669434, 4.837431295974778, 0.0], [4.189338391376039, 7.256146943962166, 0.0], [6.9822306522933975, 7.256146943962166, 0.0], [9.775122913210756, 7.256146943962166, 0.0], [12.568015174128114, 7.256146943962166, 0.0], [1.3964461304586793, 0.8062385493291298, 2.2803869819385296], [4.189338391376038, 0.8062385493291298, 2.2803869819385296], [6.982230652293397, 0.8062385493291298, 2.2803869819385296], [9.775122913210755, 0.8062385493291298, 2.2803869819385296], [2.792892260917359, 3.2249541973165186, 2.2803869819385296], [5.585784521834718, 3.2249541973165186, 2.2803869819385296], [8.378676782752075, 3.2249541973165186, 2.2803869819385296], [11.171569043669434, 3.2249541973165186, 2.2803869819385296], [4.1893383913760385, 5.643669845303908, 2.2803869819385296], [6.9822306522933975, 5.643669845303908, 2.2803869819385296], [9.775122913210756, 5.643669845303908, 2.2803869819385296], [12.568015174128114, 5.643669845303908, 2.2803869819385296], [5.585784521834719, 8.062385493291297, 2.2803869819385296], [8.378676782752077, 8.062385493291297, 2.2803869819385296], [11.171569043669436, 8.062385493291297, 2.2803869819385296], [13.964461304586793, 8.062385493291297, 2.2803869819385296], [2.7928922609173585, 1.6124770986582595, 4.560773963877059], [5.585784521834717, 1.6124770986582595, 4.560773963877059], [8.378676782752075, 1.6124770986582595, 4.560773963877059], [11.171569043669434, 1.6124770986582595, 4.560773963877059], [4.1893383913760385, 4.031192746645648, 4.560773963877059], [6.9822306522933975, 4.031192746645648, 4.560773963877059], [9.775122913210755, 4.031192746645648, 4.560773963877059], [12.568015174128114, 4.031192746645648, 4.560773963877059], [5.585784521834718, 6.449908394633037, 4.560773963877059], [8.378676782752077, 6.449908394633037, 4.560773963877059], [11.171569043669436, 6.449908394633037, 4.560773963877059], [13.964461304586793, 6.449908394633037, 4.560773963877059], [6.9822306522933975, 8.868624042620425, 4.560773963877059], [9.775122913210756, 8.868624042620425, 4.560773963877059], [12.568015174128115, 8.868624042620425, 4.560773963877059], [15.360907435045473, 8.868624042620425, 4.560773963877059], [4.189338391376038, 2.4187156479873893, 6.841160945815589], [6.982230652293396, 2.4187156479873893, 6.841160945815589], [9.775122913210755, 2.4187156479873893, 6.841160945815589], [12.568015174128114, 2.4187156479873893, 6.841160945815589], [5.585784521834717, 4.837431295974778, 6.841160945815589], [8.378676782752077, 4.837431295974778, 6.841160945815589], [11.171569043669434, 4.837431295974778, 6.841160945815589], [13.964461304586791, 4.837431295974778, 6.841160945815589], [6.9822306522933975, 7.256146943962166, 6.841160945815589], [9.775122913210755, 7.256146943962166, 6.841160945815589], [12.568015174128114, 7.256146943962166, 6.841160945815589], [15.360907435045473, 7.256146943962166, 6.841160945815589], [8.378676782752077, 9.674862591949555, 6.841160945815589], [11.171569043669436, 9.674862591949555, 6.841160945815589], [13.964461304586795, 9.674862591949555, 6.841160945815589], [16.75735356550415, 9.674862591949555, 6.841160945815589]], "energy": -331.363181, "calculator_parameters": {"incar": {"ediffg": -0.02, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 384, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 20}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[11.171569043669434, 0.0, 0.0], [5.585784521834719, 9.674862591949555, 0.0], [5.585784521834717, 3.224954197316519, 9.121547927754118]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [2.7928922609173585, 0.0, 0.0], [5.585784521834717, 0.0, 0.0], [8.378676782752075, 0.0, 0.0], [1.3964461304586797, 2.418715647987389, 0.0], [4.1893383913760385, 2.418715647987389, 0.0], [6.982230652293397, 2.418715647987389, 0.0], [9.775122913210755, 2.418715647987389, 0.0], [2.7928922609173594, 4.837431295974778, 0.0], [5.585784521834718, 4.837431295974778, 0.0], [8.378676782752077, 4.837431295974778, 0.0], [11.171569043669434, 4.837431295974778, 0.0], [4.189338391376039, 7.256146943962166, 0.0], [6.9822306522933975, 7.256146943962166, 0.0], [9.775122913210756, 7.256146943962166, 0.0], [12.568015174128114, 7.256146943962166, 0.0], [1.3964461304586793, 0.8062385493291298, 2.2803869819385296], [4.189338391376038, 0.8062385493291298, 2.2803869819385296], [6.982230652293397, 0.8062385493291298, 2.2803869819385296], [9.775122913210755, 0.8062385493291298, 2.2803869819385296], [2.792892260917359, 3.2249541973165186, 2.2803869819385296], [5.585784521834718, 3.2249541973165186, 2.2803869819385296], [8.378676782752075, 3.2249541973165186, 2.2803869819385296], [11.171569043669434, 3.2249541973165186, 2.2803869819385296], [4.1893383913760385, 5.643669845303908, 2.2803869819385296], [6.9822306522933975, 5.643669845303908, 2.2803869819385296], [9.775122913210756, 5.643669845303908, 2.2803869819385296], [12.568015174128114, 5.643669845303908, 2.2803869819385296], [5.585784521834719, 8.062385493291297, 2.2803869819385296], [8.378676782752077, 8.062385493291297, 2.2803869819385296], [11.171569043669436, 8.062385493291297, 2.2803869819385296], [13.964461304586793, 8.062385493291297, 2.2803869819385296], [2.7928922609173585, 1.6124770986582595, 4.560773963877059], [5.585784521834717, 1.6124770986582595, 4.560773963877059], [8.378676782752075, 1.6124770986582595, 4.560773963877059], [11.171569043669434, 1.6124770986582595, 4.560773963877059], [4.1893383913760385, 4.031192746645648, 4.560773963877059], [6.9822306522933975, 4.031192746645648, 4.560773963877059], [9.775122913210755, 4.031192746645648, 4.560773963877059], [12.568015174128114, 4.031192746645648, 4.560773963877059], [5.585784521834718, 6.449908394633037, 4.560773963877059], [8.378676782752077, 6.449908394633037, 4.560773963877059], [11.171569043669436, 6.449908394633037, 4.560773963877059], [13.964461304586793, 6.449908394633037, 4.560773963877059], [6.9822306522933975, 8.868624042620425, 4.560773963877059], [9.775122913210756, 8.868624042620425, 4.560773963877059], [12.568015174128115, 8.868624042620425, 4.560773963877059], [15.360907435045473, 8.868624042620425, 4.560773963877059], [4.189338391376038, 2.4187156479873893, 6.841160945815589], [6.982230652293396, 2.4187156479873893, 6.841160945815589], [9.775122913210755, 2.4187156479873893, 6.841160945815589], [12.568015174128114, 2.4187156479873893, 6.841160945815589], [5.585784521834717, 4.837431295974778, 6.841160945815589], [8.378676782752077, 4.837431295974778, 6.841160945815589], [11.171569043669434, 4.837431295974778, 6.841160945815589], [13.964461304586791, 4.837431295974778, 6.841160945815589], [6.9822306522933975, 7.256146943962166, 6.841160945815589], [9.775122913210755, 7.256146943962166, 6.841160945815589], [12.568015174128114, 7.256146943962166, 6.841160945815589], [15.360907435045473, 7.256146943962166, 6.841160945815589], [8.378676782752077, 9.674862591949555, 6.841160945815589], [11.171569043669436, 9.674862591949555, 6.841160945815589], [13.964461304586795, 9.674862591949555, 6.841160945815589], [16.75735356550415, 9.674862591949555, 6.841160945815589]]}, "data": {"stress": [9.143182671296443e-05, 9.143182671296443e-05, 9.143182671296443e-05, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 985.8878716454414, "total_energy": -331.363181, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 4.4415}, "metadata": {"date.created": 1400185289.425331, "uuid": "7f76cd16-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:29 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0]}}, "cell": [[11.171569043669434, 0.0, 0.0], [5.585784521834719, 9.674862591949555, 0.0], [5.585784521834717, 3.224954197316519, 9.121547927754118]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"RN": 1, "_0_00Cu": 1, "_0cl": 1, "_64atom": 1, "fcc": 1}, "mtime": 15.038293731301751, "keywords": ["fcc", "RN", "64atom", "0cl", "0.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.0, "unique_id": "90f0725ffc8774fffd375cc868afa76c", "user": "jboes"},
"121":
{"ctime": 14.923535450093352, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[8.011840598640855, 0.05625662809428802, 0.0037193828241651565], [9.473037038424744, 2.3998172595542866, 0.005460022319675836], [5.270740691952247, 4.6827140193775785, 0.04798121397640863], [8.04852590404618, 4.760243232617809, 0.02908651588062562], [12.008116044359483, 10.309616849097456, 8.791373784618553], [14.712720580893096, 10.32304482479628, 8.77373521683151], [12.10310686469029, 7.0189913395157815, -0.010710027964858712], [14.854368295950835, 10.191020325262578, 2.175890682197642], [2.72549352199856, 3.0620302070720116, 2.2297854053580086], [8.051551207265895, 3.1599373494578367, 2.211307234528212], [12.005859379317746, 5.425380472142491, 2.1812718609453796], [10.70442282156074, 7.8879714140679535, 2.177242680474233], [13.490532838760625, 7.805581896259911, 2.1642267405818205], [5.348738862846893, 1.6326560672236805, 4.31974520613704], [10.7371524975072, 1.733057396405334, 4.31570689587983], [6.794184923736088, 3.944787493511298, 4.417815737989933], [5.4082404073141905, 6.241643018943721, 4.317632366666033], [13.395516726588907, 6.224966828951905, 4.350346059103849], [6.758391744386495, 8.637186563693952, 4.314948748397235], [9.410521556985746, 8.583912594661461, 4.412742512760391], [12.105441212452988, 8.693370352262805, 4.40050211061824], [14.778887995093687, 8.679732828957022, 4.378761662263135], [9.496225370614141, 11.716728165457278, 6.662779646431287], [12.04033811883713, 2.416850843835344, 6.557637165888437], [5.456139463036188, 4.661990418992525, 6.656726128766691], [10.62312078762012, 4.738100697416902, 6.589365339049816], [13.400628361618029, 4.737288899464169, 6.568798595418273], [6.794591172422324, 7.0124361553184915, 6.667433761897936], [12.000021183421083, 7.115952843151504, 6.597400363218132], [14.763330399042841, 7.113813692778962, 6.593134942066684], [8.151294481934357, 9.361778930466272, 6.6695219506991705], [16.084909182357045, 9.467812959536175, 6.584853187633663], [0.04540188217034601, 0.023159331210334047, 0.03807686663959374], [8.02091918481654, 3.2422821659533123, 8.781939554696796], [5.316908875287064, 0.0768530697496613, -0.01028054195464684], [1.3954620319409776, 2.3248563989024533, 0.04816353062011263], [4.002180814410539, 2.3266217445013253, 0.011131030154111843], [6.659192899869432, 2.3696853468441708, 0.012315337644370076], [13.408214939105378, 4.67252953253748, 0.021742069956764313], [10.75017184805142, 4.710916941572483, -0.004822324670066594], [14.786924215717185, 7.061640106875036, 0.01624116394216301], [1.3794916385241414, 0.7755721242840198, 2.1441090365486235], [4.001951794472314, 0.787617619914454, 2.1430101585235715], [6.677110189641878, 0.84301886832266, 2.15339820708333], [5.373894836935689, 3.145227920789707, 2.1793171136471514], [10.751953676839346, 3.173732819876833, 2.1550465007870905], [4.030397180294245, 5.437219423220928, 2.208660836688714], [6.722195009061407, 5.5135187835097454, 2.1907124244831846], [9.361312918724092, 5.528486475544247, 2.2209190688398857], [5.412750181457268, 7.810728931081946, 2.1749746984549887], [8.043003861228758, 7.838971353626803, 2.179969224639503], [2.6887447920005716, 1.5836778971941667, 4.408868445944907], [8.05981097610664, 1.6238409317046192, 4.404181861137568], [4.0357713556418116, 3.915276988050039, 4.404319415984508], [9.415064001254807, 4.005359663192951, 4.35675865294891], [12.067739327644082, 3.957821037990443, 4.368384986306129], [8.10225275109897, 6.264583885407425, 4.391727944295895], [10.697538234921128, 6.267016700245388, 4.379054597885866], [12.165827084180798, 11.753669079588924, 6.599120566515777], [9.323304190503812, 2.4319793440909643, 6.54766863010401], [8.064621571399483, 4.700925357426331, 6.636544145259402], [9.384145092562267, 7.029996370070163, 6.618942474663048], [10.780374770190013, 9.43285332270974, 6.609074490786442], [13.40170623938293, 9.493981349621652, 6.587465975266201]], "energy": -290.002519, "calculator_parameters": {"incar": {"encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 404, "ibrion": 2, "lplane": true, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 20}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[8.011840598640855, 0.05625662809428802, 0.0037193828241651565], [9.473037038424744, 2.3998172595542866, 0.005460022319675836], [5.270740691952247, 4.6827140193775785, 0.04798121397640863], [8.04852590404618, 4.760243232617809, 0.02908651588062562], [12.008116044359483, 10.309616849097456, 8.791373784618553], [14.712720580893096, 10.32304482479628, 8.77373521683151], [12.10310686469029, 7.0189913395157815, -0.010710027964858712], [14.854368295950835, 10.191020325262578, 2.175890682197642], [2.72549352199856, 3.0620302070720116, 2.2297854053580086], [8.051551207265895, 3.1599373494578367, 2.211307234528212], [12.005859379317746, 5.425380472142491, 2.1812718609453796], [10.70442282156074, 7.8879714140679535, 2.177242680474233], [13.490532838760625, 7.805581896259911, 2.1642267405818205], [5.348738862846893, 1.6326560672236805, 4.31974520613704], [10.7371524975072, 1.733057396405334, 4.31570689587983], [6.794184923736088, 3.944787493511298, 4.417815737989933], [5.4082404073141905, 6.241643018943721, 4.317632366666033], [13.395516726588907, 6.224966828951905, 4.350346059103849], [6.758391744386495, 8.637186563693952, 4.314948748397235], [9.410521556985746, 8.583912594661461, 4.412742512760391], [12.105441212452988, 8.693370352262805, 4.40050211061824], [14.778887995093687, 8.679732828957022, 4.378761662263135], [9.496225370614141, 11.716728165457278, 6.662779646431287], [12.04033811883713, 2.416850843835344, 6.557637165888437], [5.456139463036188, 4.661990418992525, 6.656726128766691], [10.62312078762012, 4.738100697416902, 6.589365339049816], [13.400628361618029, 4.737288899464169, 6.568798595418273], [6.794591172422324, 7.0124361553184915, 6.667433761897936], [12.000021183421083, 7.115952843151504, 6.597400363218132], [14.763330399042841, 7.113813692778962, 6.593134942066684], [8.151294481934357, 9.361778930466272, 6.6695219506991705], [16.084909182357045, 9.467812959536175, 6.584853187633663], [0.04540188217034601, 0.023159331210334047, 0.03807686663959374], [8.02091918481654, 3.2422821659533123, 8.781939554696796], [5.316908875287064, 0.0768530697496613, -0.01028054195464684], [1.3954620319409776, 2.3248563989024533, 0.04816353062011263], [4.002180814410539, 2.3266217445013253, 0.011131030154111843], [6.659192899869432, 2.3696853468441708, 0.012315337644370076], [13.408214939105378, 4.67252953253748, 0.021742069956764313], [10.75017184805142, 4.710916941572483, -0.004822324670066594], [14.786924215717185, 7.061640106875036, 0.01624116394216301], [1.3794916385241414, 0.7755721242840198, 2.1441090365486235], [4.001951794472314, 0.787617619914454, 2.1430101585235715], [6.677110189641878, 0.84301886832266, 2.15339820708333], [5.373894836935689, 3.145227920789707, 2.1793171136471514], [10.751953676839346, 3.173732819876833, 2.1550465007870905], [4.030397180294245, 5.437219423220928, 2.208660836688714], [6.722195009061407, 5.5135187835097454, 2.1907124244831846], [9.361312918724092, 5.528486475544247, 2.2209190688398857], [5.412750181457268, 7.810728931081946, 2.1749746984549887], [8.043003861228758, 7.838971353626803, 2.179969224639503], [2.6887447920005716, 1.5836778971941667, 4.408868445944907], [8.05981097610664, 1.6238409317046192, 4.404181861137568], [4.0357713556418116, 3.915276988050039, 4.404319415984508], [9.415064001254807, 4.005359663192951, 4.35675865294891], [12.067739327644082, 3.957821037990443, 4.368384986306129], [8.10225275109897, 6.264583885407425, 4.391727944295895], [10.697538234921128, 6.267016700245388, 4.379054597885866], [12.165827084180798, 11.753669079588924, 6.599120566515777], [9.323304190503812, 2.4319793440909643, 6.54766863010401], [8.064621571399483, 4.700925357426331, 6.636544145259402], [9.384145092562267, 7.029996370070163, 6.618942474663048], [10.780374770190013, 9.43285332270974, 6.609074490786442], [13.40170623938293, 9.493981349621652, 6.587465975266201]]}, "data": {"stress": [6.838194371405817e-05, 2.660130011950675e-05, -9.554497940624338e-05, 1.6989380320341947e-05, -7.046660683933157e-06, -2.496602545237611e-07], "doc": "Data from the output of the calculation", "volume": 885.5889578101139, "total_energy": -290.002519, "forces": [[-0.006674, 3.2e-05, 0.003384], [-0.006257, 0.00403, -0.002214], [0.004024, -0.002162, -0.007524], [0.002815, 0.006468, -0.006786], [-0.001907, -0.000932, -0.002076], [-0.008586, 0.012752, -0.003143], [-0.006724, 0.003123, 0.001382], [-0.003414, -0.005544, 0.004886], [-0.000524, 0.000865, 0.014734], [-0.000299, -0.001894, -0.010415], [-0.008564, 0.009796, 0.001534], [0.009196, -0.005141, -0.004729], [-0.007839, 0.002452, 0.005416], [0.00211, 0.00071, 0.005102], [0.00286, -0.010334, 0.005916], [-0.005219, 0.000368, 0.003866], [0.003617, -0.001464, 0.012526], [0.002205, 0.007551, 0.012364], [0.00289, -0.000609, 0.010763], [-0.003869, -0.000626, 0.005004], [0.003671, -0.000833, -0.009872], [0.000214, -0.000341, -0.005656], [0.00725, -0.003608, 0.001094], [-0.003386, -0.009939, 0.002213], [0.000543, 0.00437, -0.003736], [0.012909, -0.000737, -0.000516], [0.009698, 0.002418, 0.00273], [-0.003498, -0.000439, -0.002838], [0.002028, -0.009861, -0.006665], [-0.002547, -0.005517, -0.006348], [0.002512, -0.004465, -0.003792], [0.003507, 0.002469, -0.005438], [0.00192, 0.008818, 0.01222], [0.001561, 0.007801, 0.000664], [-0.00805, 0.002672, 0.000242], [0.008428, -0.007154, 0.004403], [-0.006574, -0.007265, -0.006068], [-0.007458, 0.002014, -0.000542], [-0.010329, -0.006705, 0.007323], [-0.004459, 0.003192, -0.001826], [-0.004492, 0.000879, 0.0046], [0.007825, -0.007561, -0.006093], [-0.004057, -0.008249, -0.002444], [0.000834, 0.00055, -0.00615], [0.00578, 0.001622, 0.00675], [-0.003131, 0.00201, -0.001496], [-0.00385, -0.004051, 0.006736], [0.002609, 0.005962, -0.003603], [-0.011161, 0.003813, -0.005332], [-0.000234, 0.002597, 0.000822], [-0.001085, 0.001555, -0.008893], [0.00015, -0.005033, 0.002763], [0.010821, -0.00232, -0.002927], [0.005334, -0.000325, -0.000395], [0.011062, 0.002226, -0.003472], [0.000377, -0.000101, 0.00424], [0.001658, 0.007423, -0.002926], [0.002761, -0.004089, -0.001028], [0.00716, 0.003854, -0.005523], [-0.001023, 0.002477, -0.008239], [-0.003283, -0.003152, 0.008337], [-0.00463, -0.001127, 0.000481], [0.002764, 0.003709, -0.001824], [2.9e-05, 0.001001, -0.001963]], "fermi_level": 3.8987}, "metadata": {"date.created": 1400185291.073071, "uuid": "8072396c-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:31 2014", "user.username": null, "atoms.resort": [32, 33, 34, 0, 35, 36, 37, 1, 38, 2, 3, 39, 40, 4, 5, 6, 41, 42, 43, 7, 8, 44, 9, 45, 46, 47, 48, 10, 49, 50, 11, 12, 51, 13, 52, 14, 53, 15, 54, 55, 16, 56, 57, 17, 18, 19, 20, 21, 22, 58, 59, 23, 24, 60, 25, 26, 27, 61, 28, 29, 30, 62, 63, 31], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.736644073841516, 0.0361472243578595, -0.037836211723194], [5.399629269846666, 9.381738294015513, 0.0169423492126376], [5.347836755384175, 3.1730937660086003, 8.802194715308982]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_0_50Cu": 1, "RN": 1, "fcc": 1, "_0cl": 1, "_64atom": 1}, "mtime": 15.03829374223807, "keywords": ["fcc", "RN", "64atom", "0cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "c83810e183c32fb2639ae952ca998078", "user": "jboes"},
"122":
{"ctime": 14.923535711527554, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-0.010863124423769325, -0.04840462955065961, 0.016613135464471736], [2.6205023393871225, -0.028398749944640395, 0.0033104857187047304], [5.21546338600581, 0.017895415263384735, -0.019932114879162424], [7.822610035857961, -0.0234615311071482, 0.04681792075030642], [1.298752710228231, 2.2539151898508596, 0.002915491849181988], [3.931483714371519, 2.2498656092403877, -0.016281908010553365], [6.51528921439783, 2.2570210363233185, 0.012496263345649303], [9.08951764818534, 2.2455278883907814, 0.058661596705909765], [2.624080268368852, 4.544773854050315, -0.00012996530802775186], [5.205805076053103, 4.537306817125518, -0.00642731289410314], [7.783032069867641, 4.520434152648456, 0.05860713570605276], [10.407995722106202, 4.549256962303111, 0.07589935176193156], [3.923458869466774, 6.75937400382089, 0.024843860570709704], [6.504143030064116, 6.763134430573707, 0.02779238431148686], [9.075511827125393, 6.766232063420701, 0.03080215832268117], [11.773274489634243, 6.773745952458302, 0.0411820975360359], [1.2906142343469733, 0.7167115907124433, 2.1451236770713917], [3.888652115420908, 0.7477564603449057, 2.137624210065844], [6.567751993845855, 0.7526131572855234, 2.142979986344769], [9.135391398514127, 0.7560660927582133, 2.1338317119438135], [2.5825986663396554, 3.02946837068705, 2.1953669968802987], [5.279743322402368, 3.0184502949421814, 2.135968024796517], [7.871134120142166, 3.008956634864406, 2.146457687837824], [10.378940638739971, 3.025339121514085, 2.164209214165576], [3.9227486698373437, 5.309162911456807, 2.1278537923724494], [6.540349854508026, 5.3055745583079315, 2.141514450902986], [9.101848245618877, 5.251230306578939, 2.1626200237782394], [11.719753063893634, 5.279510899955502, 2.1555862406855497], [5.21815652229989, 7.520978012192123, 2.1398823371740683], [7.789954044784903, 7.518703894539666, 2.1513994209445313], [10.42515621379259, 7.527582697670923, 2.1604622552838073], [13.070754069286664, 7.525849118140603, 2.1600055338918973], [2.6022667326600604, 1.4828278681806728, 4.298457754260033], [5.225020275077128, 1.489371411679941, 4.2854923940527385], [7.834177721965823, 1.5102020373910539, 4.256604743127307], [10.420984859058496, 1.537035175730135, 4.223190368102003], [3.9155645857719756, 3.7588965504003484, 4.253951887609138], [6.5947805800149, 3.761146137651113, 4.243959305913071], [9.124103268107351, 3.7712093727970326, 4.264282211364271], [11.66069136756333, 3.7726808818054844, 4.279075578097727], [5.236478297494859, 6.0322052700033515, 4.208899162166892], [7.83819820279567, 6.028377320849943, 4.264087735151846], [10.418021687482309, 6.012732138281512, 4.307150210712767], [13.011114234550476, 6.02922997831999, 4.2267915993872895], [6.53880784242972, 8.261876853938677, 4.2427382833434075], [9.117040874467389, 8.281589440854395, 4.310602171971458], [11.753042538937637, 8.285795046938784, 4.311833911671438], [14.336005425564915, 8.294538742003454, 4.237144193685232], [3.9179530262755398, 2.2067947107720243, 6.387875024769114], [6.549960840106046, 2.221225028634558, 6.381774559336139], [9.11036595066957, 2.301652169027453, 6.376270794400959], [11.727978198179068, 2.2695509212289458, 6.39387610658513], [5.2602720327906045, 4.4514803696066245, 6.318960549166236], [7.87421569312731, 4.5166137721968465, 6.362270424583041], [10.378840153799683, 4.529390851969572, 6.39114196207773], [12.960291210927885, 4.478144888887316, 6.392455767760967], [6.572064827309738, 6.7915268015030925, 6.354384654520607], [9.126793021963385, 6.781224605617407, 6.397589314352863], [11.680489205395125, 6.7997247417458455, 6.403580693454706], [14.305518764852858, 6.809113838588658, 6.401132782586962], [7.873526053793787, 9.023294090035613, 6.405493975111028], [10.432762146239277, 9.02856506638472, 6.405976503900618], [12.99878919600773, 9.062114933415883, 6.411009353685779], [15.676183020484473, 9.093139768186399, 6.403003794640279]], "energy": -252.07615, "calculator_parameters": {"incar": {"nsw": 20, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 420, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.420351189186936, 0.0039640180466504, 0.0178840688993072], [5.213600528030689, 9.017470626596051, 0.0274978794579327], [5.225877711379643, 3.0246254958341923, 8.502914464836078]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-0.010863124423769325, -0.04840462955065961, 0.016613135464471736], [2.6205023393871225, -0.028398749944640395, 0.0033104857187047304], [5.21546338600581, 0.017895415263384735, -0.019932114879162424], [7.822610035857961, -0.0234615311071482, 0.04681792075030642], [1.298752710228231, 2.2539151898508596, 0.002915491849181988], [3.931483714371519, 2.2498656092403877, -0.016281908010553365], [6.51528921439783, 2.2570210363233185, 0.012496263345649303], [9.08951764818534, 2.2455278883907814, 0.058661596705909765], [2.624080268368852, 4.544773854050315, -0.00012996530802775186], [5.205805076053103, 4.537306817125518, -0.00642731289410314], [7.783032069867641, 4.520434152648456, 0.05860713570605276], [10.407995722106202, 4.549256962303111, 0.07589935176193156], [3.923458869466774, 6.75937400382089, 0.024843860570709704], [6.504143030064116, 6.763134430573707, 0.02779238431148686], [9.075511827125393, 6.766232063420701, 0.03080215832268117], [11.773274489634243, 6.773745952458302, 0.0411820975360359], [1.2906142343469733, 0.7167115907124433, 2.1451236770713917], [3.888652115420908, 0.7477564603449057, 2.137624210065844], [6.567751993845855, 0.7526131572855234, 2.142979986344769], [9.135391398514127, 0.7560660927582133, 2.1338317119438135], [2.5825986663396554, 3.02946837068705, 2.1953669968802987], [5.279743322402368, 3.0184502949421814, 2.135968024796517], [7.871134120142166, 3.008956634864406, 2.146457687837824], [10.378940638739971, 3.025339121514085, 2.164209214165576], [3.9227486698373437, 5.309162911456807, 2.1278537923724494], [6.540349854508026, 5.3055745583079315, 2.141514450902986], [9.101848245618877, 5.251230306578939, 2.1626200237782394], [11.719753063893634, 5.279510899955502, 2.1555862406855497], [5.21815652229989, 7.520978012192123, 2.1398823371740683], [7.789954044784903, 7.518703894539666, 2.1513994209445313], [10.42515621379259, 7.527582697670923, 2.1604622552838073], [13.070754069286664, 7.525849118140603, 2.1600055338918973], [2.6022667326600604, 1.4828278681806728, 4.298457754260033], [5.225020275077128, 1.489371411679941, 4.2854923940527385], [7.834177721965823, 1.5102020373910539, 4.256604743127307], [10.420984859058496, 1.537035175730135, 4.223190368102003], [3.9155645857719756, 3.7588965504003484, 4.253951887609138], [6.5947805800149, 3.761146137651113, 4.243959305913071], [9.124103268107351, 3.7712093727970326, 4.264282211364271], [11.66069136756333, 3.7726808818054844, 4.279075578097727], [5.236478297494859, 6.0322052700033515, 4.208899162166892], [7.83819820279567, 6.028377320849943, 4.264087735151846], [10.418021687482309, 6.012732138281512, 4.307150210712767], [13.011114234550476, 6.02922997831999, 4.2267915993872895], [6.53880784242972, 8.261876853938677, 4.2427382833434075], [9.117040874467389, 8.281589440854395, 4.310602171971458], [11.753042538937637, 8.285795046938784, 4.311833911671438], [14.336005425564915, 8.294538742003454, 4.237144193685232], [3.9179530262755398, 2.2067947107720243, 6.387875024769114], [6.549960840106046, 2.221225028634558, 6.381774559336139], [9.11036595066957, 2.301652169027453, 6.376270794400959], [11.727978198179068, 2.2695509212289458, 6.39387610658513], [5.2602720327906045, 4.4514803696066245, 6.318960549166236], [7.87421569312731, 4.5166137721968465, 6.362270424583041], [10.378840153799683, 4.529390851969572, 6.39114196207773], [12.960291210927885, 4.478144888887316, 6.392455767760967], [6.572064827309738, 6.7915268015030925, 6.354384654520607], [9.126793021963385, 6.781224605617407, 6.397589314352863], [11.680489205395125, 6.7997247417458455, 6.403580693454706], [14.305518764852858, 6.809113838588658, 6.401132782586962], [7.873526053793787, 9.023294090035613, 6.405493975111028], [10.432762146239277, 9.02856506638472, 6.405976503900618], [12.99878919600773, 9.062114933415883, 6.411009353685779], [15.676183020484473, 9.093139768186399, 6.403003794640279]]}, "data": {"stress": [-0.00022947522294551503, -0.00017576706069109095, -0.00024527247555050603, 5.374561129260268e-05, 3.637549908411199e-05, 1.874324360837137e-05], "doc": "Data from the output of the calculation", "volume": 797.3755674020232, "total_energy": -252.07615, "forces": [[0.00541, -0.006107, -0.004356], [0.003548, 0.005716, -0.002986], [-0.004711, 0.005466, 0.003207], [-0.00079, -0.005456, 0.004101], [0.00013, -0.00112, -0.001658], [-0.003947, -0.002568, 0.008326], [-0.000309, -0.006737, 3.5e-05], [-0.002901, -0.000272, -0.007444], [-0.007491, 0.008487, 0.005286], [-0.000512, -0.002714, 0.000389], [0.004482, 0.001982, -0.001582], [-0.005126, -0.001941, -0.001049], [-0.0036, -0.001061, 0.002627], [0.0069, -0.001711, 0.001338], [0.001815, 0.00792, 0.002228], [-0.002593, 0.002653, 0.003585], [0.004291, 0.003851, -0.00203], [0.005505, -0.000819, 0.007071], [0.008601, -0.000411, -0.001324], [0.0011, -0.003688, -0.002932], [-0.007654, -0.00237, -0.013864], [0.002711, -0.000155, -0.003015], [-0.003696, 0.001495, -0.000625], [-0.002966, 0.00415, 0.005675], [-0.003626, 0.003251, 0.004128], [0.005411, 0.000166, -0.002741], [-0.00222, 0.007537, -0.004355], [-0.002533, -0.000176, 0.001725], [0.003687, -0.00236, -0.004669], [0.004687, 0.002953, -0.000621], [-0.004748, 0.004709, 0.010975], [0.005781, 0.003554, -0.002557], [0.00115, -0.001415, 0.002745], [0.004358, -0.002569, 0.00674], [0.004989, -0.001329, -0.005496], [0.002756, 0.001179, -0.004341], [-0.00126, -0.006079, 0.003004], [0.003444, -0.005075, -0.00346], [0.000416, 0.003057, -0.002303], [-0.004149, 0.002889, -0.003588], [-0.000626, -0.000215, -0.008841], [-0.00615, 0.001998, 0.00421], [-0.000851, 0.003027, 0.004667], [0.003395, -0.003421, 0.002766], [0.00149, 0.003799, 0.000295], [8e-06, 0.006369, 0.004127], [0.003356, -0.00088, -0.000432], [0.002776, -0.003032, -0.006326], [0.000914, -0.011849, -0.003885], [0.003555, 0.000726, -0.006468], [0.001913, -0.000638, 0.00281], [-0.009335, -0.007049, 0.003108], [0.006607, -0.006345, 0.008261], [0.000249, -0.004244, -0.00409], [-0.000932, 0.001012, 0.000222], [0.000965, 0.01056, 0.002448], [-0.000751, 0.00064, -0.001245], [-0.004119, 0.003174, 0.0062], [-0.002034, -0.002663, 0.002272], [-0.009579, -0.005997, -0.006371], [0.004381, 0.001602, 0.001611], [-0.002775, -0.005011, 0.004147], [-0.000621, -0.000504, 0.000244], [-0.008175, 0.004059, -0.005917]], "fermi_level": 3.7704}, "metadata": {"date.created": 1400185289.883896, "uuid": "7fbcc5dc-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:29 2014", "user.username": null, "atoms.resort": [8, 9, 10, 11, 12, 0, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 1, 2, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 3, 4, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 5, 6, 60, 61, 62, 63, 7], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.420351189186936, 0.0039640180466504, 0.0178840688993072], [5.213600528030689, 9.017470626596051, 0.0274978794579327], [5.225877711379643, 3.0246254958341923, 8.502914464836078]], "numbers": [29, 29, 29, 29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 29, 29, 46, 29, 29, 29, 46, 29, 29, 29, 46], "key_value_pairs": {"RN": 1, "_0_88Cu": 1, "_0cl": 1, "_64atom": 1, "fcc": 1}, "mtime": 15.038293754708786, "keywords": ["fcc", "RN", "64atom", "0cl", "0.88Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.875, "unique_id": "963f3df058585861bd4e87a46e3d2fc6", "user": "jboes"},
"123":
{"ctime": 14.923535978945734, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[7.729080400027419, 3.2212491153515224, 8.47045769139579], [3.9545863222349857, 2.336605197716724, -0.048581877902473515], [5.259786270045974, 4.689896382277153, 0.00021786336717515703], [11.751852004728743, 10.166651734197805, 8.477528121678654], [6.498657828389882, 0.9007390502585088, 1.9596818172635322], [2.6099926857726405, 3.1084223561319884, 2.1135631261173375], [10.361140982341542, 3.17852224299082, 1.9344145520503908], [3.988486539438995, 3.834185414038096, 4.345185314041274], [11.728427668085164, 3.9491913081414256, 4.142607623836586], [5.339240738411578, 6.197150060490152, 4.284070582061955], [13.114471376394569, 6.316172393003519, 4.0787313177901225], [6.651721268225053, 8.55974560894581, 4.234779915970736], [11.810711845137567, 8.645862974062846, 4.155813232246573], [10.383829890242238, 4.716679826707285, 6.294372732942858], [11.810951951139405, 7.096930548741277, 6.347422689432979], [15.720405787183715, 9.43397171602674, 6.298619417837816], [10.421489544073195, 0.15213668441978578, -0.16190672409931162], [15.7198228356817, 12.40974329376591, 8.3921405023358], [12.986364804817963, 3.2741479815852146, 8.37644776380126], [16.89154805331264, 5.642053809015783, 8.320306365355451], [11.745764070611301, 5.569174950097404, 8.422784709918508], [14.279748500365663, 5.570710746497077, 8.351807591276254], [18.23701812673466, 7.984676479381826, 8.339806988995639], [7.9837537889949255, 4.6880487798948165, -0.05751728658735935], [10.538146121642804, 4.719991603027271, -0.1405696829182395], [14.444795950924524, 7.101751072437099, -0.17284814644831292], [9.27831755922468, 6.977052727693588, -0.06875741415811643], [11.88965756724056, 7.040446748210736, -0.11303090775659905], [17.08510381572517, 10.15407226783528, 1.9176576357703057], [9.221242924835103, 10.023914776743398, 2.122685902925548], [14.482567895864815, 10.1014523051639, 1.9647022793466749], [5.255998329877492, 3.1794215041858482, 2.1291767846503205], [7.798216302202151, 3.196924506259545, 2.0224072206846557], [14.424314413463861, 5.588215185544638, 1.9340997668292959], [6.628526920052717, 5.457483132974044, 2.115921464575215], [9.186109284710373, 5.51714259210387, 2.0420565724621764], [11.77181889231792, 5.546371443186355, 1.9441309178596498], [15.756333781518704, 7.8703440048531705, 1.9272865258629668], [7.950841892568169, 7.74403772346332, 2.0952895353960392], [10.519566406200731, 7.779097966174826, 2.0091183949816536], [13.163487266828959, 7.842003225264626, 1.9424881733712196], [7.957821977569479, 10.806124461569542, 4.294082181041841], [10.543958545247595, 10.854538295760996, 4.209840999998671], [7.829882213498971, 1.6699151997669779, 4.1605309649307145], [15.740016208563542, 10.923445178275712, 4.108777932641884], [6.58975771489936, 3.894976857391913, 4.211518035593805], [9.085203619510168, 3.953573623537672, 4.139901073349434], [7.9414223027009365, 6.2310160846542235, 4.218272138389901], [10.452509021974388, 6.295552577492097, 4.134304735116091], [9.223854051030884, 8.547903217905302, 4.220559990034549], [14.456550785975615, 8.645793395399961, 4.0967136380415345], [19.68209322709305, 11.728691787069637, 6.274639750562077], [6.437298995680065, 2.429388695091853, 6.29681299892946], [9.039010215205897, 2.4461709348367986, 6.270159833760563], [17.093133882531603, 11.686837703898542, 6.278622103267795], [5.2068235845168696, 4.687743789457284, 6.47366822575205], [7.74927408732297, 4.745154131704643, 6.300642622467244], [13.080773166625844, 4.756867213324922, 6.300306659573574], [6.571564222848837, 7.008855220956114, 6.442518747080016], [9.118062882429689, 7.077430718413144, 6.3228043297710474], [14.436550032156521, 7.096873028542846, 6.2956864055065225], [7.906077588581997, 9.33243697050262, 6.435295788325284], [10.446054833875, 9.391924087443101, 6.326653894228589], [13.110623542264108, 9.427644977227551, 6.310114070450809]], "energy": -265.581389, "calculator_parameters": {"incar": {"ediffg": -0.02, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 412, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 20}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.480788485793777, 0.124370332802212, -0.177690072102358], [5.348105135988219, 9.245037614412658, -0.0187609212683063], [5.131234821146273, 3.1892236769936138, 8.53663090257827]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[7.729080400027419, 3.2212491153515224, 8.47045769139579], [3.9545863222349857, 2.336605197716724, -0.048581877902473515], [5.259786270045974, 4.689896382277153, 0.00021786336717515703], [11.751852004728743, 10.166651734197805, 8.477528121678654], [6.498657828389882, 0.9007390502585088, 1.9596818172635322], [2.6099926857726405, 3.1084223561319884, 2.1135631261173375], [10.361140982341542, 3.17852224299082, 1.9344145520503908], [3.988486539438995, 3.834185414038096, 4.345185314041274], [11.728427668085164, 3.9491913081414256, 4.142607623836586], [5.339240738411578, 6.197150060490152, 4.284070582061955], [13.114471376394569, 6.316172393003519, 4.0787313177901225], [6.651721268225053, 8.55974560894581, 4.234779915970736], [11.810711845137567, 8.645862974062846, 4.155813232246573], [10.383829890242238, 4.716679826707285, 6.294372732942858], [11.810951951139405, 7.096930548741277, 6.347422689432979], [15.720405787183715, 9.43397171602674, 6.298619417837816], [10.421489544073195, 0.15213668441978578, -0.16190672409931162], [15.7198228356817, 12.40974329376591, 8.3921405023358], [12.986364804817963, 3.2741479815852146, 8.37644776380126], [16.89154805331264, 5.642053809015783, 8.320306365355451], [11.745764070611301, 5.569174950097404, 8.422784709918508], [14.279748500365663, 5.570710746497077, 8.351807591276254], [18.23701812673466, 7.984676479381826, 8.339806988995639], [7.9837537889949255, 4.6880487798948165, -0.05751728658735935], [10.538146121642804, 4.719991603027271, -0.1405696829182395], [14.444795950924524, 7.101751072437099, -0.17284814644831292], [9.27831755922468, 6.977052727693588, -0.06875741415811643], [11.88965756724056, 7.040446748210736, -0.11303090775659905], [17.08510381572517, 10.15407226783528, 1.9176576357703057], [9.221242924835103, 10.023914776743398, 2.122685902925548], [14.482567895864815, 10.1014523051639, 1.9647022793466749], [5.255998329877492, 3.1794215041858482, 2.1291767846503205], [7.798216302202151, 3.196924506259545, 2.0224072206846557], [14.424314413463861, 5.588215185544638, 1.9340997668292959], [6.628526920052717, 5.457483132974044, 2.115921464575215], [9.186109284710373, 5.51714259210387, 2.0420565724621764], [11.77181889231792, 5.546371443186355, 1.9441309178596498], [15.756333781518704, 7.8703440048531705, 1.9272865258629668], [7.950841892568169, 7.74403772346332, 2.0952895353960392], [10.519566406200731, 7.779097966174826, 2.0091183949816536], [13.163487266828959, 7.842003225264626, 1.9424881733712196], [7.957821977569479, 10.806124461569542, 4.294082181041841], [10.543958545247595, 10.854538295760996, 4.209840999998671], [7.829882213498971, 1.6699151997669779, 4.1605309649307145], [15.740016208563542, 10.923445178275712, 4.108777932641884], [6.58975771489936, 3.894976857391913, 4.211518035593805], [9.085203619510168, 3.953573623537672, 4.139901073349434], [7.9414223027009365, 6.2310160846542235, 4.218272138389901], [10.452509021974388, 6.295552577492097, 4.134304735116091], [9.223854051030884, 8.547903217905302, 4.220559990034549], [14.456550785975615, 8.645793395399961, 4.0967136380415345], [19.68209322709305, 11.728691787069637, 6.274639750562077], [6.437298995680065, 2.429388695091853, 6.29681299892946], [9.039010215205897, 2.4461709348367986, 6.270159833760563], [17.093133882531603, 11.686837703898542, 6.278622103267795], [5.2068235845168696, 4.687743789457284, 6.47366822575205], [7.74927408732297, 4.745154131704643, 6.300642622467244], [13.080773166625844, 4.756867213324922, 6.300306659573574], [6.571564222848837, 7.008855220956114, 6.442518747080016], [9.118062882429689, 7.077430718413144, 6.3228043297710474], [14.436550032156521, 7.096873028542846, 6.2956864055065225], [7.906077588581997, 9.33243697050262, 6.435295788325284], [10.446054833875, 9.391924087443101, 6.326653894228589], [13.110623542264108, 9.427644977227551, 6.310114070450809]]}, "data": {"stress": [-0.00025454735400606376, -0.000245004090776893, -0.0002980069628122875, 6.241506363094028e-07, -1.371258947971758e-05, 1.4355464635116264e-05], "doc": "Data from the output of the calculation", "volume": 827.4949005279484, "total_energy": -265.581389, "forces": [[-0.003407, 0.00058, 0.000877], [0.005397, 4.9e-05, -0.014543], [0.001566, -0.004813, 0.003809], [-0.000887, -0.000513, -0.004258], [-0.00228, -0.004869, -0.003824], [-0.002046, -0.001254, 0.00566], [-0.008396, -0.001684, -0.000386], [0.01077, -0.008235, -0.00152], [0.002603, -0.010654, -0.003791], [0.006788, -0.002861, 0.004213], [0.006106, 0.004354, -0.007771], [0.01235, 0.00828, -0.005241], [0.00129, 0.006659, -0.00288], [-0.01081, 0.001037, 0.0112], [0.003478, -0.000592, 0.010765], [-0.003583, -0.000421, 0.006405], [-0.001692, -0.002233, -0.001504], [-0.003029, 0.000883, -0.000956], [0.003963, -0.001613, -0.004482], [-0.003713, 0.002315, -0.00138], [-0.000589, 0.003032, -0.004419], [-0.003332, 0.001045, -0.000373], [-0.001105, 0.004418, 0.000276], [0.002087, 0.00215, -0.003749], [-0.003328, 0.004972, -0.00244], [-0.003919, 0.002979, 0.001508], [-0.002397, 0.001479, 0.003265], [0.000173, 0.004928, -0.001264], [-0.002166, -0.00416, 0.002279], [-0.003964, -0.003258, 0.002877], [-0.001616, -0.001631, -0.002341], [-0.000342, -0.001551, -0.001359], [0.009275, 0.00679, 0.000287], [0.004225, 0.003452, 0.003281], [0.00394, -0.00279, -0.001693], [0.000315, 0.003682, -0.00366], [0.004448, 0.002062, 0.001363], [-0.006698, 0.000248, 0.005135], [0.005223, -0.001, 0.000745], [-0.004012, -0.00121, -0.003042], [0.004094, -0.004314, 0.001066], [3.2e-05, -0.004375, -0.00014], [-0.002481, -0.001907, 8.6e-05], [0.002991, 0.004644, 0.001059], [-0.003587, 7.9e-05, 0.002953], [0.004471, -0.003126, -0.002985], [-0.012202, -0.002039, 0.000516], [0.002656, -0.004578, -0.003636], [-0.001776, -0.000513, -0.004158], [-0.002658, 0.001304, -0.004242], [-0.002151, 0.002618, -0.004386], [0.001993, -0.00141, 0.00655], [-7.7e-05, -0.000915, 0.002671], [-0.005275, -0.00085, -0.004142], [0.004784, 0.004882, 0.000707], [-0.002331, -0.001685, 0.004887], [-0.000926, -0.000985, -0.003514], [0.000272, 0.001874, 0.00791], [0.00068, -0.002645, 0.004924], [-0.001087, -0.000157, -0.003998], [0.003077, -0.005027, 0.009147], [0.001412, 0.004574, 0.002985], [-0.003648, -0.001467, 0.001672], [0.001048, 0.005967, -0.003004]], "fermi_level": 3.8022}, "metadata": {"date.created": 1400185290.342554, "uuid": "8002c1f4-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:30 2014", "user.username": null, "atoms.resort": [16, 0, 17, 18, 19, 1, 20, 21, 22, 2, 23, 24, 25, 3, 26, 27, 28, 29, 4, 30, 5, 31, 32, 6, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 7, 45, 46, 8, 9, 47, 48, 10, 11, 49, 12, 50, 51, 52, 53, 54, 55, 56, 13, 57, 58, 59, 14, 60, 61, 62, 63, 15], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.480788485793777, 0.124370332802212, -0.177690072102358], [5.348105135988219, 9.245037614412658, -0.0187609212683063], [5.131234821146273, 3.1892236769936138, 8.53663090257827]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"RN": 1, "_0_75Cu": 1, "_0cl": 1, "_64atom": 1, "fcc": 1}, "mtime": 15.038293766396054, "keywords": ["fcc", "RN", "64atom", "0cl", "0.75Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.75, "unique_id": "3cb53941635a2303089d883773fde31f", "user": "jboes"},
"124":
{"ctime": 14.923536106993335, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[2.6767205398177687, 0.11884318281869506, 0.040767929011381494], [5.430936864348457, 0.04422115800905407, 0.13331189601759982], [13.675795421890715, 3.2121305724467732, 8.891009807313603], [2.7296115194768165, 4.652740254217649, 0.027886604032854548], [16.269535795048522, 7.723311374216143, 8.945023265373894], [9.56350655146677, 10.230942288690429, 8.916881923546494], [6.8649981549530334, 6.965522520244687, 0.03178992683366491], [12.169499032378134, 7.03889542215207, 0.07031017186429277], [9.59085393900991, 0.8059110590272061, 2.194716626216789], [2.6768005286256673, 3.053233802957992, 2.2020554338459317], [5.440481276273561, 3.0787868771228375, 2.1396428454669714], [8.167607743750564, 3.1134090952274214, 2.1588694253314733], [4.121426477954325, 5.4574421798073365, 2.2477221054942906], [9.48958821468074, 5.50465370481963, 2.2005006645016696], [12.225977658256188, 5.424191565273988, 2.2911698749381384], [16.3591207331913, 7.856857018619356, 2.3083075197741287], [8.179842478666117, 7.893063489702033, 2.2297784299279364], [13.555574524670332, 7.872487826821066, 2.330211703760206], [2.747766707381992, 1.5789458483918466, 4.423343231206007], [5.454660984136433, 1.5651299832390078, 4.420054088059727], [13.59973932912265, 10.855069354101293, 4.495650163782597], [16.36197848274025, 10.92332520916456, 4.456698780359493], [6.785423374025484, 3.9227495631233147, 4.457656756035806], [9.572714528456647, 3.8850111577335236, 4.460084297361875], [16.320401906870856, 6.274419597787336, 4.5284849741693165], [8.15578977239, 6.270112086530343, 4.459974397069486], [10.937433494781283, 6.275144026942492, 4.491372198266235], [13.64143280583746, 6.215865958192996, 4.565681023789664], [9.558044772015405, 8.617086163106686, 4.432492720826731], [6.800919976867629, 2.3557608933413348, 6.725199449081464], [14.942490628291878, 11.714951243091084, 6.774426034529565], [12.294744369633921, 2.3670506765837565, 6.698875630759398], [16.24951922194841, 4.652637751979832, 6.7979904917220475], [10.93928640928163, 4.687528786169665, 6.747301932706351], [6.80218858359377, 6.996705268409073, 6.715349250768202], [9.564467887385067, 7.0037662413109345, 6.751600494418908], [12.350938110678637, 7.053102379363765, 6.811195700202645], [19.053286994769465, 9.378271507361742, 6.715922417385161], [10.933860690270137, 9.382809661354196, 6.695412453368545], [16.258437067065653, 9.315734207553863, 6.689186730615509], [0.019132630031451277, 0.01716283908566652, 0.009225349425118571], [12.17903330836829, 2.304106908027972, 0.06352014710551565], [4.076833591618935, 2.3480312590575823, 0.0007554214734853161], [12.285132517147094, 5.4814968035503995, 8.919579506701925], [14.955608124066572, 5.4843164063362, 8.912982525422672], [5.464747710645223, 4.680612437826485, 0.031172098882182885], [13.632151082217241, 7.809200055742579, 8.937800864680888], [14.975001579650183, 10.172853152088782, 8.934976186867257], [12.24903717125056, 0.7699912430596433, 2.250930590450009], [4.087858073491423, 0.786332604421662, 2.2335224889522114], [12.237961732457372, 10.164765596412778, 2.2757935452141282], [10.898753955333808, 3.1017744041574282, 2.23904644294199], [6.7952161292484305, 5.463939936004155, 2.224736657119581], [10.88442733338015, 7.84385158474536, 2.275178705216515], [14.9564325166897, 3.8791678102233718, 4.508765560615465], [12.29019838710148, 3.888874712334745, 4.488087659324085], [17.68956628326319, 8.601223121575426, 4.4979694078967905], [12.267085414228463, 8.587651603988556, 4.513970190670427], [14.949668735106734, 8.578848112909842, 4.515179501197063], [14.988443042005006, 2.33724423248233, 6.695933943469403], [8.168834095871969, 4.693280688332726, 6.709613897516036], [13.629492574712078, 4.688626353275674, 6.709341129907199], [14.959599180599977, 7.012250398268053, 6.747463553304102], [13.632228061685518, 9.352369678878993, 6.7205137596770035]], "energy": -301.437793, "calculator_parameters": {"incar": {"lplane": true, "encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 400, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 20}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.89148204005833, -0.0262279720924245, 0.036974920326698], [5.423101262371241, 9.401022210531817, 0.0236267173316677], [5.468390455285633, 3.129764325288784, 8.90994348540966]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[2.6767205398177687, 0.11884318281869506, 0.040767929011381494], [5.430936864348457, 0.04422115800905407, 0.13331189601759982], [13.675795421890715, 3.2121305724467732, 8.891009807313603], [2.7296115194768165, 4.652740254217649, 0.027886604032854548], [16.269535795048522, 7.723311374216143, 8.945023265373894], [9.56350655146677, 10.230942288690429, 8.916881923546494], [6.8649981549530334, 6.965522520244687, 0.03178992683366491], [12.169499032378134, 7.03889542215207, 0.07031017186429277], [9.59085393900991, 0.8059110590272061, 2.194716626216789], [2.6768005286256673, 3.053233802957992, 2.2020554338459317], [5.440481276273561, 3.0787868771228375, 2.1396428454669714], [8.167607743750564, 3.1134090952274214, 2.1588694253314733], [4.121426477954325, 5.4574421798073365, 2.2477221054942906], [9.48958821468074, 5.50465370481963, 2.2005006645016696], [12.225977658256188, 5.424191565273988, 2.2911698749381384], [16.3591207331913, 7.856857018619356, 2.3083075197741287], [8.179842478666117, 7.893063489702033, 2.2297784299279364], [13.555574524670332, 7.872487826821066, 2.330211703760206], [2.747766707381992, 1.5789458483918466, 4.423343231206007], [5.454660984136433, 1.5651299832390078, 4.420054088059727], [13.59973932912265, 10.855069354101293, 4.495650163782597], [16.36197848274025, 10.92332520916456, 4.456698780359493], [6.785423374025484, 3.9227495631233147, 4.457656756035806], [9.572714528456647, 3.8850111577335236, 4.460084297361875], [16.320401906870856, 6.274419597787336, 4.5284849741693165], [8.15578977239, 6.270112086530343, 4.459974397069486], [10.937433494781283, 6.275144026942492, 4.491372198266235], [13.64143280583746, 6.215865958192996, 4.565681023789664], [9.558044772015405, 8.617086163106686, 4.432492720826731], [6.800919976867629, 2.3557608933413348, 6.725199449081464], [14.942490628291878, 11.714951243091084, 6.774426034529565], [12.294744369633921, 2.3670506765837565, 6.698875630759398], [16.24951922194841, 4.652637751979832, 6.7979904917220475], [10.93928640928163, 4.687528786169665, 6.747301932706351], [6.80218858359377, 6.996705268409073, 6.715349250768202], [9.564467887385067, 7.0037662413109345, 6.751600494418908], [12.350938110678637, 7.053102379363765, 6.811195700202645], [19.053286994769465, 9.378271507361742, 6.715922417385161], [10.933860690270137, 9.382809661354196, 6.695412453368545], [16.258437067065653, 9.315734207553863, 6.689186730615509], [0.019132630031451277, 0.01716283908566652, 0.009225349425118571], [12.17903330836829, 2.304106908027972, 0.06352014710551565], [4.076833591618935, 2.3480312590575823, 0.0007554214734853161], [12.285132517147094, 5.4814968035503995, 8.919579506701925], [14.955608124066572, 5.4843164063362, 8.912982525422672], [5.464747710645223, 4.680612437826485, 0.031172098882182885], [13.632151082217241, 7.809200055742579, 8.937800864680888], [14.975001579650183, 10.172853152088782, 8.934976186867257], [12.24903717125056, 0.7699912430596433, 2.250930590450009], [4.087858073491423, 0.786332604421662, 2.2335224889522114], [12.237961732457372, 10.164765596412778, 2.2757935452141282], [10.898753955333808, 3.1017744041574282, 2.23904644294199], [6.7952161292484305, 5.463939936004155, 2.224736657119581], [10.88442733338015, 7.84385158474536, 2.275178705216515], [14.9564325166897, 3.8791678102233718, 4.508765560615465], [12.29019838710148, 3.888874712334745, 4.488087659324085], [17.68956628326319, 8.601223121575426, 4.4979694078967905], [12.267085414228463, 8.587651603988556, 4.513970190670427], [14.949668735106734, 8.578848112909842, 4.515179501197063], [14.988443042005006, 2.33724423248233, 6.695933943469403], [8.168834095871969, 4.693280688332726, 6.709613897516036], [13.629492574712078, 4.688626353275674, 6.709341129907199], [14.959599180599977, 7.012250398268053, 6.747463553304102], [13.632228061685518, 9.352369678878993, 6.7205137596770035]]}, "data": {"stress": [0.00033654202309803, 0.0003733731521466479, 0.00033264732312745935, 8.101475259296049e-06, 9.223698103380354e-05, -0.00011541793566633477], "doc": "Data from the output of the calculation", "volume": 911.483903714733, "total_energy": -301.437793, "forces": [[-0.002821, 0.013015, -0.001781], [-0.000533, 0.001283, 0.00231], [-0.000665, 0.004539, -0.004942], [-0.005169, -0.011621, -0.010001], [-0.01443, -0.000246, 0.005108], [0.004074, -0.009, -0.003517], [-0.001587, 0.013859, -0.005695], [-0.003652, 0.003086, 0.003031], [-0.001833, 0.005414, -0.00595], [-0.003009, -0.006685, -0.001322], [-0.000946, 0.004214, -0.003433], [0.00432, 0.003751, -0.013499], [0.011445, -0.008811, 0.004455], [0.008416, 0.000252, -0.003113], [-0.004065, -0.000155, 2.4e-05], [0.005242, 0.012068, 0.003055], [0.010828, 0.009116, 0.007738], [0.003821, 0.00041, 0.013398], [-0.004131, -0.005652, -0.000254], [0.001543, -0.002273, -0.001483], [-0.004857, -0.004869, -0.005338], [0.007935, -0.007922, -0.007725], [-0.000774, 0.000554, 0.00047], [0.002243, 0.00342, 0.004839], [-0.004149, -0.00435, -0.001184], [-0.005552, -0.000787, 0.001185], [0.005815, 0.00071, 0.00109], [0.00618, -0.005404, 0.009491], [0.002954, -0.000703, -0.0022], [0.00148, -0.002404, 0.001645], [-0.002196, -0.002977, 0.008425], [0.003495, -0.003624, -0.006697], [-0.009836, 0.000564, -0.00034], [0.000542, 0.010361, 0.007007], [-0.008099, -0.007664, 0.004042], [-0.002812, -0.000169, 0.004554], [0.001387, -0.01073, 0.007403], [-7.9e-05, -1e-05, -0.00251], [0.007978, 0.000195, 0.002608], [0.000515, -0.000453, 0.003755], [-0.010375, -0.000362, -0.007019], [-0.011647, -0.00325, 0.003269], [-0.002706, 0.003788, 0.006202], [-0.005424, 0.002231, 0.0038], [-0.002672, 0.004635, -0.000895], [0.006509, 0.002372, -0.001262], [-0.010551, 0.010498, -0.002922], [0.00523, 0.004272, 0.007604], [-0.003063, -0.004097, -0.003886], [0.001336, 0.001396, -0.004225], [0.000194, -0.000268, -0.004791], [-0.007719, 0.00376, 0.006053], [0.005169, 0.008523, -0.003402], [0.006394, 0.010758, 0.002947], [0.005578, -0.00371, -0.010934], [-0.003468, -0.002922, -0.000309], [0.002424, -0.001214, 0.002518], [0.009361, 0.004039, -0.004041], [0.010484, 0.00203, 0.00094], [-0.001486, -0.00591, -0.000386], [-0.000127, -0.00338, -0.000773], [-0.003729, -0.015735, -0.010054], [0.000375, -0.004077, -0.001416], [0.000897, -0.003677, 0.008335]], "fermi_level": 3.9933}, "metadata": {"date.created": 1400185291.513844, "uuid": "80b57b96-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:31 2014", "user.username": null, "atoms.resort": [40, 0, 1, 2, 41, 42, 43, 44, 3, 45, 46, 4, 5, 6, 47, 7, 48, 49, 50, 8, 9, 10, 11, 51, 12, 52, 13, 14, 15, 16, 53, 17, 18, 19, 20, 21, 54, 22, 23, 55, 24, 25, 26, 27, 56, 28, 57, 58, 59, 29, 30, 31, 32, 60, 33, 61, 34, 35, 36, 62, 37, 38, 63, 39], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.89148204005833, -0.0262279720924245, 0.036974920326698], [5.423101262371241, 9.401022210531817, 0.0236267173316677], [5.468390455285633, 3.129764325288784, 8.90994348540966]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_0_38Cu": 1, "fcc": 1, "_0cl": 1, "RN": 1, "_64atom": 1}, "mtime": 15.038293778075772, "keywords": ["fcc", "RN", "64atom", "0cl", "0.38Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.375, "unique_id": "3ad44fce34787dc56f7dd9295c298fd1", "user": "jboes"},
"125":
{"ctime": 14.923536327038908, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-0.012997006837755183, 0.012200546819456926, 0.013759295582158378], [2.696422008440978, 0.026089154298185546, 0.014368352782611005], [5.529105122508246, 0.024503075694764315, 0.0180579171982668], [8.238342873258409, -0.01183229106656919, 0.005611429330628247], [1.3984424515848193, 2.386677367744205, -0.004202578691334536], [4.121507923588745, 2.370871860236541, 0.00786228852931871], [6.871376867402119, 2.360479994452614, -0.01848875014819072], [9.54663565382188, 2.2509301708601686, 0.00434664807494994], [2.745340206121738, 4.748197626416201, -0.002505634611166146], [5.454640865804588, 4.7031516304453245, -0.01580851491397548], [8.232088799728594, 4.733058553563389, -0.017303753701345043], [11.05176842861164, 4.73822752062833, -0.010139219472254782], [4.065264346648504, 7.150211953038998, -0.003444660981394572], [6.845505908880957, 7.167088831375619, -0.05314289144882421], [9.623788005738577, 7.120738982278908, 0.006518201246608712], [12.361096350316995, 7.135311491088382, 0.02170947617957153], [1.3568075333110607, 0.8046885650869837, 2.229209325283243], [4.070095342254234, 0.7919964596255519, 2.2767861465420625], [6.927449336891019, 0.7924217044660675, 2.2035987026480397], [9.635709402317078, 0.7765780154541054, 2.229361898013416], [2.741347914657981, 3.1416220140867925, 2.2295780248587764], [5.494154815578789, 3.1373170543135642, 2.1962812706238446], [8.250424167739542, 3.140620376653411, 2.2325441978050646], [10.986814298704527, 3.1004786831384354, 2.232795406906066], [4.099302570815906, 5.565336954928115, 2.248075378289731], [6.855429759073162, 5.568527651862541, 2.242441354823827], [9.6379907038673, 5.535553010676459, 2.272218661539041], [12.373698035351744, 5.552170255898703, 2.257643972319683], [5.489931331069427, 8.028932050855097, 2.2129412742995607], [8.231724207939223, 7.95210383272885, 2.2623668582425482], [10.980392427147546, 7.92263369753508, 2.284546680755979], [13.731145217089196, 7.948768627052055, 2.2342562946494966], [2.751816176015931, 1.5847057984551, 4.495014670736474], [5.450341522615345, 1.56193003371322, 4.495736456848698], [8.234315272066047, 1.5523749947781809, 4.517970626104114], [11.036022394442845, 1.5692725555829545, 4.4519212050246], [4.0861893250484735, 3.976644662976957, 4.51859670914407], [6.864912559109371, 3.9423120908431346, 4.510792330290569], [9.654434578740439, 3.982055656916149, 4.51051245046711], [12.389345877091467, 4.012873180513081, 4.532765871916827], [5.487502863512365, 6.36780684321498, 4.509805757181683], [8.277736443761114, 6.379826437639854, 4.524672333128823], [10.996046349300986, 6.348498331747346, 4.512516596580769], [13.722676387114138, 6.335286759292633, 4.50438571643517], [6.918789588090605, 8.753021097946766, 4.498217586811743], [9.620435933086927, 8.717078477589196, 4.5142205430269415], [12.332577402617966, 8.655075494733495, 4.507296196361406], [15.075141094339166, 8.71353574700956, 4.504588832123534], [4.127987730954181, 2.4171167567108514, 6.77805748956466], [6.859510812713953, 2.374535154747389, 6.741670044978755], [9.587559286777688, 2.352366316343249, 6.74066892807475], [12.404455192439801, 2.3836870059811797, 6.7658485942045425], [5.5083745046435295, 4.73742109576205, 6.769422680018911], [8.241153860374904, 4.760969840097217, 6.7591885855723834], [11.014187221962896, 4.7773739315425825, 6.788481351487061], [13.729647344521243, 4.746728371191232, 6.764554672897186], [6.874966815559024, 7.132363707020769, 6.741296811937603], [9.59187386426508, 7.133211331208611, 6.748242767409039], [12.392881960114718, 7.081257207587248, 6.710392782944903], [15.10446256824541, 7.0955594548648016, 6.738716434237879], [8.233260791576878, 9.487633173346765, 6.750178034491008], [11.006757613786487, 9.51214761821432, 6.72080675031084], [13.719921597548417, 9.495595798551747, 6.742736675293126], [16.47982456128999, 9.486246398913648, 6.749140935450931]], "energy": -311.675793, "calculator_parameters": {"incar": {"nsw": 20, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 396, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.986568977971992, -0.0073001058539316, 0.012899365679956], [5.4869654390614055, 9.50816093809807, 0.0097491757660953], [5.50170955643136, 3.1700627822255525, 8.974445644954454]], "symbols": ["Cu", "Pd", "Pd", "Cu", "Pd", "Cu", "Cu", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-0.012997006837755183, 0.012200546819456926, 0.013759295582158378], [2.696422008440978, 0.026089154298185546, 0.014368352782611005], [5.529105122508246, 0.024503075694764315, 0.0180579171982668], [8.238342873258409, -0.01183229106656919, 0.005611429330628247], [1.3984424515848193, 2.386677367744205, -0.004202578691334536], [4.121507923588745, 2.370871860236541, 0.00786228852931871], [6.871376867402119, 2.360479994452614, -0.01848875014819072], [9.54663565382188, 2.2509301708601686, 0.00434664807494994], [2.745340206121738, 4.748197626416201, -0.002505634611166146], [5.454640865804588, 4.7031516304453245, -0.01580851491397548], [8.232088799728594, 4.733058553563389, -0.017303753701345043], [11.05176842861164, 4.73822752062833, -0.010139219472254782], [4.065264346648504, 7.150211953038998, -0.003444660981394572], [6.845505908880957, 7.167088831375619, -0.05314289144882421], [9.623788005738577, 7.120738982278908, 0.006518201246608712], [12.361096350316995, 7.135311491088382, 0.02170947617957153], [1.3568075333110607, 0.8046885650869837, 2.229209325283243], [4.070095342254234, 0.7919964596255519, 2.2767861465420625], [6.927449336891019, 0.7924217044660675, 2.2035987026480397], [9.635709402317078, 0.7765780154541054, 2.229361898013416], [2.741347914657981, 3.1416220140867925, 2.2295780248587764], [5.494154815578789, 3.1373170543135642, 2.1962812706238446], [8.250424167739542, 3.140620376653411, 2.2325441978050646], [10.986814298704527, 3.1004786831384354, 2.232795406906066], [4.099302570815906, 5.565336954928115, 2.248075378289731], [6.855429759073162, 5.568527651862541, 2.242441354823827], [9.6379907038673, 5.535553010676459, 2.272218661539041], [12.373698035351744, 5.552170255898703, 2.257643972319683], [5.489931331069427, 8.028932050855097, 2.2129412742995607], [8.231724207939223, 7.95210383272885, 2.2623668582425482], [10.980392427147546, 7.92263369753508, 2.284546680755979], [13.731145217089196, 7.948768627052055, 2.2342562946494966], [2.751816176015931, 1.5847057984551, 4.495014670736474], [5.450341522615345, 1.56193003371322, 4.495736456848698], [8.234315272066047, 1.5523749947781809, 4.517970626104114], [11.036022394442845, 1.5692725555829545, 4.4519212050246], [4.0861893250484735, 3.976644662976957, 4.51859670914407], [6.864912559109371, 3.9423120908431346, 4.510792330290569], [9.654434578740439, 3.982055656916149, 4.51051245046711], [12.389345877091467, 4.012873180513081, 4.532765871916827], [5.487502863512365, 6.36780684321498, 4.509805757181683], [8.277736443761114, 6.379826437639854, 4.524672333128823], [10.996046349300986, 6.348498331747346, 4.512516596580769], [13.722676387114138, 6.335286759292633, 4.50438571643517], [6.918789588090605, 8.753021097946766, 4.498217586811743], [9.620435933086927, 8.717078477589196, 4.5142205430269415], [12.332577402617966, 8.655075494733495, 4.507296196361406], [15.075141094339166, 8.71353574700956, 4.504588832123534], [4.127987730954181, 2.4171167567108514, 6.77805748956466], [6.859510812713953, 2.374535154747389, 6.741670044978755], [9.587559286777688, 2.352366316343249, 6.74066892807475], [12.404455192439801, 2.3836870059811797, 6.7658485942045425], [5.5083745046435295, 4.73742109576205, 6.769422680018911], [8.241153860374904, 4.760969840097217, 6.7591885855723834], [11.014187221962896, 4.7773739315425825, 6.788481351487061], [13.729647344521243, 4.746728371191232, 6.764554672897186], [6.874966815559024, 7.132363707020769, 6.741296811937603], [9.59187386426508, 7.133211331208611, 6.748242767409039], [12.392881960114718, 7.081257207587248, 6.710392782944903], [15.10446256824541, 7.0955594548648016, 6.738716434237879], [8.233260791576878, 9.487633173346765, 6.750178034491008], [11.006757613786487, 9.51214761821432, 6.72080675031084], [13.719921597548417, 9.495595798551747, 6.742736675293126], [16.47982456128999, 9.486246398913648, 6.749140935450931]]}, "data": {"stress": [3.9009414769337676e-05, 8.959058233585167e-05, 9.37411840673092e-05, -1.2545427789818996e-06, -1.4311774090574605e-05, -2.4404289879697652e-06], "doc": "Data from the output of the calculation", "volume": 937.0582629527536, "total_energy": -311.675793, "forces": [[-0.001741, -0.001811, -0.007864], [-0.003694, 0.006856, 0.000633], [-0.00999, -0.000817, -0.005486], [0.000551, 0.001117, 0.005963], [0.004085, 0.00161, 9.9e-05], [-0.00358, 0.004294, 0.003997], [-0.00434, -0.008349, 0.009934], [0.008074, -0.010176, -0.00218], [-0.000766, 0.000493, 0.001717], [-0.004483, -0.004253, -0.007348], [0.003709, -0.012615, -0.009587], [0.010107, -0.003264, -0.004489], [-0.002086, 0.003635, 0.00094], [-0.003229, -0.003008, -0.004066], [-0.005827, -0.004059, 0.00036], [-0.000472, -0.01148, -0.001576], [0.004176, 0.000374, 0.004724], [-0.003052, 0.004162, 0.011312], [-0.010769, -0.008205, 0.001303], [-0.010449, 0.005272, 0.009262], [-0.000737, -0.001064, -0.000803], [-0.011288, -0.002673, 0.004335], [0.006584, -0.013711, -0.01253], [0.008496, 0.007656, 0.006022], [-0.004128, -0.000931, -0.007185], [0.004767, 0.000331, -0.005335], [0.001125, 0.002079, -0.003213], [0.003819, 0.005067, 0.001219], [0.001277, -0.001477, -0.00607], [0.001713, 0.014005, -0.003155], [0.000425, 0.008496, 0.00898], [0.00413, 0.005664, -0.002565], [-0.000155, 0.012402, 0.004919], [0.008634, 0.006937, 0.003977], [-0.004165, -0.000746, -0.002518], [0.003022, 0.001629, -0.002013], [-0.001383, 0.004882, 0.005782], [-0.000982, 0.002389, 0.001119], [0.0092, -0.005546, 0.004494], [0.002475, 0.002698, 0.002198], [0.00963, 0.004079, -0.002017], [0.001155, 0.009426, 0.00757], [0.005773, -0.002421, 0.002179], [0.004677, 0.005988, 0.002348], [0.003672, 0.012669, -0.005993], [-0.005126, 0.001073, -0.004791], [-0.002002, 0.005312, 0.010142], [0.002456, 0.001749, -0.001557], [-0.007433, -0.002936, -0.000985], [0.000132, -0.003073, -0.00765], [-0.00482, -0.006933, 0.000897], [-0.006583, -0.001083, 0.006008], [-0.006241, 0.002449, 0.008624], [-0.001753, -0.00064, 0.005844], [0.003472, 0.001777, -0.002016], [0.004958, -0.003856, 0.00149], [0.010346, 0.004571, -0.003337], [-0.003453, -0.002086, 0.004442], [-0.003204, -0.0087, -0.013193], [-0.007147, -0.000997, -0.008158], [0.001697, -0.00704, 0.006217], [-0.00424, 0.000211, -0.004301], [0.000284, -0.009637, -0.004663], [0.004696, -0.007764, -0.002404]], "fermi_level": 4.1181}, "metadata": {"date.created": 1400185292.081252, "uuid": "810c0fd8-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:32 2014", "user.username": null, "atoms.resort": [48, 0, 1, 49, 2, 50, 51, 3, 52, 4, 5, 6, 7, 8, 9, 53, 54, 10, 11, 55, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 56, 24, 25, 26, 27, 28, 29, 30, 31, 32, 57, 58, 33, 59, 34, 35, 36, 60, 37, 38, 39, 40, 41, 61, 62, 42, 43, 44, 45, 46, 63, 47], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.986568977971992, -0.0073001058539316, 0.012899365679956], [5.4869654390614055, 9.50816093809807, 0.0097491757660953], [5.50170955643136, 3.1700627822255525, 8.974445644954454]], "numbers": [29, 46, 46, 29, 46, 29, 29, 46, 29, 46, 46, 46, 46, 46, 46, 29, 29, 46, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 46, 29, 46, 46, 46, 29, 46, 46, 46, 46, 46, 29, 29, 46, 46, 46, 46, 46, 29, 46], "key_value_pairs": {"_0cl": 1, "RN": 1, "fcc": 1, "_0_25Cu": 1, "_64atom": 1}, "mtime": 15.038293787910902, "keywords": ["fcc", "RN", "64atom", "0cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "12c32b3aedf542c7656609f494f4ef0e", "user": "jboes"},
"126":
{"ctime": 14.923536490637309, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.010390535089994098, 0.0005103872184932688, 0.00016647053821126117], [2.7274854566716553, 0.02137568296949902, 0.006879150117167541], [5.529846959443766, 0.021940612776130023, -0.013581490876605488], [8.324869010878466, -0.016226936201467097, -0.021913058276014398], [1.3940849295387785, 2.3556622920537778, 0.038220811298429816], [4.149837944296071, 2.3870969736628345, 0.003137021615241702], [6.907878700233146, 2.404363144414277, 0.027310819117113666], [9.690687361562686, 2.3692980460291735, 0.014913121477022817], [2.7940444616426943, 4.772976295191156, 0.027787093471121058], [5.504018899175928, 4.790543460147415, 0.02481346810383927], [8.292051836283731, 4.778471052679229, 0.02686652717574314], [11.09282376778169, 4.782344893183717, 0.0029475388651436026], [4.1668857931031775, 7.193887828436316, 0.02265016561406944], [6.902026294195224, 7.24483239634459, -0.029051233183327], [9.675853150673797, 7.196202610102877, 0.010540324940400142], [12.463742662157616, 7.211435878304614, -0.030526846821176637], [1.3815269183115146, 0.8023801158325023, 2.260118645092401], [4.105552332516458, 0.8313223160916265, 2.2579590719697293], [6.94283255721493, 0.8274758549270022, 2.264101120952584], [9.730617736193917, 0.800021997869363, 2.239935130112797], [2.7746564412713353, 3.1651820145793015, 2.2635464165459873], [5.527016510576921, 3.205414107040127, 2.24449009832953], [8.305416899445357, 3.18782949454088, 2.263346309038519], [11.076673983020903, 3.163883043288554, 2.26809996643725], [4.155588942006569, 5.590806388012968, 2.261917977059085], [6.897861407598212, 5.577809243934727, 2.256162035347855], [9.674039794802667, 5.562206034211368, 2.2616032476944423], [12.491846495067733, 5.568244592125786, 2.2623981996024374], [5.543166028418014, 8.017558463182345, 2.2339589720583017], [8.283122006396807, 8.015740349279943, 2.251762516322031], [11.066971755399676, 8.000650743871322, 2.2560466480487493], [13.860752554859742, 7.969410903063946, 2.256278410770223], [2.760755543963767, 1.6038643350056996, 4.520492619425192], [5.511203179646389, 1.6123965973548982, 4.539162815602377], [8.303328649895239, 1.618958589208229, 4.518509673278646], [11.1411782264963, 1.5936075401107015, 4.519181522212015], [4.14034597285619, 3.9787821437795396, 4.491869488634081], [6.926693512384448, 3.965960727861658, 4.530665738698187], [9.687042925068875, 3.974484853400555, 4.496869033869938], [12.475329361195005, 3.9329335984973426, 4.553234281075822], [5.5265282379025304, 6.3766993876153295, 4.49452410455256], [8.296450053016226, 6.398611489452615, 4.527704610200152], [11.074329807769178, 6.374958084212142, 4.525578584503809], [13.858491100687457, 6.360922438687508, 4.503035999655998], [6.9331193157433875, 8.83478849793252, 4.4881182853624075], [9.67516352070113, 8.82528306657492, 4.5309531449342115], [12.456628508561222, 8.791528173905512, 4.518152763596076], [15.234472006676103, 8.804412856118741, 4.524190972261426], [4.1531305200540745, 2.3966850050095734, 6.784604516915931], [6.91564602057972, 2.403503157003386, 6.797571284004896], [9.688850862830172, 2.395615011508293, 6.778676369972731], [12.467753984599902, 2.391003177692112, 6.773797989826763], [5.551148012256522, 4.735254938995773, 6.813754848682271], [8.308668179521977, 4.769732458063628, 6.80913668808451], [11.071409576885227, 4.7700024021946, 6.805690502527021], [13.8288494297389, 4.759068658342491, 6.787302771073054], [6.917598771744688, 7.189475040583394, 6.7851864123162775], [9.686068520937477, 7.176135665412685, 6.817971777287365], [12.461072659359813, 7.188411311470979, 6.792875067523106], [15.229085706101028, 7.176120517222036, 6.787455909547398], [8.298650151137053, 9.637522938185812, 6.766986033194752], [11.080019520639834, 9.611823088138024, 6.797177112301089], [13.829205545244376, 9.61781666011069, 6.790746002819896], [16.621720344876696, 9.615580526222761, 6.780872536428761]], "energy": -321.647373, "calculator_parameters": {"incar": {"ediffg": -0.02, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 388, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 20}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[11.07661664341961, -0.0049073441948868, 0.000635877482785], [5.534058087892959, 9.588731365898104, 0.0003305634677915], [5.537413095974935, 3.194617362256722, 9.047572480254717]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Pd", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.010390535089994098, 0.0005103872184932688, 0.00016647053821126117], [2.7274854566716553, 0.02137568296949902, 0.006879150117167541], [5.529846959443766, 0.021940612776130023, -0.013581490876605488], [8.324869010878466, -0.016226936201467097, -0.021913058276014398], [1.3940849295387785, 2.3556622920537778, 0.038220811298429816], [4.149837944296071, 2.3870969736628345, 0.003137021615241702], [6.907878700233146, 2.404363144414277, 0.027310819117113666], [9.690687361562686, 2.3692980460291735, 0.014913121477022817], [2.7940444616426943, 4.772976295191156, 0.027787093471121058], [5.504018899175928, 4.790543460147415, 0.02481346810383927], [8.292051836283731, 4.778471052679229, 0.02686652717574314], [11.09282376778169, 4.782344893183717, 0.0029475388651436026], [4.1668857931031775, 7.193887828436316, 0.02265016561406944], [6.902026294195224, 7.24483239634459, -0.029051233183327], [9.675853150673797, 7.196202610102877, 0.010540324940400142], [12.463742662157616, 7.211435878304614, -0.030526846821176637], [1.3815269183115146, 0.8023801158325023, 2.260118645092401], [4.105552332516458, 0.8313223160916265, 2.2579590719697293], [6.94283255721493, 0.8274758549270022, 2.264101120952584], [9.730617736193917, 0.800021997869363, 2.239935130112797], [2.7746564412713353, 3.1651820145793015, 2.2635464165459873], [5.527016510576921, 3.205414107040127, 2.24449009832953], [8.305416899445357, 3.18782949454088, 2.263346309038519], [11.076673983020903, 3.163883043288554, 2.26809996643725], [4.155588942006569, 5.590806388012968, 2.261917977059085], [6.897861407598212, 5.577809243934727, 2.256162035347855], [9.674039794802667, 5.562206034211368, 2.2616032476944423], [12.491846495067733, 5.568244592125786, 2.2623981996024374], [5.543166028418014, 8.017558463182345, 2.2339589720583017], [8.283122006396807, 8.015740349279943, 2.251762516322031], [11.066971755399676, 8.000650743871322, 2.2560466480487493], [13.860752554859742, 7.969410903063946, 2.256278410770223], [2.760755543963767, 1.6038643350056996, 4.520492619425192], [5.511203179646389, 1.6123965973548982, 4.539162815602377], [8.303328649895239, 1.618958589208229, 4.518509673278646], [11.1411782264963, 1.5936075401107015, 4.519181522212015], [4.14034597285619, 3.9787821437795396, 4.491869488634081], [6.926693512384448, 3.965960727861658, 4.530665738698187], [9.687042925068875, 3.974484853400555, 4.496869033869938], [12.475329361195005, 3.9329335984973426, 4.553234281075822], [5.5265282379025304, 6.3766993876153295, 4.49452410455256], [8.296450053016226, 6.398611489452615, 4.527704610200152], [11.074329807769178, 6.374958084212142, 4.525578584503809], [13.858491100687457, 6.360922438687508, 4.503035999655998], [6.9331193157433875, 8.83478849793252, 4.4881182853624075], [9.67516352070113, 8.82528306657492, 4.5309531449342115], [12.456628508561222, 8.791528173905512, 4.518152763596076], [15.234472006676103, 8.804412856118741, 4.524190972261426], [4.1531305200540745, 2.3966850050095734, 6.784604516915931], [6.91564602057972, 2.403503157003386, 6.797571284004896], [9.688850862830172, 2.395615011508293, 6.778676369972731], [12.467753984599902, 2.391003177692112, 6.773797989826763], [5.551148012256522, 4.735254938995773, 6.813754848682271], [8.308668179521977, 4.769732458063628, 6.80913668808451], [11.071409576885227, 4.7700024021946, 6.805690502527021], [13.8288494297389, 4.759068658342491, 6.787302771073054], [6.917598771744688, 7.189475040583394, 6.7851864123162775], [9.686068520937477, 7.176135665412685, 6.817971777287365], [12.461072659359813, 7.188411311470979, 6.792875067523106], [15.229085706101028, 7.176120517222036, 6.787455909547398], [8.298650151137053, 9.637522938185812, 6.766986033194752], [11.080019520639834, 9.611823088138024, 6.797177112301089], [13.829205545244376, 9.61781666011069, 6.790746002819896], [16.621720344876696, 9.615580526222761, 6.780872536428761]]}, "data": {"stress": [-0.000634580193442133, -0.0006635719904987048, -0.0006457649728447974, -6.498032274617193e-05, -6.42875155398685e-07, -7.240147381189072e-06], "doc": "Data from the output of the calculation", "volume": 961.1605017416463, "total_energy": -321.647373, "forces": [[-0.007395, -0.001396, -0.002897], [0.000634, 0.003924, -0.00501], [-0.007125, 0.007129, 0.009344], [-0.011256, -0.002051, 0.008428], [-0.00916, 0.002311, -0.008863], [-0.007702, -0.004184, -0.001876], [-0.003362, 0.009416, -0.003857], [-0.007302, 0.007558, -0.004556], [-0.006953, -0.005234, -0.00184], [-0.000124, 0.005174, -0.00054], [0.004934, 0.009704, -0.002673], [-0.008905, 0.003525, -0.001126], [-0.015276, -0.002107, 0.008041], [-0.005013, 0.011853, -0.014047], [0.002397, -0.00449, -0.000569], [-0.016365, 0.002218, 0.00728], [0.001421, -0.000209, -0.003057], [0.000993, -0.008397, 0.005023], [0.007158, 0.00088, 0.002354], [0.008666, 2e-06, -0.007839], [-0.006635, -0.005329, 0.006503], [-0.003322, 0.008111, -0.007837], [0.002303, -9.1e-05, -0.00294], [-0.00785, 0.003026, -0.000483], [0.00022, 0.003267, 0.002004], [-0.004928, 0.016016, 0.000921], [-0.000275, -0.001914, -0.001588], [-0.003279, 0.003848, 0.007405], [0.002111, 0.008156, -0.00436], [0.013461, -0.005594, 0.00031], [0.003751, -0.003697, 0.008545], [-0.004144, -0.005594, 0.013384], [0.013034, 0.001791, -0.000616], [0.010691, -0.006435, -0.006266], [0.009911, -0.002674, -0.010163], [0.008724, -0.012217, 0.003017], [0.008654, 0.007078, 0.003676], [0.006976, 0.002742, -0.003761], [0.001403, 0.002788, -0.007523], [0.00632, -0.002731, 0.014727], [-0.002449, 0.005908, 0.005646], [0.006543, 0.000549, -0.001784], [0.000251, -0.003114, -0.001879], [-0.001642, 0.000111, 0.003576], [0.013072, -0.004593, 0.00207], [0.009402, -0.00843, 0.001713], [0.005421, -0.007452, 0.003792], [0.002515, -0.014258, 0.007244], [-0.000928, -0.007603, 0.000939], [0.001262, -0.00017, -0.008858], [0.001781, -0.002106, 0.001917], [-0.002668, 0.001605, 0.008844], [0.004025, -0.000952, -0.00136], [0.003111, 0.011058, -0.006449], [-0.001712, 0.00465, 0.001663], [0.001667, 0.001472, 0.007175], [-0.006324, -0.001902, -0.004036], [-0.000757, 0.001776, 0.000299], [0.00049, 0.0011, -0.004418], [0.001593, -0.00656, -0.003217], [-0.010033, -0.006369, 0.000654], [0.001243, -0.002712, -0.010644], [0.000616, -0.002842, -0.005293], [-0.003869, -0.005341, 0.005735]], "fermi_level": 4.2834}, "metadata": {"date.created": 1400185293.229234, "uuid": "81bb3b02-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:33 2014", "user.username": null, "atoms.resort": [56, 0, 1, 2, 3, 57, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 58, 14, 15, 16, 17, 18, 59, 19, 60, 20, 21, 22, 23, 24, 25, 26, 61, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 62, 43, 63, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[11.07661664341961, -0.0049073441948868, 0.000635877482785], [5.534058087892959, 9.588731365898104, 0.0003305634677915], [5.537413095974935, 3.194617362256722, 9.047572480254717]], "numbers": [29, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 29, 46, 29, 46, 46, 46, 46, 46, 46, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 46, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"RN": 1, "fcc": 1, "_0cl": 1, "_64atom": 1, "_0_12Cu": 1}, "mtime": 15.038293798964846, "keywords": ["fcc", "RN", "64atom", "0cl", "0.12Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.125, "unique_id": "668104138fd520029880283a8d38ef3c", "user": "jboes"},
"127":
{"ctime": 14.92353654031596, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[7.946110672868917, 3.0334043501213497, 8.724269971399522], [10.732427975548653, 3.117101600166055, 8.759703999525504], [14.693237016768318, 5.218421069806711, 8.751692235523922], [7.946036206664689, 7.563610527498943, 8.744250246217875], [10.670137107773503, 7.613107080671111, 8.772326645951642], [7.978501351296741, 4.534953728007056, 0.05825427197761201], [9.232722541970649, 6.879625996230666, 0.07356300629680926], [17.359956368634155, 9.894166835932158, 8.8296762037033], [11.901754817761164, 0.7115671974169651, 2.252205102382121], [3.9822194313454045, 0.7895451759815377, 2.236076237166452], [5.422632372872718, 3.044970358201719, 2.2720531479778354], [10.62015137265325, 3.099644814868645, 2.2286372783304875], [14.641638152568593, 5.309672363493476, 2.3676351420884014], [10.624074811266908, 7.636293817319453, 2.285755040109044], [13.327775726384187, 7.694244459918421, 2.2514090755251797], [12.095048196274917, 3.789879445225983, 4.406026828134396], [10.64246134235593, 6.060570614734802, 4.492190544329125], [6.635623126733767, 8.358694651633463, 4.405105865625092], [9.301725317474737, 8.428589800984145, 4.481403129426896], [14.579828862866751, 8.40605902990379, 4.474697911267058], [12.078508039737224, 2.253135221173883, 6.575187710038024], [8.03104142890587, 4.621067026745505, 6.522832613250049], [10.69063137549572, 9.26953054055634, 6.629800759564146], [15.9515408434503, 9.098586042770584, 6.654443100397629], [10.602927257735075, 12.181117694340013, 8.76394902810945], [13.389166399087147, 3.002672385466676, 8.7773704934258], [17.308570699898304, 5.265393363172042, 8.791521637527493], [9.347818627908321, 5.336244403740888, 8.765696584120278], [12.046116790844529, 5.319427851935411, 8.77139336390078], [15.98016980171549, 7.587214311023319, 8.808211190978701], [3.9737084035812313, 6.907619334015793, 0.02961368937853795], [6.587265594012505, 6.889384559061264, 0.08378499012295426], [6.7142136945308195, 0.7690919589213007, 2.2407311787774686], [9.289094073472306, 0.7689332764583867, 2.25115244798355], [2.677045958976141, 3.0511075243924495, 2.182933055682172], [8.010134861892539, 3.036097390887965, 2.270714789751449], [6.666671877298278, 5.3859755518318755, 2.257120516903658], [9.258775995537095, 5.348382896630201, 2.272285262956405], [11.978120508355383, 5.342500536502266, 2.2624494030003093], [5.312373368007801, 7.64333960436739, 2.196916041264494], [7.918776873290675, 7.625200694713432, 2.2372522529336685], [2.7189746343731795, 1.531745452718657, 4.391692371957885], [5.38022515229354, 1.5497134708584148, 4.42308937578213], [7.984816556680543, 1.5305815385515393, 4.415471018084427], [10.636324723222828, 1.5106821683426785, 4.4362346759933216], [4.060431139070833, 3.8062040895851843, 4.445080745274447], [6.6921164213768645, 3.8222101817226344, 4.405756828265315], [9.317063352314694, 3.765455551246503, 4.411826053294906], [5.335140545180991, 6.070886625262997, 4.441732811213561], [7.964114423602892, 6.089932742038355, 4.370386865260219], [13.329442858522143, 6.102697932801502, 4.501677488281394], [11.974542576217026, 8.439249213417527, 4.463412924611096], [4.054643659628219, 2.32765261348876, 6.569750093850781], [6.692638025395878, 2.315726051021968, 6.533969064633666], [9.342812737109728, 2.2679087324242517, 6.5504818545689485], [5.353721645253958, 4.556981905397025, 6.538800793933794], [10.710811892297041, 4.5864132277072995, 6.620054888940376], [13.360347060850001, 4.56780833015381, 6.6009947548032715], [17.283187502788152, 6.78479936795738, 6.6440808312780275], [9.33619106044916, 6.889090839309273, 6.61242107585565], [12.030675235440267, 6.866641751572441, 6.6056164172655745], [14.651853812267472, 6.791612494816101, 6.609853166829692], [8.003139080957986, 9.187056874038664, 6.607592558130869], [13.295754150449532, 9.201063133451767, 6.628556942238141]], "energy": -278.460009, "calculator_parameters": {"incar": {"encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 408, "ibrion": 2, "lplane": true, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 20}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.657317370601048, -0.0563910903636275, 0.0682534760939], [5.279831041727549, 9.206599489800727, 0.0358432860474819], [5.368195585320603, 3.051728407218654, 8.756490169765458]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[7.946110672868917, 3.0334043501213497, 8.724269971399522], [10.732427975548653, 3.117101600166055, 8.759703999525504], [14.693237016768318, 5.218421069806711, 8.751692235523922], [7.946036206664689, 7.563610527498943, 8.744250246217875], [10.670137107773503, 7.613107080671111, 8.772326645951642], [7.978501351296741, 4.534953728007056, 0.05825427197761201], [9.232722541970649, 6.879625996230666, 0.07356300629680926], [17.359956368634155, 9.894166835932158, 8.8296762037033], [11.901754817761164, 0.7115671974169651, 2.252205102382121], [3.9822194313454045, 0.7895451759815377, 2.236076237166452], [5.422632372872718, 3.044970358201719, 2.2720531479778354], [10.62015137265325, 3.099644814868645, 2.2286372783304875], [14.641638152568593, 5.309672363493476, 2.3676351420884014], [10.624074811266908, 7.636293817319453, 2.285755040109044], [13.327775726384187, 7.694244459918421, 2.2514090755251797], [12.095048196274917, 3.789879445225983, 4.406026828134396], [10.64246134235593, 6.060570614734802, 4.492190544329125], [6.635623126733767, 8.358694651633463, 4.405105865625092], [9.301725317474737, 8.428589800984145, 4.481403129426896], [14.579828862866751, 8.40605902990379, 4.474697911267058], [12.078508039737224, 2.253135221173883, 6.575187710038024], [8.03104142890587, 4.621067026745505, 6.522832613250049], [10.69063137549572, 9.26953054055634, 6.629800759564146], [15.9515408434503, 9.098586042770584, 6.654443100397629], [10.602927257735075, 12.181117694340013, 8.76394902810945], [13.389166399087147, 3.002672385466676, 8.7773704934258], [17.308570699898304, 5.265393363172042, 8.791521637527493], [9.347818627908321, 5.336244403740888, 8.765696584120278], [12.046116790844529, 5.319427851935411, 8.77139336390078], [15.98016980171549, 7.587214311023319, 8.808211190978701], [3.9737084035812313, 6.907619334015793, 0.02961368937853795], [6.587265594012505, 6.889384559061264, 0.08378499012295426], [6.7142136945308195, 0.7690919589213007, 2.2407311787774686], [9.289094073472306, 0.7689332764583867, 2.25115244798355], [2.677045958976141, 3.0511075243924495, 2.182933055682172], [8.010134861892539, 3.036097390887965, 2.270714789751449], [6.666671877298278, 5.3859755518318755, 2.257120516903658], [9.258775995537095, 5.348382896630201, 2.272285262956405], [11.978120508355383, 5.342500536502266, 2.2624494030003093], [5.312373368007801, 7.64333960436739, 2.196916041264494], [7.918776873290675, 7.625200694713432, 2.2372522529336685], [2.7189746343731795, 1.531745452718657, 4.391692371957885], [5.38022515229354, 1.5497134708584148, 4.42308937578213], [7.984816556680543, 1.5305815385515393, 4.415471018084427], [10.636324723222828, 1.5106821683426785, 4.4362346759933216], [4.060431139070833, 3.8062040895851843, 4.445080745274447], [6.6921164213768645, 3.8222101817226344, 4.405756828265315], [9.317063352314694, 3.765455551246503, 4.411826053294906], [5.335140545180991, 6.070886625262997, 4.441732811213561], [7.964114423602892, 6.089932742038355, 4.370386865260219], [13.329442858522143, 6.102697932801502, 4.501677488281394], [11.974542576217026, 8.439249213417527, 4.463412924611096], [4.054643659628219, 2.32765261348876, 6.569750093850781], [6.692638025395878, 2.315726051021968, 6.533969064633666], [9.342812737109728, 2.2679087324242517, 6.5504818545689485], [5.353721645253958, 4.556981905397025, 6.538800793933794], [10.710811892297041, 4.5864132277072995, 6.620054888940376], [13.360347060850001, 4.56780833015381, 6.6009947548032715], [17.283187502788152, 6.78479936795738, 6.6440808312780275], [9.33619106044916, 6.889090839309273, 6.61242107585565], [12.030675235440267, 6.866641751572441, 6.6056164172655745], [14.651853812267472, 6.791612494816101, 6.609853166829692], [8.003139080957986, 9.187056874038664, 6.607592558130869], [13.295754150449532, 9.201063133451767, 6.628556942238141]]}, "data": {"stress": [0.000430339380722607, 0.0004267317900447387, 0.00037111996834957093, -2.261921905985276e-05, -5.8994718143964764e-05, 5.812090725313158e-05], "doc": "Data from the output of the calculation", "volume": 858.323250210886, "total_energy": -278.460009, "forces": [[-0.004946, -0.001916, -0.002201], [-0.001453, -0.006522, 0.001961], [0.005824, 0.000504, -0.004583], [-0.003844, -0.001343, 0.000852], [0.000846, 0.002811, 0.00475], [-0.002611, 0.002166, -0.002142], [-0.01072, -0.00209, 0.006634], [-0.000627, -0.001822, 0.004504], [0.001312, -0.007557, -0.006622], [0.001242, -0.000518, -0.001143], [0.002391, 0.003026, 0.001508], [-0.002668, -0.00779, -0.000902], [-0.00421, -0.002618, -0.000713], [-0.00167, 0.001855, 0.003039], [-0.001373, -0.001439, 0.005764], [-0.002949, 0.002586, -0.00161], [-0.000254, 0.008213, -0.004754], [-0.002558, 0.009429, 0.001588], [-0.002263, 0.009184, 0.00245], [0.000143, 0.001651, 0.000724], [0.00117, 0.007641, 0.000852], [0.000414, -0.007821, -0.009227], [-0.003202, -0.002316, 0.003667], [-0.005558, 0.00644, 0.001798], [-0.008976, -0.003357, 0.006647], [-0.002169, -0.002399, 0.002429], [0.001756, -0.003738, -0.005445], [0.004146, -0.001651, -0.004089], [-0.002178, 0.004053, -0.003468], [-0.000852, -0.006768, -0.007134], [0.001888, 0.001127, 0.002674], [-0.008666, 0.005857, 0.007089], [0.005138, 0.002202, -0.001558], [0.000957, -0.002957, 0.000419], [-0.005697, -0.005001, 0.000804], [0.001576, 0.001653, -0.000388], [0.002942, 0.004837, 0.00364], [0.00178, -0.004581, 0.003951], [-0.00478, -0.007185, -0.001395], [-0.005428, -0.004247, 0.006508], [-0.003233, -0.014001, 0.005422], [-0.006271, -0.001314, -0.004084], [0.006059, 0.003287, 0.001632], [0.009189, 0.013466, -0.004415], [-0.000652, 0.003635, -0.004758], [0.010483, -0.001277, 0.003529], [0.002222, 0.002399, 0.002451], [0.009045, 0.005484, -0.008672], [-0.003272, 0.001787, 0.000881], [0.001364, 0.004326, 0.002671], [0.004102, 0.001976, 0.002343], [-0.001334, 0.006197, 0.003424], [-0.002505, -0.005622, 0.000859], [-0.004472, -0.000231, -0.000231], [0.003094, 0.000579, -0.007666], [0.002135, -0.004618, -0.007881], [0.010751, 0.005372, -0.001397], [0.015149, -0.003945, -0.003328], [0.006298, 0.001062, -0.005884], [0.000222, -0.005065, 0.003341], [0.004785, -0.001736, 0.001443], [0.000293, 0.000414, 0.001157], [-0.002955, -0.004902, 0.001774], [-0.00437, 0.003127, 0.00051]], "fermi_level": 3.8358}, "metadata": {"date.created": 1400185290.588497, "uuid": "8028494c-dc6e-11e3-bfac-003048f5e49e", "date.created.ascii": "Thu May 15 16:21:30 2014", "user.username": null, "atoms.resort": [24, 0, 1, 25, 26, 27, 28, 2, 3, 4, 5, 29, 30, 31, 6, 7, 8, 9, 32, 33, 34, 10, 35, 11, 12, 36, 37, 38, 39, 40, 13, 14, 41, 42, 43, 44, 45, 46, 47, 15, 48, 49, 16, 50, 17, 18, 51, 19, 52, 53, 54, 20, 55, 21, 56, 57, 58, 59, 60, 61, 62, 22, 63, 23], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.657317370601048, -0.0563910903636275, 0.0682534760939], [5.279831041727549, 9.206599489800727, 0.0358432860474819], [5.368195585320603, 3.051728407218654, 8.756490169765458]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"RN": 1, "_0_62Cu": 1, "_0cl": 1, "_64atom": 1, "fcc": 1}, "mtime": 15.03829380982505, "keywords": ["fcc", "RN", "64atom", "0cl", "0.62Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.625, "unique_id": "c428a2dc44587e097f970e40319dc9a6", "user": "jboes"},
"128":
{"ctime": 14.923536564428794, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.433146073207921, 1.4332048196824843, 1.4332048196824843], [0.0, 0.0, 0.0], [-1.433146073207921, 4.299614459047514, 1.4332048196824843], [0.0, 2.86640963936503, 0.0], [-1.433146073207921, 7.166024098412543, 1.4332048196824843], [0.0, 5.732819278729998, 0.0], [-1.433146073207921, 1.4332048196824843, 4.299614459047514], [0.0, 0.0, 2.86640963936503], [-1.433146073207921, 4.299614459047514, 4.299614459047514], [0.0, 2.86640963936503, 2.86640963936503], [-1.433146073207921, 7.166024098412543, 4.299614459047514], [0.0, 5.732819278729998, 2.86640963936503], [-1.433146073207921, 1.4332048196824843, 7.166024098412543], [0.0, 0.0, 5.732819278729998], [-1.433146073207921, 4.299614459047514, 7.166024098412543], [0.0, 2.86640963936503, 5.732819278729998], [-1.433146073207921, 7.166024098412543, 7.166024098412543], [0.0, 5.732819278729998, 5.732819278729998], [-4.299438219623763, 1.4332048196824843, 1.4332048196824843], [-2.866292146415842, 0.0, 0.0], [-4.299438219623763, 4.299614459047514, 1.4332048196824843], [-2.866292146415842, 2.86640963936503, 0.0], [-4.299438219623763, 7.166024098412543, 1.4332048196824843], [-2.866292146415842, 5.732819278729998, 0.0], [-4.299438219623763, 1.4332048196824843, 4.299614459047514], [-2.866292146415842, 0.0, 2.86640963936503], [-4.299438219623763, 4.299614459047514, 4.299614459047514], [-2.866292146415842, 2.86640963936503, 2.86640963936503], [-4.299438219623763, 7.166024098412543, 4.299614459047514], [-2.866292146415842, 5.732819278729998, 2.86640963936503], [-4.299438219623763, 1.4332048196824843, 7.166024098412543], [-2.866292146415842, 0.0, 5.732819278729998], [-4.299438219623763, 4.299614459047514, 7.166024098412543], [-2.866292146415842, 2.86640963936503, 5.732819278729998], [-4.299438219623763, 7.166024098412543, 7.166024098412543], [-2.866292146415842, 5.732819278729998, 5.732819278729998], [-7.165730366039606, 1.4332048196824843, 1.4332048196824843], [-5.732584292831684, 0.0, 0.0], [-7.165730366039606, 4.299614459047514, 1.4332048196824843], [-5.732584292831684, 2.86640963936503, 0.0], [-7.165730366039606, 7.166024098412543, 1.4332048196824843], [-5.732584292831684, 5.732819278729998, 0.0], [-7.165730366039606, 1.4332048196824843, 4.299614459047514], [-5.732584292831684, 0.0, 2.86640963936503], [-7.165730366039606, 4.299614459047514, 4.299614459047514], [-5.732584292831684, 2.86640963936503, 2.86640963936503], [-7.165730366039606, 7.166024098412543, 4.299614459047514], [-5.732584292831684, 5.732819278729998, 2.86640963936503], [-7.165730366039606, 1.4332048196824843, 7.166024098412543], [-5.732584292831684, 0.0, 5.732819278729998], [-7.165730366039606, 4.299614459047514, 7.166024098412543], [-5.732584292831684, 2.86640963936503, 5.732819278729998], [-7.165730366039606, 7.166024098412543, 7.166024098412543], [-5.732584292831684, 5.732819278729998, 5.732819278729998], [-10.032022512455448, 1.4332048196824843, 1.4332048196824843], [-8.598876439247526, 0.0, 0.0], [-10.032022512455448, 4.299614459047514, 1.4332048196824843], [-8.598876439247526, 2.86640963936503, 0.0], [-10.032022512455448, 7.166024098412543, 1.4332048196824843], [-8.598876439247526, 5.732819278729998, 0.0], [-10.032022512455448, 1.4332048196824843, 4.299614459047514], [-8.598876439247526, 0.0, 2.86640963936503], [-10.032022512455448, 4.299614459047514, 4.299614459047514], [-8.598876439247526, 2.86640963936503, 2.86640963936503], [-10.032022512455448, 7.166024098412543, 4.299614459047514], [-8.598876439247526, 5.732819278729998, 2.86640963936503], [-10.032022512455448, 1.4332048196824843, 7.166024098412543], [-8.598876439247526, 0.0, 5.732819278729998], [-10.032022512455448, 4.299614459047514, 7.166024098412543], [-8.598876439247526, 2.86640963936503, 5.732819278729998], [-10.032022512455448, 7.166024098412543, 7.166024098412543], [-8.598876439247526, 5.732819278729998, 5.732819278729998]], "energy": -315.195845, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 456, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.465168585663369, 0.0, 0.0], [0.0, 0.0, 8.599228918095028], [0.0, 8.599228918095028, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.433146073207921, 1.4332048196824843, 1.4332048196824843], [0.0, 0.0, 0.0], [-1.433146073207921, 4.299614459047514, 1.4332048196824843], [0.0, 2.86640963936503, 0.0], [-1.433146073207921, 7.166024098412543, 1.4332048196824843], [0.0, 5.732819278729998, 0.0], [-1.433146073207921, 1.4332048196824843, 4.299614459047514], [0.0, 0.0, 2.86640963936503], [-1.433146073207921, 4.299614459047514, 4.299614459047514], [0.0, 2.86640963936503, 2.86640963936503], [-1.433146073207921, 7.166024098412543, 4.299614459047514], [0.0, 5.732819278729998, 2.86640963936503], [-1.433146073207921, 1.4332048196824843, 7.166024098412543], [0.0, 0.0, 5.732819278729998], [-1.433146073207921, 4.299614459047514, 7.166024098412543], [0.0, 2.86640963936503, 5.732819278729998], [-1.433146073207921, 7.166024098412543, 7.166024098412543], [0.0, 5.732819278729998, 5.732819278729998], [-4.299438219623763, 1.4332048196824843, 1.4332048196824843], [-2.866292146415842, 0.0, 0.0], [-4.299438219623763, 4.299614459047514, 1.4332048196824843], [-2.866292146415842, 2.86640963936503, 0.0], [-4.299438219623763, 7.166024098412543, 1.4332048196824843], [-2.866292146415842, 5.732819278729998, 0.0], [-4.299438219623763, 1.4332048196824843, 4.299614459047514], [-2.866292146415842, 0.0, 2.86640963936503], [-4.299438219623763, 4.299614459047514, 4.299614459047514], [-2.866292146415842, 2.86640963936503, 2.86640963936503], [-4.299438219623763, 7.166024098412543, 4.299614459047514], [-2.866292146415842, 5.732819278729998, 2.86640963936503], [-4.299438219623763, 1.4332048196824843, 7.166024098412543], [-2.866292146415842, 0.0, 5.732819278729998], [-4.299438219623763, 4.299614459047514, 7.166024098412543], [-2.866292146415842, 2.86640963936503, 5.732819278729998], [-4.299438219623763, 7.166024098412543, 7.166024098412543], [-2.866292146415842, 5.732819278729998, 5.732819278729998], [-7.165730366039606, 1.4332048196824843, 1.4332048196824843], [-5.732584292831684, 0.0, 0.0], [-7.165730366039606, 4.299614459047514, 1.4332048196824843], [-5.732584292831684, 2.86640963936503, 0.0], [-7.165730366039606, 7.166024098412543, 1.4332048196824843], [-5.732584292831684, 5.732819278729998, 0.0], [-7.165730366039606, 1.4332048196824843, 4.299614459047514], [-5.732584292831684, 0.0, 2.86640963936503], [-7.165730366039606, 4.299614459047514, 4.299614459047514], [-5.732584292831684, 2.86640963936503, 2.86640963936503], [-7.165730366039606, 7.166024098412543, 4.299614459047514], [-5.732584292831684, 5.732819278729998, 2.86640963936503], [-7.165730366039606, 1.4332048196824843, 7.166024098412543], [-5.732584292831684, 0.0, 5.732819278729998], [-7.165730366039606, 4.299614459047514, 7.166024098412543], [-5.732584292831684, 2.86640963936503, 5.732819278729998], [-7.165730366039606, 7.166024098412543, 7.166024098412543], [-5.732584292831684, 5.732819278729998, 5.732819278729998], [-10.032022512455448, 1.4332048196824843, 1.4332048196824843], [-8.598876439247526, 0.0, 0.0], [-10.032022512455448, 4.299614459047514, 1.4332048196824843], [-8.598876439247526, 2.86640963936503, 0.0], [-10.032022512455448, 7.166024098412543, 1.4332048196824843], [-8.598876439247526, 5.732819278729998, 0.0], [-10.032022512455448, 1.4332048196824843, 4.299614459047514], [-8.598876439247526, 0.0, 2.86640963936503], [-10.032022512455448, 4.299614459047514, 4.299614459047514], [-8.598876439247526, 2.86640963936503, 2.86640963936503], [-10.032022512455448, 7.166024098412543, 4.299614459047514], [-8.598876439247526, 5.732819278729998, 2.86640963936503], [-10.032022512455448, 1.4332048196824843, 7.166024098412543], [-8.598876439247526, 0.0, 5.732819278729998], [-10.032022512455448, 4.299614459047514, 7.166024098412543], [-8.598876439247526, 2.86640963936503, 5.732819278729998], [-10.032022512455448, 7.166024098412543, 7.166024098412543], [-8.598876439247526, 5.732819278729998, 5.732819278729998]]}, "data": {"stress": [-0.2229959713635444, -0.2234697765945796, -0.2234697765945796, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 847.8118173670942, "total_energy": -315.195845, "forces": [[0.0, 0.0, 0.0], [-4.2e-05, 3.8e-05, 3.8e-05], [0.0, 1.9e-05, 0.0], [-4.2e-05, -3.8e-05, 3.8e-05], [0.0, -1.9e-05, 0.0], [-1.6e-05, 0.0, 6.7e-05], [0.0, 0.0, 1.9e-05], [-4.2e-05, 3.8e-05, -3.8e-05], [0.0, 4e-06, 4e-06], [-4.2e-05, -3.8e-05, -3.8e-05], [0.0, -4e-06, 4e-06], [-1.6e-05, 0.0, -6.7e-05], [0.0, 0.0, -1.9e-05], [-1.6e-05, 6.7e-05, 0.0], [0.0, 4e-06, -4e-06], [-1.6e-05, -6.7e-05, 0.0], [0.0, -4e-06, -4e-06], [-2e-05, 0.0, 0.0], [-1.7e-05, 0.0, 0.0], [4.2e-05, 3.8e-05, 3.8e-05], [-1.4e-05, 1.1e-05, 0.0], [4.2e-05, -3.8e-05, 3.8e-05], [-1.4e-05, -1.1e-05, 0.0], [1.6e-05, 0.0, 6.7e-05], [-1.4e-05, 0.0, 1.1e-05], [4.2e-05, 3.8e-05, -3.8e-05], [-7e-06, -1e-06, -1e-06], [4.2e-05, -3.8e-05, -3.8e-05], [-7e-06, 1e-06, -1e-06], [1.6e-05, 0.0, -6.7e-05], [-1.4e-05, 0.0, -1.1e-05], [1.6e-05, 6.7e-05, 0.0], [-7e-06, -1e-06, 1e-06], [1.6e-05, -6.7e-05, 0.0], [-7e-06, 1e-06, 1e-06], [2e-05, 0.0, 0.0], [0.0, 0.0, 0.0], [4.3e-05, -4.5e-05, -4.5e-05], [0.0, 2.1e-05, 0.0], [4.3e-05, 4.5e-05, -4.5e-05], [0.0, -2.1e-05, 0.0], [2.9e-05, 0.0, 1e-05], [0.0, 0.0, 2.1e-05], [4.3e-05, -4.5e-05, 4.5e-05], [0.0, -7e-06, -7e-06], [4.3e-05, 4.5e-05, 4.5e-05], [0.0, 7e-06, -7e-06], [2.9e-05, 0.0, -1e-05], [0.0, 0.0, -2.1e-05], [2.9e-05, 1e-05, 0.0], [0.0, -7e-06, 7e-06], [2.9e-05, -1e-05, 0.0], [0.0, 7e-06, 7e-06], [1.2e-05, 0.0, 0.0], [1.7e-05, 0.0, 0.0], [-4.3e-05, -4.5e-05, -4.5e-05], [1.4e-05, 1.1e-05, 0.0], [-4.3e-05, 4.5e-05, -4.5e-05], [1.4e-05, -1.1e-05, 0.0], [-2.9e-05, 0.0, 1e-05], [1.4e-05, 0.0, 1.1e-05], [-4.3e-05, -4.5e-05, 4.5e-05], [7e-06, -1e-06, -1e-06], [-4.3e-05, 4.5e-05, 4.5e-05], [7e-06, 1e-06, -1e-06], [-2.9e-05, 0.0, -1e-05], [1.4e-05, 0.0, -1.1e-05], [-2.9e-05, 1e-05, 0.0], [7e-06, -1e-06, 1e-06], [-2.9e-05, -1e-05, 0.0], [7e-06, 1e-06, 1e-06], [-1.2e-05, 0.0, 0.0]], "fermi_level": 5.3382}, "metadata": {"date.created": 1415917892.6051, "uuid": "d1b40ba2-6b84-11e4-9b2a-003048f5e49e", "date.created.ascii": "Thu Nov 13 17:31:32 2014", "user.username": null, "atoms.resort": [0, 36, 1, 37, 2, 38, 3, 39, 4, 40, 5, 41, 6, 42, 7, 43, 8, 44, 9, 45, 10, 46, 11, 47, 12, 48, 13, 49, 14, 50, 15, 51, 16, 52, 17, 53, 18, 54, 19, 55, 20, 56, 21, 57, 22, 58, 23, 59, 24, 60, 25, 61, 26, 62, 27, 63, 28, 64, 29, 65, 30, 66, 31, 67, 32, 68, 33, 69, 34, 70, 35, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-11.465168585663369, 0.0, 0.0], [0.0, 0.0, 8.599228918095028], [0.0, 8.599228918095028, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50Cu": 1, "_0cl": 1, "_0_95frac": 1, "bcc": 1, "_72atom": 1, "GS": 1}, "mtime": 15.0382938244402, "keywords": ["bcc", "GS", "72atom", "0.95frac", "0cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "431f3139d586dc738d883fd0ea51517d", "user": "jboes"},
"129":
{"ctime": 14.923536589072967, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.433146073207921, 1.4332048196824843, 1.4332048196824843], [0.0, 0.0, 0.0], [-1.433146073207921, 4.299614459047514, 1.4332048196824843], [0.0, 2.86640963936503, 0.0], [-1.433146073207921, 7.166024098412543, 1.4332048196824843], [0.0, 5.732819278729998, 0.0], [-1.433146073207921, 1.4332048196824843, 4.299614459047514], [0.0, 0.0, 2.86640963936503], [-1.433146073207921, 4.299614459047514, 4.299614459047514], [0.0, 2.86640963936503, 2.86640963936503], [-1.433146073207921, 7.166024098412543, 4.299614459047514], [0.0, 5.732819278729998, 2.86640963936503], [-1.433146073207921, 1.4332048196824843, 7.166024098412543], [0.0, 0.0, 5.732819278729998], [-1.433146073207921, 4.299614459047514, 7.166024098412543], [0.0, 2.86640963936503, 5.732819278729998], [-1.433146073207921, 7.166024098412543, 7.166024098412543], [0.0, 5.732819278729998, 5.732819278729998], [-4.299438219623763, 1.4332048196824843, 1.4332048196824843], [-2.866292146415842, 0.0, 0.0], [-4.299438219623763, 4.299614459047514, 1.4332048196824843], [-2.866292146415842, 2.86640963936503, 0.0], [-4.299438219623763, 7.166024098412543, 1.4332048196824843], [-2.866292146415842, 5.732819278729998, 0.0], [-4.299438219623763, 1.4332048196824843, 4.299614459047514], [-2.866292146415842, 0.0, 2.86640963936503], [-4.299438219623763, 4.299614459047514, 4.299614459047514], [-2.866292146415842, 2.86640963936503, 2.86640963936503], [-4.299438219623763, 7.166024098412543, 4.299614459047514], [-2.866292146415842, 5.732819278729998, 2.86640963936503], [-4.299438219623763, 1.4332048196824843, 7.166024098412543], [-2.866292146415842, 0.0, 5.732819278729998], [-4.299438219623763, 4.299614459047514, 7.166024098412543], [-2.866292146415842, 2.86640963936503, 5.732819278729998], [-4.299438219623763, 7.166024098412543, 7.166024098412543], [-2.866292146415842, 5.732819278729998, 5.732819278729998], [-7.165730366039606, 1.4332048196824843, 1.4332048196824843], [-5.732584292831684, 0.0, 0.0], [-7.165730366039606, 4.299614459047514, 1.4332048196824843], [-5.732584292831684, 2.86640963936503, 0.0], [-7.165730366039606, 7.166024098412543, 1.4332048196824843], [-5.732584292831684, 5.732819278729998, 0.0], [-7.165730366039606, 1.4332048196824843, 4.299614459047514], [-5.732584292831684, 0.0, 2.86640963936503], [-7.165730366039606, 4.299614459047514, 4.299614459047514], [-5.732584292831684, 2.86640963936503, 2.86640963936503], [-7.165730366039606, 7.166024098412543, 4.299614459047514], [-5.732584292831684, 5.732819278729998, 2.86640963936503], [-7.165730366039606, 1.4332048196824843, 7.166024098412543], [-5.732584292831684, 0.0, 5.732819278729998], [-7.165730366039606, 4.299614459047514, 7.166024098412543], [-5.732584292831684, 2.86640963936503, 5.732819278729998], [-7.165730366039606, 7.166024098412543, 7.166024098412543], [-5.732584292831684, 5.732819278729998, 5.732819278729998], [-10.032022512455448, 1.4332048196824843, 1.4332048196824843], [-8.598876439247526, 0.0, 0.0], [-10.032022512455448, 4.299614459047514, 1.4332048196824843], [-8.598876439247526, 2.86640963936503, 0.0], [-10.032022512455448, 7.166024098412543, 1.4332048196824843], [-8.598876439247526, 5.732819278729998, 0.0], [-10.032022512455448, 1.4332048196824843, 4.299614459047514], [-8.598876439247526, 0.0, 2.86640963936503], [-10.032022512455448, 4.299614459047514, 4.299614459047514], [-8.598876439247526, 2.86640963936503, 2.86640963936503], [-10.032022512455448, 7.166024098412543, 4.299614459047514], [-8.598876439247526, 5.732819278729998, 2.86640963936503], [-10.032022512455448, 1.4332048196824843, 7.166024098412543], [-8.598876439247526, 0.0, 5.732819278729998], [-10.032022512455448, 4.299614459047514, 7.166024098412543], [-8.598876439247526, 2.86640963936503, 5.732819278729998], [-10.032022512455448, 7.166024098412543, 7.166024098412543], [-8.598876439247526, 5.732819278729998, 5.732819278729998]], "energy": -600.678087, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 456, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-11.465168585663369, 0.0, 0.0], [0.0, 0.0, 8.599228918095028], [0.0, 8.599228918095028, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.433146073207921, 1.4332048196824843, 1.4332048196824843], [0.0, 0.0, 0.0], [-1.433146073207921, 4.299614459047514, 1.4332048196824843], [0.0, 2.86640963936503, 0.0], [-1.433146073207921, 7.166024098412543, 1.4332048196824843], [0.0, 5.732819278729998, 0.0], [-1.433146073207921, 1.4332048196824843, 4.299614459047514], [0.0, 0.0, 2.86640963936503], [-1.433146073207921, 4.299614459047514, 4.299614459047514], [0.0, 2.86640963936503, 2.86640963936503], [-1.433146073207921, 7.166024098412543, 4.299614459047514], [0.0, 5.732819278729998, 2.86640963936503], [-1.433146073207921, 1.4332048196824843, 7.166024098412543], [0.0, 0.0, 5.732819278729998], [-1.433146073207921, 4.299614459047514, 7.166024098412543], [0.0, 2.86640963936503, 5.732819278729998], [-1.433146073207921, 7.166024098412543, 7.166024098412543], [0.0, 5.732819278729998, 5.732819278729998], [-4.299438219623763, 1.4332048196824843, 1.4332048196824843], [-2.866292146415842, 0.0, 0.0], [-4.299438219623763, 4.299614459047514, 1.4332048196824843], [-2.866292146415842, 2.86640963936503, 0.0], [-4.299438219623763, 7.166024098412543, 1.4332048196824843], [-2.866292146415842, 5.732819278729998, 0.0], [-4.299438219623763, 1.4332048196824843, 4.299614459047514], [-2.866292146415842, 0.0, 2.86640963936503], [-4.299438219623763, 4.299614459047514, 4.299614459047514], [-2.866292146415842, 2.86640963936503, 2.86640963936503], [-4.299438219623763, 7.166024098412543, 4.299614459047514], [-2.866292146415842, 5.732819278729998, 2.86640963936503], [-4.299438219623763, 1.4332048196824843, 7.166024098412543], [-2.866292146415842, 0.0, 5.732819278729998], [-4.299438219623763, 4.299614459047514, 7.166024098412543], [-2.866292146415842, 2.86640963936503, 5.732819278729998], [-4.299438219623763, 7.166024098412543, 7.166024098412543], [-2.866292146415842, 5.732819278729998, 5.732819278729998], [-7.165730366039606, 1.4332048196824843, 1.4332048196824843], [-5.732584292831684, 0.0, 0.0], [-7.165730366039606, 4.299614459047514, 1.4332048196824843], [-5.732584292831684, 2.86640963936503, 0.0], [-7.165730366039606, 7.166024098412543, 1.4332048196824843], [-5.732584292831684, 5.732819278729998, 0.0], [-7.165730366039606, 1.4332048196824843, 4.299614459047514], [-5.732584292831684, 0.0, 2.86640963936503], [-7.165730366039606, 4.299614459047514, 4.299614459047514], [-5.732584292831684, 2.86640963936503, 2.86640963936503], [-7.165730366039606, 7.166024098412543, 4.299614459047514], [-5.732584292831684, 5.732819278729998, 2.86640963936503], [-7.165730366039606, 1.4332048196824843, 7.166024098412543], [-5.732584292831684, 0.0, 5.732819278729998], [-7.165730366039606, 4.299614459047514, 7.166024098412543], [-5.732584292831684, 2.86640963936503, 5.732819278729998], [-7.165730366039606, 7.166024098412543, 7.166024098412543], [-5.732584292831684, 5.732819278729998, 5.732819278729998], [-10.032022512455448, 1.4332048196824843, 1.4332048196824843], [-8.598876439247526, 0.0, 0.0], [-10.032022512455448, 4.299614459047514, 1.4332048196824843], [-8.598876439247526, 2.86640963936503, 0.0], [-10.032022512455448, 7.166024098412543, 1.4332048196824843], [-8.598876439247526, 5.732819278729998, 0.0], [-10.032022512455448, 1.4332048196824843, 4.299614459047514], [-8.598876439247526, 0.0, 2.86640963936503], [-10.032022512455448, 4.299614459047514, 4.299614459047514], [-8.598876439247526, 2.86640963936503, 2.86640963936503], [-10.032022512455448, 7.166024098412543, 4.299614459047514], [-8.598876439247526, 5.732819278729998, 2.86640963936503], [-10.032022512455448, 1.4332048196824843, 7.166024098412543], [-8.598876439247526, 0.0, 5.732819278729998], [-10.032022512455448, 4.299614459047514, 7.166024098412543], [-8.598876439247526, 2.86640963936503, 5.732819278729998], [-10.032022512455448, 7.166024098412543, 7.166024098412543], [-8.598876439247526, 5.732819278729998, 5.732819278729998]]}, "data": {"stress": [-0.22541040447751187, -0.22573148004784216, -0.22573148004784216, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 847.8118173670942, "total_energy": -600.678087, "forces": [[0.0, 0.0, 0.0], [0.038483, -0.040056, -0.040056], [0.0, 0.159073, 0.0], [0.038483, 0.040056, -0.040056], [0.0, -0.159073, 0.0], [-0.018273, 0.0, 0.017759], [0.0, 0.0, 0.159073], [0.038483, -0.040056, 0.040056], [0.0, 0.011833, 0.011833], [0.038483, 0.040056, 0.040056], [0.0, -0.011833, 0.011833], [-0.018273, 0.0, -0.017759], [0.0, 0.0, -0.159073], [-0.018273, 0.017759, 0.0], [0.0, 0.011833, -0.011833], [-0.018273, -0.017759, 0.0], [0.0, -0.011833, -0.011833], [-0.00228, 0.0, 0.0], [-0.157774, 0.0, 0.0], [-0.038483, -0.040056, -0.040056], [-0.016611, 0.008841, 0.0], [-0.038483, 0.040056, -0.040056], [-0.016611, -0.008841, 0.0], [0.018273, 0.0, 0.017759], [-0.016611, 0.0, 0.008841], [-0.038483, -0.040056, 0.040056], [-0.030536, 0.023702, 0.023702], [-0.038483, 0.040056, 0.040056], [-0.030536, -0.023702, 0.023702], [0.018273, 0.0, -0.017759], [-0.016611, 0.0, -0.008841], [0.018273, 0.017759, 0.0], [-0.030536, 0.023702, -0.023702], [0.018273, -0.017759, 0.0], [-0.030536, -0.023702, -0.023702], [0.00228, 0.0, 0.0], [0.0, 0.0, 0.0], [0.01564, 0.009572, 0.009572], [0.0, 0.005236, 0.0], [0.01564, -0.009572, 0.009572], [0.0, -0.005236, 0.0], [0.001873, 0.0, 0.002173], [0.0, 0.0, 0.005236], [0.01564, 0.009572, -0.009572], [0.0, 0.011189, 0.011189], [0.01564, -0.009572, -0.009572], [0.0, -0.011189, 0.011189], [0.001873, 0.0, -0.002173], [0.0, 0.0, -0.005236], [0.001873, 0.002173, 0.0], [0.0, 0.011189, -0.011189], [0.001873, -0.002173, 0.0], [0.0, -0.011189, -0.011189], [-0.005148, 0.0, 0.0], [0.157774, 0.0, 0.0], [-0.01564, 0.009572, 0.009572], [0.016611, 0.008841, 0.0], [-0.01564, -0.009572, 0.009572], [0.016611, -0.008841, 0.0], [-0.001873, 0.0, 0.002173], [0.016611, 0.0, 0.008841], [-0.01564, 0.009572, -0.009572], [0.030536, 0.023702, 0.023702], [-0.01564, -0.009572, -0.009572], [0.030536, -0.023702, 0.023702], [-0.001873, 0.0, -0.002173], [0.016611, 0.0, -0.008841], [-0.001873, 0.002173, 0.0], [0.030536, 0.023702, -0.023702], [-0.001873, -0.002173, 0.0], [0.030536, -0.023702, -0.023702], [0.005148, 0.0, 0.0]], "fermi_level": 5.3655}, "metadata": {"date.created": 1415917892.711225, "uuid": "d1c43d38-6b84-11e4-9b2a-003048f5e49e", "date.created.ascii": "Thu Nov 13 17:31:32 2014", "user.username": null, "atoms.resort": [0, 36, 1, 37, 2, 38, 3, 39, 4, 40, 5, 41, 6, 42, 7, 43, 8, 44, 9, 45, 10, 46, 11, 47, 12, 48, 13, 49, 14, 50, 15, 51, 16, 52, 17, 53, 18, 54, 19, 55, 20, 56, 21, 57, 22, 58, 23, 59, 24, 60, 25, 61, 26, 62, 27, 63, 28, 64, 29, 65, 30, 66, 31, 67, 32, 68, 33, 69, 34, 70, 35, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-11.465168585663369, 0.0, 0.0], [0.0, 0.0, 8.599228918095028], [0.0, 8.599228918095028, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50Cu": 1, "GS": 1, "_0_95frac": 1, "bcc": 1, "_72atom": 1, "_1cl": 1}, "mtime": 15.03829383661067, "keywords": ["bcc", "GS", "72atom", "0.95frac", "1cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "bc736d593475a702f710fcf0110edc13", "user": "jboes"},
"130":
{"ctime": 14.923536617380057, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.5840035545982285, 1.5840684849122193, 1.5840684849122193], [0.0, 0.0, 0.0], [-1.5840035545982285, 4.752205454736726, 1.5840684849122193], [0.0, 3.168136969824506, 0.0], [-1.5840035545982285, 7.920342424561232, 1.5840684849122193], [0.0, 6.336273939648945, 0.0], [-1.5840035545982285, 1.5840684849122193, 4.752205454736726], [0.0, 0.0, 3.168136969824506], [-1.5840035545982285, 4.752205454736726, 4.752205454736726], [0.0, 3.168136969824506, 3.168136969824506], [-1.5840035545982285, 7.920342424561232, 4.752205454736726], [0.0, 6.336273939648945, 3.168136969824506], [-1.5840035545982285, 1.5840684849122193, 7.920342424561232], [0.0, 0.0, 6.336273939648945], [-1.5840035545982285, 4.752205454736726, 7.920342424561232], [0.0, 3.168136969824506, 6.336273939648945], [-1.5840035545982285, 7.920342424561232, 7.920342424561232], [0.0, 6.336273939648945, 6.336273939648945], [-4.752010663794685, 1.5840684849122193, 1.5840684849122193], [-3.168007109196457, 0.0, 0.0], [-4.752010663794685, 4.752205454736726, 1.5840684849122193], [-3.168007109196457, 3.168136969824506, 0.0], [-4.752010663794685, 7.920342424561232, 1.5840684849122193], [-3.168007109196457, 6.336273939648945, 0.0], [-4.752010663794685, 1.5840684849122193, 4.752205454736726], [-3.168007109196457, 0.0, 3.168136969824506], [-4.752010663794685, 4.752205454736726, 4.752205454736726], [-3.168007109196457, 3.168136969824506, 3.168136969824506], [-4.752010663794685, 7.920342424561232, 4.752205454736726], [-3.168007109196457, 6.336273939648945, 3.168136969824506], [-4.752010663794685, 1.5840684849122193, 7.920342424561232], [-3.168007109196457, 0.0, 6.336273939648945], [-4.752010663794685, 4.752205454736726, 7.920342424561232], [-3.168007109196457, 3.168136969824506, 6.336273939648945], [-4.752010663794685, 7.920342424561232, 7.920342424561232], [-3.168007109196457, 6.336273939648945, 6.336273939648945], [-7.920017772991143, 1.5840684849122193, 1.5840684849122193], [-6.336014218392914, 0.0, 0.0], [-7.920017772991143, 4.752205454736726, 1.5840684849122193], [-6.336014218392914, 3.168136969824506, 0.0], [-7.920017772991143, 7.920342424561232, 1.5840684849122193], [-6.336014218392914, 6.336273939648945, 0.0], [-7.920017772991143, 1.5840684849122193, 4.752205454736726], [-6.336014218392914, 0.0, 3.168136969824506], [-7.920017772991143, 4.752205454736726, 4.752205454736726], [-6.336014218392914, 3.168136969824506, 3.168136969824506], [-7.920017772991143, 7.920342424561232, 4.752205454736726], [-6.336014218392914, 6.336273939648945, 3.168136969824506], [-7.920017772991143, 1.5840684849122193, 7.920342424561232], [-6.336014218392914, 0.0, 6.336273939648945], [-7.920017772991143, 4.752205454736726, 7.920342424561232], [-6.336014218392914, 3.168136969824506, 6.336273939648945], [-7.920017772991143, 7.920342424561232, 7.920342424561232], [-6.336014218392914, 6.336273939648945, 6.336273939648945], [-11.0880248821876, 1.5840684849122193, 1.5840684849122193], [-9.50402132758937, 0.0, 0.0], [-11.0880248821876, 4.752205454736726, 1.5840684849122193], [-9.50402132758937, 3.168136969824506, 0.0], [-11.0880248821876, 7.920342424561232, 1.5840684849122193], [-9.50402132758937, 6.336273939648945, 0.0], [-11.0880248821876, 1.5840684849122193, 4.752205454736726], [-9.50402132758937, 0.0, 3.168136969824506], [-11.0880248821876, 4.752205454736726, 4.752205454736726], [-9.50402132758937, 3.168136969824506, 3.168136969824506], [-11.0880248821876, 7.920342424561232, 4.752205454736726], [-9.50402132758937, 6.336273939648945, 3.168136969824506], [-11.0880248821876, 1.5840684849122193, 7.920342424561232], [-9.50402132758937, 0.0, 6.336273939648945], [-11.0880248821876, 4.752205454736726, 7.920342424561232], [-9.50402132758937, 3.168136969824506, 6.336273939648945], [-11.0880248821876, 7.920342424561232, 7.920342424561232], [-9.50402132758937, 6.336273939648945, 6.336273939648945]], "energy": -321.209867, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 456, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-12.672028436785828, 0.0, 0.0], [0.0, 0.0, 9.504410909473451], [0.0, 9.504410909473451, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.5840035545982285, 1.5840684849122193, 1.5840684849122193], [0.0, 0.0, 0.0], [-1.5840035545982285, 4.752205454736726, 1.5840684849122193], [0.0, 3.168136969824506, 0.0], [-1.5840035545982285, 7.920342424561232, 1.5840684849122193], [0.0, 6.336273939648945, 0.0], [-1.5840035545982285, 1.5840684849122193, 4.752205454736726], [0.0, 0.0, 3.168136969824506], [-1.5840035545982285, 4.752205454736726, 4.752205454736726], [0.0, 3.168136969824506, 3.168136969824506], [-1.5840035545982285, 7.920342424561232, 4.752205454736726], [0.0, 6.336273939648945, 3.168136969824506], [-1.5840035545982285, 1.5840684849122193, 7.920342424561232], [0.0, 0.0, 6.336273939648945], [-1.5840035545982285, 4.752205454736726, 7.920342424561232], [0.0, 3.168136969824506, 6.336273939648945], [-1.5840035545982285, 7.920342424561232, 7.920342424561232], [0.0, 6.336273939648945, 6.336273939648945], [-4.752010663794685, 1.5840684849122193, 1.5840684849122193], [-3.168007109196457, 0.0, 0.0], [-4.752010663794685, 4.752205454736726, 1.5840684849122193], [-3.168007109196457, 3.168136969824506, 0.0], [-4.752010663794685, 7.920342424561232, 1.5840684849122193], [-3.168007109196457, 6.336273939648945, 0.0], [-4.752010663794685, 1.5840684849122193, 4.752205454736726], [-3.168007109196457, 0.0, 3.168136969824506], [-4.752010663794685, 4.752205454736726, 4.752205454736726], [-3.168007109196457, 3.168136969824506, 3.168136969824506], [-4.752010663794685, 7.920342424561232, 4.752205454736726], [-3.168007109196457, 6.336273939648945, 3.168136969824506], [-4.752010663794685, 1.5840684849122193, 7.920342424561232], [-3.168007109196457, 0.0, 6.336273939648945], [-4.752010663794685, 4.752205454736726, 7.920342424561232], [-3.168007109196457, 3.168136969824506, 6.336273939648945], [-4.752010663794685, 7.920342424561232, 7.920342424561232], [-3.168007109196457, 6.336273939648945, 6.336273939648945], [-7.920017772991143, 1.5840684849122193, 1.5840684849122193], [-6.336014218392914, 0.0, 0.0], [-7.920017772991143, 4.752205454736726, 1.5840684849122193], [-6.336014218392914, 3.168136969824506, 0.0], [-7.920017772991143, 7.920342424561232, 1.5840684849122193], [-6.336014218392914, 6.336273939648945, 0.0], [-7.920017772991143, 1.5840684849122193, 4.752205454736726], [-6.336014218392914, 0.0, 3.168136969824506], [-7.920017772991143, 4.752205454736726, 4.752205454736726], [-6.336014218392914, 3.168136969824506, 3.168136969824506], [-7.920017772991143, 7.920342424561232, 4.752205454736726], [-6.336014218392914, 6.336273939648945, 3.168136969824506], [-7.920017772991143, 1.5840684849122193, 7.920342424561232], [-6.336014218392914, 0.0, 6.336273939648945], [-7.920017772991143, 4.752205454736726, 7.920342424561232], [-6.336014218392914, 3.168136969824506, 6.336273939648945], [-7.920017772991143, 7.920342424561232, 7.920342424561232], [-6.336014218392914, 6.336273939648945, 6.336273939648945], [-11.0880248821876, 1.5840684849122193, 1.5840684849122193], [-9.50402132758937, 0.0, 0.0], [-11.0880248821876, 4.752205454736726, 1.5840684849122193], [-9.50402132758937, 3.168136969824506, 0.0], [-11.0880248821876, 7.920342424561232, 1.5840684849122193], [-9.50402132758937, 6.336273939648945, 0.0], [-11.0880248821876, 1.5840684849122193, 4.752205454736726], [-9.50402132758937, 0.0, 3.168136969824506], [-11.0880248821876, 4.752205454736726, 4.752205454736726], [-9.50402132758937, 3.168136969824506, 3.168136969824506], [-11.0880248821876, 7.920342424561232, 4.752205454736726], [-9.50402132758937, 6.336273939648945, 3.168136969824506], [-11.0880248821876, 1.5840684849122193, 7.920342424561232], [-9.50402132758937, 0.0, 6.336273939648945], [-11.0880248821876, 4.752205454736726, 7.920342424561232], [-9.50402132758937, 3.168136969824506, 6.336273939648945], [-11.0880248821876, 7.920342424561232, 7.920342424561232], [-9.50402132758937, 6.336273939648945, 6.336273939648945]]}, "data": {"stress": [0.09567292404518045, 0.09569134897196431, 0.09569134897196431, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 1144.7128212037694, "total_energy": -321.209867, "forces": [[0.0, 0.0, 0.0], [-5e-06, 2e-06, 2e-06], [0.0, 0.0, 0.0], [-5e-06, -2e-06, 2e-06], [0.0, 0.0, 0.0], [-1.3e-05, 0.0, -1e-06], [0.0, 0.0, 0.0], [-5e-06, 2e-06, -2e-06], [0.0, 1e-06, 1e-06], [-5e-06, -2e-06, -2e-06], [0.0, -1e-06, 1e-06], [-1.3e-05, 0.0, 1e-06], [0.0, 0.0, 0.0], [-1.3e-05, -1e-06, 0.0], [0.0, 1e-06, -1e-06], [-1.3e-05, 1e-06, 0.0], [0.0, -1e-06, -1e-06], [-2e-05, 0.0, 0.0], [0.0, 0.0, 0.0], [5e-06, 2e-06, 2e-06], [-2e-06, 1e-06, 0.0], [5e-06, -2e-06, 2e-06], [-2e-06, -1e-06, 0.0], [1.3e-05, 0.0, -1e-06], [-2e-06, 0.0, 1e-06], [5e-06, 2e-06, -2e-06], [-1e-06, 0.0, 0.0], [5e-06, -2e-06, -2e-06], [-1e-06, 0.0, 0.0], [1.3e-05, 0.0, 1e-06], [-2e-06, 0.0, -1e-06], [1.3e-05, -1e-06, 0.0], [-1e-06, 0.0, 0.0], [1.3e-05, 1e-06, 0.0], [-1e-06, 0.0, 0.0], [2e-05, 0.0, 0.0], [0.0, 0.0, 0.0], [4e-06, 1.5e-05, 1.5e-05], [0.0, 2e-06, 0.0], [4e-06, -1.5e-05, 1.5e-05], [0.0, -2e-06, 0.0], [5e-06, 0.0, 2.4e-05], [0.0, 0.0, 2e-06], [4e-06, 1.5e-05, -1.5e-05], [0.0, 1e-06, 1e-06], [4e-06, -1.5e-05, -1.5e-05], [0.0, -1e-06, 1e-06], [5e-06, 0.0, -2.4e-05], [0.0, 0.0, -2e-06], [5e-06, 2.4e-05, 0.0], [0.0, 1e-06, -1e-06], [5e-06, -2.4e-05, 0.0], [0.0, -1e-06, -1e-06], [1.6e-05, 0.0, 0.0], [0.0, 0.0, 0.0], [-4e-06, 1.5e-05, 1.5e-05], [2e-06, 1e-06, 0.0], [-4e-06, -1.5e-05, 1.5e-05], [2e-06, -1e-06, 0.0], [-5e-06, 0.0, 2.4e-05], [2e-06, 0.0, 1e-06], [-4e-06, 1.5e-05, -1.5e-05], [1e-06, 0.0, 0.0], [-4e-06, -1.5e-05, -1.5e-05], [1e-06, 0.0, 0.0], [-5e-06, 0.0, -2.4e-05], [2e-06, 0.0, -1e-06], [-5e-06, 2.4e-05, 0.0], [1e-06, 0.0, 0.0], [-5e-06, -2.4e-05, 0.0], [1e-06, 0.0, 0.0], [-1.6e-05, 0.0, 0.0]], "fermi_level": 2.3703}, "metadata": {"date.created": 1415917892.899911, "uuid": "d1e107ec-6b84-11e4-9b2a-003048f5e49e", "date.created.ascii": "Thu Nov 13 17:31:32 2014", "user.username": null, "atoms.resort": [0, 36, 1, 37, 2, 38, 3, 39, 4, 40, 5, 41, 6, 42, 7, 43, 8, 44, 9, 45, 10, 46, 11, 47, 12, 48, 13, 49, 14, 50, 15, 51, 16, 52, 17, 53, 18, 54, 19, 55, 20, 56, 21, 57, 22, 58, 23, 59, 24, 60, 25, 61, 26, 62, 27, 63, 28, 64, 29, 65, 30, 66, 31, 67, 32, 68, 33, 69, 34, 70, 35, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-12.672028436785828, 0.0, 0.0], [0.0, 0.0, 9.504410909473451], [0.0, 9.504410909473451, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50Cu": 1, "_0cl": 1, "bcc": 1, "_72atom": 1, "GS": 1, "_1_05frac": 1}, "mtime": 15.038293847325084, "keywords": ["bcc", "GS", "72atom", "1.05frac", "0cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "9270de665340a7deb35cd69f7404b8dd", "user": "jboes"},
"131":
{"ctime": 14.92353664227619, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.5840035545982285, 1.5840684849122193, 1.5840684849122193], [0.0, 0.0, 0.0], [-1.5840035545982285, 4.752205454736726, 1.5840684849122193], [0.0, 3.168136969824506, 0.0], [-1.5840035545982285, 7.920342424561232, 1.5840684849122193], [0.0, 6.336273939648945, 0.0], [-1.5840035545982285, 1.5840684849122193, 4.752205454736726], [0.0, 0.0, 3.168136969824506], [-1.5840035545982285, 4.752205454736726, 4.752205454736726], [0.0, 3.168136969824506, 3.168136969824506], [-1.5840035545982285, 7.920342424561232, 4.752205454736726], [0.0, 6.336273939648945, 3.168136969824506], [-1.5840035545982285, 1.5840684849122193, 7.920342424561232], [0.0, 0.0, 6.336273939648945], [-1.5840035545982285, 4.752205454736726, 7.920342424561232], [0.0, 3.168136969824506, 6.336273939648945], [-1.5840035545982285, 7.920342424561232, 7.920342424561232], [0.0, 6.336273939648945, 6.336273939648945], [-4.752010663794685, 1.5840684849122193, 1.5840684849122193], [-3.168007109196457, 0.0, 0.0], [-4.752010663794685, 4.752205454736726, 1.5840684849122193], [-3.168007109196457, 3.168136969824506, 0.0], [-4.752010663794685, 7.920342424561232, 1.5840684849122193], [-3.168007109196457, 6.336273939648945, 0.0], [-4.752010663794685, 1.5840684849122193, 4.752205454736726], [-3.168007109196457, 0.0, 3.168136969824506], [-4.752010663794685, 4.752205454736726, 4.752205454736726], [-3.168007109196457, 3.168136969824506, 3.168136969824506], [-4.752010663794685, 7.920342424561232, 4.752205454736726], [-3.168007109196457, 6.336273939648945, 3.168136969824506], [-4.752010663794685, 1.5840684849122193, 7.920342424561232], [-3.168007109196457, 0.0, 6.336273939648945], [-4.752010663794685, 4.752205454736726, 7.920342424561232], [-3.168007109196457, 3.168136969824506, 6.336273939648945], [-4.752010663794685, 7.920342424561232, 7.920342424561232], [-3.168007109196457, 6.336273939648945, 6.336273939648945], [-7.920017772991143, 1.5840684849122193, 1.5840684849122193], [-6.336014218392914, 0.0, 0.0], [-7.920017772991143, 4.752205454736726, 1.5840684849122193], [-6.336014218392914, 3.168136969824506, 0.0], [-7.920017772991143, 7.920342424561232, 1.5840684849122193], [-6.336014218392914, 6.336273939648945, 0.0], [-7.920017772991143, 1.5840684849122193, 4.752205454736726], [-6.336014218392914, 0.0, 3.168136969824506], [-7.920017772991143, 4.752205454736726, 4.752205454736726], [-6.336014218392914, 3.168136969824506, 3.168136969824506], [-7.920017772991143, 7.920342424561232, 4.752205454736726], [-6.336014218392914, 6.336273939648945, 3.168136969824506], [-7.920017772991143, 1.5840684849122193, 7.920342424561232], [-6.336014218392914, 0.0, 6.336273939648945], [-7.920017772991143, 4.752205454736726, 7.920342424561232], [-6.336014218392914, 3.168136969824506, 6.336273939648945], [-7.920017772991143, 7.920342424561232, 7.920342424561232], [-6.336014218392914, 6.336273939648945, 6.336273939648945], [-11.0880248821876, 1.5840684849122193, 1.5840684849122193], [-9.50402132758937, 0.0, 0.0], [-11.0880248821876, 4.752205454736726, 1.5840684849122193], [-9.50402132758937, 3.168136969824506, 0.0], [-11.0880248821876, 7.920342424561232, 1.5840684849122193], [-9.50402132758937, 6.336273939648945, 0.0], [-11.0880248821876, 1.5840684849122193, 4.752205454736726], [-9.50402132758937, 0.0, 3.168136969824506], [-11.0880248821876, 4.752205454736726, 4.752205454736726], [-9.50402132758937, 3.168136969824506, 3.168136969824506], [-11.0880248821876, 7.920342424561232, 4.752205454736726], [-9.50402132758937, 6.336273939648945, 3.168136969824506], [-11.0880248821876, 1.5840684849122193, 7.920342424561232], [-9.50402132758937, 0.0, 6.336273939648945], [-11.0880248821876, 4.752205454736726, 7.920342424561232], [-9.50402132758937, 3.168136969824506, 6.336273939648945], [-11.0880248821876, 7.920342424561232, 7.920342424561232], [-9.50402132758937, 6.336273939648945, 6.336273939648945]], "energy": -607.185729, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 456, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-12.672028436785828, 0.0, 0.0], [0.0, 0.0, 9.504410909473451], [0.0, 9.504410909473451, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.5840035545982285, 1.5840684849122193, 1.5840684849122193], [0.0, 0.0, 0.0], [-1.5840035545982285, 4.752205454736726, 1.5840684849122193], [0.0, 3.168136969824506, 0.0], [-1.5840035545982285, 7.920342424561232, 1.5840684849122193], [0.0, 6.336273939648945, 0.0], [-1.5840035545982285, 1.5840684849122193, 4.752205454736726], [0.0, 0.0, 3.168136969824506], [-1.5840035545982285, 4.752205454736726, 4.752205454736726], [0.0, 3.168136969824506, 3.168136969824506], [-1.5840035545982285, 7.920342424561232, 4.752205454736726], [0.0, 6.336273939648945, 3.168136969824506], [-1.5840035545982285, 1.5840684849122193, 7.920342424561232], [0.0, 0.0, 6.336273939648945], [-1.5840035545982285, 4.752205454736726, 7.920342424561232], [0.0, 3.168136969824506, 6.336273939648945], [-1.5840035545982285, 7.920342424561232, 7.920342424561232], [0.0, 6.336273939648945, 6.336273939648945], [-4.752010663794685, 1.5840684849122193, 1.5840684849122193], [-3.168007109196457, 0.0, 0.0], [-4.752010663794685, 4.752205454736726, 1.5840684849122193], [-3.168007109196457, 3.168136969824506, 0.0], [-4.752010663794685, 7.920342424561232, 1.5840684849122193], [-3.168007109196457, 6.336273939648945, 0.0], [-4.752010663794685, 1.5840684849122193, 4.752205454736726], [-3.168007109196457, 0.0, 3.168136969824506], [-4.752010663794685, 4.752205454736726, 4.752205454736726], [-3.168007109196457, 3.168136969824506, 3.168136969824506], [-4.752010663794685, 7.920342424561232, 4.752205454736726], [-3.168007109196457, 6.336273939648945, 3.168136969824506], [-4.752010663794685, 1.5840684849122193, 7.920342424561232], [-3.168007109196457, 0.0, 6.336273939648945], [-4.752010663794685, 4.752205454736726, 7.920342424561232], [-3.168007109196457, 3.168136969824506, 6.336273939648945], [-4.752010663794685, 7.920342424561232, 7.920342424561232], [-3.168007109196457, 6.336273939648945, 6.336273939648945], [-7.920017772991143, 1.5840684849122193, 1.5840684849122193], [-6.336014218392914, 0.0, 0.0], [-7.920017772991143, 4.752205454736726, 1.5840684849122193], [-6.336014218392914, 3.168136969824506, 0.0], [-7.920017772991143, 7.920342424561232, 1.5840684849122193], [-6.336014218392914, 6.336273939648945, 0.0], [-7.920017772991143, 1.5840684849122193, 4.752205454736726], [-6.336014218392914, 0.0, 3.168136969824506], [-7.920017772991143, 4.752205454736726, 4.752205454736726], [-6.336014218392914, 3.168136969824506, 3.168136969824506], [-7.920017772991143, 7.920342424561232, 4.752205454736726], [-6.336014218392914, 6.336273939648945, 3.168136969824506], [-7.920017772991143, 1.5840684849122193, 7.920342424561232], [-6.336014218392914, 0.0, 6.336273939648945], [-7.920017772991143, 4.752205454736726, 7.920342424561232], [-6.336014218392914, 3.168136969824506, 6.336273939648945], [-7.920017772991143, 7.920342424561232, 7.920342424561232], [-6.336014218392914, 6.336273939648945, 6.336273939648945], [-11.0880248821876, 1.5840684849122193, 1.5840684849122193], [-9.50402132758937, 0.0, 0.0], [-11.0880248821876, 4.752205454736726, 1.5840684849122193], [-9.50402132758937, 3.168136969824506, 0.0], [-11.0880248821876, 7.920342424561232, 1.5840684849122193], [-9.50402132758937, 6.336273939648945, 0.0], [-11.0880248821876, 1.5840684849122193, 4.752205454736726], [-9.50402132758937, 0.0, 3.168136969824506], [-11.0880248821876, 4.752205454736726, 4.752205454736726], [-9.50402132758937, 3.168136969824506, 3.168136969824506], [-11.0880248821876, 7.920342424561232, 4.752205454736726], [-9.50402132758937, 6.336273939648945, 3.168136969824506], [-11.0880248821876, 1.5840684849122193, 7.920342424561232], [-9.50402132758937, 0.0, 6.336273939648945], [-11.0880248821876, 4.752205454736726, 7.920342424561232], [-9.50402132758937, 3.168136969824506, 6.336273939648945], [-11.0880248821876, 7.920342424561232, 7.920342424561232], [-9.50402132758937, 6.336273939648945, 6.336273939648945]]}, "data": {"stress": [0.0946132473363607, 0.09466311073069547, 0.09466311073069547, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 1144.7128212037694, "total_energy": -607.185729, "forces": [[0.0, 0.0, 0.0], [0.017263, -0.018583, -0.018583], [0.0, 0.083741, 0.0], [0.017263, 0.018583, -0.018583], [0.0, -0.083741, 0.0], [-0.009337, 0.0, 0.00899], [0.0, 0.0, 0.083741], [0.017263, -0.018583, 0.018583], [0.0, 0.006986, 0.006986], [0.017263, 0.018583, 0.018583], [0.0, -0.006986, 0.006986], [-0.009337, 0.0, -0.00899], [0.0, 0.0, -0.083741], [-0.009337, 0.00899, 0.0], [0.0, 0.006986, -0.006986], [-0.009337, -0.00899, 0.0], [0.0, -0.006986, -0.006986], [-0.001819, 0.0, 0.0], [-0.085103, 0.0, 0.0], [-0.017263, -0.018583, -0.018583], [-0.009375, 0.006282, 0.0], [-0.017263, 0.018583, -0.018583], [-0.009375, -0.006282, 0.0], [0.009337, 0.0, 0.00899], [-0.009375, 0.0, 0.006282], [-0.017263, -0.018583, 0.018583], [-0.019313, 0.014667, 0.014667], [-0.017263, 0.018583, 0.018583], [-0.019313, -0.014667, 0.014667], [0.009337, 0.0, -0.00899], [-0.009375, 0.0, -0.006282], [0.009337, 0.00899, 0.0], [-0.019313, 0.014667, -0.014667], [0.009337, -0.00899, 0.0], [-0.019313, -0.014667, -0.014667], [0.001819, 0.0, 0.0], [0.0, 0.0, 0.0], [0.009342, 0.004991, 0.004991], [0.0, 0.001009, 0.0], [0.009342, -0.004991, 0.004991], [0.0, -0.001009, 0.0], [0.001755, 0.0, 0.002368], [0.0, 0.0, 0.001009], [0.009342, 0.004991, -0.004991], [0.0, 0.006193, 0.006193], [0.009342, -0.004991, -0.004991], [0.0, -0.006193, 0.006193], [0.001755, 0.0, -0.002368], [0.0, 0.0, -0.001009], [0.001755, 0.002368, 0.0], [0.0, 0.006193, -0.006193], [0.001755, -0.002368, 0.0], [0.0, -0.006193, -0.006193], [0.000241, 0.0, 0.0], [0.085103, 0.0, 0.0], [-0.009342, 0.004991, 0.004991], [0.009375, 0.006282, 0.0], [-0.009342, -0.004991, 0.004991], [0.009375, -0.006282, 0.0], [-0.001755, 0.0, 0.002368], [0.009375, 0.0, 0.006282], [-0.009342, 0.004991, -0.004991], [0.019313, 0.014667, 0.014667], [-0.009342, -0.004991, -0.004991], [0.019313, -0.014667, 0.014667], [-0.001755, 0.0, -0.002368], [0.009375, 0.0, -0.006282], [-0.001755, 0.002368, 0.0], [0.019313, 0.014667, -0.014667], [-0.001755, -0.002368, 0.0], [0.019313, -0.014667, -0.014667], [-0.000241, 0.0, 0.0]], "fermi_level": 2.3994}, "metadata": {"date.created": 1415917892.966029, "uuid": "d1eb1e8a-6b84-11e4-9b2a-003048f5e49e", "date.created.ascii": "Thu Nov 13 17:31:32 2014", "user.username": null, "atoms.resort": [0, 36, 1, 37, 2, 38, 3, 39, 4, 40, 5, 41, 6, 42, 7, 43, 8, 44, 9, 45, 10, 46, 11, 47, 12, 48, 13, 49, 14, 50, 15, 51, 16, 52, 17, 53, 18, 54, 19, 55, 20, 56, 21, 57, 22, 58, 23, 59, 24, 60, 25, 61, 26, 62, 27, 63, 28, 64, 29, 65, 30, 66, 31, 67, 32, 68, 33, 69, 34, 70, 35, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-12.672028436785828, 0.0, 0.0], [0.0, 0.0, 9.504410909473451], [0.0, 9.504410909473451, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50Cu": 1, "GS": 1, "bcc": 1, "_72atom": 1, "_1_05frac": 1, "_1cl": 1}, "mtime": 15.038293857779424, "keywords": ["bcc", "GS", "72atom", "1.05frac", "1cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "19ea8fc48abbb3bcc9c9cbb940f13089", "user": "jboes"},
"132":
{"ctime": 14.923536669630199, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[1.9001488052744995, 1.3526247580976027, -1.3526247580976025], [-5.672253496228909, 1.3548718524395604, -1.3548718524395602], [-3.802511760928066, 0.06958897746268966, -2.638731921949194], [-1.9327700256270588, 1.3534490469723617, -1.3534490469723615], [3.746177294777422, 0.06718839684836819, -2.6363313413348726], [0.054120315771862604, 0.06891817486034224, -2.6380611193468466], [1.9001488052744995, -1.2165181863889016, -3.921767702584107], [-5.672253496228909, -1.214271092046944, -3.9240147969260644], [-3.8025117609279846, -2.4995539670237954, -5.207874866435717], [-1.9327700256270588, -1.2156938975141427, -3.922591991458866], [3.746177294777422, -2.501954547638136, -5.205474285821377], [0.054120315771862604, -2.500224769626162, -5.207204063833351], [7.602071321350844, 2.7042257217896397, -2.7042257217896393], [0.029669019847435862, 2.706472816131597, -2.7064728161315967], [1.8994107551482795, 1.4211899411547266, -3.9903328856412306], [3.7691524904492866, 2.7050500106643987, -2.705050010664398], [9.448099810853767, 1.4187893605404054, -3.9879323050269093], [5.756042831848207, 1.4205191385523794, -3.9896620830388834], [7.602071321350844, 0.13508277730313534, -5.273368666276143], [0.029669019847435862, 0.1373298716450928, -5.275615760618101], [1.8994107551482795, -1.1479530033317777, -6.5594758301277345], [3.7691524904492866, 0.13590706617789428, -5.274192955150903], [9.448099810853767, -1.150353583946099, -6.557075249513414], [5.756042831848207, -1.148623805934125, -6.558805027525388], [-3.803249811054285, 2.707297105006318, -2.7072971050063175], [-11.375652112557814, 2.7095441993483043, -2.7095441993483034], [-9.50591037725697, 1.4242613243714337, -3.9934042688579368], [-7.636168641955924, 2.7081213938810573, -2.708121393881057], [-1.957221321551363, 1.4218607437570832, -3.991003688243587], [-5.649278300557044, 1.423590521769086, -3.99273346625559], [-3.803249811054285, 0.13815416051981355, -5.276440049492821], [-11.375652112557814, 0.14040125486179988, -5.278687143834808], [-9.50591037725697, -1.1448816201150707, -6.562547213344441], [-7.636168641955843, 0.13897844939457205, -5.27726433836758], [-1.957221321551363, -1.1472822007294212, -6.560146632730092], [-5.649278300557044, -1.1455524227174183, -6.561876410742094], [1.8986727050220598, 4.058898068698355, -4.058898068698354], [-5.67372959648147, 4.061145163040341, -4.06114516304034], [-3.803987861180625, 2.77586228806347, -5.3450052325499735], [-1.9342461258795778, 4.0597223575730945, -4.059722357573094], [3.744701194524983, 2.773461707449121, -5.342604651935624], [0.052644215519300985, 2.7751914854611233, -5.344334429947627], [1.8986727050220598, 1.4897551242118503, -6.628041013184858], [-5.67372959648147, 1.4920022185538366, -6.6302881075268445], [-3.803987861180544, 0.20671934357698518, -7.914148177036497], [-1.934246125879497, 1.4905794130866088, -6.6288653020596175], [3.744701194524983, 0.20431876296261642, -7.911747596422129], [0.052644215519300985, 0.2060485409746189, -7.913477374434131], [-9.50664842738319, 4.061969451915061, -4.06196945191506], [-17.0790507288866, 4.064216546257019, -4.064216546257018], [-15.209308993585672, 2.7789336712801678, -5.348076615766671], [-13.339567258284829, 4.062793740789801, -4.0627937407898], [-7.660619937880268, 2.7765330906658274, -5.345676035152331], [-11.352676916886029, 2.7782628686778104, -5.347405813164315], [-9.50664842738319, 1.492826507428557, -6.631112396401565], [-17.0790507288866, 1.4950736017705148, -6.633359490743523], [-15.209308993585672, 0.2097907267936634, -7.917219560253176], [-13.339567258284749, 1.4936507963033163, -6.631936685276324], [-7.660619937880268, 0.20739014617932305, -7.914818979638835], [-11.352676916885947, 0.20911992419132552, -7.916548757650838], [-3.8047259113068446, 5.413570415607099, -5.413570415607097], [-11.377128212810256, 5.415817509949056, -5.415817509949054], [-9.507386477509408, 4.130534634972186, -6.6996775794586885], [-7.637644742208403, 5.4143947044818574, -5.414394704481857], [-1.9586974218039224, 4.128134054357864, -6.697276998844368], [-5.650754400809603, 4.1298638323698675, -6.69900677685637], [-3.8047259113068446, 2.8444274711205946, -7.9827133600936016], [-11.377128212810256, 2.8466745654625516, -7.984960454435559], [-9.507386477509408, 1.5613916904856815, -9.268820523945193], [-7.637644742208484, 2.8452517599953335, -7.983537648968341], [-1.9586974218039224, 1.5589911098713598, -9.266419943330872], [-5.650754400809603, 1.5607208878833632, -9.268149721342875]], "energy": -596.029756, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 464, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 5, 6], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-17.110195848986596, 4.064017040726203, -4.064017040726202], [11.40384503215269, 2.703201927384074, -2.7032019273840735], [0.0, -5.138285888973009, -5.138285888973009]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[1.9001488052744995, 1.3526247580976027, -1.3526247580976025], [-5.672253496228909, 1.3548718524395604, -1.3548718524395602], [-3.802511760928066, 0.06958897746268966, -2.638731921949194], [-1.9327700256270588, 1.3534490469723617, -1.3534490469723615], [3.746177294777422, 0.06718839684836819, -2.6363313413348726], [0.054120315771862604, 0.06891817486034224, -2.6380611193468466], [1.9001488052744995, -1.2165181863889016, -3.921767702584107], [-5.672253496228909, -1.214271092046944, -3.9240147969260644], [-3.8025117609279846, -2.4995539670237954, -5.207874866435717], [-1.9327700256270588, -1.2156938975141427, -3.922591991458866], [3.746177294777422, -2.501954547638136, -5.205474285821377], [0.054120315771862604, -2.500224769626162, -5.207204063833351], [7.602071321350844, 2.7042257217896397, -2.7042257217896393], [0.029669019847435862, 2.706472816131597, -2.7064728161315967], [1.8994107551482795, 1.4211899411547266, -3.9903328856412306], [3.7691524904492866, 2.7050500106643987, -2.705050010664398], [9.448099810853767, 1.4187893605404054, -3.9879323050269093], [5.756042831848207, 1.4205191385523794, -3.9896620830388834], [7.602071321350844, 0.13508277730313534, -5.273368666276143], [0.029669019847435862, 0.1373298716450928, -5.275615760618101], [1.8994107551482795, -1.1479530033317777, -6.5594758301277345], [3.7691524904492866, 0.13590706617789428, -5.274192955150903], [9.448099810853767, -1.150353583946099, -6.557075249513414], [5.756042831848207, -1.148623805934125, -6.558805027525388], [-3.803249811054285, 2.707297105006318, -2.7072971050063175], [-11.375652112557814, 2.7095441993483043, -2.7095441993483034], [-9.50591037725697, 1.4242613243714337, -3.9934042688579368], [-7.636168641955924, 2.7081213938810573, -2.708121393881057], [-1.957221321551363, 1.4218607437570832, -3.991003688243587], [-5.649278300557044, 1.423590521769086, -3.99273346625559], [-3.803249811054285, 0.13815416051981355, -5.276440049492821], [-11.375652112557814, 0.14040125486179988, -5.278687143834808], [-9.50591037725697, -1.1448816201150707, -6.562547213344441], [-7.636168641955843, 0.13897844939457205, -5.27726433836758], [-1.957221321551363, -1.1472822007294212, -6.560146632730092], [-5.649278300557044, -1.1455524227174183, -6.561876410742094], [1.8986727050220598, 4.058898068698355, -4.058898068698354], [-5.67372959648147, 4.061145163040341, -4.06114516304034], [-3.803987861180625, 2.77586228806347, -5.3450052325499735], [-1.9342461258795778, 4.0597223575730945, -4.059722357573094], [3.744701194524983, 2.773461707449121, -5.342604651935624], [0.052644215519300985, 2.7751914854611233, -5.344334429947627], [1.8986727050220598, 1.4897551242118503, -6.628041013184858], [-5.67372959648147, 1.4920022185538366, -6.6302881075268445], [-3.803987861180544, 0.20671934357698518, -7.914148177036497], [-1.934246125879497, 1.4905794130866088, -6.6288653020596175], [3.744701194524983, 0.20431876296261642, -7.911747596422129], [0.052644215519300985, 0.2060485409746189, -7.913477374434131], [-9.50664842738319, 4.061969451915061, -4.06196945191506], [-17.0790507288866, 4.064216546257019, -4.064216546257018], [-15.209308993585672, 2.7789336712801678, -5.348076615766671], [-13.339567258284829, 4.062793740789801, -4.0627937407898], [-7.660619937880268, 2.7765330906658274, -5.345676035152331], [-11.352676916886029, 2.7782628686778104, -5.347405813164315], [-9.50664842738319, 1.492826507428557, -6.631112396401565], [-17.0790507288866, 1.4950736017705148, -6.633359490743523], [-15.209308993585672, 0.2097907267936634, -7.917219560253176], [-13.339567258284749, 1.4936507963033163, -6.631936685276324], [-7.660619937880268, 0.20739014617932305, -7.914818979638835], [-11.352676916885947, 0.20911992419132552, -7.916548757650838], [-3.8047259113068446, 5.413570415607099, -5.413570415607097], [-11.377128212810256, 5.415817509949056, -5.415817509949054], [-9.507386477509408, 4.130534634972186, -6.6996775794586885], [-7.637644742208403, 5.4143947044818574, -5.414394704481857], [-1.9586974218039224, 4.128134054357864, -6.697276998844368], [-5.650754400809603, 4.1298638323698675, -6.69900677685637], [-3.8047259113068446, 2.8444274711205946, -7.9827133600936016], [-11.377128212810256, 2.8466745654625516, -7.984960454435559], [-9.507386477509408, 1.5613916904856815, -9.268820523945193], [-7.637644742208484, 2.8452517599953335, -7.983537648968341], [-1.9586974218039224, 1.5589911098713598, -9.266419943330872], [-5.650754400809603, 1.5607208878833632, -9.268149721342875]]}, "data": {"stress": [-0.001091402285663348, -8.240660851193046e-05, -8.240660851193046e-05, 0.002075400729830574, 9.160658889113107e-05, -9.171269449930364e-05], "doc": "Data from the output of the calculation", "volume": 951.5872695590915, "total_energy": -596.029756, "forces": [[0.0, 0.0, 0.0], [0.007701, 0.003564, -0.003564], [0.005607, 0.001612, -0.000831], [-0.003895, -0.001258, 0.001258], [-0.004073, 0.009812, 0.013095], [0.004073, 0.013095, 0.009812], [0.0, 0.0, 0.0], [0.000627, -0.001085, 0.001085], [0.005607, 0.000831, -0.001612], [-0.033674, -0.000985, 0.000985], [-0.004073, -0.013095, -0.009812], [0.004073, -0.009812, -0.013095], [0.0, 0.0, 0.0], [-0.113274, 0.105816, -0.105816], [0.001367, 0.027031, -0.197211], [0.114128, 0.105011, -0.105011], [0.002565, -0.002216, 0.000975], [-0.002565, 0.000975, -0.002216], [0.0, 0.0, 0.0], [-0.005258, 0.023258, -0.023258], [0.001367, 0.197211, -0.027031], [0.00555, 0.021818, -0.021818], [0.002565, -0.000975, 0.002216], [-0.002565, 0.002216, -0.000975], [-0.004059, 0.00201, -0.00201], [0.007288, 0.00118, -0.00118], [0.001211, 3.7e-05, 0.002812], [-0.004577, 0.0036, -0.0036], [0.003755, 0.004411, -0.005377], [-0.006478, 0.001453, -8.3e-05], [-0.006185, 0.001536, -0.001536], [0.000942, 0.00457, -0.00457], [0.001211, -0.002812, -3.7e-05], [-0.004222, 0.001298, -0.001298], [0.003755, 0.005377, -0.004411], [-0.006478, 8.3e-05, -0.001453], [-0.002393, -0.002868, 0.002868], [0.004577, -0.0036, 0.0036], [-0.001211, 0.002812, 3.7e-05], [-0.007288, -0.00118, 0.00118], [0.007887, -0.009699, 0.01234], [-0.004701, -0.010646, 0.013276], [-0.001344, 0.011294, -0.011294], [0.004222, -0.001298, 0.001298], [-0.001211, -3.7e-05, -0.002812], [-0.000942, -0.00457, 0.00457], [0.007887, -0.01234, 0.009699], [-0.004701, -0.013276, 0.010646], [0.004059, -0.00201, 0.00201], [-0.114128, -0.105011, 0.105011], [-0.001367, -0.197211, 0.027031], [0.113274, -0.105816, 0.105816], [0.006478, -8.3e-05, 0.001453], [-0.003755, -0.005377, 0.004411], [0.006185, -0.001536, 0.001536], [-0.00555, -0.021818, 0.021818], [-0.001367, -0.027031, 0.197211], [0.005258, -0.023258, 0.023258], [0.006478, -0.001453, 8.3e-05], [-0.003755, -0.004411, 0.005377], [0.002393, 0.002868, -0.002868], [0.003895, 0.001258, -0.001258], [-0.005607, -0.000831, 0.001612], [-0.007701, -0.003564, 0.003564], [0.004701, 0.013276, -0.010646], [-0.007887, 0.01234, -0.009699], [0.001344, -0.011294, 0.011294], [0.033674, 0.000985, -0.000985], [-0.005607, -0.001612, 0.000831], [-0.000627, 0.001085, -0.001085], [0.004701, 0.010646, -0.013276], [-0.007887, 0.009699, -0.01234]], "fermi_level": 3.8051}, "metadata": {"date.created": 1412294835.414946, "uuid": "3b55c880-4a91-11e4-9d82-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:07:15 2014", "user.username": null, "atoms.resort": [0, 25, 26, 27, 1, 2, 28, 29, 30, 31, 3, 4, 32, 33, 34, 35, 5, 6, 36, 37, 38, 39, 7, 8, 40, 41, 42, 43, 9, 10, 44, 45, 46, 47, 11, 12, 48, 49, 50, 51, 13, 14, 52, 53, 54, 55, 15, 16, 56, 57, 58, 59, 17, 18, 60, 61, 62, 63, 19, 20, 64, 65, 66, 67, 21, 22, 68, 69, 70, 71, 23, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-17.110195848986596, 4.064017040726203, -4.064017040726202], [11.40384503215269, 2.703201927384074, -2.7032019273840735], [0.0, -5.138285888973009, -5.138285888973009]], "numbers": [29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46], "key_value_pairs": {"GS": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "_1cl": 1, "_0_67Cu": 1}, "mtime": 15.038293871534208, "keywords": ["bcc", "GS", "72atom", "1.00frac", "1cl", "0.67Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.6666666666666666, "unique_id": "f94d0281892075dad3d6be23b158a2df", "user": "jboes"},
"133":
{"ctime": 14.923536694850624, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.5085748139030748, 1.5086366522973518, 1.5086366522973518], [0.0, 0.0, 0.0], [-1.5085748139030748, 4.52590995689212, 1.5086366522973518], [0.0, 3.017273304594768, 0.0], [-1.5085748139030748, 7.543183261486887, 1.5086366522973518], [0.0, 6.034546609189472, 0.0], [-1.5085748139030748, 1.5086366522973518, 4.52590995689212], [0.0, 0.0, 3.017273304594768], [-1.5085748139030748, 4.52590995689212, 4.52590995689212], [0.0, 3.017273304594768, 3.017273304594768], [-1.5085748139030748, 7.543183261486887, 4.52590995689212], [0.0, 6.034546609189472, 3.017273304594768], [-1.5085748139030748, 1.5086366522973518, 7.543183261486887], [0.0, 0.0, 6.034546609189472], [-1.5085748139030748, 4.52590995689212, 7.543183261486887], [0.0, 3.017273304594768, 6.034546609189472], [-1.5085748139030748, 7.543183261486887, 7.543183261486887], [0.0, 6.034546609189472, 6.034546609189472], [-4.525724441709224, 1.5086366522973518, 1.5086366522973518], [-3.0171496278061496, 0.0, 0.0], [-4.525724441709224, 4.52590995689212, 1.5086366522973518], [-3.0171496278061496, 3.017273304594768, 0.0], [-4.525724441709224, 7.543183261486887, 1.5086366522973518], [-3.0171496278061496, 6.034546609189472, 0.0], [-4.525724441709224, 1.5086366522973518, 4.52590995689212], [-3.0171496278061496, 0.0, 3.017273304594768], [-4.525724441709224, 4.52590995689212, 4.52590995689212], [-3.0171496278061496, 3.017273304594768, 3.017273304594768], [-4.525724441709224, 7.543183261486887, 4.52590995689212], [-3.0171496278061496, 6.034546609189472, 3.017273304594768], [-4.525724441709224, 1.5086366522973518, 7.543183261486887], [-3.0171496278061496, 0.0, 6.034546609189472], [-4.525724441709224, 4.52590995689212, 7.543183261486887], [-3.0171496278061496, 3.017273304594768, 6.034546609189472], [-4.525724441709224, 7.543183261486887, 7.543183261486887], [-3.0171496278061496, 6.034546609189472, 6.034546609189472], [-7.542874069515374, 1.5086366522973518, 1.5086366522973518], [-6.034299255612299, 0.0, 0.0], [-7.542874069515374, 4.52590995689212, 1.5086366522973518], [-6.034299255612299, 3.017273304594768, 0.0], [-7.542874069515374, 7.543183261486887, 1.5086366522973518], [-6.034299255612299, 6.034546609189472, 0.0], [-7.542874069515374, 1.5086366522973518, 4.52590995689212], [-6.034299255612299, 0.0, 3.017273304594768], [-7.542874069515374, 4.52590995689212, 4.52590995689212], [-6.034299255612299, 3.017273304594768, 3.017273304594768], [-7.542874069515374, 7.543183261486887, 4.52590995689212], [-6.034299255612299, 6.034546609189472, 3.017273304594768], [-7.542874069515374, 1.5086366522973518, 7.543183261486887], [-6.034299255612299, 0.0, 6.034546609189472], [-7.542874069515374, 4.52590995689212, 7.543183261486887], [-6.034299255612299, 3.017273304594768, 6.034546609189472], [-7.542874069515374, 7.543183261486887, 7.543183261486887], [-6.034299255612299, 6.034546609189472, 6.034546609189472], [-10.560023697321524, 1.5086366522973518, 1.5086366522973518], [-9.051448883418448, 0.0, 0.0], [-10.560023697321524, 4.52590995689212, 1.5086366522973518], [-9.051448883418448, 3.017273304594768, 0.0], [-10.560023697321524, 7.543183261486887, 1.5086366522973518], [-9.051448883418448, 6.034546609189472, 0.0], [-10.560023697321524, 1.5086366522973518, 4.52590995689212], [-9.051448883418448, 0.0, 3.017273304594768], [-10.560023697321524, 4.52590995689212, 4.52590995689212], [-9.051448883418448, 3.017273304594768, 3.017273304594768], [-10.560023697321524, 7.543183261486887, 4.52590995689212], [-9.051448883418448, 6.034546609189472, 3.017273304594768], [-10.560023697321524, 1.5086366522973518, 7.543183261486887], [-9.051448883418448, 0.0, 6.034546609189472], [-10.560023697321524, 4.52590995689212, 7.543183261486887], [-9.051448883418448, 3.017273304594768, 6.034546609189472], [-10.560023697321524, 7.543183261486887, 7.543183261486887], [-9.051448883418448, 6.034546609189472, 6.034546609189472]], "energy": -615.053808, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 456, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-12.068598511224598, 0.0, 0.0], [0.0, 0.0, 9.05181991378424], [0.0, 9.05181991378424, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.5085748139030748, 1.5086366522973518, 1.5086366522973518], [0.0, 0.0, 0.0], [-1.5085748139030748, 4.52590995689212, 1.5086366522973518], [0.0, 3.017273304594768, 0.0], [-1.5085748139030748, 7.543183261486887, 1.5086366522973518], [0.0, 6.034546609189472, 0.0], [-1.5085748139030748, 1.5086366522973518, 4.52590995689212], [0.0, 0.0, 3.017273304594768], [-1.5085748139030748, 4.52590995689212, 4.52590995689212], [0.0, 3.017273304594768, 3.017273304594768], [-1.5085748139030748, 7.543183261486887, 4.52590995689212], [0.0, 6.034546609189472, 3.017273304594768], [-1.5085748139030748, 1.5086366522973518, 7.543183261486887], [0.0, 0.0, 6.034546609189472], [-1.5085748139030748, 4.52590995689212, 7.543183261486887], [0.0, 3.017273304594768, 6.034546609189472], [-1.5085748139030748, 7.543183261486887, 7.543183261486887], [0.0, 6.034546609189472, 6.034546609189472], [-4.525724441709224, 1.5086366522973518, 1.5086366522973518], [-3.0171496278061496, 0.0, 0.0], [-4.525724441709224, 4.52590995689212, 1.5086366522973518], [-3.0171496278061496, 3.017273304594768, 0.0], [-4.525724441709224, 7.543183261486887, 1.5086366522973518], [-3.0171496278061496, 6.034546609189472, 0.0], [-4.525724441709224, 1.5086366522973518, 4.52590995689212], [-3.0171496278061496, 0.0, 3.017273304594768], [-4.525724441709224, 4.52590995689212, 4.52590995689212], [-3.0171496278061496, 3.017273304594768, 3.017273304594768], [-4.525724441709224, 7.543183261486887, 4.52590995689212], [-3.0171496278061496, 6.034546609189472, 3.017273304594768], [-4.525724441709224, 1.5086366522973518, 7.543183261486887], [-3.0171496278061496, 0.0, 6.034546609189472], [-4.525724441709224, 4.52590995689212, 7.543183261486887], [-3.0171496278061496, 3.017273304594768, 6.034546609189472], [-4.525724441709224, 7.543183261486887, 7.543183261486887], [-3.0171496278061496, 6.034546609189472, 6.034546609189472], [-7.542874069515374, 1.5086366522973518, 1.5086366522973518], [-6.034299255612299, 0.0, 0.0], [-7.542874069515374, 4.52590995689212, 1.5086366522973518], [-6.034299255612299, 3.017273304594768, 0.0], [-7.542874069515374, 7.543183261486887, 1.5086366522973518], [-6.034299255612299, 6.034546609189472, 0.0], [-7.542874069515374, 1.5086366522973518, 4.52590995689212], [-6.034299255612299, 0.0, 3.017273304594768], [-7.542874069515374, 4.52590995689212, 4.52590995689212], [-6.034299255612299, 3.017273304594768, 3.017273304594768], [-7.542874069515374, 7.543183261486887, 4.52590995689212], [-6.034299255612299, 6.034546609189472, 3.017273304594768], [-7.542874069515374, 1.5086366522973518, 7.543183261486887], [-6.034299255612299, 0.0, 6.034546609189472], [-7.542874069515374, 4.52590995689212, 7.543183261486887], [-6.034299255612299, 3.017273304594768, 6.034546609189472], [-7.542874069515374, 7.543183261486887, 7.543183261486887], [-6.034299255612299, 6.034546609189472, 6.034546609189472], [-10.560023697321524, 1.5086366522973518, 1.5086366522973518], [-9.051448883418448, 0.0, 0.0], [-10.560023697321524, 4.52590995689212, 1.5086366522973518], [-9.051448883418448, 3.017273304594768, 0.0], [-10.560023697321524, 7.543183261486887, 1.5086366522973518], [-9.051448883418448, 6.034546609189472, 0.0], [-10.560023697321524, 1.5086366522973518, 4.52590995689212], [-9.051448883418448, 0.0, 3.017273304594768], [-10.560023697321524, 4.52590995689212, 4.52590995689212], [-9.051448883418448, 3.017273304594768, 3.017273304594768], [-10.560023697321524, 7.543183261486887, 4.52590995689212], [-9.051448883418448, 6.034546609189472, 3.017273304594768], [-10.560023697321524, 1.5086366522973518, 7.543183261486887], [-9.051448883418448, 0.0, 6.034546609189472], [-10.560023697321524, 4.52590995689212, 7.543183261486887], [-9.051448883418448, 3.017273304594768, 6.034546609189472], [-10.560023697321524, 7.543183261486887, 7.543183261486887], [-9.051448883418448, 6.034546609189472, 6.034546609189472]]}, "data": {"stress": [-0.0014891110711196993, -0.0017661278480329016, -0.0017661278480329016, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 988.8459744768564, "total_energy": -615.053808, "forces": [[0.0, 0.0, 0.0], [0.031751, -0.03319, -0.03319], [0.0, 0.116659, 0.0], [0.031751, 0.03319, -0.03319], [0.0, -0.116659, 0.0], [-0.01317, 0.0, 0.012584], [0.0, 0.0, 0.116659], [0.031751, -0.03319, 0.03319], [0.0, 0.008968, 0.008968], [0.031751, 0.03319, 0.03319], [0.0, -0.008968, 0.008968], [-0.01317, 0.0, -0.012584], [0.0, 0.0, -0.116659], [-0.01317, 0.012584, 0.0], [0.0, 0.008968, -0.008968], [-0.01317, -0.012584, 0.0], [0.0, -0.008968, -0.008968], [-0.002747, 0.0, 0.0], [-0.117489, 0.0, 0.0], [-0.031751, -0.03319, -0.03319], [-0.01248, 0.007461, 0.0], [-0.031751, 0.03319, -0.03319], [-0.01248, -0.007461, 0.0], [0.01317, 0.0, 0.012584], [-0.01248, 0.0, 0.007461], [-0.031751, -0.03319, 0.03319], [-0.024239, 0.018444, 0.018444], [-0.031751, 0.03319, 0.03319], [-0.024239, -0.018444, 0.018444], [0.01317, 0.0, -0.012584], [-0.01248, 0.0, -0.007461], [0.01317, 0.012584, 0.0], [-0.024239, 0.018444, -0.018444], [0.01317, -0.012584, 0.0], [-0.024239, -0.018444, -0.018444], [0.002747, 0.0, 0.0], [0.0, 0.0, 0.0], [0.011951, 0.00702, 0.00702], [0.0, 0.00284, 0.0], [0.011951, -0.00702, 0.00702], [0.0, -0.00284, 0.0], [0.00188, 0.0, 0.002609], [0.0, 0.0, 0.00284], [0.011951, 0.00702, -0.00702], [0.0, 0.008314, 0.008314], [0.011951, -0.00702, -0.00702], [0.0, -0.008314, 0.008314], [0.00188, 0.0, -0.002609], [0.0, 0.0, -0.00284], [0.00188, 0.002609, 0.0], [0.0, 0.008314, -0.008314], [0.00188, -0.002609, 0.0], [0.0, -0.008314, -0.008314], [-0.001848, 0.0, 0.0], [0.117489, 0.0, 0.0], [-0.011951, 0.00702, 0.00702], [0.01248, 0.007461, 0.0], [-0.011951, -0.00702, 0.00702], [0.01248, -0.007461, 0.0], [-0.00188, 0.0, 0.002609], [0.01248, 0.0, 0.007461], [-0.011951, 0.00702, -0.00702], [0.024239, 0.018444, 0.018444], [-0.011951, -0.00702, -0.00702], [0.024239, -0.018444, 0.018444], [-0.00188, 0.0, -0.002609], [0.01248, 0.0, -0.007461], [-0.00188, 0.002609, 0.0], [0.024239, 0.018444, -0.018444], [-0.00188, -0.002609, 0.0], [0.024239, -0.018444, -0.018444], [0.001848, 0.0, 0.0]], "fermi_level": 3.7087}, "metadata": {"date.created": 1412294836.272331, "uuid": "3bd89c42-4a91-11e4-9d82-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:07:16 2014", "user.username": null, "atoms.resort": [0, 36, 1, 37, 2, 38, 3, 39, 4, 40, 5, 41, 6, 42, 7, 43, 8, 44, 9, 45, 10, 46, 11, 47, 12, 48, 13, 49, 14, 50, 15, 51, 16, 52, 17, 53, 18, 54, 19, 55, 20, 56, 21, 57, 22, 58, 23, 59, 24, 60, 25, 61, 26, 62, 27, 63, 28, 64, 29, 65, 30, 66, 31, 67, 32, 68, 33, 69, 34, 70, 35, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-12.068598511224598, 0.0, 0.0], [0.0, 0.0, 9.05181991378424], [0.0, 9.05181991378424, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50Cu": 1, "GS": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "_1cl": 1}, "mtime": 15.038293883170168, "keywords": ["bcc", "GS", "72atom", "1.00frac", "1cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "50bf13b5c866545c11ef44552dc7207c", "user": "jboes"},
"134":
{"ctime": 14.923536730775375, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-0.0007527960302339265, 7.45196295918916, -0.000333370733325844], [-0.0006924260142817092, 3.646070334010074, -0.0002414350713679262], [-2.7714763325013045, -11.097861343197176, 2.772485558075605], [-1.386648976280486, 1.863076714798309, 1.3858720334521069], [-1.3865886062645334, -1.9428159103807765, 1.3859639691140648], [-1.385580152251053, -5.508975098806325, 1.386280153890172], [-1.3867923764881553, 13.041147658209848, -1.3855512027521384], [-1.386732006472203, 9.235255033030763, -1.3854592670901804], [-4.1575159129592265, -5.508676644176489, 1.3872677260567925], [-2.772688556738407, 7.452261413818997, 0.0006542014332944213], [-2.772628186722455, 3.6463687886399114, 0.0007461370952523971], [-2.7716197327089747, 0.08020960021436174, 0.0010623218713594618], [-2.772831956946048, 18.630332357230415, -2.770769034770921], [-2.7727715869301246, 14.824439732051449, -2.7706770991089926], [-5.543555493417148, 0.08050805484419854, 0.00204989403798006], [-4.1587281371963, 13.041446112839564, -1.384563630585488], [-4.1586677671803765, 9.235553487660598, -1.3844716949235596], [-4.157659313166896, 5.66939429923505, -1.384155510147453], [1.3841575903823413, 13.040722698952354, 1.3843844051855023], [1.3842179603982936, 9.234830073773267, 1.3844763408474603], [-1.386565946088729, -5.509101603433983, 4.157203333994433], [-0.0017385898679105338, 7.451836454561503, 2.770589809370935], [-0.0016782198519582625, 3.645943829382416, 2.770681745032893], [-0.000669765838477332, 0.0797846409568681, 2.7709979298090004], [-0.0018819900755802088, 18.629907397973042, -0.0008334268333101136], [-0.0018216200596279915, 14.824014772793955, -0.0007414911713521958], [-2.7726055265466503, 0.0800830955867049, 2.771985501975621], [-1.387778170325832, 13.041021153582191, 1.3853719773521227], [-1.3877178003098798, 9.235128528403104, 1.3854639130140807], [-1.3867093462963989, 5.668969339977556, 1.385780097790188], [-1.3879215705334724, 24.21909209699361, -1.3860512588520928], [-1.387861200517549, 20.41319947181464, -1.3859593231901643], [-4.158645107004572, 5.669267794607393, 1.3867676699568086], [-2.7738177507837243, 18.630205852602757, 0.00015414533334001668], [-2.773757380767801, 14.824313227423788, 0.0002460809952684606], [-2.7727489267543204, 11.258154038998244, 0.0005622657713755252], [2.7690679767949167, 18.629482438715545, 2.7691021811043304], [2.7691283468108687, 14.82358981353646, 2.7691941167662883], [-0.0016555596761538283, 0.07965813632920771, 5.541921109913261], [1.3831717965446648, 13.040596194324694, 4.155307585289763], [1.383232166560617, 9.234703569145609, 4.155399520951722], [1.3842406205740978, 5.668544380720059, 4.155715705727829], [1.3830283963369951, 24.218667137736233, 1.383884349085518], [1.3830887663529474, 20.412774512557146, 1.3839762847474764], [-1.3876951401340754, 5.668842835349896, 4.156703277894449], [-0.002867783913256705, 18.629780893345384, 2.770089753270951], [-0.002807413897304434, 14.823888268166295, 2.770181688932909], [-0.0017989598838237253, 11.257729079740747, 2.770497873709016], [-0.00301118412089707, 29.807851836756804, -0.0013334829332647402], [-0.002950814104973719, 26.001959211577834, -0.0012415472713359103], [-2.773734720591997, 11.258027534370584, 2.7714854458756366], [-1.388907364371149, 24.218965592365954, 1.384871921252168], [-1.3888469943552255, 20.413072967186984, 1.384963856914097], [-1.3878385403417453, 16.846913778761433, 1.3852800416902036], [4.153978363207492, 24.218242178478736, 4.153819957023159], [4.1540387332234445, 20.412349553299652, 4.153911892685117], [1.3832548267364215, 5.668417876092402, 6.92663888583209], [2.76808218295724, 18.629355934087883, 5.540025361208592], [2.7681425529731927, 14.823463308908801, 5.54011729687055], [2.7691510069866734, 11.257304120483253, 5.540433481646657], [2.7679387827495705, 29.807426877499424, 2.768602125004346], [2.767999152765523, 26.00153425232034, 2.7686940606663044], [-0.0027847537214999996, 11.25760257511309, 5.541421053813277], [1.3820426024993187, 24.218540633108574, 4.154807529189779], [1.3821029725152714, 20.41264800792949, 4.154899464851738], [1.3831114265287516, 16.84648881950394, 4.155215649627845], [1.3818992022916783, 35.396611576519994, 1.3833842929855633], [1.3819595723076021, 31.590718951341028, 1.3834762286474922], [-1.3888243341794215, 16.846787274133778, 4.156203221794465], [-0.0039969779585735665, 29.807725332129145, 2.7695896971709963], [-0.003936607942649717, 26.001832706950175, 2.769681632832925], [-0.0029281539291698966, 22.43567351852463, 2.769997817609032]], "energy": -629.670445, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 448, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[5.539641545650301, 22.35503895905277, 5.538871103675313], [-4.158118741373735, 16.767554097061943, -4.1556534960564075], [-2.7717923605005037, -11.177772488781702, 2.7724108083708656]], "symbols": ["Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-0.0007527960302339265, 7.45196295918916, -0.000333370733325844], [-0.0006924260142817092, 3.646070334010074, -0.0002414350713679262], [-2.7714763325013045, -11.097861343197176, 2.772485558075605], [-1.386648976280486, 1.863076714798309, 1.3858720334521069], [-1.3865886062645334, -1.9428159103807765, 1.3859639691140648], [-1.385580152251053, -5.508975098806325, 1.386280153890172], [-1.3867923764881553, 13.041147658209848, -1.3855512027521384], [-1.386732006472203, 9.235255033030763, -1.3854592670901804], [-4.1575159129592265, -5.508676644176489, 1.3872677260567925], [-2.772688556738407, 7.452261413818997, 0.0006542014332944213], [-2.772628186722455, 3.6463687886399114, 0.0007461370952523971], [-2.7716197327089747, 0.08020960021436174, 0.0010623218713594618], [-2.772831956946048, 18.630332357230415, -2.770769034770921], [-2.7727715869301246, 14.824439732051449, -2.7706770991089926], [-5.543555493417148, 0.08050805484419854, 0.00204989403798006], [-4.1587281371963, 13.041446112839564, -1.384563630585488], [-4.1586677671803765, 9.235553487660598, -1.3844716949235596], [-4.157659313166896, 5.66939429923505, -1.384155510147453], [1.3841575903823413, 13.040722698952354, 1.3843844051855023], [1.3842179603982936, 9.234830073773267, 1.3844763408474603], [-1.386565946088729, -5.509101603433983, 4.157203333994433], [-0.0017385898679105338, 7.451836454561503, 2.770589809370935], [-0.0016782198519582625, 3.645943829382416, 2.770681745032893], [-0.000669765838477332, 0.0797846409568681, 2.7709979298090004], [-0.0018819900755802088, 18.629907397973042, -0.0008334268333101136], [-0.0018216200596279915, 14.824014772793955, -0.0007414911713521958], [-2.7726055265466503, 0.0800830955867049, 2.771985501975621], [-1.387778170325832, 13.041021153582191, 1.3853719773521227], [-1.3877178003098798, 9.235128528403104, 1.3854639130140807], [-1.3867093462963989, 5.668969339977556, 1.385780097790188], [-1.3879215705334724, 24.21909209699361, -1.3860512588520928], [-1.387861200517549, 20.41319947181464, -1.3859593231901643], [-4.158645107004572, 5.669267794607393, 1.3867676699568086], [-2.7738177507837243, 18.630205852602757, 0.00015414533334001668], [-2.773757380767801, 14.824313227423788, 0.0002460809952684606], [-2.7727489267543204, 11.258154038998244, 0.0005622657713755252], [2.7690679767949167, 18.629482438715545, 2.7691021811043304], [2.7691283468108687, 14.82358981353646, 2.7691941167662883], [-0.0016555596761538283, 0.07965813632920771, 5.541921109913261], [1.3831717965446648, 13.040596194324694, 4.155307585289763], [1.383232166560617, 9.234703569145609, 4.155399520951722], [1.3842406205740978, 5.668544380720059, 4.155715705727829], [1.3830283963369951, 24.218667137736233, 1.383884349085518], [1.3830887663529474, 20.412774512557146, 1.3839762847474764], [-1.3876951401340754, 5.668842835349896, 4.156703277894449], [-0.002867783913256705, 18.629780893345384, 2.770089753270951], [-0.002807413897304434, 14.823888268166295, 2.770181688932909], [-0.0017989598838237253, 11.257729079740747, 2.770497873709016], [-0.00301118412089707, 29.807851836756804, -0.0013334829332647402], [-0.002950814104973719, 26.001959211577834, -0.0012415472713359103], [-2.773734720591997, 11.258027534370584, 2.7714854458756366], [-1.388907364371149, 24.218965592365954, 1.384871921252168], [-1.3888469943552255, 20.413072967186984, 1.384963856914097], [-1.3878385403417453, 16.846913778761433, 1.3852800416902036], [4.153978363207492, 24.218242178478736, 4.153819957023159], [4.1540387332234445, 20.412349553299652, 4.153911892685117], [1.3832548267364215, 5.668417876092402, 6.92663888583209], [2.76808218295724, 18.629355934087883, 5.540025361208592], [2.7681425529731927, 14.823463308908801, 5.54011729687055], [2.7691510069866734, 11.257304120483253, 5.540433481646657], [2.7679387827495705, 29.807426877499424, 2.768602125004346], [2.767999152765523, 26.00153425232034, 2.7686940606663044], [-0.0027847537214999996, 11.25760257511309, 5.541421053813277], [1.3820426024993187, 24.218540633108574, 4.154807529189779], [1.3821029725152714, 20.41264800792949, 4.154899464851738], [1.3831114265287516, 16.84648881950394, 4.155215649627845], [1.3818992022916783, 35.396611576519994, 1.3833842929855633], [1.3819595723076021, 31.590718951341028, 1.3834762286474922], [-1.3888243341794215, 16.846787274133778, 4.156203221794465], [-0.0039969779585735665, 29.807725332129145, 2.7695896971709963], [-0.003936607942649717, 26.001832706950175, 2.769681632832925], [-0.0029281539291698966, 22.43567351852463, 2.769997817609032]]}, "data": {"stress": [-0.0015587101085745608, -0.0016660765010325046, -0.0015648018187849407, 1.9030352901073692e-05, -6.665928795784423e-06, 2.7799669341220805e-05], "doc": "Data from the output of the calculation", "volume": 1030.2693478101683, "total_energy": -629.670445, "forces": [[0.0, 0.0, 0.0], [-0.000945, -0.009795, -8.7e-05], [0.007514, 0.032423, -0.011796], [0.0, 0.0, 0.0], [0.032392, -0.001973, -0.031865], [0.028902, 0.002147, -0.033508], [0.00201, -0.001883, 0.001129], [-0.033846, 0.00264, -0.030364], [-0.031952, -0.000871, -0.030481], [-0.165447, -0.0016, 0.000704], [-0.004765, -0.023129, -0.000508], [0.001956, 0.02329, -0.00712], [-0.00201, 0.001883, -0.001129], [0.002093, -0.013691, 0.001591], [-0.009253, 0.035346, -0.007701], [0.165447, 0.0016, -0.000704], [0.006429, -0.026368, 0.002232], [0.002473, 0.017407, 0.001244], [-0.000788, -0.002793, 0.000108], [0.031952, 0.000871, 0.030481], [0.033846, -0.00264, 0.030364], [0.001027, 0.000204, 0.165346], [-0.001956, -0.02329, 0.00712], [0.004765, 0.023129, 0.000508], [-0.001688, -0.000642, 0.004098], [-0.007514, -0.032423, 0.011796], [0.000945, 0.009795, 8.7e-05], [-0.00196, -0.001314, 0.003231], [-0.028902, -0.002147, 0.033508], [-0.032392, 0.001973, 0.031865], [0.001963, 0.000827, 0.00347], [0.009253, -0.035346, 0.007701], [-0.002093, 0.013691, -0.001591], [0.001642, -0.000163, 0.003568], [-0.002473, -0.017407, -0.001244], [-0.006429, 0.026368, -0.002232], [0.0, 0.0, 0.0], [0.000143, -0.008449, -9.8e-05], [0.010036, 0.033051, 0.011222], [0.0, 0.0, 0.0], [-0.002084, -0.01707, -0.002316], [-0.005441, 0.016371, -0.000313], [-0.002007, 0.000756, -0.000687], [0.003572, -0.021773, -0.004864], [0.000537, 0.015062, -0.004026], [2.2e-05, 0.000303, -0.00129], [-0.002871, -0.015762, -0.000596], [-0.000987, 0.02211, 0.007037], [0.002007, -0.000756, 0.000687], [-0.002816, -0.014006, -0.000752], [-0.009166, 0.030266, 0.00941], [-2.2e-05, -0.000303, 0.00129], [0.004514, -0.010312, -0.000229], [0.004215, 0.012174, 0.000637], [0.000788, 0.002793, -0.000108], [-0.000537, -0.015062, 0.004026], [-0.003572, 0.021773, 0.004864], [-0.001027, -0.000204, -0.165346], [0.000987, -0.02211, -0.007037], [0.002871, 0.015762, 0.000596], [-0.001963, -0.000827, -0.00347], [-0.010036, -0.033051, -0.011222], [-0.000143, 0.008449, 9.8e-05], [-0.001642, 0.000163, -0.003568], [0.005441, -0.016371, 0.000313], [0.002084, 0.01707, 0.002316], [0.001688, 0.000642, -0.004098], [0.009166, -0.030266, -0.00941], [0.002816, 0.014006, 0.000752], [0.00196, 0.001314, -0.003231], [-0.004215, -0.012174, -0.000637], [-0.004514, 0.010312, 0.000229]], "fermi_level": 4.0195}, "metadata": {"date.created": 1412294838.492729, "uuid": "3d2b6afc-4a91-11e4-9d82-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:07:18 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 27, 2, 28, 29, 3, 30, 31, 4, 32, 33, 5, 34, 35, 6, 36, 37, 7, 38, 39, 8, 40, 41, 9, 42, 43, 10, 44, 45, 11, 46, 47, 12, 48, 49, 13, 50, 51, 14, 52, 53, 15, 54, 55, 16, 56, 57, 17, 58, 59, 18, 60, 61, 19, 62, 63, 20, 64, 65, 21, 66, 67, 22, 68, 69, 23, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[5.539641545650301, 22.35503895905277, 5.538871103675313], [-4.158118741373735, 16.767554097061943, -4.1556534960564075], [-2.7717923605005037, -11.177772488781702, 2.7724108083708656]], "numbers": [29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46], "key_value_pairs": {"GS": 1, "_1_00frac": 1, "_0_33Cu": 1, "_72atom": 1, "bcc": 1, "_1cl": 1}, "mtime": 15.03829389495253, "keywords": ["bcc", "GS", "72atom", "1.00frac", "1cl", "0.33Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.3333333333333333, "unique_id": "8b7cad7e39eff255ef4a8632e307f03d", "user": "jboes"},
"135":
{"ctime": 14.923536755844358, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.3861230886539126, 1.8993388366907682, 1.3861230886539126], [0.0, 0.11829091813791187, 0.0], [0.0, 3.6803867552436245, 0.0], [-1.3861230886539126, 5.698016510072304, 1.3861230886539126], [-1.3861230886539126, 9.49669418345384, 1.3861230886539126], [0.0, 7.715646264900985, 0.0], [0.0, 11.277742102006696, 0.0], [-1.3861230886539126, 13.295371856835377, 1.3861230886539126], [-1.3861230886539126, 1.8993388366907682, 4.158369265961797], [0.0, 0.11829091813791187, 2.7722461773078844], [0.0, 3.6803867552436245, 2.7722461773078844], [-1.3861230886539126, 5.698016510072304, 4.158369265961797], [-1.3861230886539126, 9.49669418345384, 4.158369265961797], [0.0, 7.715646264900985, 2.7722461773078844], [0.0, 11.277742102006696, 2.7722461773078844], [-1.3861230886539126, 13.295371856835377, 4.158369265961797], [-1.3861230886539126, 1.8993388366907682, 6.930615443269682], [0.0, 0.11829091813791187, 5.544492354615709], [0.0, 3.6803867552436245, 5.544492354615709], [-1.3861230886539126, 5.698016510072304, 6.930615443269682], [-1.3861230886539126, 9.49669418345384, 6.930615443269682], [0.0, 7.715646264900985, 5.544492354615709], [0.0, 11.277742102006696, 5.544492354615709], [-1.3861230886539126, 13.295371856835377, 6.930615443269682], [-4.158369265961797, 1.8993388366907682, 1.3861230886539126], [-2.7722461773078844, 0.11829091813791187, 0.0], [-2.7722461773078844, 3.6803867552436245, 0.0], [-4.158369265961797, 5.698016510072304, 1.3861230886539126], [-4.158369265961797, 9.49669418345384, 1.3861230886539126], [-2.7722461773078844, 7.715646264900985, 0.0], [-2.7722461773078844, 11.277742102006696, 0.0], [-4.158369265961797, 13.295371856835377, 1.3861230886539126], [-4.158369265961797, 1.8993388366907682, 4.158369265961797], [-2.7722461773078844, 0.11829091813791187, 2.7722461773078844], [-2.7722461773078844, 3.6803867552436245, 2.7722461773078844], [-4.158369265961797, 5.698016510072304, 4.158369265961797], [-4.158369265961797, 9.49669418345384, 4.158369265961797], [-2.7722461773078844, 7.715646264900985, 2.7722461773078844], [-2.7722461773078844, 11.277742102006696, 2.7722461773078844], [-4.158369265961797, 13.295371856835377, 4.158369265961797], [-4.158369265961797, 1.8993388366907682, 6.930615443269682], [-2.7722461773078844, 0.11829091813791187, 5.544492354615709], [-2.7722461773078844, 3.6803867552436245, 5.544492354615709], [-4.158369265961797, 5.698016510072304, 6.930615443269682], [-4.158369265961797, 9.49669418345384, 6.930615443269682], [-2.7722461773078844, 7.715646264900985, 5.544492354615709], [-2.7722461773078844, 11.277742102006696, 5.544492354615709], [-4.158369265961797, 13.295371856835377, 6.930615443269682], [-6.930615443269682, 1.8993388366907682, 1.3861230886539126], [-5.544492354615709, 0.11829091813791187, 0.0], [-5.544492354615709, 3.6803867552436245, 0.0], [-6.930615443269682, 5.698016510072304, 1.3861230886539126], [-6.930615443269682, 9.49669418345384, 1.3861230886539126], [-5.544492354615709, 7.715646264900985, 0.0], [-5.544492354615709, 11.277742102006696, 0.0], [-6.930615443269682, 13.295371856835377, 1.3861230886539126], [-6.930615443269682, 1.8993388366907682, 4.158369265961797], [-5.544492354615709, 0.11829091813791187, 2.7722461773078844], [-5.544492354615709, 3.6803867552436245, 2.7722461773078844], [-6.930615443269682, 5.698016510072304, 4.158369265961797], [-6.930615443269682, 9.49669418345384, 4.158369265961797], [-5.544492354615709, 7.715646264900985, 2.7722461773078844], [-5.544492354615709, 11.277742102006696, 2.7722461773078844], [-6.930615443269682, 13.295371856835377, 4.158369265961797], [-6.930615443269682, 1.8993388366907682, 6.930615443269682], [-5.544492354615709, 0.11829091813791187, 5.544492354615709], [-5.544492354615709, 3.6803867552436245, 5.544492354615709], [-6.930615443269682, 5.698016510072304, 6.930615443269682], [-6.930615443269682, 9.49669418345384, 6.930615443269682], [-5.544492354615709, 7.715646264900985, 5.544492354615709], [-5.544492354615709, 11.277742102006696, 5.544492354615709], [-6.930615443269682, 13.295371856835377, 6.930615443269682]], "energy": -636.721384, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 444, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.316738531923594, 0.0, 0.0], [0.0, 0.0, 8.316738531923594], [0.0, 15.194710693526146, 0.0]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.3861230886539126, 1.8993388366907682, 1.3861230886539126], [0.0, 0.11829091813791187, 0.0], [0.0, 3.6803867552436245, 0.0], [-1.3861230886539126, 5.698016510072304, 1.3861230886539126], [-1.3861230886539126, 9.49669418345384, 1.3861230886539126], [0.0, 7.715646264900985, 0.0], [0.0, 11.277742102006696, 0.0], [-1.3861230886539126, 13.295371856835377, 1.3861230886539126], [-1.3861230886539126, 1.8993388366907682, 4.158369265961797], [0.0, 0.11829091813791187, 2.7722461773078844], [0.0, 3.6803867552436245, 2.7722461773078844], [-1.3861230886539126, 5.698016510072304, 4.158369265961797], [-1.3861230886539126, 9.49669418345384, 4.158369265961797], [0.0, 7.715646264900985, 2.7722461773078844], [0.0, 11.277742102006696, 2.7722461773078844], [-1.3861230886539126, 13.295371856835377, 4.158369265961797], [-1.3861230886539126, 1.8993388366907682, 6.930615443269682], [0.0, 0.11829091813791187, 5.544492354615709], [0.0, 3.6803867552436245, 5.544492354615709], [-1.3861230886539126, 5.698016510072304, 6.930615443269682], [-1.3861230886539126, 9.49669418345384, 6.930615443269682], [0.0, 7.715646264900985, 5.544492354615709], [0.0, 11.277742102006696, 5.544492354615709], [-1.3861230886539126, 13.295371856835377, 6.930615443269682], [-4.158369265961797, 1.8993388366907682, 1.3861230886539126], [-2.7722461773078844, 0.11829091813791187, 0.0], [-2.7722461773078844, 3.6803867552436245, 0.0], [-4.158369265961797, 5.698016510072304, 1.3861230886539126], [-4.158369265961797, 9.49669418345384, 1.3861230886539126], [-2.7722461773078844, 7.715646264900985, 0.0], [-2.7722461773078844, 11.277742102006696, 0.0], [-4.158369265961797, 13.295371856835377, 1.3861230886539126], [-4.158369265961797, 1.8993388366907682, 4.158369265961797], [-2.7722461773078844, 0.11829091813791187, 2.7722461773078844], [-2.7722461773078844, 3.6803867552436245, 2.7722461773078844], [-4.158369265961797, 5.698016510072304, 4.158369265961797], [-4.158369265961797, 9.49669418345384, 4.158369265961797], [-2.7722461773078844, 7.715646264900985, 2.7722461773078844], [-2.7722461773078844, 11.277742102006696, 2.7722461773078844], [-4.158369265961797, 13.295371856835377, 4.158369265961797], [-4.158369265961797, 1.8993388366907682, 6.930615443269682], [-2.7722461773078844, 0.11829091813791187, 5.544492354615709], [-2.7722461773078844, 3.6803867552436245, 5.544492354615709], [-4.158369265961797, 5.698016510072304, 6.930615443269682], [-4.158369265961797, 9.49669418345384, 6.930615443269682], [-2.7722461773078844, 7.715646264900985, 5.544492354615709], [-2.7722461773078844, 11.277742102006696, 5.544492354615709], [-4.158369265961797, 13.295371856835377, 6.930615443269682], [-6.930615443269682, 1.8993388366907682, 1.3861230886539126], [-5.544492354615709, 0.11829091813791187, 0.0], [-5.544492354615709, 3.6803867552436245, 0.0], [-6.930615443269682, 5.698016510072304, 1.3861230886539126], [-6.930615443269682, 9.49669418345384, 1.3861230886539126], [-5.544492354615709, 7.715646264900985, 0.0], [-5.544492354615709, 11.277742102006696, 0.0], [-6.930615443269682, 13.295371856835377, 1.3861230886539126], [-6.930615443269682, 1.8993388366907682, 4.158369265961797], [-5.544492354615709, 0.11829091813791187, 2.7722461773078844], [-5.544492354615709, 3.6803867552436245, 2.7722461773078844], [-6.930615443269682, 5.698016510072304, 4.158369265961797], [-6.930615443269682, 9.49669418345384, 4.158369265961797], [-5.544492354615709, 7.715646264900985, 2.7722461773078844], [-5.544492354615709, 11.277742102006696, 2.7722461773078844], [-6.930615443269682, 13.295371856835377, 4.158369265961797], [-6.930615443269682, 1.8993388366907682, 6.930615443269682], [-5.544492354615709, 0.11829091813791187, 5.544492354615709], [-5.544492354615709, 3.6803867552436245, 5.544492354615709], [-6.930615443269682, 5.698016510072304, 6.930615443269682], [-6.930615443269682, 9.49669418345384, 6.930615443269682], [-5.544492354615709, 7.715646264900985, 5.544492354615709], [-5.544492354615709, 11.277742102006696, 5.544492354615709], [-6.930615443269682, 13.295371856835377, 6.930615443269682]]}, "data": {"stress": [-0.0007328090205845068, -0.0020147270464749368, -0.0007328090205845068, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 1050.9898735977426, "total_energy": -636.721384, "forces": [[0.0, 0.0, 0.0], [0.026769, -0.002979, -0.026769], [0.026769, 0.002979, -0.026769], [0.0, 0.00192, 0.0], [0.0, 0.0, 0.0], [-0.00026, 0.006275, 0.00026], [-0.00026, -0.006275, 0.00026], [0.0, -0.00192, 0.0], [0.0, 0.0, 0.157388], [0.026769, -0.002979, 0.026769], [0.026769, 0.002979, 0.026769], [0.0, 0.00377, 0.005562], [0.0, 0.0, 0.002551], [-0.00026, 0.006275, -0.00026], [-0.00026, -0.006275, -0.00026], [0.0, -0.00377, 0.005562], [0.0, 0.0, -0.157388], [-0.001085, 0.007067, 0.0], [-0.001085, -0.007067, 0.0], [0.0, 0.00377, -0.005562], [0.0, 0.0, -0.002551], [0.009341, 0.008677, 0.0], [0.009341, -0.008677, 0.0], [0.0, -0.00377, -0.005562], [-0.157388, 0.0, 0.0], [-0.026769, -0.002979, -0.026769], [-0.026769, 0.002979, -0.026769], [-0.005562, 0.00377, 0.0], [-0.002551, 0.0, 0.0], [0.00026, 0.006275, 0.00026], [0.00026, -0.006275, 0.00026], [-0.005562, -0.00377, 0.0], [-0.004588, 0.0, 0.004588], [-0.026769, -0.002979, 0.026769], [-0.026769, 0.002979, 0.026769], [-0.011089, 0.023821, 0.011089], [-0.003845, 0.0, 0.003845], [0.00026, 0.006275, -0.00026], [0.00026, -0.006275, -0.00026], [-0.011089, -0.023821, 0.011089], [-0.004588, 0.0, -0.004588], [0.001085, 0.007067, 0.0], [0.001085, -0.007067, 0.0], [-0.011089, 0.023821, -0.011089], [-0.003845, 0.0, -0.003845], [-0.009341, 0.008677, 0.0], [-0.009341, -0.008677, 0.0], [-0.011089, -0.023821, -0.011089], [0.157388, 0.0, 0.0], [0.0, 0.007067, 0.001085], [0.0, -0.007067, 0.001085], [0.005562, 0.00377, 0.0], [0.002551, 0.0, 0.0], [0.0, 0.008677, -0.009341], [0.0, -0.008677, -0.009341], [0.005562, -0.00377, 0.0], [0.004588, 0.0, 0.004588], [0.0, 0.007067, -0.001085], [0.0, -0.007067, -0.001085], [0.011089, 0.023821, 0.011089], [0.003845, 0.0, 0.003845], [0.0, 0.008677, 0.009341], [0.0, -0.008677, 0.009341], [0.011089, -0.023821, 0.011089], [0.004588, 0.0, -0.004588], [0.0, 0.009675, 0.0], [0.0, -0.009675, 0.0], [0.011089, 0.023821, -0.011089], [0.003845, 0.0, -0.003845], [0.0, 0.037961, 0.0], [0.0, -0.037961, 0.0], [0.011089, -0.023821, -0.011089]], "fermi_level": 4.135}, "metadata": {"date.created": 1412294839.408537, "uuid": "3db7286c-4a91-11e4-9d82-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:07:19 2014", "user.username": null, "atoms.resort": [0, 18, 19, 20, 1, 21, 22, 23, 2, 24, 25, 26, 3, 27, 28, 29, 4, 30, 31, 32, 5, 33, 34, 35, 6, 36, 37, 38, 7, 39, 40, 41, 8, 42, 43, 44, 9, 45, 46, 47, 10, 48, 49, 50, 11, 51, 52, 53, 12, 54, 55, 56, 13, 57, 58, 59, 14, 60, 61, 62, 15, 63, 64, 65, 16, 66, 67, 68, 17, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.316738531923594, 0.0, 0.0], [0.0, 0.0, 8.316738531923594], [0.0, 15.194710693526146, 0.0]], "numbers": [29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46], "key_value_pairs": {"_0_25Cu": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "GS": 1, "_1cl": 1}, "mtime": 15.038293906946977, "keywords": ["bcc", "GS", "72atom", "1.00frac", "1cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "8bf9c15dec0efaf44c0520df71a89748", "user": "jboes"},
"136":
{"ctime": 14.923536789653399, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.4430759162407218, 1.4425983153604645, -1.4434672332112193], [-2.8861518324814126, 2.8851966307208983, -2.8869344664224075], [1.442655402116117, -1.442504526200173, -1.4429528187744916], [-0.0004205141246047539, 9.378916029145756e-05, -2.886420051985711], [-1.4434964303652955, 1.4426921045207253, -4.329887285196899], [2.885310804232234, -2.885009052400346, -2.885905637548983], [1.4422348879915123, -1.4424107370398815, -4.329372870760203], [-0.0008410282491784216, 0.00018757832055227297, -5.77284010397139], [4.327966206348352, -4.327513578600519, -4.328858456323474], [2.88489029010763, -2.884915263240055, -5.772325689534694], [1.4418143738669391, -1.442316947879621, -7.215792922745882], [1.4431962251524402, 1.4426249057828695, 1.4433735384964514], [0.00012030891171832536, 2.8852232211433337, -9.369471476783353e-05], [-1.4429556073289724, 4.327821536503768, -1.443560927925956], [2.8858516272685573, 0.00012037958269650595, 0.0004207197219598946], [1.4427757110278354, 1.442718694943161, -1.4430465134892594], [-0.0003002052128553423, 2.885317010303595, -2.8865137467004476], [4.328507029384674, -1.4423841466174765, -1.4425320990525317], [2.8854311131439525, 0.0002141687429879635, -2.8859993322637507], [1.4423551969032617, 1.4428124841034218, -4.329466565474939], [5.771162431500792, -2.8848886728176497, -2.885484917827023], [4.32808651526007, -1.4422903574571853, -4.3289521510382425], [2.8850105990193793, 0.0003079579032485569, -5.772419384249431], [2.8863924503049416, 2.8852498115658003, 2.8867470769929646], [1.4433165340642198, 4.3278481269262645, 1.4432798437817453], [0.00024061782352902128, 5.770446442286699, -0.00018738942944285242], [4.329047852421059, 1.4427452853656273, 1.443794258218473], [2.8859719361803373, 2.8853436007260918, 0.00032702500725378947], [1.4428960199396466, 4.327941916086526, -1.4431402082039344], [5.771703254537176, 0.0002407591654542962, 0.0008414394439815176], [4.328627338296454, 1.4428390745259188, -1.4426257937672378], [2.885551422055763, 2.8854373898863526, -2.886093026978426], [7.214358656653293, -1.442263767034719, -1.4421113793305098], [5.7712827404125715, 0.00033454832574553173, -2.885578612541729], [4.328206824171881, 1.4429328636861793, -4.329045845752917], [4.329588675457382, 4.32787471734867, 4.330120615489416], [2.88651275921666, 5.770473032709134, 2.8866533822781966], [1.4434368429759692, 7.213071348069568, 1.4431861490670084], [5.7722440775734984, 2.885370191148497, 2.887167796714924], [4.329168161332777, 4.327968506508961, 1.4437005635037048], [2.886092245092086, 5.770566821869395, 0.0002333302925165981], [7.214899479689616, 1.4428656649483238, 1.4442149779404327], [5.771823563448894, 2.8854639803087885, 0.000747744729213462], [4.328747647208203, 4.328062295669222, -1.4427194884819747], [8.657554881805734, 0.0003611387481505801, 0.0012621591659414122], [7.214478965565012, 1.442959454108615, -1.4422050740452779], [5.771403049324321, 2.885557769469049, -2.885672307256466], [5.772784900609822, 5.770499623131539, 5.773494153985867], [4.3297089843691, 7.2130979384920035, 4.330026920774648], [2.8866330681284094, 8.655696253852437, 2.8865596875634596], [7.2154403027259395, 4.3279950969313665, 4.330541335211375], [5.772364386485218, 5.770593412291831, 2.887074102000156], [4.329288470244527, 7.213191727652265, 1.4436068687889678], [8.658095704842056, 2.8854905707311933, 2.887588516436884], [7.215019788601334, 4.328088886091658, 1.4441212832256647], [5.7719438723606435, 5.770687201452091, 0.0006540500144764927], [10.100751106958175, 1.44298604453102, 1.4446356976623926], [8.657675190717452, 2.8855843598914843, 0.0011684644511733566], [7.214599274476762, 4.328182675251918, -1.4422987687600148], [7.215981125762323, 7.21312452891447, 7.2168676924823805], [5.772905209521602, 8.655722844274935, 5.773400459271161], [4.329829293280911, 10.098321159635368, 4.329933226059973], [8.658636527878441, 5.770620002714297, 5.773914873707889], [7.215560611637719, 7.2132183180747615, 4.330447640496669], [5.772484695397028, 8.655816633435196, 2.886980407285481], [10.101291929994558, 4.3281154765141245, 4.330962054933398], [8.658216013753837, 5.770713791874589, 2.8874948217221785], [7.215140097513145, 7.213312107235023, 1.4440275885109903], [11.543947332110676, 2.885610950313951, 2.888009236158906], [10.100871415869953, 4.328209265674415, 1.4445420029476868], [8.657795499629263, 5.770807581034849, 0.0010747697364985598]], "energy": -549.748912, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 476, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[8.659177350914764, 8.65574943469734, 8.660241230978832], [5.770621608464468, -5.770018104800692, -5.771811275097966], [-4.3292277487221345, 4.3277949460813625, -4.330401699633627]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.4430759162407218, 1.4425983153604645, -1.4434672332112193], [-2.8861518324814126, 2.8851966307208983, -2.8869344664224075], [1.442655402116117, -1.442504526200173, -1.4429528187744916], [-0.0004205141246047539, 9.378916029145756e-05, -2.886420051985711], [-1.4434964303652955, 1.4426921045207253, -4.329887285196899], [2.885310804232234, -2.885009052400346, -2.885905637548983], [1.4422348879915123, -1.4424107370398815, -4.329372870760203], [-0.0008410282491784216, 0.00018757832055227297, -5.77284010397139], [4.327966206348352, -4.327513578600519, -4.328858456323474], [2.88489029010763, -2.884915263240055, -5.772325689534694], [1.4418143738669391, -1.442316947879621, -7.215792922745882], [1.4431962251524402, 1.4426249057828695, 1.4433735384964514], [0.00012030891171832536, 2.8852232211433337, -9.369471476783353e-05], [-1.4429556073289724, 4.327821536503768, -1.443560927925956], [2.8858516272685573, 0.00012037958269650595, 0.0004207197219598946], [1.4427757110278354, 1.442718694943161, -1.4430465134892594], [-0.0003002052128553423, 2.885317010303595, -2.8865137467004476], [4.328507029384674, -1.4423841466174765, -1.4425320990525317], [2.8854311131439525, 0.0002141687429879635, -2.8859993322637507], [1.4423551969032617, 1.4428124841034218, -4.329466565474939], [5.771162431500792, -2.8848886728176497, -2.885484917827023], [4.32808651526007, -1.4422903574571853, -4.3289521510382425], [2.8850105990193793, 0.0003079579032485569, -5.772419384249431], [2.8863924503049416, 2.8852498115658003, 2.8867470769929646], [1.4433165340642198, 4.3278481269262645, 1.4432798437817453], [0.00024061782352902128, 5.770446442286699, -0.00018738942944285242], [4.329047852421059, 1.4427452853656273, 1.443794258218473], [2.8859719361803373, 2.8853436007260918, 0.00032702500725378947], [1.4428960199396466, 4.327941916086526, -1.4431402082039344], [5.771703254537176, 0.0002407591654542962, 0.0008414394439815176], [4.328627338296454, 1.4428390745259188, -1.4426257937672378], [2.885551422055763, 2.8854373898863526, -2.886093026978426], [7.214358656653293, -1.442263767034719, -1.4421113793305098], [5.7712827404125715, 0.00033454832574553173, -2.885578612541729], [4.328206824171881, 1.4429328636861793, -4.329045845752917], [4.329588675457382, 4.32787471734867, 4.330120615489416], [2.88651275921666, 5.770473032709134, 2.8866533822781966], [1.4434368429759692, 7.213071348069568, 1.4431861490670084], [5.7722440775734984, 2.885370191148497, 2.887167796714924], [4.329168161332777, 4.327968506508961, 1.4437005635037048], [2.886092245092086, 5.770566821869395, 0.0002333302925165981], [7.214899479689616, 1.4428656649483238, 1.4442149779404327], [5.771823563448894, 2.8854639803087885, 0.000747744729213462], [4.328747647208203, 4.328062295669222, -1.4427194884819747], [8.657554881805734, 0.0003611387481505801, 0.0012621591659414122], [7.214478965565012, 1.442959454108615, -1.4422050740452779], [5.771403049324321, 2.885557769469049, -2.885672307256466], [5.772784900609822, 5.770499623131539, 5.773494153985867], [4.3297089843691, 7.2130979384920035, 4.330026920774648], [2.8866330681284094, 8.655696253852437, 2.8865596875634596], [7.2154403027259395, 4.3279950969313665, 4.330541335211375], [5.772364386485218, 5.770593412291831, 2.887074102000156], [4.329288470244527, 7.213191727652265, 1.4436068687889678], [8.658095704842056, 2.8854905707311933, 2.887588516436884], [7.215019788601334, 4.328088886091658, 1.4441212832256647], [5.7719438723606435, 5.770687201452091, 0.0006540500144764927], [10.100751106958175, 1.44298604453102, 1.4446356976623926], [8.657675190717452, 2.8855843598914843, 0.0011684644511733566], [7.214599274476762, 4.328182675251918, -1.4422987687600148], [7.215981125762323, 7.21312452891447, 7.2168676924823805], [5.772905209521602, 8.655722844274935, 5.773400459271161], [4.329829293280911, 10.098321159635368, 4.329933226059973], [8.658636527878441, 5.770620002714297, 5.773914873707889], [7.215560611637719, 7.2132183180747615, 4.330447640496669], [5.772484695397028, 8.655816633435196, 2.886980407285481], [10.101291929994558, 4.3281154765141245, 4.330962054933398], [8.658216013753837, 5.770713791874589, 2.8874948217221785], [7.215140097513145, 7.213312107235023, 1.4440275885109903], [11.543947332110676, 2.885610950313951, 2.888009236158906], [10.100871415869953, 4.328209265674415, 1.4445420029476868], [8.657795499629263, 5.770807581034849, 0.0010747697364985598]]}, "data": {"stress": [-0.0020735220364152826, -0.0012665888862626712, -0.002418770960889829, -0.0006743136229495895, 2.2488147426227783e-05, -0.00020638789090843027], "doc": "Data from the output of the calculation", "volume": 865.1978682100099, "total_energy": -549.748912, "forces": [[0.0, 0.0, 0.0], [-0.110233, 0.10513, -0.103293], [0.110233, -0.10513, 0.103293], [0.113358, -0.115736, -0.111985], [0.000872, 0.000473, -0.079275], [0.01202, -0.010145, -0.001877], [0.0, 0.0, 0.0], [-0.000615, 0.002452, 0.004027], [0.000615, -0.002452, -0.004027], [-0.113358, 0.115736, 0.111985], [-0.01202, 0.010145, 0.001877], [-0.000872, -0.000473, 0.079275], [0.112293, 0.112779, 0.117554], [0.003233, 0.079977, -0.003293], [0.007987, -0.000776, 0.011568], [0.079063, 0.001612, 1.2e-05], [0.115576, 0.111377, -0.116896], [-0.001295, 0.008265, -0.011666], [-0.001013, 0.000553, -0.002064], [0.011278, -0.004515, -0.011197], [8.1e-05, -0.001147, -0.000107], [-0.000725, 0.010803, 0.012062], [0.000245, -0.004296, 0.000392], [-0.001836, 0.001255, -0.003137], [0.006609, 0.007408, 0.006041], [-0.002805, -0.003513, 0.001761], [-0.001989, 0.006638, 0.005106], [-0.004933, -0.000889, 8.3e-05], [0.010323, 0.009763, 0.002627], [0.001038, -0.000606, -0.001144], [0.002074, -0.002131, -0.002599], [0.000352, 6.2e-05, -0.000472], [0.004985, 0.006524, -0.005916], [-0.002176, -0.001009, 0.003755], [0.00153, 0.000728, -0.000889], [-0.003986, -0.003469, -0.00128], [0.0, 0.0, 0.0], [-0.003802, -0.003976, -0.002501], [0.003802, 0.003976, 0.002501], [-0.004251, -0.003468, -0.001261], [0.003064, 0.002024, 0.000236], [-0.00117, 0.001165, 0.003038], [0.0, 0.0, 0.0], [0.000583, -0.00152, -0.001121], [-0.000583, 0.00152, 0.001121], [0.004251, 0.003468, 0.001261], [0.00117, -0.001165, -0.003038], [-0.003064, -0.002024, -0.000236], [-0.006609, -0.007408, -0.006041], [0.001989, -0.006638, -0.005106], [0.002805, 0.003513, -0.001761], [0.002176, 0.001009, -0.003755], [0.003986, 0.003469, 0.00128], [-0.00153, -0.000728, 0.000889], [-0.002074, 0.002131, 0.002599], [-0.004985, -0.006524, 0.005916], [-0.000352, -6.2e-05, 0.000472], [0.004933, 0.000889, -8.3e-05], [-0.001038, 0.000606, 0.001144], [-0.010323, -0.009763, -0.002627], [-0.112293, -0.112779, -0.117554], [-0.007987, 0.000776, -0.011568], [-0.003233, -0.079977, 0.003293], [0.000725, -0.010803, -0.012062], [0.001836, -0.001255, 0.003137], [-0.000245, 0.004296, -0.000392], [0.001013, -0.000553, 0.002064], [-8.1e-05, 0.001147, 0.000107], [-0.011278, 0.004515, 0.011197], [-0.079063, -0.001612, -1.2e-05], [0.001295, -0.008265, 0.011666], [-0.115576, -0.111377, 0.116896]], "fermi_level": 3.66}, "metadata": {"date.created": 1412294840.495935, "uuid": "3e5d14a2-4a91-11e4-9d82-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:07:20 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[8.659177350914764, 8.65574943469734, 8.660241230978832], [5.770621608464468, -5.770018104800692, -5.771811275097966], [-4.3292277487221345, 4.3277949460813625, -4.330401699633627]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"GS": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "_1_00Cu": 1, "_1cl": 1}, "mtime": 15.038293916815318, "keywords": ["bcc", "GS", "72atom", "1.00frac", "1cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "d33d8330824c3eaac901707546333c4c", "user": "jboes"},
"137":
{"ctime": 14.92353682741932, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[1.9001488052744995, 1.3526247580976027, -1.3526247580976025], [-5.6722534962289615, 1.3548718524395607, -1.3548718524395602], [-3.802511760928066, 0.06958897746268966, -2.638731921949194], [-1.9327700256270068, 1.3534490469723617, -1.3534490469723615], [3.7461772947774654, 0.06718839684835332, -2.6363313413348575], [0.05412031577181731, 0.06891817486035756, -2.6380611193468617], [1.9001488052744995, -1.2165181863889016, -3.921767702584107], [-5.6722534962289615, -1.2142710920469437, -3.9240147969260644], [-3.8025117609279846, -2.4995539670237954, -5.207874866435717], [-1.9327700256270068, -1.2156938975141427, -3.922591991458866], [3.7461772947774654, -2.5019545476381513, -5.205474285821362], [0.05412031577181731, -2.500224769626147, -5.207204063833366], [7.602071321350844, 2.7042257217896397, -2.7042257217896393], [0.02966901984738346, 2.7064728161315976, -2.7064728161315967], [1.8994107551482795, 1.4211899411547266, -3.9903328856412306], [3.769152490449337, 2.7050500106643987, -2.705050010664398], [9.448099810853812, 1.4187893605403907, -3.987932305026894], [5.756042831848162, 1.420519138552394, -3.9896620830388985], [7.602071321350844, 0.13508277730313534, -5.273368666276143], [0.02966901984738346, 0.13732987164509325, -5.275615760618101], [1.8994107551482795, -1.1479530033317777, -6.5594758301277345], [3.769152490449337, 0.13590706617789428, -5.274192955150903], [9.448099810853812, -1.1503535839461136, -6.557075249513399], [5.756042831848162, -1.1486238059341103, -6.558805027525403], [-3.803249811054285, 2.707297105006318, -2.7072971050063175], [-11.375652112557866, 2.709544199348304, -2.7095441993483034], [-9.50591037725697, 1.4242613243714337, -3.9934042688579368], [-7.636168641955872, 2.7081213938810573, -2.708121393881057], [-1.9572213215513194, 1.421860743757068, -3.9910036882435724], [-5.6492783005570875, 1.4235905217691012, -3.992733466255605], [-3.803249811054285, 0.13815416051981355, -5.276440049492821], [-11.375652112557866, 0.14040125486179944, -5.278687143834808], [-9.50591037725697, -1.1448816201150707, -6.562547213344441], [-7.636168641955791, 0.13897844939457205, -5.27726433836758], [-1.9572213215513194, -1.1472822007294363, -6.560146632730077], [-5.6492783005570875, -1.1455524227174032, -6.5618764107421095], [1.8986727050220598, 4.058898068698355, -4.058898068698354], [-5.673729596481521, 4.061145163040341, -4.06114516304034], [-3.803987861180625, 2.77586228806347, -5.3450052325499735], [-1.934246125879528, 4.0597223575730945, -4.059722357573094], [3.7447011945250273, 2.7734617074491057, -5.342604651935609], [0.052644215519256576, 2.7751914854611375, -5.344334429947642], [1.8986727050220598, 1.4897551242118503, -6.628041013184858], [-5.673729596481521, 1.4920022185538366, -6.6302881075268445], [-3.803987861180544, 0.20671934357698518, -7.914148177036497], [-1.9342461258794472, 1.4905794130866088, -6.6288653020596175], [3.7447011945250273, 0.20431876296260132, -7.911747596422114], [0.052644215519256576, 0.2060485409746331, -7.913477374434146], [-9.50664842738319, 4.061969451915061, -4.06196945191506], [-17.07905072888665, 4.064216546257019, -4.064216546257018], [-15.209308993585672, 2.7789336712801678, -5.348076615766671], [-13.339567258284779, 4.062793740789802, -4.0627937407898], [-7.660619937880225, 2.7765330906658123, -5.345676035152316], [-11.352676916886075, 2.7782628686778255, -5.347405813164329], [-9.50664842738319, 1.492826507428557, -6.631112396401565], [-17.07905072888665, 1.4950736017705148, -6.633359490743523], [-15.209308993585672, 0.2097907267936634, -7.917219560253176], [-13.339567258284697, 1.4936507963033163, -6.631936685276324], [-7.660619937880225, 0.20739014617930795, -7.91481897963882], [-11.352676916885992, 0.20911992419134062, -7.916548757650853], [-3.8047259113068446, 5.413570415607099, -5.413570415607097], [-11.377128212810302, 5.415817509949056, -5.415817509949055], [-9.507386477509408, 4.130534634972186, -6.6996775794586885], [-7.637644742208353, 5.4143947044818574, -5.414394704481857], [-1.958697421803878, 4.128134054357849, -6.697276998844353], [-5.650754400809648, 4.129863832369882, -6.699006776856385], [-3.8047259113068446, 2.8444274711205946, -7.9827133600936016], [-11.377128212810302, 2.8466745654625516, -7.9849604544355595], [-9.507386477509408, 1.5613916904856815, -9.268820523945193], [-7.637644742208434, 2.8452517599953344, -7.983537648968341], [-1.958697421803878, 1.5589911098713447, -9.266419943330856], [-5.650754400809648, 1.5607208878833774, -9.26814972134289]], "energy": -310.873979, "calculator_parameters": {"incar": {"nsw": 10, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 460, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 5, 6], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-17.110195848986596, 4.064017040726203, -4.064017040726202], [11.40384503215269, 2.703201927384074, -2.7032019273840735], [0.0, -5.138285888973009, -5.138285888973009]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[1.9001488052744995, 1.3526247580976027, -1.3526247580976025], [-5.6722534962289615, 1.3548718524395607, -1.3548718524395602], [-3.802511760928066, 0.06958897746268966, -2.638731921949194], [-1.9327700256270068, 1.3534490469723617, -1.3534490469723615], [3.7461772947774654, 0.06718839684835332, -2.6363313413348575], [0.05412031577181731, 0.06891817486035756, -2.6380611193468617], [1.9001488052744995, -1.2165181863889016, -3.921767702584107], [-5.6722534962289615, -1.2142710920469437, -3.9240147969260644], [-3.8025117609279846, -2.4995539670237954, -5.207874866435717], [-1.9327700256270068, -1.2156938975141427, -3.922591991458866], [3.7461772947774654, -2.5019545476381513, -5.205474285821362], [0.05412031577181731, -2.500224769626147, -5.207204063833366], [7.602071321350844, 2.7042257217896397, -2.7042257217896393], [0.02966901984738346, 2.7064728161315976, -2.7064728161315967], [1.8994107551482795, 1.4211899411547266, -3.9903328856412306], [3.769152490449337, 2.7050500106643987, -2.705050010664398], [9.448099810853812, 1.4187893605403907, -3.987932305026894], [5.756042831848162, 1.420519138552394, -3.9896620830388985], [7.602071321350844, 0.13508277730313534, -5.273368666276143], [0.02966901984738346, 0.13732987164509325, -5.275615760618101], [1.8994107551482795, -1.1479530033317777, -6.5594758301277345], [3.769152490449337, 0.13590706617789428, -5.274192955150903], [9.448099810853812, -1.1503535839461136, -6.557075249513399], [5.756042831848162, -1.1486238059341103, -6.558805027525403], [-3.803249811054285, 2.707297105006318, -2.7072971050063175], [-11.375652112557866, 2.709544199348304, -2.7095441993483034], [-9.50591037725697, 1.4242613243714337, -3.9934042688579368], [-7.636168641955872, 2.7081213938810573, -2.708121393881057], [-1.9572213215513194, 1.421860743757068, -3.9910036882435724], [-5.6492783005570875, 1.4235905217691012, -3.992733466255605], [-3.803249811054285, 0.13815416051981355, -5.276440049492821], [-11.375652112557866, 0.14040125486179944, -5.278687143834808], [-9.50591037725697, -1.1448816201150707, -6.562547213344441], [-7.636168641955791, 0.13897844939457205, -5.27726433836758], [-1.9572213215513194, -1.1472822007294363, -6.560146632730077], [-5.6492783005570875, -1.1455524227174032, -6.5618764107421095], [1.8986727050220598, 4.058898068698355, -4.058898068698354], [-5.673729596481521, 4.061145163040341, -4.06114516304034], [-3.803987861180625, 2.77586228806347, -5.3450052325499735], [-1.934246125879528, 4.0597223575730945, -4.059722357573094], [3.7447011945250273, 2.7734617074491057, -5.342604651935609], [0.052644215519256576, 2.7751914854611375, -5.344334429947642], [1.8986727050220598, 1.4897551242118503, -6.628041013184858], [-5.673729596481521, 1.4920022185538366, -6.6302881075268445], [-3.803987861180544, 0.20671934357698518, -7.914148177036497], [-1.9342461258794472, 1.4905794130866088, -6.6288653020596175], [3.7447011945250273, 0.20431876296260132, -7.911747596422114], [0.052644215519256576, 0.2060485409746331, -7.913477374434146], [-9.50664842738319, 4.061969451915061, -4.06196945191506], [-17.07905072888665, 4.064216546257019, -4.064216546257018], [-15.209308993585672, 2.7789336712801678, -5.348076615766671], [-13.339567258284779, 4.062793740789802, -4.0627937407898], [-7.660619937880225, 2.7765330906658123, -5.345676035152316], [-11.352676916886075, 2.7782628686778255, -5.347405813164329], [-9.50664842738319, 1.492826507428557, -6.631112396401565], [-17.07905072888665, 1.4950736017705148, -6.633359490743523], [-15.209308993585672, 0.2097907267936634, -7.917219560253176], [-13.339567258284697, 1.4936507963033163, -6.631936685276324], [-7.660619937880225, 0.20739014617930795, -7.91481897963882], [-11.352676916885992, 0.20911992419134062, -7.916548757650853], [-3.8047259113068446, 5.413570415607099, -5.413570415607097], [-11.377128212810302, 5.415817509949056, -5.415817509949055], [-9.507386477509408, 4.130534634972186, -6.6996775794586885], [-7.637644742208353, 5.4143947044818574, -5.414394704481857], [-1.958697421803878, 4.128134054357849, -6.697276998844353], [-5.650754400809648, 4.129863832369882, -6.699006776856385], [-3.8047259113068446, 2.8444274711205946, -7.9827133600936016], [-11.377128212810302, 2.8466745654625516, -7.9849604544355595], [-9.507386477509408, 1.5613916904856815, -9.268820523945193], [-7.637644742208434, 2.8452517599953344, -7.983537648968341], [-1.958697421803878, 1.5589911098713447, -9.266419943330856], [-5.650754400809648, 1.5607208878833774, -9.26814972134289]]}, "data": {"stress": [-2.7868325911214836e-05, 0.0014593827763122824, 0.0014593827763122824, 0.001219178403928609, 4.854643649214535e-05, -4.863381758122867e-05], "doc": "Data from the output of the calculation", "volume": 951.5872695590915, "total_energy": -310.873979, "forces": [[0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05], [0.0, 0.0, 0.0], [0.004345, 0.0011, -0.0011], [0.0, 0.0, 0.0], [-0.004345, -0.0011, 0.0011], [0.006277, 8.5e-05, -8.5e-05], [-0.006277, -8.5e-05, 8.5e-05]], "fermi_level": 3.7738}, "metadata": {"date.created": 1401369881.702654, "uuid": "977ba62c-e734-11e3-9af2-003048f5e49e", "date.created.ascii": "Thu May 29 09:24:41 2014", "user.username": null, "atoms.resort": [24, 25, 26, 27, 0, 1, 28, 29, 30, 31, 2, 3, 32, 33, 34, 35, 4, 5, 36, 37, 38, 39, 6, 7, 40, 41, 42, 43, 8, 9, 44, 45, 46, 47, 10, 11, 48, 49, 50, 51, 12, 13, 52, 53, 54, 55, 14, 15, 56, 57, 58, 59, 16, 17, 60, 61, 62, 63, 18, 19, 64, 65, 66, 67, 20, 21, 68, 69, 70, 71, 22, 23], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-17.110195848986596, 4.064017040726203, -4.064017040726202], [11.40384503215269, 2.703201927384074, -2.7032019273840735], [0.0, -5.138285888973009, -5.138285888973009]], "numbers": [29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46, 29, 29, 29, 29, 46, 46], "key_value_pairs": {"_0cl": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "GS": 1, "_0_67Cu": 1}, "mtime": 15.038293930818186, "keywords": ["bcc", "GS", "72atom", "1.00frac", "0cl", "0.67Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.6666666666666666, "unique_id": "b42f65298d2538d29be5b1a8517097a8", "user": "jboes"},
"138":
{"ctime": 14.92353685335235, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.5085748139030748, 1.5086366522973518, 1.5086366522973518], [0.0, 0.0, 0.0], [-1.5085748139030748, 4.52590995689212, 1.5086366522973518], [0.0, 3.017273304594768, 0.0], [-1.5085748139030748, 7.543183261486887, 1.5086366522973518], [0.0, 6.034546609189472, 0.0], [-1.5085748139030748, 1.5086366522973518, 4.52590995689212], [0.0, 0.0, 3.017273304594768], [-1.5085748139030748, 4.52590995689212, 4.52590995689212], [0.0, 3.017273304594768, 3.017273304594768], [-1.5085748139030748, 7.543183261486887, 4.52590995689212], [0.0, 6.034546609189472, 3.017273304594768], [-1.5085748139030748, 1.5086366522973518, 7.543183261486887], [0.0, 0.0, 6.034546609189472], [-1.5085748139030748, 4.52590995689212, 7.543183261486887], [0.0, 3.017273304594768, 6.034546609189472], [-1.5085748139030748, 7.543183261486887, 7.543183261486887], [0.0, 6.034546609189472, 6.034546609189472], [-4.525724441709224, 1.5086366522973518, 1.5086366522973518], [-3.0171496278061496, 0.0, 0.0], [-4.525724441709224, 4.52590995689212, 1.5086366522973518], [-3.0171496278061496, 3.017273304594768, 0.0], [-4.525724441709224, 7.543183261486887, 1.5086366522973518], [-3.0171496278061496, 6.034546609189472, 0.0], [-4.525724441709224, 1.5086366522973518, 4.52590995689212], [-3.0171496278061496, 0.0, 3.017273304594768], [-4.525724441709224, 4.52590995689212, 4.52590995689212], [-3.0171496278061496, 3.017273304594768, 3.017273304594768], [-4.525724441709224, 7.543183261486887, 4.52590995689212], [-3.0171496278061496, 6.034546609189472, 3.017273304594768], [-4.525724441709224, 1.5086366522973518, 7.543183261486887], [-3.0171496278061496, 0.0, 6.034546609189472], [-4.525724441709224, 4.52590995689212, 7.543183261486887], [-3.0171496278061496, 3.017273304594768, 6.034546609189472], [-4.525724441709224, 7.543183261486887, 7.543183261486887], [-3.0171496278061496, 6.034546609189472, 6.034546609189472], [-7.542874069515374, 1.5086366522973518, 1.5086366522973518], [-6.034299255612299, 0.0, 0.0], [-7.542874069515374, 4.52590995689212, 1.5086366522973518], [-6.034299255612299, 3.017273304594768, 0.0], [-7.542874069515374, 7.543183261486887, 1.5086366522973518], [-6.034299255612299, 6.034546609189472, 0.0], [-7.542874069515374, 1.5086366522973518, 4.52590995689212], [-6.034299255612299, 0.0, 3.017273304594768], [-7.542874069515374, 4.52590995689212, 4.52590995689212], [-6.034299255612299, 3.017273304594768, 3.017273304594768], [-7.542874069515374, 7.543183261486887, 4.52590995689212], [-6.034299255612299, 6.034546609189472, 3.017273304594768], [-7.542874069515374, 1.5086366522973518, 7.543183261486887], [-6.034299255612299, 0.0, 6.034546609189472], [-7.542874069515374, 4.52590995689212, 7.543183261486887], [-6.034299255612299, 3.017273304594768, 6.034546609189472], [-7.542874069515374, 7.543183261486887, 7.543183261486887], [-6.034299255612299, 6.034546609189472, 6.034546609189472], [-10.560023697321524, 1.5086366522973518, 1.5086366522973518], [-9.051448883418448, 0.0, 0.0], [-10.560023697321524, 4.52590995689212, 1.5086366522973518], [-9.051448883418448, 3.017273304594768, 0.0], [-10.560023697321524, 7.543183261486887, 1.5086366522973518], [-9.051448883418448, 6.034546609189472, 0.0], [-10.560023697321524, 1.5086366522973518, 4.52590995689212], [-9.051448883418448, 0.0, 3.017273304594768], [-10.560023697321524, 4.52590995689212, 4.52590995689212], [-9.051448883418448, 3.017273304594768, 3.017273304594768], [-10.560023697321524, 7.543183261486887, 4.52590995689212], [-9.051448883418448, 6.034546609189472, 3.017273304594768], [-10.560023697321524, 1.5086366522973518, 7.543183261486887], [-9.051448883418448, 0.0, 6.034546609189472], [-10.560023697321524, 4.52590995689212, 7.543183261486887], [-9.051448883418448, 3.017273304594768, 6.034546609189472], [-10.560023697321524, 7.543183261486887, 7.543183261486887], [-9.051448883418448, 6.034546609189472, 6.034546609189472]], "energy": -329.293292, "calculator_parameters": {"incar": {"ediffg": -0.02, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 456, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [4, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-12.068598511224598, 0.0, 0.0], [0.0, 0.0, 9.05181991378424], [0.0, 9.05181991378424, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.5085748139030748, 1.5086366522973518, 1.5086366522973518], [0.0, 0.0, 0.0], [-1.5085748139030748, 4.52590995689212, 1.5086366522973518], [0.0, 3.017273304594768, 0.0], [-1.5085748139030748, 7.543183261486887, 1.5086366522973518], [0.0, 6.034546609189472, 0.0], [-1.5085748139030748, 1.5086366522973518, 4.52590995689212], [0.0, 0.0, 3.017273304594768], [-1.5085748139030748, 4.52590995689212, 4.52590995689212], [0.0, 3.017273304594768, 3.017273304594768], [-1.5085748139030748, 7.543183261486887, 4.52590995689212], [0.0, 6.034546609189472, 3.017273304594768], [-1.5085748139030748, 1.5086366522973518, 7.543183261486887], [0.0, 0.0, 6.034546609189472], [-1.5085748139030748, 4.52590995689212, 7.543183261486887], [0.0, 3.017273304594768, 6.034546609189472], [-1.5085748139030748, 7.543183261486887, 7.543183261486887], [0.0, 6.034546609189472, 6.034546609189472], [-4.525724441709224, 1.5086366522973518, 1.5086366522973518], [-3.0171496278061496, 0.0, 0.0], [-4.525724441709224, 4.52590995689212, 1.5086366522973518], [-3.0171496278061496, 3.017273304594768, 0.0], [-4.525724441709224, 7.543183261486887, 1.5086366522973518], [-3.0171496278061496, 6.034546609189472, 0.0], [-4.525724441709224, 1.5086366522973518, 4.52590995689212], [-3.0171496278061496, 0.0, 3.017273304594768], [-4.525724441709224, 4.52590995689212, 4.52590995689212], [-3.0171496278061496, 3.017273304594768, 3.017273304594768], [-4.525724441709224, 7.543183261486887, 4.52590995689212], [-3.0171496278061496, 6.034546609189472, 3.017273304594768], [-4.525724441709224, 1.5086366522973518, 7.543183261486887], [-3.0171496278061496, 0.0, 6.034546609189472], [-4.525724441709224, 4.52590995689212, 7.543183261486887], [-3.0171496278061496, 3.017273304594768, 6.034546609189472], [-4.525724441709224, 7.543183261486887, 7.543183261486887], [-3.0171496278061496, 6.034546609189472, 6.034546609189472], [-7.542874069515374, 1.5086366522973518, 1.5086366522973518], [-6.034299255612299, 0.0, 0.0], [-7.542874069515374, 4.52590995689212, 1.5086366522973518], [-6.034299255612299, 3.017273304594768, 0.0], [-7.542874069515374, 7.543183261486887, 1.5086366522973518], [-6.034299255612299, 6.034546609189472, 0.0], [-7.542874069515374, 1.5086366522973518, 4.52590995689212], [-6.034299255612299, 0.0, 3.017273304594768], [-7.542874069515374, 4.52590995689212, 4.52590995689212], [-6.034299255612299, 3.017273304594768, 3.017273304594768], [-7.542874069515374, 7.543183261486887, 4.52590995689212], [-6.034299255612299, 6.034546609189472, 3.017273304594768], [-7.542874069515374, 1.5086366522973518, 7.543183261486887], [-6.034299255612299, 0.0, 6.034546609189472], [-7.542874069515374, 4.52590995689212, 7.543183261486887], [-6.034299255612299, 3.017273304594768, 6.034546609189472], [-7.542874069515374, 7.543183261486887, 7.543183261486887], [-6.034299255612299, 6.034546609189472, 6.034546609189472], [-10.560023697321524, 1.5086366522973518, 1.5086366522973518], [-9.051448883418448, 0.0, 0.0], [-10.560023697321524, 4.52590995689212, 1.5086366522973518], [-9.051448883418448, 3.017273304594768, 0.0], [-10.560023697321524, 7.543183261486887, 1.5086366522973518], [-9.051448883418448, 6.034546609189472, 0.0], [-10.560023697321524, 1.5086366522973518, 4.52590995689212], [-9.051448883418448, 0.0, 3.017273304594768], [-10.560023697321524, 4.52590995689212, 4.52590995689212], [-9.051448883418448, 3.017273304594768, 3.017273304594768], [-10.560023697321524, 7.543183261486887, 4.52590995689212], [-9.051448883418448, 6.034546609189472, 3.017273304594768], [-10.560023697321524, 1.5086366522973518, 7.543183261486887], [-9.051448883418448, 0.0, 6.034546609189472], [-10.560023697321524, 4.52590995689212, 7.543183261486887], [-9.051448883418448, 3.017273304594768, 6.034546609189472], [-10.560023697321524, 7.543183261486887, 7.543183261486887], [-9.051448883418448, 6.034546609189472, 6.034546609189472]]}, "data": {"stress": [0.0002117805524061435, 0.0001118540355330081, 0.0001118540355330081, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 988.8459744768564, "total_energy": -329.293292, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 3.6797}, "metadata": {"date.created": 1401369881.821922, "uuid": "978dd8f6-e734-11e3-9af2-003048f5e49e", "date.created.ascii": "Thu May 29 09:24:41 2014", "user.username": null, "atoms.resort": [36, 0, 37, 1, 38, 2, 39, 3, 40, 4, 41, 5, 42, 6, 43, 7, 44, 8, 45, 9, 46, 10, 47, 11, 48, 12, 49, 13, 50, 14, 51, 15, 52, 16, 53, 17, 54, 18, 55, 19, 56, 20, 57, 21, 58, 22, 59, 23, 60, 24, 61, 25, 62, 26, 63, 27, 64, 28, 65, 29, 66, 30, 67, 31, 68, 32, 69, 33, 70, 34, 71, 35], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-12.068598511224598, 0.0, 0.0], [0.0, 0.0, 9.05181991378424], [0.0, 9.05181991378424, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50Cu": 1, "_0cl": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "GS": 1}, "mtime": 15.038293942797742, "keywords": ["bcc", "GS", "72atom", "1.00frac", "0cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "f35bf2f03ba01df04631814ea671a535", "user": "jboes"},
"139":
{"ctime": 14.923536912868085, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-0.0007527960302339265, 7.45196295918916, -0.000333370733325844], [-0.0006924260142781111, 3.6460703340101963, -0.000241435071379242], [-2.771476332501308, -11.097861343197298, 2.772485558075616], [-1.386648976280486, 1.863076714798309, 1.3858720334521069], [-1.38658860626453, -1.9428159103806553, 1.3859639691140535], [-1.3855801522510562, -5.508975098806446, 1.3862801538901834], [-1.3867923764881553, 13.041147658209848, -1.3855512027521384], [-1.3867320064721997, 9.235255033030883, -1.3854592670901915], [-4.15751591295923, -5.508676644176611, 1.3872677260568038], [-2.772688556738407, 7.452261413818997, 0.0006542014332944213], [-2.772628186722452, 3.6463687886400313, 0.0007461370952412949], [-2.7716197327089778, 0.08020960021424095, 0.0010623218713712301], [-2.772831956946048, 18.630332357230415, -2.770769034770921], [-2.772771586930121, 14.824439732051571, -2.7706770991090037], [-5.543555493417151, 0.08050805484407597, 0.0020498940379911623], [-4.1587281371963, 13.041446112839564, -1.384563630585488], [-4.158667767180373, 9.23555348766072, -1.3844716949235711], [-4.157659313166899, 5.669394299234928, -1.3841555101474414], [1.3841575903823413, 13.040722698952354, 1.3843844051855023], [1.3842179603982971, 9.23483007377339, 1.384476340847449], [-1.3865659460887327, -5.509101603434106, 4.1572033339944445], [-0.0017385898679105338, 7.451836454561503, 2.770589809370935], [-0.0016782198519547098, 3.6459438293825377, 2.770681745032882], [-0.0006697658384808847, 0.07978464095674642, 2.7709979298090115], [-0.0018819900755802088, 18.629907397973042, -0.0008334268333101136], [-0.0018216200596242824, 14.824014772794076, -0.0007414911713632341], [-2.7726055265466543, 0.08008309558658233, 2.771985501975632], [-1.387778170325832, 13.041021153582191, 1.3853719773521227], [-1.3877178003098762, 9.235128528403223, 1.3854639130140696], [-1.3867093462964024, 5.668969339977434, 1.3857800977901995], [-1.3879215705334724, 24.21909209699361, -1.3860512588520928], [-1.387861200517546, 20.41319947181476, -1.3859593231901757], [-4.158645107004576, 5.66926779460727, 1.3867676699568194], [-2.7738177507837243, 18.630205852602757, 0.00015414533334001668], [-2.7737573807677975, 14.82431322742391, 0.00024608099525713634], [-2.772748926754324, 11.258154038998121, 0.0005622657713868495], [2.7690679767949167, 18.629482438715545, 2.7691021811043304], [2.7691283468108727, 14.823589813536582, 2.7691941167662777], [-0.001655559676157825, 0.07965813632908514, 5.541921109913272], [1.3831717965446648, 13.040596194324694, 4.155307585289763], [1.3832321665606209, 9.23470356914573, 4.15539952095171], [1.384240620574094, 5.668544380719937, 4.1557157057278395], [1.3830283963369951, 24.218667137736233, 1.383884349085518], [1.3830887663529512, 20.412774512557267, 1.3839762847474655], [-1.3876951401340794, 5.668842835349773, 4.15670327789446], [-0.002867783913256705, 18.629780893345384, 2.770089753270951], [-0.002807413897300659, 14.823888268166417, 2.7701816889328983], [-0.0017989598838275, 11.257729079740624, 2.7704978737090276], [-0.00301118412089707, 29.807851836756804, -0.0013334829332647402], [-0.0029508141049702317, 26.001959211577955, -0.0012415472713469486], [-2.773734720592001, 11.258027534370461, 2.7714854458756473], [-1.388907364371149, 24.218965592365954, 1.384871921252168], [-1.3888469943552222, 20.413072967187105, 1.3849638569140859], [-1.387838540341749, 16.846913778761312, 1.3852800416902147], [4.153978363207492, 24.218242178478736, 4.153819957023159], [4.154038733223449, 20.412349553299773, 4.153911892685105], [1.3832548267364175, 5.668417876092279, 6.926638885832101], [2.76808218295724, 18.629355934087883, 5.540025361208592], [2.7681425529731967, 14.823463308908924, 5.540117296870538], [2.7691510069866694, 11.25730412048313, 5.540433481646668], [2.7679387827495705, 29.807426877499424, 2.768602125004346], [2.767999152765527, 26.00153425232046, 2.7686940606662938], [-0.0027847537215039964, 11.257602575112967, 5.541421053813289], [1.3820426024993187, 24.218540633108574, 4.154807529189779], [1.3821029725152751, 20.41264800792961, 4.154899464851726], [1.3831114265287479, 16.84648881950382, 4.155215649627856], [1.3818992022916783, 35.396611576519994, 1.3833842929855633], [1.3819595723076055, 31.59071895134115, 1.383476228647481], [-1.3888243341794255, 16.846787274133654, 4.156203221794476], [-0.0039969779585735665, 29.807725332129145, 2.7695896971709963], [-0.003936607942646386, 26.0018327069503, 2.769681632832914], [-0.0029281539291736713, 22.435673518524503, 2.769997817609043]], "energy": -344.022279, "calculator_parameters": {"incar": {"encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 448, "ibrion": 2, "lplane": true, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[5.539641545650301, 22.35503895905277, 5.538871103675313], [-4.158118741373735, 16.767554097061943, -4.1556534960564075], [-2.7717923605005037, -11.177772488781702, 2.7724108083708656]], "symbols": ["Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd", "Cu", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-0.0007527960302339265, 7.45196295918916, -0.000333370733325844], [-0.0006924260142781111, 3.6460703340101963, -0.000241435071379242], [-2.771476332501308, -11.097861343197298, 2.772485558075616], [-1.386648976280486, 1.863076714798309, 1.3858720334521069], [-1.38658860626453, -1.9428159103806553, 1.3859639691140535], [-1.3855801522510562, -5.508975098806446, 1.3862801538901834], [-1.3867923764881553, 13.041147658209848, -1.3855512027521384], [-1.3867320064721997, 9.235255033030883, -1.3854592670901915], [-4.15751591295923, -5.508676644176611, 1.3872677260568038], [-2.772688556738407, 7.452261413818997, 0.0006542014332944213], [-2.772628186722452, 3.6463687886400313, 0.0007461370952412949], [-2.7716197327089778, 0.08020960021424095, 0.0010623218713712301], [-2.772831956946048, 18.630332357230415, -2.770769034770921], [-2.772771586930121, 14.824439732051571, -2.7706770991090037], [-5.543555493417151, 0.08050805484407597, 0.0020498940379911623], [-4.1587281371963, 13.041446112839564, -1.384563630585488], [-4.158667767180373, 9.23555348766072, -1.3844716949235711], [-4.157659313166899, 5.669394299234928, -1.3841555101474414], [1.3841575903823413, 13.040722698952354, 1.3843844051855023], [1.3842179603982971, 9.23483007377339, 1.384476340847449], [-1.3865659460887327, -5.509101603434106, 4.1572033339944445], [-0.0017385898679105338, 7.451836454561503, 2.770589809370935], [-0.0016782198519547098, 3.6459438293825377, 2.770681745032882], [-0.0006697658384808847, 0.07978464095674642, 2.7709979298090115], [-0.0018819900755802088, 18.629907397973042, -0.0008334268333101136], [-0.0018216200596242824, 14.824014772794076, -0.0007414911713632341], [-2.7726055265466543, 0.08008309558658233, 2.771985501975632], [-1.387778170325832, 13.041021153582191, 1.3853719773521227], [-1.3877178003098762, 9.235128528403223, 1.3854639130140696], [-1.3867093462964024, 5.668969339977434, 1.3857800977901995], [-1.3879215705334724, 24.21909209699361, -1.3860512588520928], [-1.387861200517546, 20.41319947181476, -1.3859593231901757], [-4.158645107004576, 5.66926779460727, 1.3867676699568194], [-2.7738177507837243, 18.630205852602757, 0.00015414533334001668], [-2.7737573807677975, 14.82431322742391, 0.00024608099525713634], [-2.772748926754324, 11.258154038998121, 0.0005622657713868495], [2.7690679767949167, 18.629482438715545, 2.7691021811043304], [2.7691283468108727, 14.823589813536582, 2.7691941167662777], [-0.001655559676157825, 0.07965813632908514, 5.541921109913272], [1.3831717965446648, 13.040596194324694, 4.155307585289763], [1.3832321665606209, 9.23470356914573, 4.15539952095171], [1.384240620574094, 5.668544380719937, 4.1557157057278395], [1.3830283963369951, 24.218667137736233, 1.383884349085518], [1.3830887663529512, 20.412774512557267, 1.3839762847474655], [-1.3876951401340794, 5.668842835349773, 4.15670327789446], [-0.002867783913256705, 18.629780893345384, 2.770089753270951], [-0.002807413897300659, 14.823888268166417, 2.7701816889328983], [-0.0017989598838275, 11.257729079740624, 2.7704978737090276], [-0.00301118412089707, 29.807851836756804, -0.0013334829332647402], [-0.0029508141049702317, 26.001959211577955, -0.0012415472713469486], [-2.773734720592001, 11.258027534370461, 2.7714854458756473], [-1.388907364371149, 24.218965592365954, 1.384871921252168], [-1.3888469943552222, 20.413072967187105, 1.3849638569140859], [-1.387838540341749, 16.846913778761312, 1.3852800416902147], [4.153978363207492, 24.218242178478736, 4.153819957023159], [4.154038733223449, 20.412349553299773, 4.153911892685105], [1.3832548267364175, 5.668417876092279, 6.926638885832101], [2.76808218295724, 18.629355934087883, 5.540025361208592], [2.7681425529731967, 14.823463308908924, 5.540117296870538], [2.7691510069866694, 11.25730412048313, 5.540433481646668], [2.7679387827495705, 29.807426877499424, 2.768602125004346], [2.767999152765527, 26.00153425232046, 2.7686940606662938], [-0.0027847537215039964, 11.257602575112967, 5.541421053813289], [1.3820426024993187, 24.218540633108574, 4.154807529189779], [1.3821029725152751, 20.41264800792961, 4.154899464851726], [1.3831114265287479, 16.84648881950382, 4.155215649627856], [1.3818992022916783, 35.396611576519994, 1.3833842929855633], [1.3819595723076055, 31.59071895134115, 1.383476228647481], [-1.3888243341794255, 16.846787274133654, 4.156203221794476], [-0.0039969779585735665, 29.807725332129145, 2.7695896971709963], [-0.003936607942646386, 26.0018327069503, 2.769681632832914], [-0.0029281539291736713, 22.435673518524503, 2.769997817609043]]}, "data": {"stress": [0.0006275085667327474, -0.0002854428105033792, 0.0006429063629305004, 2.5652591152316456e-06, -2.5003474490554677e-05, 2.2001309929906448e-05], "doc": "Data from the output of the calculation", "volume": 1030.2693478101683, "total_energy": -344.022279, "forces": [[0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05], [0.0, 0.0, 0.0], [2.8e-05, -0.012843, 9.1e-05], [-2.8e-05, 0.012843, -9.1e-05]], "fermi_level": 3.9969}, "metadata": {"date.created": 1401369881.962738, "uuid": "97a355aa-e734-11e3-9af2-003048f5e49e", "date.created.ascii": "Thu May 29 09:24:41 2014", "user.username": null, "atoms.resort": [48, 0, 1, 49, 2, 3, 50, 4, 5, 51, 6, 7, 52, 8, 9, 53, 10, 11, 54, 12, 13, 55, 14, 15, 56, 16, 17, 57, 18, 19, 58, 20, 21, 59, 22, 23, 60, 24, 25, 61, 26, 27, 62, 28, 29, 63, 30, 31, 64, 32, 33, 65, 34, 35, 66, 36, 37, 67, 38, 39, 68, 40, 41, 69, 42, 43, 70, 44, 45, 71, 46, 47], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[5.539641545650301, 22.35503895905277, 5.538871103675313], [-4.158118741373735, 16.767554097061943, -4.1556534960564075], [-2.7717923605005037, -11.177772488781702, 2.7724108083708656]], "numbers": [29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46, 29, 46, 46], "key_value_pairs": {"_0cl": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "GS": 1, "_0_33Cu": 1}, "mtime": 15.038293952992627, "keywords": ["bcc", "GS", "72atom", "1.00frac", "0cl", "0.33Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.3333333333333333, "unique_id": "d20534fa5420892781f5739ba172d4e6", "user": "jboes"},
"140":
{"ctime": 14.923536942229067, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.3861230886539126, 1.8993388366907682, 1.3861230886539126], [0.0, 0.1182909181378997, 0.0], [0.0, 3.6803867552436365, 0.0], [-1.3861230886539126, 5.698016510072304, 1.3861230886539126], [-1.3861230886539126, 9.49669418345384, 1.3861230886539126], [0.0, 7.715646264900974, 0.0], [0.0, 11.277742102006709, 0.0], [-1.3861230886539126, 13.295371856835377, 1.3861230886539126], [-1.3861230886539126, 1.8993388366907682, 4.158369265961797], [0.0, 0.1182909181378997, 2.7722461773078844], [0.0, 3.6803867552436365, 2.7722461773078844], [-1.3861230886539126, 5.698016510072304, 4.158369265961797], [-1.3861230886539126, 9.49669418345384, 4.158369265961797], [0.0, 7.715646264900974, 2.7722461773078844], [0.0, 11.277742102006709, 2.7722461773078844], [-1.3861230886539126, 13.295371856835377, 4.158369265961797], [-1.3861230886539126, 1.8993388366907682, 6.930615443269682], [0.0, 0.1182909181378997, 5.544492354615709], [0.0, 3.6803867552436365, 5.544492354615709], [-1.3861230886539126, 5.698016510072304, 6.930615443269682], [-1.3861230886539126, 9.49669418345384, 6.930615443269682], [0.0, 7.715646264900974, 5.544492354615709], [0.0, 11.277742102006709, 5.544492354615709], [-1.3861230886539126, 13.295371856835377, 6.930615443269682], [-4.158369265961797, 1.8993388366907682, 1.3861230886539126], [-2.7722461773078844, 0.1182909181378997, 0.0], [-2.7722461773078844, 3.6803867552436365, 0.0], [-4.158369265961797, 5.698016510072304, 1.3861230886539126], [-4.158369265961797, 9.49669418345384, 1.3861230886539126], [-2.7722461773078844, 7.715646264900974, 0.0], [-2.7722461773078844, 11.277742102006709, 0.0], [-4.158369265961797, 13.295371856835377, 1.3861230886539126], [-4.158369265961797, 1.8993388366907682, 4.158369265961797], [-2.7722461773078844, 0.1182909181378997, 2.7722461773078844], [-2.7722461773078844, 3.6803867552436365, 2.7722461773078844], [-4.158369265961797, 5.698016510072304, 4.158369265961797], [-4.158369265961797, 9.49669418345384, 4.158369265961797], [-2.7722461773078844, 7.715646264900974, 2.7722461773078844], [-2.7722461773078844, 11.277742102006709, 2.7722461773078844], [-4.158369265961797, 13.295371856835377, 4.158369265961797], [-4.158369265961797, 1.8993388366907682, 6.930615443269682], [-2.7722461773078844, 0.1182909181378997, 5.544492354615709], [-2.7722461773078844, 3.6803867552436365, 5.544492354615709], [-4.158369265961797, 5.698016510072304, 6.930615443269682], [-4.158369265961797, 9.49669418345384, 6.930615443269682], [-2.7722461773078844, 7.715646264900974, 5.544492354615709], [-2.7722461773078844, 11.277742102006709, 5.544492354615709], [-4.158369265961797, 13.295371856835377, 6.930615443269682], [-6.930615443269682, 1.8993388366907682, 1.3861230886539126], [-5.544492354615709, 0.1182909181378997, 0.0], [-5.544492354615709, 3.6803867552436365, 0.0], [-6.930615443269682, 5.698016510072304, 1.3861230886539126], [-6.930615443269682, 9.49669418345384, 1.3861230886539126], [-5.544492354615709, 7.715646264900974, 0.0], [-5.544492354615709, 11.277742102006709, 0.0], [-6.930615443269682, 13.295371856835377, 1.3861230886539126], [-6.930615443269682, 1.8993388366907682, 4.158369265961797], [-5.544492354615709, 0.1182909181378997, 2.7722461773078844], [-5.544492354615709, 3.6803867552436365, 2.7722461773078844], [-6.930615443269682, 5.698016510072304, 4.158369265961797], [-6.930615443269682, 9.49669418345384, 4.158369265961797], [-5.544492354615709, 7.715646264900974, 2.7722461773078844], [-5.544492354615709, 11.277742102006709, 2.7722461773078844], [-6.930615443269682, 13.295371856835377, 4.158369265961797], [-6.930615443269682, 1.8993388366907682, 6.930615443269682], [-5.544492354615709, 0.1182909181378997, 5.544492354615709], [-5.544492354615709, 3.6803867552436365, 5.544492354615709], [-6.930615443269682, 5.698016510072304, 6.930615443269682], [-6.930615443269682, 9.49669418345384, 6.930615443269682], [-5.544492354615709, 7.715646264900974, 5.544492354615709], [-5.544492354615709, 11.277742102006709, 5.544492354615709], [-6.930615443269682, 13.295371856835377, 6.930615443269682]], "energy": -351.104161, "calculator_parameters": {"incar": {"nsw": 10, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 444, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"], ["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 4], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.316738531923594, 0.0, 0.0], [0.0, 0.0, 8.316738531923594], [0.0, 15.194710693526146, 0.0]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd", "Cu", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.3861230886539126, 1.8993388366907682, 1.3861230886539126], [0.0, 0.1182909181378997, 0.0], [0.0, 3.6803867552436365, 0.0], [-1.3861230886539126, 5.698016510072304, 1.3861230886539126], [-1.3861230886539126, 9.49669418345384, 1.3861230886539126], [0.0, 7.715646264900974, 0.0], [0.0, 11.277742102006709, 0.0], [-1.3861230886539126, 13.295371856835377, 1.3861230886539126], [-1.3861230886539126, 1.8993388366907682, 4.158369265961797], [0.0, 0.1182909181378997, 2.7722461773078844], [0.0, 3.6803867552436365, 2.7722461773078844], [-1.3861230886539126, 5.698016510072304, 4.158369265961797], [-1.3861230886539126, 9.49669418345384, 4.158369265961797], [0.0, 7.715646264900974, 2.7722461773078844], [0.0, 11.277742102006709, 2.7722461773078844], [-1.3861230886539126, 13.295371856835377, 4.158369265961797], [-1.3861230886539126, 1.8993388366907682, 6.930615443269682], [0.0, 0.1182909181378997, 5.544492354615709], [0.0, 3.6803867552436365, 5.544492354615709], [-1.3861230886539126, 5.698016510072304, 6.930615443269682], [-1.3861230886539126, 9.49669418345384, 6.930615443269682], [0.0, 7.715646264900974, 5.544492354615709], [0.0, 11.277742102006709, 5.544492354615709], [-1.3861230886539126, 13.295371856835377, 6.930615443269682], [-4.158369265961797, 1.8993388366907682, 1.3861230886539126], [-2.7722461773078844, 0.1182909181378997, 0.0], [-2.7722461773078844, 3.6803867552436365, 0.0], [-4.158369265961797, 5.698016510072304, 1.3861230886539126], [-4.158369265961797, 9.49669418345384, 1.3861230886539126], [-2.7722461773078844, 7.715646264900974, 0.0], [-2.7722461773078844, 11.277742102006709, 0.0], [-4.158369265961797, 13.295371856835377, 1.3861230886539126], [-4.158369265961797, 1.8993388366907682, 4.158369265961797], [-2.7722461773078844, 0.1182909181378997, 2.7722461773078844], [-2.7722461773078844, 3.6803867552436365, 2.7722461773078844], [-4.158369265961797, 5.698016510072304, 4.158369265961797], [-4.158369265961797, 9.49669418345384, 4.158369265961797], [-2.7722461773078844, 7.715646264900974, 2.7722461773078844], [-2.7722461773078844, 11.277742102006709, 2.7722461773078844], [-4.158369265961797, 13.295371856835377, 4.158369265961797], [-4.158369265961797, 1.8993388366907682, 6.930615443269682], [-2.7722461773078844, 0.1182909181378997, 5.544492354615709], [-2.7722461773078844, 3.6803867552436365, 5.544492354615709], [-4.158369265961797, 5.698016510072304, 6.930615443269682], [-4.158369265961797, 9.49669418345384, 6.930615443269682], [-2.7722461773078844, 7.715646264900974, 5.544492354615709], [-2.7722461773078844, 11.277742102006709, 5.544492354615709], [-4.158369265961797, 13.295371856835377, 6.930615443269682], [-6.930615443269682, 1.8993388366907682, 1.3861230886539126], [-5.544492354615709, 0.1182909181378997, 0.0], [-5.544492354615709, 3.6803867552436365, 0.0], [-6.930615443269682, 5.698016510072304, 1.3861230886539126], [-6.930615443269682, 9.49669418345384, 1.3861230886539126], [-5.544492354615709, 7.715646264900974, 0.0], [-5.544492354615709, 11.277742102006709, 0.0], [-6.930615443269682, 13.295371856835377, 1.3861230886539126], [-6.930615443269682, 1.8993388366907682, 4.158369265961797], [-5.544492354615709, 0.1182909181378997, 2.7722461773078844], [-5.544492354615709, 3.6803867552436365, 2.7722461773078844], [-6.930615443269682, 5.698016510072304, 4.158369265961797], [-6.930615443269682, 9.49669418345384, 4.158369265961797], [-5.544492354615709, 7.715646264900974, 2.7722461773078844], [-5.544492354615709, 11.277742102006709, 2.7722461773078844], [-6.930615443269682, 13.295371856835377, 4.158369265961797], [-6.930615443269682, 1.8993388366907682, 6.930615443269682], [-5.544492354615709, 0.1182909181378997, 5.544492354615709], [-5.544492354615709, 3.6803867552436365, 5.544492354615709], [-6.930615443269682, 5.698016510072304, 6.930615443269682], [-6.930615443269682, 9.49669418345384, 6.930615443269682], [-5.544492354615709, 7.715646264900974, 5.544492354615709], [-5.544492354615709, 11.277742102006709, 5.544492354615709], [-6.930615443269682, 13.295371856835377, 6.930615443269682]]}, "data": {"stress": [0.0011634542351189054, -0.00040391284278126695, 0.0011634542351189054, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 1050.9898735977426, "total_energy": -351.104161, "forces": [[0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.004802, 0.0], [0.0, -0.004802, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 4.1151}, "metadata": {"date.created": 1401369882.099649, "uuid": "97b8398e-e734-11e3-9af2-003048f5e49e", "date.created.ascii": "Thu May 29 09:24:42 2014", "user.username": null, "atoms.resort": [54, 0, 1, 2, 55, 3, 4, 5, 56, 6, 7, 8, 57, 9, 10, 11, 58, 12, 13, 14, 59, 15, 16, 17, 60, 18, 19, 20, 61, 21, 22, 23, 62, 24, 25, 26, 63, 27, 28, 29, 64, 30, 31, 32, 65, 33, 34, 35, 66, 36, 37, 38, 67, 39, 40, 41, 68, 42, 43, 44, 69, 45, 46, 47, 70, 48, 49, 50, 71, 51, 52, 53], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.316738531923594, 0.0, 0.0], [0.0, 0.0, 8.316738531923594], [0.0, 15.194710693526146, 0.0]], "numbers": [29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46, 29, 46, 46, 46], "key_value_pairs": {"_0_25Cu": 1, "GS": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "_0cl": 1}, "mtime": 15.038293964813043, "keywords": ["bcc", "GS", "72atom", "1.00frac", "0cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "5c42297eb7103592acb38b816634a42e", "user": "jboes"},
"141":
{"ctime": 14.923536978579135, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.4430759162407218, 1.4425983153604645, -1.4434672332112193], [-2.8861518324814126, 2.8851966307208983, -2.8869344664224075], [1.442655402116117, -1.442504526200173, -1.4429528187744916], [-0.0004205141246047539, 9.378916029145756e-05, -2.886420051985711], [-1.4434964303652955, 1.4426921045207253, -4.329887285196899], [2.885310804232234, -2.885009052400346, -2.885905637548983], [1.4422348879915123, -1.4424107370398815, -4.329372870760203], [-0.0008410282491784216, 0.00018757832055227297, -5.77284010397139], [4.327966206348352, -4.327513578600519, -4.328858456323474], [2.88489029010763, -2.884915263240055, -5.772325689534694], [1.4418143738669391, -1.442316947879621, -7.215792922745882], [1.4431962251524402, 1.4426249057828695, 1.4433735384964514], [0.00012030891171832536, 2.8852232211433337, -9.369471476783353e-05], [-1.4429556073289724, 4.327821536503768, -1.443560927925956], [2.8858516272685573, 0.00012037958269650595, 0.0004207197219598946], [1.4427757110278354, 1.442718694943161, -1.4430465134892594], [-0.0003002052128553423, 2.885317010303595, -2.8865137467004476], [4.328507029384674, -1.4423841466174765, -1.4425320990525317], [2.8854311131439525, 0.0002141687429879635, -2.8859993322637507], [1.4423551969032617, 1.4428124841034218, -4.329466565474939], [5.771162431500792, -2.8848886728176497, -2.885484917827023], [4.32808651526007, -1.4422903574571853, -4.3289521510382425], [2.8850105990193793, 0.0003079579032485569, -5.772419384249431], [2.8863924503049416, 2.8852498115658003, 2.8867470769929646], [1.4433165340642198, 4.3278481269262645, 1.4432798437817453], [0.00024061782352902128, 5.770446442286699, -0.00018738942944285242], [4.329047852421059, 1.4427452853656273, 1.443794258218473], [2.8859719361803373, 2.8853436007260918, 0.00032702500725378947], [1.4428960199396466, 4.327941916086526, -1.4431402082039344], [5.771703254537176, 0.0002407591654542962, 0.0008414394439815176], [4.328627338296454, 1.4428390745259188, -1.4426257937672378], [2.885551422055763, 2.8854373898863526, -2.886093026978426], [7.214358656653293, -1.442263767034719, -1.4421113793305098], [5.7712827404125715, 0.00033454832574553173, -2.885578612541729], [4.328206824171881, 1.4429328636861793, -4.329045845752917], [4.329588675457382, 4.32787471734867, 4.330120615489416], [2.88651275921666, 5.770473032709134, 2.8866533822781966], [1.4434368429759692, 7.213071348069568, 1.4431861490670084], [5.7722440775734984, 2.885370191148497, 2.887167796714924], [4.329168161332777, 4.327968506508961, 1.4437005635037048], [2.886092245092086, 5.770566821869395, 0.0002333302925165981], [7.214899479689616, 1.4428656649483238, 1.4442149779404327], [5.771823563448894, 2.8854639803087885, 0.000747744729213462], [4.328747647208203, 4.328062295669222, -1.4427194884819747], [8.657554881805734, 0.0003611387481505801, 0.0012621591659414122], [7.214478965565012, 1.442959454108615, -1.4422050740452779], [5.771403049324321, 2.885557769469049, -2.885672307256466], [5.772784900609822, 5.770499623131539, 5.773494153985867], [4.3297089843691, 7.2130979384920035, 4.330026920774648], [2.8866330681284094, 8.655696253852437, 2.8865596875634596], [7.2154403027259395, 4.3279950969313665, 4.330541335211375], [5.772364386485218, 5.770593412291831, 2.887074102000156], [4.329288470244527, 7.213191727652265, 1.4436068687889678], [8.658095704842056, 2.8854905707311933, 2.887588516436884], [7.215019788601334, 4.328088886091658, 1.4441212832256647], [5.7719438723606435, 5.770687201452091, 0.0006540500144764927], [10.100751106958175, 1.44298604453102, 1.4446356976623926], [8.657675190717452, 2.8855843598914843, 0.0011684644511733566], [7.214599274476762, 4.328182675251918, -1.4422987687600148], [7.215981125762323, 7.21312452891447, 7.2168676924823805], [5.772905209521602, 8.655722844274935, 5.773400459271161], [4.329829293280911, 10.098321159635368, 4.329933226059973], [8.658636527878441, 5.770620002714297, 5.773914873707889], [7.215560611637719, 7.2132183180747615, 4.330447640496669], [5.772484695397028, 8.655816633435196, 2.886980407285481], [10.101291929994558, 4.3281154765141245, 4.330962054933398], [8.658216013753837, 5.770713791874589, 2.8874948217221785], [7.215140097513145, 7.213312107235023, 1.4440275885109903], [11.543947332110676, 2.885610950313951, 2.888009236158906], [10.100871415869953, 4.328209265674415, 1.4445420029476868], [8.657795499629263, 5.770807581034849, 0.0010747697364985598]], "energy": -265.145428, "calculator_parameters": {"incar": {"ediffg": -0.02, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "nbands": 476, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[8.659177350914764, 8.65574943469734, 8.660241230978832], [5.770621608464468, -5.770018104800692, -5.771811275097966], [-4.3292277487221345, 4.3277949460813625, -4.330401699633627]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.4430759162407218, 1.4425983153604645, -1.4434672332112193], [-2.8861518324814126, 2.8851966307208983, -2.8869344664224075], [1.442655402116117, -1.442504526200173, -1.4429528187744916], [-0.0004205141246047539, 9.378916029145756e-05, -2.886420051985711], [-1.4434964303652955, 1.4426921045207253, -4.329887285196899], [2.885310804232234, -2.885009052400346, -2.885905637548983], [1.4422348879915123, -1.4424107370398815, -4.329372870760203], [-0.0008410282491784216, 0.00018757832055227297, -5.77284010397139], [4.327966206348352, -4.327513578600519, -4.328858456323474], [2.88489029010763, -2.884915263240055, -5.772325689534694], [1.4418143738669391, -1.442316947879621, -7.215792922745882], [1.4431962251524402, 1.4426249057828695, 1.4433735384964514], [0.00012030891171832536, 2.8852232211433337, -9.369471476783353e-05], [-1.4429556073289724, 4.327821536503768, -1.443560927925956], [2.8858516272685573, 0.00012037958269650595, 0.0004207197219598946], [1.4427757110278354, 1.442718694943161, -1.4430465134892594], [-0.0003002052128553423, 2.885317010303595, -2.8865137467004476], [4.328507029384674, -1.4423841466174765, -1.4425320990525317], [2.8854311131439525, 0.0002141687429879635, -2.8859993322637507], [1.4423551969032617, 1.4428124841034218, -4.329466565474939], [5.771162431500792, -2.8848886728176497, -2.885484917827023], [4.32808651526007, -1.4422903574571853, -4.3289521510382425], [2.8850105990193793, 0.0003079579032485569, -5.772419384249431], [2.8863924503049416, 2.8852498115658003, 2.8867470769929646], [1.4433165340642198, 4.3278481269262645, 1.4432798437817453], [0.00024061782352902128, 5.770446442286699, -0.00018738942944285242], [4.329047852421059, 1.4427452853656273, 1.443794258218473], [2.8859719361803373, 2.8853436007260918, 0.00032702500725378947], [1.4428960199396466, 4.327941916086526, -1.4431402082039344], [5.771703254537176, 0.0002407591654542962, 0.0008414394439815176], [4.328627338296454, 1.4428390745259188, -1.4426257937672378], [2.885551422055763, 2.8854373898863526, -2.886093026978426], [7.214358656653293, -1.442263767034719, -1.4421113793305098], [5.7712827404125715, 0.00033454832574553173, -2.885578612541729], [4.328206824171881, 1.4429328636861793, -4.329045845752917], [4.329588675457382, 4.32787471734867, 4.330120615489416], [2.88651275921666, 5.770473032709134, 2.8866533822781966], [1.4434368429759692, 7.213071348069568, 1.4431861490670084], [5.7722440775734984, 2.885370191148497, 2.887167796714924], [4.329168161332777, 4.327968506508961, 1.4437005635037048], [2.886092245092086, 5.770566821869395, 0.0002333302925165981], [7.214899479689616, 1.4428656649483238, 1.4442149779404327], [5.771823563448894, 2.8854639803087885, 0.000747744729213462], [4.328747647208203, 4.328062295669222, -1.4427194884819747], [8.657554881805734, 0.0003611387481505801, 0.0012621591659414122], [7.214478965565012, 1.442959454108615, -1.4422050740452779], [5.771403049324321, 2.885557769469049, -2.885672307256466], [5.772784900609822, 5.770499623131539, 5.773494153985867], [4.3297089843691, 7.2130979384920035, 4.330026920774648], [2.8866330681284094, 8.655696253852437, 2.8865596875634596], [7.2154403027259395, 4.3279950969313665, 4.330541335211375], [5.772364386485218, 5.770593412291831, 2.887074102000156], [4.329288470244527, 7.213191727652265, 1.4436068687889678], [8.658095704842056, 2.8854905707311933, 2.887588516436884], [7.215019788601334, 4.328088886091658, 1.4441212832256647], [5.7719438723606435, 5.770687201452091, 0.0006540500144764927], [10.100751106958175, 1.44298604453102, 1.4446356976623926], [8.657675190717452, 2.8855843598914843, 0.0011684644511733566], [7.214599274476762, 4.328182675251918, -1.4422987687600148], [7.215981125762323, 7.21312452891447, 7.2168676924823805], [5.772905209521602, 8.655722844274935, 5.773400459271161], [4.329829293280911, 10.098321159635368, 4.329933226059973], [8.658636527878441, 5.770620002714297, 5.773914873707889], [7.215560611637719, 7.2132183180747615, 4.330447640496669], [5.772484695397028, 8.655816633435196, 2.886980407285481], [10.101291929994558, 4.3281154765141245, 4.330962054933398], [8.658216013753837, 5.770713791874589, 2.8874948217221785], [7.215140097513145, 7.213312107235023, 1.4440275885109903], [11.543947332110676, 2.885610950313951, 2.888009236158906], [10.100871415869953, 4.328209265674415, 1.4445420029476868], [8.657795499629263, 5.770807581034849, 0.0010747697364985598]]}, "data": {"stress": [0.00010008255453221275, 0.0007482817148586168, -0.00031070218675482075, 8.934716358769101e-05, -0.000287621096224099, -5.514995022429883e-05], "doc": "Data from the output of the calculation", "volume": 865.1978682100099, "total_energy": -265.145428, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 3.6381}, "metadata": {"date.created": 1401369881.569171, "uuid": "97674876-e734-11e3-9af2-003048f5e49e", "date.created.ascii": "Thu May 29 09:24:41 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "user.email": null, "user.fullname": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[8.659177350914764, 8.65574943469734, 8.660241230978832], [5.770621608464468, -5.770018104800692, -5.771811275097966], [-4.3292277487221345, 4.3277949460813625, -4.330401699633627]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_0cl": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "GS": 1, "_1_00Cu": 1}, "mtime": 15.038293977230557, "keywords": ["bcc", "GS", "72atom", "1.00frac", "0cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "65d5152f7c0c37b35a5b580f5ac56abe", "user": "jboes"},
"142":
{"ctime": 14.923537013207278, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [-1.571601235298563, 1.571744745246014, -1.5713880801409217], [-3.1432024705970925, 3.1434894904919943, -3.14277616028181], [1.5718651286940566, -1.571771550749451, -1.5716785684333225], [0.00026389339549348634, -2.6805503436921896e-05, -3.1430666485742442], [-1.5713373419030359, 1.5717179397425434, -4.714454728715133], [3.143730257388113, -3.143543101498902, -3.143357136866645], [1.57212902208955, -1.5717983562528879, -4.714745217007566], [0.0005277867910207235, -5.361100690759457e-05, -6.286133297148455], [4.715595386082169, -4.7153146522483524, -4.715035705299968], [3.1439941507836062, -3.1435699070023384, -6.28642378544089], [1.5723929154850769, -1.5718251617563581, -7.857811865581779], [1.5715254853324432, 1.5716955900970502, 1.5714149074300356], [-7.574996611992013e-05, 3.1434403353430644, 2.682728911396204e-05], [-1.5716769852646493, 4.715185080589045, -1.5713612528517744], [3.1433906140265, -7.596065240078609e-05, -0.0002636610032868969], [1.571789378727937, 1.5716687845936133, -1.5716517411442086], [0.00018814342940753903, 3.1434135298395933, -3.1430398212850967], [4.715255742720556, -1.5718475114018517, -1.5719422294366094], [3.143654507421993, -0.00010276615583770798, -3.1433303095775313], [1.5720532721234637, 1.5716419790901426, -4.71471838971842], [6.287120871414612, -3.143619062151302, -3.143620797869932], [4.715519636116049, -1.571874316905288, -4.715008878010854], [3.14391840081752, -0.00012957165930771453, -6.286396958151743], [3.1430509706649534, 3.1433911801941674, 3.1428298148601383], [1.5714497353663903, 4.7151359254401815, 1.5714417347192167], [-0.000151499932139032, 6.286880670686162, 5.365457832828824e-05], [4.7149160993590105, 1.5716196294447164, 1.5711512464268158], [3.1433148640604474, 3.1433643746907305, -0.0002368337141058774], [1.571713628761918, 4.715109119936711, -1.5716249138549943], [6.286781228053067, -0.0001519213047345147, -0.0005273220065067363], [4.7151799927545035, 1.5715928239412795, -1.5719154021474284], [3.143578757455974, 3.14333756918726, -3.143303482288317], [7.858646356747123, -1.571923472054185, -1.5722058904398297], [6.28704512144856, -0.0001787268081709925, -3.1435939705807514], [4.71544388615003, 1.5715660184378093, -4.714982050721639], [4.714576455997396, 4.715086770291218, 4.714244722290174], [3.1429752206988333, 6.286831515537232, 3.1428566421492525], [1.571373985400304, 7.858576260783212, 1.5714685620083642], [6.2864415846914525, 3.143315219541767, 3.1425661538568517], [4.714840349392889, 4.7150599647877804, 1.57117807371593], [3.14323911409436, 6.286804710033762, -0.00021000642495838662], [7.85830671338551, 1.5715436687923159, 1.5708875854235291], [6.2867054780869465, 3.14328841403833, -0.0005004947173925522], [4.715104242788417, 4.71503315928431, -1.571888574858281], [9.430171842079567, -0.00022788195713463466, -0.0007909830097938553], [7.8585706067810035, 1.5715168632888794, -1.5721790631507155], [6.286969371482474, 3.1432616085348597, -3.143567143291604], [6.286101941329839, 6.286782360388268, 6.28565962972021], [4.714500706031276, 7.858527105634282, 4.714271549579289], [3.142899470732747, 9.430271850880263, 3.1428834694384], [7.857967070023896, 4.715010809638818, 4.713981061286887], [6.286365834725333, 6.286755554884832, 3.1425929811459654], [4.714764599426804, 7.858500300130812, 1.571204901005077], [9.429832198717953, 3.1432392588893663, 3.142302492853565], [7.85823096341939, 4.71498400413538, 1.5709144127126433], [6.286629728120861, 6.286728749381361, -0.00047366742824506147], [11.001697327412009, 1.5714677081399158, 1.570623924420242], [9.430096092113445, 3.14321245338593, -0.0007641557206796712], [7.858494856814916, 4.71495719863191, -1.572152235861568], [7.85762742666235, 7.858477950485385, 7.857074537150313], [6.286026191363787, 9.430222695731398, 6.28568645700939], [4.714424956065257, 11.00196744097738, 4.714298376868502], [9.429492555356406, 6.286706399735934, 6.2853959687169905], [7.857891320057843, 7.858451144981948, 4.714007888576068], [6.2862900847593135, 9.430195890227928, 3.1426198084351804], [11.001357684050463, 4.714934848986483, 4.7137174002836675], [9.429756448751899, 6.286679594232497, 3.142329320142746], [7.8581552134533705, 7.858424339478478, 1.5709412400018574], [12.573222812744518, 3.1431632982370328, 3.1420388318503445], [11.001621577445956, 4.714908043483047, 1.5706507517094228], [9.430020342147426, 6.286652788729027, -0.000737328431465567]], "energy": -369.867335, "calculator_parameters": {"incar": {"lplane": true, "encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 3, "ibrion": 2, "nbands": 432, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 10}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 5, 7], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[9.429152911994793, 9.430173540582436, 9.428489444580348], [6.287460514776226, -6.287086202997804, -6.28671427373329], [-4.714803705895656, 4.715234235738008, -4.714164240422732]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [-1.571601235298563, 1.571744745246014, -1.5713880801409217], [-3.1432024705970925, 3.1434894904919943, -3.14277616028181], [1.5718651286940566, -1.571771550749451, -1.5716785684333225], [0.00026389339549348634, -2.6805503436921896e-05, -3.1430666485742442], [-1.5713373419030359, 1.5717179397425434, -4.714454728715133], [3.143730257388113, -3.143543101498902, -3.143357136866645], [1.57212902208955, -1.5717983562528879, -4.714745217007566], [0.0005277867910207235, -5.361100690759457e-05, -6.286133297148455], [4.715595386082169, -4.7153146522483524, -4.715035705299968], [3.1439941507836062, -3.1435699070023384, -6.28642378544089], [1.5723929154850769, -1.5718251617563581, -7.857811865581779], [1.5715254853324432, 1.5716955900970502, 1.5714149074300356], [-7.574996611992013e-05, 3.1434403353430644, 2.682728911396204e-05], [-1.5716769852646493, 4.715185080589045, -1.5713612528517744], [3.1433906140265, -7.596065240078609e-05, -0.0002636610032868969], [1.571789378727937, 1.5716687845936133, -1.5716517411442086], [0.00018814342940753903, 3.1434135298395933, -3.1430398212850967], [4.715255742720556, -1.5718475114018517, -1.5719422294366094], [3.143654507421993, -0.00010276615583770798, -3.1433303095775313], [1.5720532721234637, 1.5716419790901426, -4.71471838971842], [6.287120871414612, -3.143619062151302, -3.143620797869932], [4.715519636116049, -1.571874316905288, -4.715008878010854], [3.14391840081752, -0.00012957165930771453, -6.286396958151743], [3.1430509706649534, 3.1433911801941674, 3.1428298148601383], [1.5714497353663903, 4.7151359254401815, 1.5714417347192167], [-0.000151499932139032, 6.286880670686162, 5.365457832828824e-05], [4.7149160993590105, 1.5716196294447164, 1.5711512464268158], [3.1433148640604474, 3.1433643746907305, -0.0002368337141058774], [1.571713628761918, 4.715109119936711, -1.5716249138549943], [6.286781228053067, -0.0001519213047345147, -0.0005273220065067363], [4.7151799927545035, 1.5715928239412795, -1.5719154021474284], [3.143578757455974, 3.14333756918726, -3.143303482288317], [7.858646356747123, -1.571923472054185, -1.5722058904398297], [6.28704512144856, -0.0001787268081709925, -3.1435939705807514], [4.71544388615003, 1.5715660184378093, -4.714982050721639], [4.714576455997396, 4.715086770291218, 4.714244722290174], [3.1429752206988333, 6.286831515537232, 3.1428566421492525], [1.571373985400304, 7.858576260783212, 1.5714685620083642], [6.2864415846914525, 3.143315219541767, 3.1425661538568517], [4.714840349392889, 4.7150599647877804, 1.57117807371593], [3.14323911409436, 6.286804710033762, -0.00021000642495838662], [7.85830671338551, 1.5715436687923159, 1.5708875854235291], [6.2867054780869465, 3.14328841403833, -0.0005004947173925522], [4.715104242788417, 4.71503315928431, -1.571888574858281], [9.430171842079567, -0.00022788195713463466, -0.0007909830097938553], [7.8585706067810035, 1.5715168632888794, -1.5721790631507155], [6.286969371482474, 3.1432616085348597, -3.143567143291604], [6.286101941329839, 6.286782360388268, 6.28565962972021], [4.714500706031276, 7.858527105634282, 4.714271549579289], [3.142899470732747, 9.430271850880263, 3.1428834694384], [7.857967070023896, 4.715010809638818, 4.713981061286887], [6.286365834725333, 6.286755554884832, 3.1425929811459654], [4.714764599426804, 7.858500300130812, 1.571204901005077], [9.429832198717953, 3.1432392588893663, 3.142302492853565], [7.85823096341939, 4.71498400413538, 1.5709144127126433], [6.286629728120861, 6.286728749381361, -0.00047366742824506147], [11.001697327412009, 1.5714677081399158, 1.570623924420242], [9.430096092113445, 3.14321245338593, -0.0007641557206796712], [7.858494856814916, 4.71495719863191, -1.572152235861568], [7.85762742666235, 7.858477950485385, 7.857074537150313], [6.286026191363787, 9.430222695731398, 6.28568645700939], [4.714424956065257, 11.00196744097738, 4.714298376868502], [9.429492555356406, 6.286706399735934, 6.2853959687169905], [7.857891320057843, 7.858451144981948, 4.714007888576068], [6.2862900847593135, 9.430195890227928, 3.1426198084351804], [11.001357684050463, 4.714934848986483, 4.7137174002836675], [9.429756448751899, 6.286679594232497, 3.142329320142746], [7.8581552134533705, 7.858424339478478, 1.5709412400018574], [12.573222812744518, 3.1431632982370328, 3.1420388318503445], [11.001621577445956, 4.714908043483047, 1.5706507517094228], [9.430020342147426, 6.286652788729027, -0.000737328431465567]]}, "data": {"stress": [0.00040826941422270665, 0.0003731734239430289, 0.0007331210959026615, 2.338068283615023e-05, 0.00021452057369954176, 0.00011317099337562093], "doc": "Data from the output of the calculation", "volume": 1118.0459720925319, "total_energy": -369.867335, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 4.3576}, "metadata": {"date.created": 1401369882.296897, "uuid": "97d652d4-e734-11e3-9af2-003048f5e49e", "date.created.ascii": "Thu May 29 09:24:42 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0]}}, "cell": [[9.429152911994793, 9.430173540582436, 9.428489444580348], [6.287460514776226, -6.287086202997804, -6.28671427373329], [-4.714803705895656, 4.715234235738008, -4.714164240422732]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_0cl": 1, "_1_00frac": 1, "bcc": 1, "_72atom": 1, "_0_00Cu": 1, "GS": 1}, "mtime": 15.038293987704645, "keywords": ["bcc", "GS", "72atom", "1.00frac", "0cl", "0.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.0, "unique_id": "958dbd561a958d1560bd67168b994502", "user": "jboes"},
"143":
{"ctime": 14.923537041825742, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -246.433298, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.023590085374632034, -0.023590085374632034, -0.023590085374632034, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -246.433298, "forces": [[0.0, 0.0, 0.0], [1.1e-05, -1.1e-05, -1.1e-05], [0.0, -1.2e-05, 0.0], [1.1e-05, 1.1e-05, -1.1e-05], [0.0, 1.2e-05, 0.0], [1.7e-05, 0.0, -1.7e-05], [0.0, 0.0, -1.2e-05], [1.1e-05, -1.1e-05, 1.1e-05], [0.0, -1.1e-05, -1.1e-05], [1.1e-05, 1.1e-05, 1.1e-05], [0.0, 1.1e-05, -1.1e-05], [1.7e-05, 0.0, 1.7e-05], [0.0, 0.0, 1.2e-05], [1.7e-05, -1.7e-05, 0.0], [0.0, -1.1e-05, 1.1e-05], [1.7e-05, 1.7e-05, 0.0], [0.0, 1.1e-05, 1.1e-05], [3.3e-05, 0.0, 0.0], [1.2e-05, 0.0, 0.0], [-1.1e-05, -1.1e-05, -1.1e-05], [1.1e-05, -1.1e-05, 0.0], [-1.1e-05, 1.1e-05, -1.1e-05], [1.1e-05, 1.1e-05, 0.0], [-1.7e-05, 0.0, -1.7e-05], [1.1e-05, 0.0, -1.1e-05], [-1.1e-05, -1.1e-05, 1.1e-05], [-2e-06, 2e-06, 2e-06], [-1.1e-05, 1.1e-05, 1.1e-05], [-2e-06, -2e-06, 2e-06], [-1.7e-05, 0.0, 1.7e-05], [1.1e-05, 0.0, 1.1e-05], [-1.7e-05, -1.7e-05, 0.0], [-2e-06, 2e-06, -2e-06], [-1.7e-05, 1.7e-05, 0.0], [-2e-06, -2e-06, -2e-06], [-3.3e-05, 0.0, 0.0], [-1.2e-05, 0.0, 0.0], [0.0, -1.7e-05, -1.7e-05], [-1.1e-05, -1.1e-05, 0.0], [0.0, 1.7e-05, -1.7e-05], [-1.1e-05, 1.1e-05, 0.0], [0.0, 0.0, -3.3e-05], [-1.1e-05, 0.0, -1.1e-05], [0.0, -1.7e-05, 1.7e-05], [2e-06, 2e-06, 2e-06], [0.0, 1.7e-05, 1.7e-05], [2e-06, -2e-06, 2e-06], [0.0, 0.0, 3.3e-05], [-1.1e-05, 0.0, 1.1e-05], [0.0, -3.3e-05, 0.0], [2e-06, 2e-06, -2e-06], [0.0, 3.3e-05, 0.0], [2e-06, -2e-06, -2e-06], [0.0, 0.0, 0.0]], "fermi_level": 3.9079}, "metadata": {"date.created": 1417626943.100312, "uuid": "032e137c-7b10-11e4-bd01-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:15:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0cl": 1, "dis": 1, "_0": 1, "_54atom": 1, "GS": 1, "bcc": 1, "_0_40lat": 1}, "mtime": 15.038293998941171, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "0cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "f54296fddd11b25ea67881e62d50278c", "user": "jboes"},
"144":
{"ctime": 14.923537069056136, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -244.984954, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.01950380236624619, -0.01950380236624619, -0.01950380236624619, -6.241506363094029e-09, 6.241506363094029e-09, 6.241506363094029e-09], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -244.984954, "forces": [[-0.168069, 0.168069, 0.168069], [-0.003808, 0.003808, 0.003808], [-0.168056, -0.168063, 0.168056], [-0.016623, 8e-06, 0.016623], [0.014343, -4e-06, -0.014343], [-0.003814, -0.003816, 0.003814], [-0.168056, 0.168056, -0.168063], [-0.016623, 0.016623, 8e-06], [-0.168059, -0.168065, -0.168065], [-0.194749, 3e-06, 3e-06], [0.014339, 5e-06, 0.014349], [-0.016627, -0.016629, -2e-06], [0.014343, -0.014343, -4e-06], [-0.003814, 0.003814, -0.003816], [0.014339, 0.014349, 5e-06], [-0.016627, -2e-06, -0.016629], [0.01224, -6e-06, -6e-06], [-0.003822, -0.003816, -0.003816], [0.168063, 0.168056, 0.168056], [-8e-06, 0.016623, 0.016623], [0.168065, -0.168065, 0.168059], [-3e-06, 3e-06, 0.194749], [-0.014349, 5e-06, -0.014339], [2e-06, -0.016629, 0.016627], [0.168065, 0.168059, -0.168065], [-3e-06, 0.194749, 3e-06], [0.168055, -0.168055, -0.168055], [-3e-06, 3e-06, 3e-06], [-0.014343, -4e-06, 0.014343], [-1e-06, -0.19475, 1e-06], [-0.014349, -0.014339, 5e-06], [2e-06, 0.016627, -0.016629], [-0.014343, 0.014343, -4e-06], [-1e-06, 1e-06, -0.19475], [-0.01224, -4e-06, -4e-06], [3e-06, -0.016625, -0.016625], [4e-06, -0.014343, -0.014343], [0.003816, 0.003814, 0.003814], [-5e-06, 0.014349, -0.014339], [0.016629, -2e-06, 0.016627], [6e-06, -6e-06, -0.01224], [0.003816, -0.003816, 0.003822], [-5e-06, -0.014339, 0.014349], [0.016629, 0.016627, -2e-06], [4e-06, 0.014343, 0.014343], [0.19475, 1e-06, 1e-06], [4e-06, -4e-06, 0.01224], [0.016625, -0.016625, -3e-06], [6e-06, -0.01224, -6e-06], [0.003816, 0.003822, -0.003816], [4e-06, 0.01224, -4e-06], [0.016625, -3e-06, -0.016625], [2e-06, -2e-06, -2e-06], [0.003807, -0.003807, -0.003807]], "fermi_level": 3.8592}, "metadata": {"date.created": 1417628149.040281, "uuid": "d1f9ea9e-7b12-11e4-b566-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:35:49 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 14, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0cl": 1, "_1": 1, "bcc": 1, "_54atom": 1, "GS": 1, "_0_40lat": 1, "dis": 1}, "mtime": 15.038294008430869, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "0cl", "1"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "5853d556c4d7b983ff10372bda97ac4e", "user": "jboes"},
"145":
{"ctime": 14.923537096064722, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -244.984927, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.019974374496985303, -0.019974374496985303, -0.01997397504057806, -0.0, -0.0, 3.370413436070775e-07], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -244.984927, "forces": [[0.014283, -0.014283, 0.0], [-0.004223, 0.004223, -0.004197], [0.01426, 0.014295, 0.0], [-0.016736, -3.1e-05, -0.016739], [0.012272, -8e-06, 0.0], [-0.004216, -0.004171, -0.004203], [-0.167969, 0.167969, 0.167961], [-0.004223, 0.004223, 0.004197], [-0.16796, -0.167965, 0.167959], [-0.016736, -3.1e-05, 0.016739], [0.01428, -5e-06, -0.014293], [-0.004216, -0.004171, 0.004203], [-0.167969, 0.167969, -0.167961], [-0.016763, 0.016763, 0.0], [-0.16796, -0.167965, -0.167959], [-0.194596, 1.6e-05, 0.0], [0.01428, -5e-06, 0.014293], [-0.016757, -0.016739, 0.0], [-0.014295, -0.01426, 0.0], [3.1e-05, 0.016736, -0.016739], [-0.014276, 0.014276, 0.0], [-3e-06, 3e-06, -0.19465], [-0.012264, -1e-05, 0.0], [-5e-06, -0.016751, -0.016741], [0.167965, 0.16796, 0.167959], [3.1e-05, 0.016736, 0.016739], [0.167959, -0.167959, 0.16795], [-3e-06, 3e-06, 0.19465], [-0.014294, -3e-06, -0.014275], [-5e-06, -0.016751, 0.016741], [0.167965, 0.16796, -0.167959], [-1.6e-05, 0.194596, 0.0], [0.167959, -0.167959, -0.16795], [-2e-06, 2e-06, 0.0], [-0.014294, -3e-06, 0.014275], [2.6e-05, -0.194656, 0.0], [8e-06, -0.012272, 0.0], [0.004171, 0.004216, -0.004203], [1e-05, 0.012264, 0.0], [0.016751, 5e-06, -0.016741], [-1.6e-05, 1.6e-05, 0.0], [0.004216, -0.004216, -0.004232], [5e-06, -0.01428, -0.014293], [0.004171, 0.004216, 0.004203], [3e-06, 0.014294, -0.014275], [0.016751, 5e-06, 0.016741], [8e-06, -8e-06, -0.012261], [0.004216, -0.004216, 0.004232], [5e-06, -0.01428, 0.014293], [0.016739, 0.016757, 0.0], [3e-06, 0.014294, 0.014275], [0.194656, -2.6e-05, 0.0], [8e-06, -8e-06, 0.012261], [0.016764, -0.016764, 0.0]], "fermi_level": 3.8589}, "metadata": {"date.created": 1417628149.242726, "uuid": "d218cdf6-7b12-11e4-b566-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:35:49 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 17, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0cl": 1, "_2": 1, "bcc": 1, "_54atom": 1, "GS": 1, "_0_40lat": 1, "dis": 1}, "mtime": 15.038294021529424, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "0cl", "2"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "e814a7a957c8c560e257c9dd8160ac86", "user": "jboes"},
"146":
{"ctime": 14.92353712258369, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -244.984951, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.019251782822317178, -0.019251564369594472, -0.019251782822317178, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -244.984951, "forces": [[0.0, -0.01223, 0.0], [0.003757, 0.00372, -0.003757], [0.0, 0.012256, 0.0], [0.016631, 4.2e-05, -0.016631], [0.0, -2.7e-05, 0.0], [0.003719, -0.003767, -0.003719], [0.0, -0.01429, -0.014271], [0.003757, 0.00372, 0.003757], [0.0, 0.014293, -0.014292], [0.016631, 4.2e-05, 0.016631], [0.0, -5e-06, -0.012235], [0.003719, -0.003767, 0.003719], [0.0, -0.01429, 0.014271], [0.016652, 0.016637, 0.0], [0.0, 0.014293, 0.014292], [0.194595, 1e-06, 0.0], [0.0, -5e-06, 0.012235], [0.016601, -0.016637, 0.0], [0.014271, -0.01429, 0.0], [-0.003757, 0.00372, -0.003757], [0.014292, 0.014293, 0.0], [-0.016631, 4.2e-05, -0.016631], [0.012235, -5e-06, 0.0], [-0.003719, -0.003767, -0.003719], [-0.168037, 0.168023, 0.168037], [-0.003757, 0.00372, 0.003757], [-0.168025, -0.168027, 0.168025], [-0.016631, 4.2e-05, 0.016631], [0.014287, 7e-06, -0.014287], [-0.003719, -0.003767, 0.003719], [-0.168037, 0.168023, -0.168037], [-0.016652, 0.016637, 0.0], [-0.168025, -0.168027, -0.168025], [-0.194595, 1e-06, 0.0], [0.014287, 7e-06, 0.014287], [-0.016601, -0.016637, 0.0], [-0.014271, -0.01429, 0.0], [0.0, 0.016637, -0.016652], [-0.014292, 0.014293, 0.0], [0.0, 1e-06, -0.194595], [-0.012235, -5e-06, 0.0], [0.0, -0.016637, -0.016601], [0.168037, 0.168023, 0.168037], [0.0, 0.016637, 0.016652], [0.168025, -0.168027, 0.168025], [0.0, 1e-06, 0.194595], [-0.014287, 7e-06, -0.014287], [0.0, -0.016637, 0.016601], [0.168037, 0.168023, -0.168037], [0.0, 0.194623, 0.0], [0.168025, -0.168027, -0.168025], [0.0, -3e-05, 0.0], [-0.014287, 7e-06, 0.014287], [0.0, -0.19458, 0.0]], "fermi_level": 3.8593}, "metadata": {"date.created": 1417628149.412194, "uuid": "d232a988-7b12-11e4-b566-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:35:49 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 23, 51, 24, 52, 25, 26, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46], "key_value_pairs": {"_0cl": 1, "_3": 1, "bcc": 1, "_54atom": 1, "GS": 1, "_0_40lat": 1, "dis": 1}, "mtime": 15.038294033445728, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "0cl", "3"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "14640b3c88783dc70ea7c7b408c18314", "user": "jboes"},
"147":
{"ctime": 14.923537152020025, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -244.984956, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.01986290119334044, -0.01986290119334044, -0.01986290119334044, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -244.984956, "forces": [[0.0, 0.0, 0.0], [0.003665, -0.003665, -0.003665], [0.0, -0.012231, 0.0], [0.003665, 0.003665, -0.003665], [0.0, 0.012231, 0.0], [0.016478, 0.0, -0.016478], [0.0, 0.0, -0.012231], [0.003665, -0.003665, 0.003665], [0.0, -0.014319, -0.014319], [0.003665, 0.003665, 0.003665], [0.0, 0.014319, -0.014319], [0.016478, 0.0, 0.016478], [0.0, 0.0, 0.012231], [0.016478, -0.016478, 0.0], [0.0, -0.014319, 0.014319], [0.016478, 0.016478, 0.0], [0.0, 0.014319, 0.014319], [0.195014, 0.0, 0.0], [0.012231, 0.0, 0.0], [-0.003665, -0.003665, -0.003665], [0.014319, -0.014319, 0.0], [-0.003665, 0.003665, -0.003665], [0.014319, 0.014319, 0.0], [-0.016478, 0.0, -0.016478], [0.014319, 0.0, -0.014319], [-0.003665, -0.003665, 0.003665], [-0.168049, 0.168049, 0.168049], [-0.003665, 0.003665, 0.003665], [-0.168049, -0.168049, 0.168049], [-0.016478, 0.0, 0.016478], [0.014319, 0.0, 0.014319], [-0.016478, -0.016478, 0.0], [-0.168049, 0.168049, -0.168049], [-0.016478, 0.016478, 0.0], [-0.168049, -0.168049, -0.168049], [-0.195014, 0.0, 0.0], [-0.012231, 0.0, 0.0], [0.0, -0.016478, -0.016478], [-0.014319, -0.014319, 0.0], [0.0, 0.016478, -0.016478], [-0.014319, 0.014319, 0.0], [0.0, 0.0, -0.195014], [-0.014319, 0.0, -0.014319], [0.0, -0.016478, 0.016478], [0.168049, 0.168049, 0.168049], [0.0, 0.016478, 0.016478], [0.168049, -0.168049, 0.168049], [0.0, 0.0, 0.195014], [-0.014319, 0.0, 0.014319], [0.0, -0.195014, 0.0], [0.168049, 0.168049, -0.168049], [0.0, 0.195014, 0.0], [0.168049, -0.168049, -0.168049], [0.0, 0.0, 0.0]], "fermi_level": 3.8591}, "metadata": {"date.created": 1417628149.521183, "uuid": "d2434b08-7b12-11e4-b566-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:35:49 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 23, 51, 24, 52, 25, 53, 26, 27], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29], "key_value_pairs": {"_0cl": 1, "_4": 1, "bcc": 1, "_54atom": 1, "GS": 1, "_0_40lat": 1, "dis": 1}, "mtime": 15.038294045408588, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "0cl", "4"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "300c4b83cf9fcc119ea74dfe39b13b7f", "user": "jboes"},
"148":
{"ctime": 14.923537182945886, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -532.164126, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.026282022103009034, -0.026282022103009034, -0.026282022103009034, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -532.164126, "forces": [[0.0, 0.0, 0.0], [0.035131, -0.035131, -0.035131], [0.0, 0.122699, 0.0], [0.035131, 0.035131, -0.035131], [0.0, -0.122699, 0.0], [-0.01467, 0.0, 0.01467], [0.0, 0.0, 0.122699], [0.035131, -0.035131, 0.035131], [0.0, 0.009618, 0.009618], [0.035131, 0.035131, 0.035131], [0.0, -0.009618, 0.009618], [-0.01467, 0.0, -0.01467], [0.0, 0.0, -0.122699], [-0.01467, 0.01467, 0.0], [0.0, 0.009618, -0.009618], [-0.01467, -0.01467, 0.0], [0.0, -0.009618, -0.009618], [-0.002786, 0.0, 0.0], [-0.122699, 0.0, 0.0], [-0.035131, -0.035131, -0.035131], [-0.009618, 0.009618, 0.0], [-0.035131, 0.035131, -0.035131], [-0.009618, -0.009618, 0.0], [0.01467, 0.0, 0.01467], [-0.009618, 0.0, 0.009618], [-0.035131, -0.035131, 0.035131], [-0.023321, 0.023321, 0.023321], [-0.035131, 0.035131, 0.035131], [-0.023321, -0.023321, 0.023321], [0.01467, 0.0, -0.01467], [-0.009618, 0.0, -0.009618], [0.01467, 0.01467, 0.0], [-0.023321, 0.023321, -0.023321], [0.01467, -0.01467, 0.0], [-0.023321, -0.023321, -0.023321], [0.002786, 0.0, 0.0], [0.122699, 0.0, 0.0], [0.0, 0.01467, 0.01467], [0.009618, 0.009618, 0.0], [0.0, -0.01467, 0.01467], [0.009618, -0.009618, 0.0], [0.0, 0.0, 0.002786], [0.009618, 0.0, 0.009618], [0.0, 0.01467, -0.01467], [0.023321, 0.023321, 0.023321], [0.0, -0.01467, -0.01467], [0.023321, -0.023321, 0.023321], [0.0, 0.0, -0.002786], [0.009618, 0.0, -0.009618], [0.0, 0.002786, 0.0], [0.023321, 0.023321, -0.023321], [0.0, -0.002786, 0.0], [0.023321, -0.023321, -0.023321], [0.0, 0.0, 0.0]], "fermi_level": 3.94}, "metadata": {"date.created": 1417626943.152882, "uuid": "033619a0-7b10-11e4-bd01-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:15:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "dis": 1, "_0": 1, "_54atom": 1, "bcc": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294055809756, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "1cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "6419fb2ab9d00a8c34320c4a8279db6f", "user": "jboes"},
"149":
{"ctime": 14.92353721019355, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -530.630313, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.02246554693168702, -0.02246554693168702, -0.02246554693168702, -0.00019957216595993153, 0.00019957216595993153, 0.00019957216595993153], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -530.630313, "forces": [[-0.049281, 0.049281, 0.049281], [0.028904, -0.028904, -0.028904], [-0.175026, -0.052297, 0.175026], [0.017678, 0.031398, -0.017678], [0.014338, -0.121624, -0.014338], [-0.018271, -0.005049, 0.018271], [-0.175026, 0.175026, -0.052297], [0.017678, -0.017678, 0.031398], [-0.174156, -0.158054, -0.158054], [-0.190017, 0.025158, 0.025158], [0.016279, -0.010087, 0.026988], [-0.030695, -0.017454, -0.015387], [0.014338, -0.014338, -0.121624], [-0.018271, 0.018271, -0.005049], [0.016279, 0.026988, -0.010087], [-0.030695, -0.015387, -0.017454], [0.009963, -0.010563, -0.010563], [-0.012014, -0.006073, -0.006073], [0.052297, 0.175026, 0.175026], [-0.031398, -0.017678, -0.017678], [0.158054, -0.158054, 0.174156], [-0.025158, 0.025158, 0.190017], [-0.026988, -0.010087, -0.016279], [0.015387, -0.017454, 0.030695], [0.158054, 0.174156, -0.158054], [-0.025158, 0.190017, 0.025158], [0.154441, -0.154441, -0.154441], [-0.132645, 0.132645, 0.132645], [-0.038599, -0.02046, 0.038599], [0.012261, -0.193575, -0.012261], [-0.026988, -0.016279, -0.010087], [0.015387, 0.030695, -0.017454], [-0.038599, 0.038599, -0.02046], [0.012261, -0.012261, -0.193575], [-0.031142, -0.021082, -0.021082], [0.005971, -0.015362, -0.015362], [0.121624, -0.014338, -0.014338], [0.005049, 0.018271, 0.018271], [0.010087, 0.026988, -0.016279], [0.017454, -0.015387, 0.030695], [0.010563, -0.010563, -0.009963], [0.006073, -0.006073, 0.012014], [0.010087, -0.016279, 0.026988], [0.017454, 0.030695, -0.015387], [0.02046, 0.038599, 0.038599], [0.193575, -0.012261, -0.012261], [0.021082, -0.021082, 0.031142], [0.015362, -0.015362, -0.005971], [0.010563, -0.009963, -0.010563], [0.006073, 0.012014, -0.006073], [0.021082, 0.031142, -0.021082], [0.015362, -0.005971, -0.015362], [0.019769, -0.019769, -0.019769], [0.008836, -0.008836, -0.008836]], "fermi_level": 3.8989}, "metadata": {"date.created": 1417628149.163037, "uuid": "d20ca4f4-7b12-11e4-b566-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:35:49 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 14, 15, 41, 16, 42, 17, 43, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "_1": 1, "bcc": 1, "_54atom": 1, "_0_40lat": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038294066296451, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "1cl", "1"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "cc38b8ed1677ecaeadc4c80c7bc1b947", "user": "jboes"},
"150":
{"ctime": 14.923537239370324, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -530.691622, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.021967455999393027, -0.021967455999393027, -0.022039283254619513, -0.0, -0.0, -2.9628430705607354e-05], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -530.691622, "forces": [[0.026205, -0.026205, 0.0], [0.029548, -0.029548, -0.038129], [0.01565, 0.138833, 0.0], [0.018303, 0.032509, -0.049973], [0.009857, -0.122216, 0.0], [-0.020663, -0.005066, 0.011466], [-0.162517, 0.162517, 0.29053], [0.029548, -0.029548, 0.038129], [-0.168462, -0.157155, 0.179221], [0.018303, 0.032509, 0.049973], [0.014242, -0.010504, -0.005381], [-0.020663, -0.005066, -0.011466], [-0.162517, 0.162517, -0.29053], [-0.03177, 0.03177, 0.0], [-0.168462, -0.157155, -0.179221], [-0.208671, -0.014144, 0.0], [0.014242, -0.010504, 0.005381], [-0.023798, -0.017082, 0.0], [-0.138833, -0.01565, 0.0], [-0.032509, -0.018303, -0.049973], [-0.025054, 0.025054, 0.0], [-0.040448, 0.040448, -0.228155], [-0.02113, -0.010068, 0.0], [0.016428, -0.017137, -0.002401], [0.157155, 0.168462, 0.179221], [-0.032509, -0.018303, 0.049973], [0.145949, -0.145949, 0.190316], [-0.040448, 0.040448, 0.228155], [-0.037828, -0.023918, 0.008382], [0.016428, -0.017137, 0.002401], [0.157155, 0.168462, -0.179221], [0.014144, 0.208671, 0.0], [0.145949, -0.145949, -0.190316], [0.001121, -0.001121, 0.0], [-0.037828, -0.023918, -0.008382], [0.004327, -0.196188, 0.0], [0.122216, -0.009857, 0.0], [0.005066, 0.020663, 0.011466], [0.010068, 0.02113, 0.0], [0.017137, -0.016428, -0.002401], [0.009184, -0.009184, 0.0], [0.004396, -0.004396, -0.000168], [0.010504, -0.014242, -0.005381], [0.005066, 0.020663, -0.011466], [0.023918, 0.037828, 0.008382], [0.017137, -0.016428, 0.002401], [0.022237, -0.022237, 0.012005], [0.004396, -0.004396, 0.000168], [0.010504, -0.014242, 0.005381], [0.017082, 0.023798, 0.0], [0.023918, 0.037828, -0.008382], [0.196188, -0.004327, 0.0], [0.022237, -0.022237, -0.012005], [0.018303, -0.018303, 0.0]], "fermi_level": 3.8947}, "metadata": {"date.created": 1417628149.320792, "uuid": "d224b74c-7b12-11e4-b566-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:35:49 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 17, 18, 44, 19, 45, 20, 46, 21, 47, 22, 48, 23, 49, 24, 50, 25, 51, 26, 52, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "_2": 1, "bcc": 1, "_54atom": 1, "_0_40lat": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038294080445503, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "1cl", "2"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "4817bafbb7a8686b7a64bc01f79b2939", "user": "jboes"},
"151":
{"ctime": 14.923537266759002, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -530.718017, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.021654388281726594, -0.02154393858512528, -0.021654388281726594, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -530.718017, "forces": [[0.0, -0.012193, 0.0], [0.038669, -0.03082, -0.038669], [0.0, 0.135386, 0.0], [0.050165, 0.032009, -0.050165], [0.0, -0.122861, 0.0], [-0.010576, -0.002594, 0.010576], [0.0, -0.013091, 0.108392], [0.038669, -0.03082, 0.038669], [0.0, 0.024325, -0.003162], [0.050165, 0.032009, 0.050165], [0.0, -0.009654, 0.000749], [-0.010576, -0.002594, -0.010576], [0.0, -0.013091, -0.108392], [0.000173, 0.030045, 0.0], [0.0, 0.024325, 0.003162], [0.180311, -0.01562, 0.0], [0.0, -0.009654, -0.000749], [0.012579, -0.015896, 0.0], [-0.108392, -0.013091, 0.0], [-0.038669, -0.03082, -0.038669], [0.003162, 0.024325, 0.0], [-0.050165, 0.032009, -0.050165], [-0.000749, -0.009654, 0.0], [0.010576, -0.002594, 0.010576], [-0.177329, 0.1703, 0.177329], [-0.038669, -0.03082, 0.038669], [-0.190288, -0.14569, 0.190288], [-0.050165, 0.032009, 0.050165], [-0.007064, -0.024596, 0.007064], [0.010576, -0.002594, -0.010576], [-0.177329, 0.1703, -0.177329], [-0.000173, 0.030045, 0.0], [-0.190288, -0.14569, -0.190288], [-0.180311, -0.01562, 0.0], [-0.007064, -0.024596, -0.007064], [-0.012579, -0.015896, 0.0], [0.108392, -0.013091, 0.0], [0.0, 0.030045, -0.000173], [-0.003162, 0.024325, 0.0], [0.0, -0.01562, -0.180311], [0.000749, -0.009654, 0.0], [0.0, -0.015896, -0.012579], [0.177329, 0.1703, 0.177329], [0.0, 0.030045, 0.000173], [0.190288, -0.14569, 0.190288], [0.0, -0.01562, 0.180311], [0.007064, -0.024596, 0.007064], [0.0, -0.015896, 0.012579], [0.177329, 0.1703, -0.177329], [0.0, 0.201119, 0.0], [0.190288, -0.14569, -0.190288], [0.0, 0.002981, 0.0], [0.007064, -0.024596, -0.007064], [0.0, -0.199299, 0.0]], "fermi_level": 3.8955}, "metadata": {"date.created": 1417628149.467169, "uuid": "d23b0d12-7b12-11e4-b566-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:35:49 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 23, 51, 24, 52, 25, 26, 27, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46], "key_value_pairs": {"GS": 1, "_3": 1, "bcc": 1, "_54atom": 1, "_0_40lat": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038294091619957, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "1cl", "3"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "2f2aaeb733149d79af872f7992babdef", "user": "jboes"},
"152":
{"ctime": 14.923537294774794, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]], "energy": -530.728943, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4970813151548077, 1.4970813151548077, 1.4970813151548077], [0.0, 0.0, 0.0], [-1.4970813151548077, 4.491243945464487, 1.4970813151548077], [0.0, 2.9941626303096793, 0.0], [-1.4970813151548077, 7.485406575774166, 1.4970813151548077], [0.0, 5.988325260619295, 0.0], [-1.4970813151548077, 1.4970813151548077, 4.491243945464487], [0.0, 0.0, 2.9941626303096793], [-1.4970813151548077, 4.491243945464487, 4.491243945464487], [0.0, 2.9941626303096793, 2.9941626303096793], [-1.4970813151548077, 7.485406575774166, 4.491243945464487], [0.0, 5.988325260619295, 2.9941626303096793], [-1.4970813151548077, 1.4970813151548077, 7.485406575774166], [0.0, 0.0, 5.988325260619295], [-1.4970813151548077, 4.491243945464487, 7.485406575774166], [0.0, 2.9941626303096793, 5.988325260619295], [-1.4970813151548077, 7.485406575774166, 7.485406575774166], [0.0, 5.988325260619295, 5.988325260619295], [-4.491243945464487, 1.4970813151548077, 1.4970813151548077], [-2.9941626303096793, 0.0, 0.0], [-4.491243945464487, 4.491243945464487, 1.4970813151548077], [-2.9941626303096793, 2.9941626303096793, 0.0], [-4.491243945464487, 7.485406575774166, 1.4970813151548077], [-2.9941626303096793, 5.988325260619295, 0.0], [-4.491243945464487, 1.4970813151548077, 4.491243945464487], [-2.9941626303096793, 0.0, 2.9941626303096793], [-4.491243945464487, 4.491243945464487, 4.491243945464487], [-2.9941626303096793, 2.9941626303096793, 2.9941626303096793], [-4.491243945464487, 7.485406575774166, 4.491243945464487], [-2.9941626303096793, 5.988325260619295, 2.9941626303096793], [-4.491243945464487, 1.4970813151548077, 7.485406575774166], [-2.9941626303096793, 0.0, 5.988325260619295], [-4.491243945464487, 4.491243945464487, 7.485406575774166], [-2.9941626303096793, 2.9941626303096793, 5.988325260619295], [-4.491243945464487, 7.485406575774166, 7.485406575774166], [-2.9941626303096793, 5.988325260619295, 5.988325260619295], [-7.485406575774166, 1.4970813151548077, 1.4970813151548077], [-5.988325260619295, 0.0, 0.0], [-7.485406575774166, 4.491243945464487, 1.4970813151548077], [-5.988325260619295, 2.9941626303096793, 0.0], [-7.485406575774166, 7.485406575774166, 1.4970813151548077], [-5.988325260619295, 5.988325260619295, 0.0], [-7.485406575774166, 1.4970813151548077, 4.491243945464487], [-5.988325260619295, 0.0, 2.9941626303096793], [-7.485406575774166, 4.491243945464487, 4.491243945464487], [-5.988325260619295, 2.9941626303096793, 2.9941626303096793], [-7.485406575774166, 7.485406575774166, 4.491243945464487], [-5.988325260619295, 5.988325260619295, 2.9941626303096793], [-7.485406575774166, 1.4970813151548077, 7.485406575774166], [-5.988325260619295, 0.0, 5.988325260619295], [-7.485406575774166, 4.491243945464487, 7.485406575774166], [-5.988325260619295, 2.9941626303096793, 5.988325260619295], [-7.485406575774166, 7.485406575774166, 7.485406575774166], [-5.988325260619295, 5.988325260619295, 5.988325260619295]]}, "data": {"stress": [-0.022189516312779187, -0.022189516312779187, -0.022189516312779187, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 724.7528323222643, "total_energy": -530.728943, "forces": [[0.0, 0.0, 0.0], [0.042621, -0.042621, -0.042621], [0.0, 0.121128, 0.0], [0.042621, 0.042621, -0.042621], [0.0, -0.121128, 0.0], [0.002641, 0.0, -0.002641], [0.0, 0.0, 0.121128], [0.042621, -0.042621, 0.042621], [0.0, -0.00541, -0.00541], [0.042621, 0.042621, 0.042621], [0.0, 0.00541, -0.00541], [0.002641, 0.0, 0.002641], [0.0, 0.0, -0.121128], [0.002641, -0.002641, 0.0], [0.0, -0.00541, 0.00541], [0.002641, 0.002641, 0.0], [0.0, 0.00541, 0.00541], [0.189868, 0.0, 0.0], [-0.121128, 0.0, 0.0], [-0.042621, -0.042621, -0.042621], [0.00541, -0.00541, 0.0], [-0.042621, 0.042621, -0.042621], [0.00541, 0.00541, 0.0], [-0.002641, 0.0, -0.002641], [0.00541, 0.0, -0.00541], [-0.042621, -0.042621, 0.042621], [-0.186883, 0.186883, 0.186883], [-0.042621, 0.042621, 0.042621], [-0.186883, -0.186883, 0.186883], [-0.002641, 0.0, 0.002641], [0.00541, 0.0, 0.00541], [-0.002641, -0.002641, 0.0], [-0.186883, 0.186883, -0.186883], [-0.002641, 0.002641, 0.0], [-0.186883, -0.186883, -0.186883], [-0.189868, 0.0, 0.0], [0.121128, 0.0, 0.0], [0.0, -0.002641, -0.002641], [-0.00541, -0.00541, 0.0], [0.0, 0.002641, -0.002641], [-0.00541, 0.00541, 0.0], [0.0, 0.0, -0.189868], [-0.00541, 0.0, -0.00541], [0.0, -0.002641, 0.002641], [0.186883, 0.186883, 0.186883], [0.0, 0.002641, 0.002641], [0.186883, -0.186883, 0.186883], [0.0, 0.0, 0.189868], [-0.00541, 0.0, 0.00541], [0.0, -0.189868, 0.0], [0.186883, 0.186883, -0.186883], [0.0, 0.189868, 0.0], [0.186883, -0.186883, -0.186883], [0.0, 0.0, 0.0]], "fermi_level": 3.9005}, "metadata": {"date.created": 1417628149.592915, "uuid": "d24e3d60-7b12-11e4-b566-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:35:49 2014", "user.username": null, "atoms.resort": [0, 28, 1, 29, 2, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 40, 13, 41, 14, 42, 15, 43, 16, 44, 17, 45, 18, 46, 19, 47, 20, 48, 21, 49, 22, 50, 23, 51, 24, 52, 25, 53, 26, 27], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.982487890928974, 0.0, 0.0], [0.0, 0.0, 8.982487890928974], [0.0, 8.982487890928974, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29], "key_value_pairs": {"GS": 1, "_4": 1, "bcc": 1, "_54atom": 1, "_0_40lat": 1, "_1cl": 1, "dis": 1}, "mtime": 15.03829410400373, "keywords": ["bcc", "GS", "54atom", "0.40lat", "dis", "1cl", "4"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5185185185185185, "unique_id": "dac57bf16abd6041f2e4897bb2bb39ba", "user": "jboes"},
"153":
{"ctime": 14.923537322230654, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -243.405622, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.018786072825034916, -0.018786072825034916, -0.01957065514090129, -0.0, -0.0, 2.2469422907138502e-07], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -243.405622, "forces": [[0.342627, -0.342627, 0.0], [5e-06, -5e-06, 0.023264], [-0.02841, 1e-06, 0.0], [0.0, -0.210086, 0.012006], [0.342632, 0.342625, 0.0], [-7e-06, 0.210088, 0.011989], [0.159027, -0.159027, -0.172776], [5e-06, -5e-06, -0.023264], [-0.024212, 7e-06, 0.01561], [0.0, -0.210086, -0.012006], [0.159036, 0.159019, -0.17277], [-7e-06, 0.210088, -0.011989], [0.159027, -0.159027, 0.172776], [1.4e-05, -1.4e-05, 0.0], [-0.024212, 7e-06, -0.01561], [2.8e-05, -0.035487, 0.0], [0.159036, 0.159019, 0.17277], [1.6e-05, 0.035525, 0.0], [-1e-06, 0.02841, 0.0], [0.210086, 0.0, 0.012006], [7e-06, -7e-06, 0.0], [0.021553, -0.021553, 0.006868], [0.0, -0.028401, 0.0], [0.021565, 0.021543, 0.006845], [-7e-06, 0.024212, 0.01561], [0.210086, 0.0, -0.012006], [-4e-06, 4e-06, 0.007862], [0.021553, -0.021553, -0.006868], [-1.3e-05, -0.024219, 0.015623], [0.021565, 0.021543, -0.006845], [-7e-06, 0.024212, -0.01561], [0.035487, -2.8e-05, 0.0], [-4e-06, 4e-06, -0.007862], [0.011465, -0.011465, 0.0], [-1.3e-05, -0.024219, -0.015623], [0.011489, 0.011508, 0.0], [-0.342625, -0.342632, 0.0], [-0.210088, 7e-06, 0.011989], [0.028401, 0.0, 0.0], [-0.021543, -0.021565, 0.006845], [-0.342626, 0.342626, 0.0], [-0.021561, 0.021561, 0.006817], [-0.159019, -0.159036, -0.17277], [-0.210088, 7e-06, -0.011989], [0.024219, 1.3e-05, 0.015623], [-0.021543, -0.021565, -0.006845], [-0.159019, 0.159019, -0.172754], [-0.021561, 0.021561, -0.006817], [-0.159019, -0.159036, 0.17277], [-0.035525, -1.6e-05, 0.0], [0.024219, 1.3e-05, -0.015623], [-0.011508, -0.011489, 0.0], [-0.159019, 0.159019, 0.172754], [-0.011506, 0.011506, 0.0]], "fermi_level": 3.8421}, "metadata": {"date.created": 1417040379.029512, "uuid": "4fbfcd3a-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 30, 31, 3, 32, 4, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "I2C0": 1, "_0_40lat": 1}, "mtime": 15.038294115899909, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I2C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "6e6ece98e1f645d339b28b03aebe5f0f", "user": "jboes"},
"154":
{"ctime": 14.923537351542542, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -528.944384, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.02021953462542127, -0.02021953462542127, -0.0212136630344158, -0.0, -0.0, 0.0005071785655586577], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -528.944384, "forces": [[0.089357, -0.089357, 0.0], [0.132859, -0.132859, -0.109687], [-0.027429, 0.120668, 0.0], [0.021845, -0.213219, -0.010108], [0.360968, 0.239753, 0.0], [-0.012302, 0.20929, 0.022727], [0.165769, -0.165769, -0.058393], [0.132859, -0.132859, 0.109687], [-0.023585, 0.010663, 0.028495], [0.021845, -0.213219, 0.010108], [0.164582, 0.147779, -0.162099], [-0.012302, 0.20929, -0.022727], [0.165769, -0.165769, 0.058393], [-0.00968, 0.00968, 0.0], [-0.023585, 0.010663, -0.028495], [-0.015075, -0.047241, 0.0], [0.164582, 0.147779, 0.162099], [-0.007043, 0.033007, 0.0], [-0.120668, 0.027429, 0.0], [0.213219, -0.021845, -0.010108], [-0.010787, 0.010787, 0.0], [-0.013026, 0.013026, -0.024104], [-0.010815, -0.042552, 0.0], [0.033539, 0.023373, 0.020276], [-0.010663, 0.023585, 0.028495], [0.213219, -0.021845, 0.010108], [-0.018474, 0.018474, 0.025721], [-0.013026, 0.013026, 0.024104], [-0.019578, -0.043887, 0.036971], [0.033539, 0.023373, -0.020276], [-0.010663, 0.023585, -0.028495], [0.047241, 0.015075, 0.0], [-0.018474, 0.018474, -0.025721], [0.023403, -0.023403, 0.0], [-0.019578, -0.043887, -0.036971], [0.021197, 0.013889, 0.0], [-0.239753, -0.360968, 0.0], [-0.20929, 0.012302, 0.022727], [0.042552, 0.010815, 0.0], [-0.023373, -0.033539, 0.020276], [-0.34059, 0.34059, 0.0], [-0.022142, 0.022142, 0.015607], [-0.147779, -0.164582, -0.162099], [-0.20929, 0.012302, -0.022727], [0.043887, 0.019578, 0.036971], [-0.023373, -0.033539, -0.020276], [-0.145238, 0.145238, -0.160823], [-0.022142, 0.022142, -0.015607], [-0.147779, -0.164582, 0.162099], [-0.033007, 0.007043, 0.0], [0.043887, 0.019578, -0.036971], [-0.013889, -0.021197, 0.0], [-0.145238, 0.145238, 0.160823], [-0.016479, 0.016479, 0.0]], "fermi_level": 3.8882}, "metadata": {"date.created": 1417040379.095559, "uuid": "4fc9e0b8-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 30, 31, 3, 32, 4, 33, 5, 34, 6, 35, 7, 36, 8, 37, 9, 38, 10, 39, 11, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "I2C0": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294126657506, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I2C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "c23abecec4096524437db994ea1efdd5", "user": "jboes"},
"155":
{"ctime": 14.923537378347785, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -243.467282, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.018876268833487992, -0.018723813799063054, -0.018876268833487992, -0.0, -3.7942117181248595e-05, -0.0], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -243.467282, "forces": [[0.0, -0.333407, 0.0], [-0.002935, -7e-06, 0.002935], [0.0, 1.6e-05, 0.0], [-0.002559, -0.201266, 0.002559], [0.0, 0.33339, 0.0], [-0.002577, 0.20127, 0.002577], [-0.18743, -0.15821, -0.169523], [-0.190765, -7e-06, -0.190765], [0.004428, -4e-06, 0.015641], [-0.018183, -0.031388, -0.018183], [-0.18743, 0.158213, -0.169542], [-0.018219, 0.031361, -0.018219], [0.18743, -0.15821, 0.169523], [-0.018079, 2.7e-05, 0.180066], [-0.004428, -4e-06, -0.015641], [-0.005909, -0.02257, 0.012971], [0.18743, 0.158213, 0.169542], [-0.005878, 0.022562, 0.012966], [0.169523, -0.15821, 0.18743], [0.190765, -7e-06, 0.190765], [-0.015641, -4e-06, -0.004428], [0.018183, -0.031388, 0.018183], [0.169542, 0.158213, 0.18743], [0.018219, 0.031361, 0.018219], [0.172026, -0.162707, -0.172026], [0.002935, -7e-06, -0.002935], [-0.013792, 2e-06, 0.013792], [0.002559, -0.201266, -0.002559], [0.172022, 0.162705, -0.172022], [0.002577, 0.20127, -0.002577], [-0.014559, 0.028433, -0.014559], [0.018079, 2.7e-05, -0.180066], [-0.010255, 2e-06, -0.010255], [0.005909, -0.02257, -0.012971], [-0.014564, -0.028434, -0.014564], [0.005878, 0.022562, -0.012966], [-0.169523, -0.15821, -0.18743], [-0.180066, 2.7e-05, 0.018079], [0.015641, -4e-06, 0.004428], [-0.012971, -0.02257, 0.005909], [-0.169542, 0.158213, -0.18743], [-0.012966, 0.022562, 0.005878], [0.014559, 0.028433, 0.014559], [0.180066, 2.7e-05, -0.018079], [0.010255, 2e-06, 0.010255], [0.012971, -0.02257, -0.005909], [0.014564, -0.028434, 0.014564], [0.012966, 0.022562, -0.005878], [-0.172026, -0.162707, 0.172026], [0.0, -2.4e-05, 0.0], [0.013792, 2e-06, -0.013792], [0.0, -0.008754, 0.0], [-0.172022, 0.162705, 0.172022], [0.0, 0.008779, 0.0]], "fermi_level": 3.8412}, "metadata": {"date.created": 1417040379.145447, "uuid": "4fd17d8c-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 39, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "I2C1": 1, "_0_40lat": 1}, "mtime": 15.038294137336834, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I2C1", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "29dd669de0a91104022eccda9ff6c824", "user": "jboes"},
"156":
{"ctime": 14.923537406852992, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -529.017573, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.02109739625388408, -0.020917578455563343, -0.02109739625388408, -0.0, 0.0003988260150953453, -0.0], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -529.017573, "forces": [[0.0, -0.096427, 0.0], [0.130219, -0.130303, -0.130219], [0.0, 0.120536, 0.0], [0.021217, -0.197424, -0.021217], [0.0, 0.225619, 0.0], [-0.014397, 0.201084, 0.014397], [-0.194147, -0.165837, -0.055961], [-0.195202, -0.016436, -0.195202], [0.008764, 0.010326, 0.028356], [0.014557, 0.002724, 0.014557], [-0.196111, 0.146896, -0.159746], [-0.032089, 0.033801, -0.032089], [0.194147, -0.165837, 0.055961], [-0.028185, 0.011993, 0.176956], [-0.008764, 0.010326, -0.028356], [-0.019516, -0.034796, 0.012723], [0.196111, 0.146896, 0.159746], [-0.014785, 0.022933, 0.010195], [0.055961, -0.165837, 0.194147], [0.195202, -0.016436, 0.195202], [-0.028356, 0.010326, -0.008764], [-0.014557, 0.002724, -0.014557], [0.159746, 0.146896, 0.196111], [0.032089, 0.033801, 0.032089], [0.162024, -0.172807, -0.162024], [-0.130219, -0.130303, 0.130219], [-0.035943, 0.018395, 0.035943], [-0.021217, -0.197424, 0.021217], [0.160246, 0.153722, -0.160246], [0.014397, 0.201084, -0.014397], [-0.026836, 0.032752, -0.026836], [0.028185, 0.011993, -0.176956], [-0.027372, 0.019122, -0.027372], [0.019516, -0.034796, -0.012723], [-0.036028, -0.05448, -0.036028], [0.014785, 0.022933, -0.010195], [-0.055961, -0.165837, -0.194147], [-0.176956, 0.011993, 0.028185], [0.028356, 0.010326, 0.008764], [-0.012723, -0.034796, 0.019516], [-0.159746, 0.146896, -0.196111], [-0.010195, 0.022933, 0.014785], [0.026836, 0.032752, 0.026836], [0.176956, 0.011993, -0.028185], [0.027372, 0.019122, 0.027372], [0.012723, -0.034796, -0.019516], [0.036028, -0.05448, 0.036028], [0.010195, 0.022933, -0.014785], [-0.162024, -0.172807, 0.162024], [0.0, 0.006976, 0.0], [0.035943, 0.018395, -0.035943], [0.0, -0.018928, 0.0], [-0.160246, 0.153722, 0.160246], [0.0, 0.015861, 0.0]], "fermi_level": 3.8881}, "metadata": {"date.created": 1417040379.225376, "uuid": "4fddafc6-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 39, 40, 12, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "I2C1": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294147799167, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I2C1", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "71511a1f57b0c2d46386ec14f3b1406d", "user": "jboes"},
"157":
{"ctime": 14.923537433679433, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -243.481356, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.01887072637583756, -0.01887072637583756, -0.01887072637583756, 6.361343285265433e-05, -6.361343285265433e-05, -6.361343285265433e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -243.481356, "forces": [[0.0, 0.0, 0.0], [0.007226, -0.007226, -0.007226], [-0.18513, -0.165146, 0.18513], [-0.015516, -0.200621, 0.015516], [0.18513, 0.165146, -0.18513], [-0.005251, 0.192582, 0.005251], [-0.18513, 0.18513, -0.165146], [-0.015516, 0.015516, -0.200621], [-0.178831, -0.172135, -0.172135], [-0.200621, -0.015516, -0.015516], [0.0, -0.016011, 0.016011], [-0.018796, 0.0, -0.018796], [0.18513, -0.18513, 0.165146], [-0.005251, 0.005251, 0.192582], [0.0, 0.016011, -0.016011], [-0.018796, -0.018796, 0.0], [0.178831, 0.172135, 0.172135], [-0.00762, 0.010499, 0.010499], [0.165146, 0.18513, 0.18513], [0.200621, 0.015516, 0.015516], [0.172135, -0.172135, 0.178831], [0.015516, -0.015516, 0.200621], [-0.016011, -0.016011, 0.0], [0.018796, 0.0, 0.018796], [0.172135, 0.178831, -0.172135], [0.015516, 0.200621, -0.015516], [0.173023, -0.173023, -0.173023], [-0.007226, 0.007226, 0.007226], [-0.014391, -0.009963, 0.014391], [0.005251, -0.192582, -0.005251], [-0.016011, 0.0, -0.016011], [0.018796, 0.018796, 0.0], [-0.014391, 0.014391, -0.009963], [0.005251, -0.005251, -0.192582], [-0.009963, -0.014391, -0.014391], [0.00762, -0.010499, -0.010499], [-0.165146, -0.18513, -0.18513], [-0.192582, 0.005251, 0.005251], [0.016011, 0.016011, 0.0], [0.0, -0.018796, 0.018796], [-0.172135, 0.172135, -0.178831], [-0.010499, 0.010499, 0.00762], [0.016011, 0.0, 0.016011], [0.0, 0.018796, -0.018796], [0.009963, 0.014391, 0.014391], [0.192582, -0.005251, -0.005251], [0.014391, -0.014391, 0.009963], [0.010499, -0.010499, -0.00762], [-0.172135, -0.178831, 0.172135], [-0.010499, 0.00762, 0.010499], [0.014391, 0.009963, -0.014391], [0.010499, -0.00762, -0.010499], [-0.173023, 0.173023, 0.173023], [0.0, 0.0, 0.0]], "fermi_level": 3.8434}, "metadata": {"date.created": 1417040379.274004, "uuid": "4fe51b1c-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 40, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "I2C2": 1, "_0_40lat": 1}, "mtime": 15.038294157843215, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I2C2", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "14235498c22c86e306d395ed8d9d1791", "user": "jboes"},
"158":
{"ctime": 14.923537460189115, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -529.028779, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.021155379847997223, -0.021155379847997223, -0.021155379847997223, -0.0004092493307217123, 0.0004092493307217123, 0.0004092493307217123], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -529.028779, "forces": [[0.0, 0.0, 0.0], [0.138385, -0.138385, -0.138385], [-0.192183, -0.053556, 0.192183], [0.010138, -0.197553, -0.010138], [0.192183, 0.053556, -0.192183], [-0.015965, 0.189021, 0.015965], [-0.192183, 0.192183, -0.053556], [0.010138, -0.010138, -0.197553], [-0.184922, -0.161083, -0.161083], [-0.197553, 0.010138, 0.010138], [0.0, -0.028588, 0.028588], [-0.032719, 0.0, -0.032719], [0.192183, -0.192183, 0.053556], [-0.015965, 0.015965, 0.189021], [0.0, 0.028588, -0.028588], [-0.032719, -0.032719, 0.0], [0.184922, 0.161083, 0.161083], [-0.01551, 0.009146, 0.009146], [0.053556, 0.192183, 0.192183], [0.197553, -0.010138, -0.010138], [0.161083, -0.161083, 0.184922], [-0.010138, 0.010138, 0.197553], [-0.028588, -0.028588, 0.0], [0.032719, 0.0, 0.032719], [0.161083, 0.184922, -0.161083], [-0.010138, 0.197553, 0.010138], [0.160683, -0.160683, -0.160683], [-0.138385, 0.138385, 0.138385], [-0.036942, -0.027736, 0.036942], [0.015965, -0.189021, -0.015965], [-0.028588, 0.0, -0.028588], [0.032719, 0.032719, 0.0], [-0.036942, 0.036942, -0.027736], [0.015965, -0.015965, -0.189021], [-0.027736, -0.036942, -0.036942], [0.01551, -0.009146, -0.009146], [-0.053556, -0.192183, -0.192183], [-0.189021, 0.015965, 0.015965], [0.028588, 0.028588, 0.0], [0.0, -0.032719, 0.032719], [-0.161083, 0.161083, -0.184922], [-0.009146, 0.009146, 0.01551], [0.028588, 0.0, 0.028588], [0.0, 0.032719, -0.032719], [0.027736, 0.036942, 0.036942], [0.189021, -0.015965, -0.015965], [0.036942, -0.036942, 0.027736], [0.009146, -0.009146, -0.01551], [-0.161083, -0.184922, 0.161083], [-0.009146, 0.01551, 0.009146], [0.036942, 0.027736, -0.036942], [0.009146, -0.01551, -0.009146], [-0.160683, 0.160683, 0.160683], [0.0, 0.0, 0.0]], "fermi_level": 3.8889}, "metadata": {"date.created": 1417040379.349026, "uuid": "4ff08dd0-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 26, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 40, 41, 13, 42, 14, 43, 15, 44, 16, 45, 17, 46, 18, 47, 19, 48, 20, 49, 21, 50, 22, 51, 23, 52, 24, 53, 25], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "I2C2": 1, "_0_40lat": 1}, "mtime": 15.038294170510529, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I2C2", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5370370370370371, "unique_id": "c45896286b9f8591ac8a350437a7d2f4", "user": "jboes"},
"159":
{"ctime": 14.923537488333842, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -241.857713, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.015880545507406474, -0.014978179724962154, -0.015880545507406474, 6.241506363094029e-09, 5.312770216265637e-05, 4.369054454165819e-08], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -241.857713, "forces": [[0.171863, -0.503244, -0.171863], [-0.018815, 0.0, 0.018815], [-0.013441, 1e-06, 0.013441], [-0.013398, -0.221862, 0.013398], [0.171864, 0.503243, -0.171864], [-0.013402, 0.221863, 0.013402], [0.175559, -0.147017, -0.172249], [-0.000535, 0.0, -0.02559], [-0.014146, -1e-06, 0.016797], [-0.005318, -0.214309, -0.015581], [0.175561, 0.147016, -0.172249], [-0.005316, 0.214304, -0.015566], [-0.013446, -0.332398, 0.344748], [-0.011925, 6e-06, 0.01458], [-0.006854, -1e-06, -0.029639], [-0.008038, -0.041281, 0.004402], [-0.013445, 0.332397, 0.344748], [-0.008031, 0.04129, 0.004403], [0.172249, -0.147017, -0.175559], [0.02559, 0.0, 0.000535], [-0.016797, -1e-06, 0.014146], [0.015581, -0.214309, 0.005318], [0.172249, 0.147016, -0.175561], [0.015566, 0.214304, 0.005316], [-0.01547, 0.036322, 0.01547], [0.20084, 5e-06, -0.20084], [-0.006691, 0.0, 0.006691], [0.025315, -0.037635, -0.025315], [-0.015471, -0.036324, 0.015471], [0.025314, 0.037623, -0.025314], [0.174348, -0.154234, 0.159515], [0.031971, -2e-06, 0.192412], [-0.015184, 1e-06, -0.020003], [0.014672, -0.029509, 0.017364], [0.174349, 0.154231, 0.159515], [0.01466, 0.029509, 0.017364], [-0.344748, -0.332398, 0.013446], [-0.01458, 6e-06, 0.011925], [0.029639, -1e-06, 0.006854], [-0.004402, -0.041281, 0.008038], [-0.344748, 0.332397, 0.013445], [-0.004403, 0.04129, 0.008031], [-0.159515, -0.154234, -0.174348], [-0.192412, -2e-06, -0.031971], [0.020003, 1e-06, 0.015184], [-0.017364, -0.029509, -0.014672], [-0.159515, 0.154231, -0.174349], [-0.017364, 0.029509, -0.01466], [-0.161215, -0.146484, 0.161215], [-0.018336, 7e-06, 0.018336], [0.022664, 1e-06, -0.022664], [-0.00716, -0.018783, 0.00716], [-0.161215, 0.14648, 0.161215], [-0.007157, 0.018779, 0.007157]], "fermi_level": 3.7993}, "metadata": {"date.created": 1417040379.41899, "uuid": "4ffb3ae6-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 2, 28, 29, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 36, 37, 8, 38, 9, 39, 10, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I3C0": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "_0_40lat": 1}, "mtime": 15.038294185515632, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I3C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "2a612a8ca41cfaa8bc6b343b252318c3", "user": "jboes"},
"160":
{"ctime": 14.92353751694321, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -527.294458, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.017670054038275526, -0.01655930932439295, -0.017670054038275526, -0.0003035182129308995, -0.00020210621754334772, 0.0003035681449818043], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -527.294458, "forces": [[0.039311, -0.123019, -0.039311], [0.112541, -0.1322, -0.112541], [-0.012354, 0.118804, 0.012354], [0.008203, -0.231228, -0.008203], [0.182168, 0.41617, -0.182168], [-0.022593, 0.222186, 0.022593], [0.181423, -0.154957, -0.060545], [0.130147, -0.129415, 0.101964], [-0.016082, 0.010156, 0.027842], [0.017545, -0.215519, 0.007973], [0.182943, 0.13586, -0.161482], [-0.015054, 0.213888, -0.02382], [-0.013566, -0.350135, 0.244734], [-0.018643, 0.00919, 0.015454], [-0.00466, 0.010741, -0.042034], [-0.0195, -0.049864, 0.004902], [-0.014773, 0.330125, 0.34242], [-0.015816, 0.040222, 0.005177], [0.060545, -0.154957, -0.181423], [-0.101964, -0.129415, -0.130147], [-0.027842, 0.010156, 0.016082], [-0.007973, -0.215519, -0.017545], [0.161482, 0.13586, -0.182943], [0.02382, 0.213888, 0.015054], [-0.027289, 0.038483, 0.027289], [0.216629, -0.013849, -0.216629], [-0.024057, 0.017303, 0.024057], [-0.009995, -0.000587, 0.009995], [-0.035599, -0.058661, 0.035599], [0.0347, 0.040074, -0.0347], [0.164179, -0.16274, 0.14918], [0.038747, 0.011148, 0.190581], [-0.035469, 0.018701, -0.040987], [0.024255, -0.0379, 0.017926], [0.163359, 0.143708, 0.147829], [0.022517, 0.029449, 0.016603], [-0.244734, -0.350135, 0.013566], [-0.015454, 0.00919, 0.018643], [0.042034, 0.010741, 0.00466], [-0.004902, -0.049864, 0.0195], [-0.34242, 0.330125, 0.014773], [-0.005177, 0.040222, 0.015816], [-0.14918, -0.16274, -0.164179], [-0.190581, 0.011148, -0.038747], [0.040987, 0.018701, 0.035469], [-0.017926, -0.0379, -0.024255], [-0.147829, 0.143708, -0.163359], [-0.016603, 0.029449, -0.022517], [-0.14981, -0.150575, 0.14981], [-0.017198, 0.007125, 0.017198], [0.040372, 0.018953, -0.040372], [-0.006908, -0.026489, 0.006908], [-0.148892, 0.131355, 0.148892], [-0.007064, 0.020837, 0.007064]], "fermi_level": 3.8489}, "metadata": {"date.created": 1417040379.471264, "uuid": "500334c6-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 2, 28, 29, 30, 3, 31, 4, 32, 5, 33, 6, 34, 7, 35, 36, 37, 8, 38, 9, 39, 10, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I3C0": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294197830986, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I3C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "1bcd8513fbef5dddcf78fa76e93d2387", "user": "jboes"},
"161":
{"ctime": 14.923537545579006, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -241.928301, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.014804971681879933, -0.01413464013999, -0.01413464013999, 4.783490476675263e-05, 5.0830827821037765e-05, 5.083706932740086e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -241.928301, "forces": [[0.162343, -0.171671, -0.171671], [-0.021993, 0.001983, 0.001983], [0.173014, -0.165051, 0.20089], [-0.011867, -0.203613, 0.194152], [-0.01264, 0.336987, -0.35975], [-0.013938, 0.192652, 0.018853], [0.173014, 0.20089, -0.165051], [-0.011867, 0.194152, -0.203613], [0.172856, -0.173093, -0.173093], [0.008067, 0.0044, 0.0044], [-0.014431, -0.029537, 0.015671], [-0.00708, -0.17419, -0.022778], [-0.01264, -0.35975, 0.336987], [-0.013938, 0.018853, 0.192652], [-0.014431, 0.015671, -0.029537], [-0.00708, -0.022778, -0.17419], [-0.003414, 0.345334, 0.345334], [-0.010116, 0.006635, 0.006635], [0.16833, -0.173631, -0.173631], [0.014177, -0.008149, -0.008149], [-0.017083, 0.016608, 0.006826], [0.025281, -0.214183, 0.016718], [0.174388, 0.159827, -0.165608], [0.018586, 0.205198, 0.006325], [-0.017083, 0.006826, 0.016608], [0.025281, 0.016718, -0.214183], [-0.006583, 0.014782, 0.014782], [0.206236, -0.019953, -0.019953], [-0.016108, -0.021863, 0.007825], [0.026608, 0.004784, -0.024733], [0.174388, -0.165608, 0.159827], [0.018586, 0.006325, 0.205198], [-0.016108, 0.007825, -0.021863], [0.026608, -0.024733, 0.004784], [0.175034, 0.16104, 0.16104], [0.01341, 0.01511, 0.01511], [-0.335162, 0.011539, 0.011539], [-0.004422, 0.003324, 0.003324], [-0.159054, -0.171385, 0.193612], [-0.013882, -0.037481, 0.019762], [-0.159433, 0.157249, -0.176345], [-0.007343, 0.02923, 0.008413], [-0.159054, 0.193612, -0.171385], [-0.013882, 0.019762, -0.037481], [-0.169857, -0.173761, -0.173761], [-0.194757, -0.010079, -0.010079], [0.030124, -0.021484, 0.014628], [-0.016091, -0.00382, -0.01539], [-0.159433, -0.176345, 0.157249], [-0.007343, 0.008413, 0.02923], [0.030124, 0.014628, -0.021484], [-0.016091, -0.01539, -0.00382], [-0.167509, 0.16038, 0.16038], [-0.004745, 0.00681, 0.00681]], "fermi_level": 3.8011}, "metadata": {"date.created": 1417040379.531664, "uuid": "500c6c26-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 2, 28, 3, 29, 30, 31, 4, 32, 5, 33, 6, 34, 7, 35, 36, 37, 8, 38, 9, 39, 10, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I3C1": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "_0_40lat": 1}, "mtime": 15.03829420952487, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I3C1", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "b0b694a4f66c43f2c6c2a2a6f52201f0", "user": "jboes"},
"162":
{"ctime": 14.923537573502037, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -527.375188, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.017666552553205834, -0.016803664298508082, -0.016803664298508082, -0.0007522076223610031, -0.0002186586924182731, -0.00021861500187373144], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -527.375188, "forces": [[0.044456, -0.038342, -0.038342], [0.106934, -0.130092, -0.130092], [0.180073, -0.056317, 0.20596], [0.002827, -0.214288, 0.200221], [-0.012023, 0.240121, -0.37669], [-0.022985, 0.189769, 0.028236], [0.180073, 0.20596, -0.056317], [0.002827, 0.200221, -0.214288], [0.181801, -0.16317, -0.16317], [0.136283, 0.135456, 0.135456], [-0.016933, -0.041977, 0.027866], [-0.016283, -0.169782, -0.030418], [-0.012023, -0.37669, 0.240121], [-0.022985, 0.028236, 0.189769], [-0.016933, 0.027866, -0.041977], [-0.016283, -0.030418, -0.169782], [-0.002121, 0.342938, 0.342938], [-0.016596, 0.006793, 0.006793], [0.058259, -0.179883, -0.179883], [-0.114926, -0.138234, -0.138234], [-0.028681, 0.028571, 0.004569], [0.002879, -0.217063, -0.006862], [0.163125, 0.148401, -0.170456], [0.026395, 0.202063, 0.01594], [-0.028681, 0.004569, 0.028571], [0.002879, -0.006862, -0.217063], [-0.02503, 0.035738, 0.035738], [0.203306, 0.005838, 0.005838], [-0.03573, -0.040821, 0.025447], [0.036642, 0.005788, -0.035062], [0.163125, -0.170456, 0.148401], [0.026395, 0.01594, 0.202063], [-0.03573, 0.025447, -0.040821], [0.036642, -0.035062, 0.005788], [0.163566, 0.147431, 0.147431], [0.021549, 0.015349, 0.015349], [-0.230353, 0.01198, 0.01198], [-0.006462, 0.012032, 0.012032], [-0.147602, -0.16098, 0.201749], [-0.01593, -0.047767, 0.031581], [-0.14787, 0.146645, -0.18363], [-0.007184, 0.027081, 0.015529], [-0.147602, 0.201749, -0.16098], [-0.01593, 0.031581, -0.047767], [-0.158984, -0.162928, -0.162928], [-0.193544, -0.018598, -0.018598], [0.054185, -0.04098, 0.035778], [-0.016387, -0.003017, -0.022583], [-0.14787, -0.18363, 0.146645], [-0.007184, 0.015529, 0.027081], [0.054185, 0.035778, -0.04098], [-0.016387, -0.022583, -0.003017], [-0.158379, 0.147823, 0.147823], [-0.006795, 0.007247, 0.007247]], "fermi_level": 3.85}, "metadata": {"date.created": 1417040379.644887, "uuid": "501db2ce-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 2, 28, 3, 29, 30, 31, 4, 32, 5, 33, 6, 34, 7, 35, 36, 37, 8, 38, 9, 39, 10, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"I3C1": 1, "bcc": 1, "_54atom": 1, "GS": 1, "ensam": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294225996436, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I3C1", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "a649d1193f4813d99505070265089e5c", "user": "jboes"},
"163":
{"ctime": 14.923537601835434, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -241.978382, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.01446701283683748, -0.01446701283683748, -0.01446701283683748, 4.1031662830980146e-05, -4.1031662830980146e-05, 4.1031662830980146e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -241.978382, "forces": [[0.160477, -0.160477, 0.160477], [-0.00254, 0.00254, 0.004592], [0.174997, -0.168541, 0.174997], [-0.0016, -0.194203, 0.194203], [-0.014934, 0.332617, -0.014934], [-0.004028, 0.183617, 0.021542], [-0.014934, 0.014934, -0.332617], [-0.183607, 0.183607, -0.183607], [0.18283, -0.170765, -0.159139], [-0.00254, -0.004592, -0.00254], [-0.204303, 0.15788, -0.15788], [-0.018379, -0.164779, -0.018379], [0.174997, -0.174997, 0.168541], [-0.018379, 0.018379, 0.164779], [-0.021574, 0.015564, -0.015564], [-0.004028, -0.021542, -0.183617], [0.18283, 0.159139, 0.170765], [-0.007302, 0.005375, -0.005375], [0.168541, -0.174997, 0.174997], [0.194203, 0.0016, 0.194203], [-0.015564, 0.015564, -0.021574], [0.033663, -0.033663, 0.033663], [0.170765, 0.159139, 0.18283], [0.025372, 0.02728, 0.025372], [0.170765, -0.18283, -0.159139], [0.004592, 0.00254, -0.00254], [-0.014387, 0.014387, 0.028397], [0.194203, -0.194203, -0.0016], [0.17313, 0.167054, -0.167054], [0.021542, 0.183617, -0.004028], [-0.015564, 0.021574, -0.015564], [0.021542, 0.004028, -0.183617], [-0.008358, 0.008358, -0.008358], [0.025372, -0.025372, -0.02728], [-0.014387, -0.028397, -0.014387], [0.011383, 0.018496, -0.018496], [-0.332617, 0.014934, -0.014934], [-0.183617, 0.004028, 0.021542], [-0.159139, -0.170765, 0.18283], [-0.02728, -0.025372, 0.025372], [-0.15788, 0.15788, -0.204303], [-0.018496, 0.018496, 0.011383], [-0.15788, 0.204303, -0.15788], [0.164779, 0.018379, -0.018379], [-0.167054, -0.17313, -0.167054], [-0.183617, -0.021542, -0.004028], [0.028978, -0.028978, 0.028978], [-0.005375, 0.005375, -0.007302], [-0.159139, -0.18283, 0.170765], [-0.005375, 0.007302, -0.005375], [0.028397, 0.014387, -0.014387], [-0.018496, -0.011383, -0.018496], [-0.167054, 0.167054, 0.17313], [-0.003931, 0.003931, -0.003931]], "fermi_level": 3.7984}, "metadata": {"date.created": 1417040379.70042, "uuid": "50262be8-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 2, 28, 3, 29, 30, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 39, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I3C2": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "_0_40lat": 1}, "mtime": 15.038294237245072, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I3C2", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "c4c6d8cdc8ce158b85b126b5c9076b8a", "user": "jboes"},
"164":
{"ctime": 14.92353762955019, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -527.437538, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.016730364047779906, -0.016730364047779906, -0.016730364047779906, -0.00020801692406919778, 0.00020801692406919778, -0.00020801692406919778], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -527.437538, "forces": [[0.04506, -0.04506, 0.04506], [0.12757, -0.12757, -0.127454], [0.182074, -0.058364, 0.182074], [0.012997, -0.199996, 0.199996], [-0.014134, 0.229109, -0.014134], [-0.014506, 0.181798, 0.029943], [-0.014134, 0.014134, -0.229109], [-0.198057, 0.198057, -0.198057], [0.194768, -0.161727, -0.148716], [0.12757, 0.127454, 0.12757], [-0.21542, 0.147485, -0.147485], [-0.027225, -0.159157, -0.027225], [0.182074, -0.182074, 0.058364], [-0.027225, 0.027225, 0.159157], [-0.028676, 0.026656, -0.026656], [-0.014506, -0.029943, -0.181798], [0.194768, 0.148716, 0.161727], [-0.014906, 0.006265, -0.006265], [0.058364, -0.182074, 0.182074], [0.199996, -0.012997, 0.199996], [-0.026656, 0.026656, -0.028676], [0.000339, -0.000339, 0.000339], [0.161727, 0.148716, 0.194768], [0.03537, 0.028579, 0.03537], [0.161727, -0.194768, -0.148716], [-0.127454, -0.12757, 0.12757], [-0.035338, 0.035338, 0.054373], [0.199996, -0.199996, 0.012997], [0.162997, 0.158747, -0.158747], [0.029943, 0.181798, -0.014506], [-0.026656, 0.028676, -0.026656], [0.029943, 0.014506, -0.181798], [-0.023907, 0.023907, -0.023907], [0.03537, -0.03537, -0.028579], [-0.035338, -0.054373, -0.035338], [0.019872, 0.017376, -0.017376], [-0.229109, 0.014134, -0.014134], [-0.181798, 0.014506, 0.029943], [-0.148716, -0.161727, 0.194768], [-0.028579, -0.03537, 0.03537], [-0.147485, 0.147485, -0.21542], [-0.017376, 0.017376, 0.019872], [-0.147485, 0.21542, -0.147485], [0.159157, 0.027225, -0.027225], [-0.158747, -0.162997, -0.158747], [-0.181798, -0.029943, -0.014506], [0.052635, -0.052635, 0.052635], [-0.006265, 0.006265, -0.014906], [-0.148716, -0.194768, 0.161727], [-0.006265, 0.014906, -0.006265], [0.054373, 0.035338, -0.035338], [-0.017376, -0.019872, -0.017376], [-0.158747, 0.158747, 0.162997], [-0.006089, 0.006089, -0.006089]], "fermi_level": 3.8499}, "metadata": {"date.created": 1417040379.777076, "uuid": "5031de70-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:39 2014", "user.username": null, "atoms.resort": [0, 25, 26, 1, 27, 2, 28, 3, 29, 30, 31, 4, 32, 5, 33, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 39, 40, 11, 41, 12, 42, 13, 43, 14, 44, 15, 45, 16, 46, 17, 47, 18, 48, 19, 49, 20, 50, 21, 51, 22, 52, 23, 53, 24], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I3C2": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294247220573, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I3C2", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5555555555555556, "unique_id": "ac981358fb7c7e5c0ee07993a55b91ea", "user": "jboes"},
"165":
{"ctime": 14.923537657150984, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -240.225289, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.011718446921228127, -0.010000759404079199, -0.011718446921228127, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -240.225289, "forces": [[0.0, -0.656732, 0.0], [-0.019112, 0.0, 0.019112], [0.0, 1e-06, 0.0], [-0.017899, -0.22766, 0.017899], [0.0, 0.656732, 0.0], [-0.017898, 0.227661, 0.017898], [0.0, -0.32275, -0.347973], [-0.019112, 0.0, -0.019112], [0.0, 0.0, 0.030004], [-0.017899, -0.22766, -0.017899], [0.0, 0.32275, -0.347973], [-0.017898, 0.227661, -0.017898], [0.0, -0.32275, 0.347973], [-0.025028, -1e-06, 0.0], [0.0, 0.0, -0.030004], [-0.015708, -0.046874, 0.0], [0.0, 0.32275, 0.347973], [-0.015708, 0.046873, 0.0], [0.347973, -0.32275, 0.0], [0.019112, 0.0, 0.019112], [-0.030004, 0.0, 0.0], [0.017899, -0.22766, 0.017899], [0.347973, 0.32275, 0.0], [0.017898, 0.227661, 0.017898], [0.162325, -0.14397, -0.162325], [0.019112, 0.0, -0.019112], [-0.019401, 0.0, 0.019401], [0.017899, -0.22766, -0.017899], [0.162325, 0.143971, -0.162325], [0.017898, 0.227661, -0.017898], [0.162325, -0.14397, 0.162325], [0.025028, -1e-06, 0.0], [-0.019401, 0.0, -0.019401], [0.015708, -0.046874, 0.0], [0.162325, 0.143971, 0.162325], [0.015708, 0.046873, 0.0], [-0.347973, -0.32275, 0.0], [0.0, -1e-06, 0.025028], [0.030004, 0.0, 0.0], [0.0, -0.046874, 0.015708], [-0.347973, 0.32275, 0.0], [0.0, 0.046873, 0.015708], [-0.162325, -0.14397, -0.162325], [0.0, -1e-06, -0.025028], [0.019401, 0.0, 0.019401], [0.0, -0.046874, -0.015708], [-0.162325, 0.143971, -0.162325], [0.0, 0.046873, -0.015708], [-0.162325, -0.14397, 0.162325], [0.0, 3e-06, 0.0], [0.019401, 0.0, -0.019401], [0.0, -0.025353, 0.0], [-0.162325, 0.143971, 0.162325], [0.0, 0.025351, 0.0]], "fermi_level": 3.7584}, "metadata": {"date.created": 1417040380.124862, "uuid": "5066efd4-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:40 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 2, 27, 28, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 8, 37, 9, 38, 39, 40, 10, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "I4C0": 1, "_0_40lat": 1}, "mtime": 15.038294257532637, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "81812144fe0cb2d59c3ef868eb3772a1", "user": "jboes"},
"166":
{"ctime": 14.923537684663408, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -525.553296, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.013880099027490298, -0.011760695677799912, -0.013880099027490298, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -525.553296, "forces": [[0.0, -0.150011, 0.0], [0.103237, -0.128028, -0.103237], [0.0, 0.11794, 0.0], [0.006477, -0.229554, -0.006477], [0.0, 0.593448, 0.0], [-0.02342, 0.224313, 0.02342], [0.0, -0.340043, -0.248491], [0.103237, -0.128028, 0.103237], [0.0, 0.010223, 0.038264], [0.006477, -0.229554, 0.006477], [0.0, 0.320903, -0.34386], [-0.02342, 0.224313, -0.02342], [0.0, -0.340043, 0.248491], [-0.026648, 0.008224, 0.0], [0.0, 0.010223, -0.038264], [-0.023825, -0.052353, 0.0], [0.0, 0.320903, 0.34386], [-0.022106, 0.046213, 0.0], [0.248491, -0.340043, 0.0], [-0.103237, -0.128028, -0.103237], [-0.038264, 0.010223, 0.0], [-0.006477, -0.229554, -0.006477], [0.34386, 0.320903, 0.0], [0.02342, 0.224313, 0.02342], [0.152169, -0.149515, -0.152169], [-0.103237, -0.128028, 0.103237], [-0.039327, 0.018918, 0.039327], [-0.006477, -0.229554, 0.006477], [0.151061, 0.130253, -0.151061], [0.02342, 0.224313, -0.02342], [0.152169, -0.149515, 0.152169], [0.026648, 0.008224, 0.0], [-0.039327, 0.018918, -0.039327], [0.023825, -0.052353, 0.0], [0.151061, 0.130253, 0.151061], [0.022106, 0.046213, 0.0], [-0.248491, -0.340043, 0.0], [0.0, 0.008224, 0.026648], [0.038264, 0.010223, 0.0], [0.0, -0.052353, 0.023825], [-0.34386, 0.320903, 0.0], [0.0, 0.046213, 0.022106], [-0.152169, -0.149515, -0.152169], [0.0, 0.008224, -0.026648], [0.039327, 0.018918, 0.039327], [0.0, -0.052353, -0.023825], [-0.151061, 0.130253, -0.151061], [0.0, 0.046213, -0.022106], [-0.152169, -0.149515, 0.152169], [0.0, 0.006985, 0.0], [0.039327, 0.018918, -0.039327], [0.0, -0.031328, 0.0], [-0.151061, 0.130253, 0.151061], [0.0, 0.024748, 0.0]], "fermi_level": 3.8086}, "metadata": {"date.created": 1417040380.214466, "uuid": "50749c10-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:40 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 2, 27, 28, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 8, 37, 9, 38, 39, 40, 10, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "I4C0": 1, "_0_40lat": 1}, "mtime": 15.038294269043048, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "b72a23f2952b585d9850d7787bdd8e71", "user": "jboes"},
"167":
{"ctime": 14.923537715435327, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -240.352662, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.010698709611625825, -0.009927708813605546, -0.010698709611625825, 3.57451069414395e-05, 1.840620226476429e-05, -3.57388654350764e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -240.352662, "forces": [[0.011696, -0.329487, -0.011696], [-0.009321, -0.008929, 0.009321], [-0.188026, -0.165092, 0.188026], [-0.027095, -0.226918, 0.027095], [0.186756, 0.498402, -0.186756], [-0.020325, 0.21773, 0.020325], [0.002559, 0.025325, -0.335656], [-0.001521, 0.001685, -0.024167], [-0.190641, -0.172445, -0.160014], [-0.1998, -0.208715, -0.015114], [0.192876, 0.146787, -0.160355], [-0.02433, 0.196773, -0.018242], [-0.000737, -0.349323, 0.340424], [-0.016226, 0.004314, 0.010456], [0.01142, 0.015668, -0.029565], [-0.028118, -0.04393, -0.009684], [-0.012305, 0.335311, 0.34774], [-0.014487, 0.034698, -0.003076], [0.335656, 0.025325, -0.002559], [0.024167, 0.001685, 0.001521], [0.160014, -0.172445, 0.190641], [0.015114, -0.208715, 0.1998], [0.160355, 0.146787, -0.192876], [0.018242, 0.196773, 0.02433], [0.159324, 0.209379, -0.159324], [0.195881, 0.18738, -0.195881], [0.172466, -0.174787, -0.172466], [-0.006186, 0.002435, 0.006186], [-0.030426, -0.034055, 0.030426], [0.024078, -0.157767, -0.024078], [0.161376, -0.174856, 0.157916], [0.032612, 0.018689, 0.177911], [-0.031335, 0.015374, -0.019083], [0.011891, -0.02733, -0.17737], [0.172117, 0.158464, 0.160437], [0.017448, 0.013167, 0.000717], [-0.340424, -0.349323, 0.000737], [-0.010456, 0.004314, 0.016226], [0.029565, 0.015668, -0.01142], [0.009684, -0.04393, 0.028118], [-0.34774, 0.335311, 0.012305], [0.003076, 0.034698, 0.014487], [-0.157916, -0.174856, -0.161376], [-0.177911, 0.018689, -0.032612], [0.019083, 0.015374, 0.031335], [0.17737, -0.02733, -0.011891], [-0.160437, 0.158464, -0.172117], [-0.000717, 0.013167, -0.017448], [-0.162812, -0.150151, 0.162812], [-0.010926, 0.008952, 0.010926], [0.020768, 0.005935, -0.020768], [0.010156, -0.021178, -0.010156], [-0.163237, 0.146746, 0.163237], [-0.002297, 0.012089, 0.002297]], "fermi_level": 3.7598}, "metadata": {"date.created": 1417040380.283418, "uuid": "507f2162-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:40 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 2, 27, 28, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 8, 37, 9, 38, 10, 39, 40, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "_0_40lat": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "I4C1": 1}, "mtime": 15.038294280297487, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C1", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "345c6a878b83d3169737634039020c3d", "user": "jboes"},
"168":
{"ctime": 14.923537745504538, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -525.70341, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.013242653982627504, -0.012267218885190443, -0.013242653982627504, -0.0005591890380823202, 1.846861732839523e-05, 0.0005592264871204988], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -525.70341, "forces": [[-0.004555, -0.07318, 0.004555], [0.11739, -0.137455, -0.11739], [-0.193018, -0.058957, 0.193018], [-0.003754, -0.232502, 0.003754], [0.19556, 0.417972, -0.19556], [-0.026, 0.214084, 0.026], [0.00157, 0.023925, -0.233688], [0.127309, -0.126695, 0.099235], [-0.200714, -0.163448, -0.150896], [-0.202486, -0.215284, 0.001483], [0.201786, 0.13696, -0.148897], [-0.030434, 0.193088, -0.024379], [-0.001736, -0.365338, 0.245249], [-0.020903, 0.012061, 0.009315], [0.01539, 0.026846, -0.03939], [-0.035438, -0.050197, -0.011175], [-0.014778, 0.332871, 0.345003], [-0.0213, 0.034404, -0.002539], [0.233688, 0.023925, -0.00157], [-0.099235, -0.126695, -0.127309], [0.150896, -0.163448, 0.200714], [-0.001483, -0.215284, 0.202486], [0.148897, 0.13696, -0.201786], [0.024379, 0.193088, 0.030434], [0.148727, 0.219624, -0.148727], [0.215948, 0.199726, -0.215948], [0.161576, -0.164983, -0.161576], [-0.133966, 0.132841, 0.133966], [-0.053317, -0.056904, 0.053317], [0.029605, -0.15163, -0.029605], [0.150701, -0.183672, 0.148959], [0.03709, 0.02599, 0.171778], [-0.055151, 0.03637, -0.040857], [0.019174, -0.032797, -0.173912], [0.162526, 0.147511, 0.149951], [0.022603, 0.012261, 0.000245], [-0.245249, -0.365338, 0.001736], [-0.009315, 0.012061, 0.020903], [0.03939, 0.026846, -0.01539], [0.011175, -0.050197, 0.035438], [-0.345003, 0.332871, 0.014778], [0.002539, 0.034404, 0.0213], [-0.148959, -0.183672, -0.150701], [-0.171778, 0.02599, -0.03709], [0.040857, 0.03637, 0.055151], [0.173912, -0.032797, -0.019174], [-0.149951, 0.147511, -0.162526], [-0.000245, 0.012261, -0.022603], [-0.151383, -0.153199, 0.151383], [-0.010736, 0.015309, 0.010736], [0.037701, 0.023346, -0.037701], [0.011414, -0.026737, -0.011414], [-0.150117, 0.130892, 0.150117], [-0.000798, 0.012043, 0.000798]], "fermi_level": 3.8106}, "metadata": {"date.created": 1417040380.382105, "uuid": "508e308a-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:40 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 2, 27, 28, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 8, 37, 9, 38, 10, 39, 40, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "_0_40lat": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "I4C1": 1}, "mtime": 15.038294292750397, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C1", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "87537b84908a29bbd0a34e10896c4a51", "user": "jboes"},
"169":
{"ctime": 14.923537779411047, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -240.35934, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.011555300186403212, -0.010111695938176832, -0.010111695938176832, -3.1457192069993903e-06, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -240.35934, "forces": [[0.0, 0.0, 0.0], [-0.012034, -0.005795, -0.005795], [0.0, -0.333236, 0.37445], [-0.021442, -0.207792, 0.207792], [0.0, 0.333236, -0.37445], [-0.021639, 0.186658, 0.024361], [0.0, 0.37445, -0.333236], [-0.021442, 0.207792, -0.207792], [0.0, -0.347952, -0.347952], [-0.012034, 0.005795, 0.005795], [0.0, -0.028791, 0.028791], [-0.021639, -0.186658, -0.024361], [0.0, -0.37445, 0.333236], [-0.021639, 0.024361, 0.186658], [0.0, 0.028791, -0.028791], [-0.021639, -0.024361, -0.186658], [0.0, 0.347952, 0.347952], [-0.017531, 0.0, 0.0], [0.337816, 0.0, 0.0], [0.012034, -0.005795, -0.005795], [0.160628, -0.159023, 0.180171], [0.021442, -0.207792, 0.207792], [0.160628, 0.159023, -0.180171], [0.021639, 0.186658, 0.024361], [0.160628, 0.180171, -0.159023], [0.021442, 0.207792, -0.207792], [0.173143, -0.161372, -0.161372], [0.012034, 0.005795, 0.005795], [-0.032758, -0.019713, 0.019713], [0.021639, -0.186658, -0.024361], [0.160628, -0.180171, 0.159023], [0.021639, 0.024361, 0.186658], [-0.032758, 0.019713, -0.019713], [0.021639, -0.024361, -0.186658], [0.173143, 0.161372, 0.161372], [0.017531, 0.0, 0.0], [-0.337816, 0.0, 0.0], [0.0, 0.008236, 0.008236], [-0.160628, -0.159023, 0.180171], [0.0, -0.038742, 0.038742], [-0.160628, 0.159023, -0.180171], [0.0, 0.021112, 0.017161], [-0.160628, 0.180171, -0.159023], [0.0, 0.038742, -0.038742], [-0.173143, -0.161372, -0.161372], [0.0, -0.008236, -0.008236], [0.032758, -0.019713, 0.019713], [0.0, -0.021112, -0.017161], [-0.160628, -0.180171, 0.159023], [0.0, 0.017161, 0.021112], [0.032758, 0.019713, -0.019713], [0.0, -0.017161, -0.021112], [-0.173143, 0.161372, 0.161372], [0.0, 0.0, 0.0]], "fermi_level": 3.7615}, "metadata": {"date.created": 1417040380.634236, "uuid": "50b4a97c-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:40 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 2, 27, 3, 28, 29, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 8, 37, 9, 38, 10, 39, 40, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "I4C2": 1, "_0_40lat": 1}, "mtime": 15.038294303638365, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C2", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "2e5120258fb0045fd29473b24f8ed3d9", "user": "jboes"},
"170":
{"ctime": 14.923537807727016, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -525.710707, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.014274836855917815, -0.012454707494831426, -0.012454707494831426, -0.0011500474794509795, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -525.710707, "forces": [[0.0, 0.0, 0.0], [0.113011, -0.135064, -0.135064], [0.0, -0.241597, 0.388468], [-0.006852, -0.215925, 0.215925], [0.0, 0.241597, -0.388468], [-0.026876, 0.181748, 0.030464], [0.0, 0.388468, -0.241597], [-0.006852, 0.215925, -0.215925], [0.0, -0.346028, -0.346028], [0.113011, 0.135064, 0.135064], [0.0, -0.040223, 0.040223], [-0.026876, -0.181748, -0.030464], [0.0, -0.388468, 0.241597], [-0.026876, 0.030464, 0.181748], [0.0, 0.040223, -0.040223], [-0.026876, -0.030464, -0.181748], [0.0, 0.346028, 0.346028], [-0.022622, 0.0, 0.0], [0.234305, 0.0, 0.0], [-0.113011, -0.135064, -0.135064], [0.149345, -0.148208, 0.18657], [0.006852, -0.215925, 0.215925], [0.149345, 0.148208, -0.18657], [0.026876, 0.181748, 0.030464], [0.149345, 0.18657, -0.148208], [0.006852, 0.215925, -0.215925], [0.161414, -0.148706, -0.148706], [-0.113011, 0.135064, 0.135064], [-0.054046, -0.039724, 0.039724], [0.026876, -0.181748, -0.030464], [0.149345, -0.18657, 0.148208], [0.026876, 0.030464, 0.181748], [-0.054046, 0.039724, -0.039724], [0.026876, -0.030464, -0.181748], [0.161414, 0.148706, 0.148706], [0.022622, 0.0, 0.0], [-0.234305, 0.0, 0.0], [0.0, 0.015157, 0.015157], [-0.149345, -0.148208, 0.18657], [0.0, -0.046131, 0.046131], [-0.149345, 0.148208, -0.18657], [0.0, 0.021764, 0.022306], [-0.149345, 0.18657, -0.148208], [0.0, 0.046131, -0.046131], [-0.161414, -0.148706, -0.148706], [0.0, -0.015157, -0.015157], [0.054046, -0.039724, 0.039724], [0.0, -0.021764, -0.022306], [-0.149345, -0.18657, 0.148208], [0.0, 0.022306, 0.021764], [0.054046, 0.039724, -0.039724], [0.0, -0.022306, -0.021764], [-0.161414, 0.148706, 0.148706], [0.0, 0.0, 0.0]], "fermi_level": 3.811}, "metadata": {"date.created": 1417040380.708286, "uuid": "50bff5e8-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:40 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 2, 27, 3, 28, 29, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 8, 37, 9, 38, 10, 39, 40, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "I4C2": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294313920607, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C2", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "92d31e3a176841d722d8f3bb28922256", "user": "jboes"},
"171":
{"ctime": 14.923537836202433, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -240.287955, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.011203372850120156, -0.011203372850120156, -0.011203372850120156, -5.029405827381168e-05, 5.029405827381168e-05, 5.029405827381168e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -240.287955, "forces": [[0.330339, -0.330339, -0.330339], [-0.014491, 0.014491, 0.014491], [0.163778, -0.171846, -0.163778], [-0.000115, -0.027476, 0.000115], [0.159582, 0.506534, -0.159582], [-0.012019, 0.029054, 0.012019], [0.163778, -0.163778, -0.171846], [-0.000115, 0.000115, -0.027476], [-0.02993, 0.016042, 0.016042], [-0.003619, -0.205859, -0.205859], [0.173801, 0.148125, -0.173981], [-0.005629, 0.197179, -0.035308], [0.159582, -0.159582, 0.506534], [-0.012019, 0.012019, 0.029054], [0.173801, -0.173981, 0.148125], [-0.005629, -0.035308, 0.197179], [-0.028064, 0.335178, 0.335178], [-0.008414, 0.023321, 0.023321], [0.171846, -0.163778, -0.163778], [0.027476, 0.000115, 0.000115], [-0.016042, 0.016042, 0.02993], [0.205859, -0.205859, 0.003619], [0.173981, 0.148125, -0.173801], [0.035308, 0.197179, 0.005629], [-0.016042, 0.02993, 0.016042], [0.205859, 0.003619, -0.205859], [-0.005526, 0.005526, 0.005526], [0.040699, -0.040699, -0.040699], [-0.015297, -0.034148, 0.015297], [0.032071, 0.032581, -0.032071], [0.173981, -0.173801, 0.148125], [0.035308, 0.005629, 0.197179], [-0.015297, 0.015297, -0.034148], [0.032071, -0.032071, 0.032581], [0.176129, 0.157866, 0.157866], [0.019894, 0.024206, 0.024206], [-0.506534, -0.159582, -0.159582], [-0.029054, 0.012019, 0.012019], [-0.148125, -0.173981, -0.173801], [-0.197179, -0.035308, 0.005629], [-0.335178, 0.335178, 0.028064], [-0.023321, 0.023321, 0.008414], [-0.148125, -0.173801, -0.173981], [-0.197179, 0.005629, -0.035308], [0.034148, 0.015297, 0.015297], [-0.032581, -0.032071, -0.032071], [-0.157866, 0.157866, -0.176129], [-0.024206, 0.024206, -0.019894], [-0.335178, 0.028064, 0.335178], [-0.023321, 0.008414, 0.023321], [-0.157866, -0.176129, 0.157866], [-0.024206, -0.019894, 0.024206], [-0.148726, 0.148726, 0.148726], [-0.012402, 0.012402, 0.012402]], "fermi_level": 3.7583}, "metadata": {"date.created": 1417040380.804805, "uuid": "50ceaeee-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:40 2014", "user.username": null, "atoms.resort": [0, 24, 25, 26, 27, 1, 28, 29, 30, 2, 31, 3, 32, 4, 33, 5, 34, 6, 35, 36, 37, 7, 38, 8, 39, 9, 40, 10, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "I4C3": 1, "_0_40lat": 1}, "mtime": 15.038294324998576, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C3", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "6bfeceb386032ca1ee7bb8ffe0ad87e6", "user": "jboes"},
"172":
{"ctime": 14.923537864731477, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -525.626446, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.013005651503008097, -0.013005651503008097, -0.013005651503008097, -8.834228106323287e-05, 8.834228106323287e-05, 8.834228106323287e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -525.626446, "forces": [[0.074771, -0.074771, -0.074771], [0.11445, -0.11445, -0.11445], [0.170702, -0.062419, -0.170702], [0.127086, 0.094106, -0.127086], [0.169513, 0.422364, -0.169513], [-0.016996, 0.030456, 0.016996], [0.170702, -0.170702, -0.062419], [0.127086, -0.127086, 0.094106], [-0.033955, 0.025417, 0.025417], [0.011466, -0.216582, -0.216582], [0.182692, 0.139001, -0.163975], [-0.014133, 0.193069, -0.039078], [0.169513, -0.169513, 0.422364], [-0.016996, 0.016996, 0.030456], [0.182692, -0.163975, 0.139001], [-0.014133, -0.039078, 0.193069], [-0.031167, 0.332435, 0.332435], [-0.015137, 0.022915, 0.022915], [0.062419, -0.170702, -0.170702], [-0.094106, -0.127086, -0.127086], [-0.025417, 0.025417, 0.033955], [0.216582, -0.216582, -0.011466], [0.163975, 0.139001, -0.182692], [0.039078, 0.193069, 0.014133], [-0.025417, 0.033955, 0.025417], [0.216582, -0.011466, -0.216582], [-0.022226, 0.022226, 0.022226], [0.001919, -0.001919, -0.001919], [-0.035806, -0.058927, 0.035806], [0.038306, 0.033985, -0.038306], [0.163975, -0.182692, 0.139001], [0.039078, 0.014133, 0.193069], [-0.035806, 0.035806, -0.058927], [0.038306, -0.038306, 0.033985], [0.165889, 0.147798, 0.147798], [0.026248, 0.02352, 0.02352], [-0.422364, -0.169513, -0.169513], [-0.030456, 0.016996, 0.016996], [-0.139001, -0.163975, -0.182692], [-0.193069, -0.039078, 0.014133], [-0.332435, 0.332435, 0.031167], [-0.022915, 0.022915, 0.015137], [-0.139001, -0.182692, -0.163975], [-0.193069, 0.014133, -0.039078], [0.058927, 0.035806, 0.035806], [-0.033985, -0.038306, -0.038306], [-0.147798, 0.147798, -0.165889], [-0.02352, 0.02352, -0.026248], [-0.332435, 0.031167, 0.332435], [-0.022915, 0.015137, 0.022915], [-0.147798, -0.165889, 0.147798], [-0.02352, -0.026248, 0.02352], [-0.134719, 0.134719, 0.134719], [-0.011663, 0.011663, 0.011663]], "fermi_level": 3.8098}, "metadata": {"date.created": 1417040381.026612, "uuid": "50f08780-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:41 2014", "user.username": null, "atoms.resort": [0, 24, 25, 26, 27, 1, 28, 29, 30, 2, 31, 3, 32, 4, 33, 5, 34, 6, 35, 36, 37, 7, 38, 8, 39, 9, 40, 10, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_1cl": 1, "_54atom": 1, "ensam": 1, "I4C3": 1, "_0_40lat": 1}, "mtime": 15.038294337798721, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C3", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "b5288f91da1ccf2e74fcf1e1beb38bae", "user": "jboes"},
"173":
{"ctime": 14.923537893826657, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -240.294084, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.011178569103833219, -0.011123481568672553, -0.011123481568672553, -3.785473609216528e-05, 4.4377110241598536e-05, -4.432717819069379e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -240.294084, "forces": [[0.0, -0.330788, -0.330788], [-0.021022, 5.1e-05, 0.018348], [-0.188221, -0.168616, -0.162126], [-0.205758, -0.214358, 0.012812], [0.185239, 0.505229, -0.160939], [-0.032483, 0.204882, 0.014313], [0.188221, -0.162126, -0.168616], [0.007437, -0.00916, -0.016608], [0.0, 0.017156, 0.017156], [-0.022493, -0.219707, -0.03078], [0.179438, 0.148342, -0.174379], [-0.011936, 0.208235, -0.022923], [-0.185239, -0.160939, 0.505229], [-0.015102, 0.005042, 0.019693], [-0.179438, -0.174379, 0.148342], [-0.02659, -0.044268, 0.019546], [0.0, 0.334339, 0.334339], [-0.016406, 0.034562, 0.012537], [0.340822, 0.0248, -0.348845], [0.021022, 0.018348, 5.1e-05], [0.160423, -0.175777, -0.162332], [-0.007437, -0.016608, -0.00916], [0.160686, 0.149168, -0.162621], [0.015102, 0.019693, 0.005042], [-0.029415, 0.019286, 0.016251], [0.205758, 0.012812, -0.214358], [-0.019501, 0.016284, 0.005674], [0.022493, -0.03078, -0.219707], [-0.019798, -0.035344, 0.015736], [0.02659, 0.019546, -0.044268], [0.348212, 0.014856, 0.334683], [0.032483, 0.014313, 0.204882], [0.160589, -0.176225, 0.159382], [0.011936, -0.022923, 0.208235], [0.162886, 0.159183, 0.146313], [0.016406, 0.012537, 0.034562], [-0.340822, -0.348845, 0.0248], [0.0, 0.012643, 0.012643], [0.029415, 0.016251, 0.019286], [0.187771, -0.037102, 0.007264], [-0.348212, 0.334683, 0.014856], [0.012081, 0.025245, 0.009881], [-0.160423, -0.162332, -0.175777], [-0.187771, 0.007264, -0.037102], [0.019501, 0.005674, 0.016284], [0.0, -0.032744, -0.032744], [-0.160589, 0.159382, -0.176225], [-0.008874, 0.022345, -0.021247], [-0.160686, -0.162621, 0.149168], [-0.012081, 0.009881, 0.025245], [0.019798, 0.015736, -0.035344], [0.008874, -0.021247, 0.022345], [-0.162886, 0.146313, 0.159183], [0.0, 0.012807, 0.012807]], "fermi_level": 3.7599}, "metadata": {"date.created": 1417040382.340957, "uuid": "51b9152e-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:42 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 2, 27, 28, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 37, 38, 8, 39, 9, 40, 10, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "I4C4": 1, "ensam": 1, "_0_40lat": 1}, "mtime": 15.03829435117617, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C4", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "ad074e700cdae89eb0f2b35fca870a09", "user": "jboes"},
"174":
{"ctime": 14.923537922598548, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -525.633715, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.013001781769062979, -0.012930104309989207, -0.012930104309989207, -7.17898061883075e-05, -0.0005537589275464285, 0.0005537402030273391], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -525.633715, "forces": [[0.0, -0.073247, -0.073247], [0.104259, -0.129473, -0.10874], [-0.192319, -0.060255, -0.169131], [-0.217441, -0.231373, -0.002222], [0.194972, 0.42085, -0.171069], [-0.037321, 0.201668, 0.021257], [0.192319, -0.169131, -0.060255], [0.135501, -0.135824, 0.107393], [0.0, 0.026879, 0.026879], [0.004552, -0.217117, -0.004075], [0.186133, 0.138141, -0.162809], [-0.018846, 0.204776, -0.027855], [-0.194972, -0.171069, 0.42085], [-0.019568, 0.012049, 0.020616], [-0.186133, -0.162809, 0.138141], [-0.033975, -0.050166, 0.02099], [0.0, 0.331431, 0.331431], [-0.022142, 0.03465, 0.011645], [0.245264, 0.023364, -0.364412], [-0.104259, -0.10874, -0.129473], [0.151254, -0.165688, -0.168802], [-0.135501, 0.107393, -0.135824], [0.149119, 0.138188, -0.167725], [0.019568, 0.020616, 0.012049], [-0.039974, 0.020092, 0.027323], [0.217441, -0.002222, -0.231373], [-0.039968, 0.034985, 0.024782], [-0.004552, -0.004075, -0.217117], [-0.038983, -0.056551, 0.035252], [0.033975, 0.02099, -0.050166], [0.345538, 0.015901, 0.33258], [0.037321, 0.021257, 0.201668], [0.148939, -0.165141, 0.145739], [0.018846, -0.027855, 0.204776], [0.150814, 0.147588, 0.132799], [0.022142, 0.011645, 0.03465], [-0.245264, -0.364412, 0.023364], [0.0, 0.01743, 0.01743], [0.039974, 0.027323, 0.020092], [0.182964, -0.040417, 0.015313], [-0.345538, 0.33258, 0.015901], [0.011824, 0.02443, 0.015724], [-0.151254, -0.168802, -0.165688], [-0.182964, 0.015313, -0.040417], [0.039968, 0.024782, 0.034985], [0.0, -0.039386, -0.039386], [-0.148939, 0.145739, -0.165141], [-0.010037, 0.022377, -0.027209], [-0.149119, -0.167725, 0.138188], [-0.011824, 0.015724, 0.02443], [0.038983, 0.035252, -0.056551], [0.010037, -0.027209, 0.022377], [-0.150814, 0.132799, 0.147588], [0.0, 0.012475, 0.012475]], "fermi_level": 3.8099}, "metadata": {"date.created": 1417040382.392629, "uuid": "51c0f88e-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:42 2014", "user.username": null, "atoms.resort": [0, 24, 25, 1, 26, 2, 27, 28, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 35, 36, 37, 38, 8, 39, 9, 40, 10, 41, 11, 42, 12, 43, 13, 44, 14, 45, 15, 46, 16, 47, 17, 48, 18, 49, 19, 50, 20, 51, 21, 52, 22, 53, 23], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "I4C4": 1, "ensam": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294363333616, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I4C4", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5740740740740741, "unique_id": "8768eb0c491c9fe6bb5af3a85d8b4727", "user": "jboes"},
"175":
{"ctime": 14.923537952752776, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -238.641016, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.007029171983103768, -0.006224760401521846, -0.007029171983103768, -2.921024977928005e-05, 2.2918811365281273e-05, 2.9191525260190766e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -238.641016, "forces": [[-0.156945, 0.48156, 0.156945], [-0.031845, 0.23035, 0.031845], [0.012548, -0.660148, -0.012548], [-0.010231, 0.009985, 0.010231], [-0.176227, 0.168943, 0.176227], [-0.023877, -0.219644, 0.023877], [-0.17274, 0.150351, -0.509935], [-0.208967, 0.217874, -0.016161], [0.015058, -0.325985, -0.338246], [-0.021461, 0.000223, -0.018762], [-0.178608, 0.175854, -0.150347], [-0.03581, -0.207564, -0.018262], [0.010842, 0.338936, 0.344691], [-0.033126, 0.048975, -0.014653], [-0.000666, -0.325915, 0.3515], [-0.02737, -0.004952, -0.00404], [0.016249, -0.015549, -0.02801], [-0.020879, -0.039916, -0.007797], [0.509935, 0.150351, 0.17274], [0.016161, 0.217874, 0.208967], [0.338246, -0.325985, -0.015058], [0.018762, 0.000223, 0.021461], [0.150347, 0.175854, 0.178608], [0.018262, -0.207564, 0.03581], [0.338122, -0.028501, -0.338122], [-0.009426, 0.018723, 0.009426], [0.149286, -0.14841, -0.149286], [0.015392, -0.014718, -0.015392], [0.160732, 0.177665, -0.160732], [0.015235, -0.033748, -0.015235], [0.15175, 0.162567, 0.16223], [0.012025, 0.039662, -0.189802], [0.162979, -0.146474, 0.164093], [0.023532, -0.011486, -0.013954], [-0.034729, -0.016177, -0.018592], [0.016652, -0.02948, -0.017208], [-0.344691, 0.338936, -0.010842], [0.014653, 0.048975, 0.033126], [-0.3515, -0.325915, 0.000666], [0.00404, -0.004952, 0.02737], [0.02801, -0.015549, -0.016249], [0.007797, -0.039916, 0.020879], [-0.16223, 0.162567, -0.15175], [0.189802, 0.039662, -0.012025], [-0.164093, -0.146474, -0.162979], [0.013954, -0.011486, -0.023532], [0.018592, -0.016177, 0.034729], [0.017208, -0.02948, -0.016652], [-0.164203, 0.148527, 0.164203], [0.016146, 0.025916, -0.016146], [-0.163537, -0.145635, 0.163537], [0.006489, -0.009334, -0.006489], [0.018862, -0.0049, -0.018862], [0.005497, -0.018517, -0.005497]], "fermi_level": 3.7194}, "metadata": {"date.created": 1417040382.726883, "uuid": "51f3f950-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:42 2014", "user.username": null, "atoms.resort": [0, 32, 1, 2, 3, 33, 4, 34, 5, 6, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 13, 14, 40, 15, 16, 17, 18, 19, 41, 20, 42, 21, 43, 22, 44, 23, 45, 24, 46, 25, 47, 26, 48, 27, 49, 28, 50, 29, 51, 30, 52, 31, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 46, 29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "I5C0": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "_0_40lat": 1}, "mtime": 15.038294374436365, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I5C0", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "2ea9610e45fe89b4fdb153d11e136e94", "user": "jboes"},
"176":
{"ctime": 14.92353798266541, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -523.877288, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.009578384185475899, -0.00857561753167485, -0.009578384185475899, 0.0002662938689814067, 0.00034465598137005225, -0.00026627514446231744], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -523.877288, "forces": [[-0.034956, 0.102671, 0.034956], [-0.002565, 0.227956, 0.002565], [0.011959, -0.600124, -0.011959], [0.108767, 0.134752, -0.108767], [-0.181105, 0.062074, 0.181105], [-0.027402, -0.214578, 0.027402], [-0.181901, 0.160291, -0.426403], [-0.215291, 0.227794, 0.002806], [0.016552, -0.323145, -0.33334], [0.095192, 0.125856, 0.100247], [-0.185707, 0.165484, -0.143307], [-0.037441, -0.202404, -0.022242], [0.009635, 0.353797, 0.248813], [-0.038424, 0.052871, -0.015738], [-0.000233, -0.324172, 0.346797], [-0.027207, -0.011686, -0.004328], [0.017707, -0.024913, -0.03495], [-0.02756, -0.04058, -0.006844], [0.426403, 0.160291, 0.181901], [-0.002806, 0.227794, 0.215291], [0.33334, -0.323145, -0.016552], [-0.100247, 0.125856, -0.095192], [0.143307, 0.165484, 0.185707], [0.022242, -0.202404, 0.037441], [0.335522, -0.032057, -0.335522], [-0.133897, -0.100589, 0.133897], [0.136159, -0.133544, -0.136159], [-0.105184, 0.110365, 0.105184], [0.147756, 0.166713, -0.147756], [0.017843, -0.033197, -0.017843], [0.142254, 0.167806, 0.152174], [0.018988, 0.041509, -0.18502], [0.150975, -0.133024, 0.15314], [0.023584, -0.015036, -0.014544], [-0.057585, -0.036042, -0.040077], [0.0224, -0.028805, -0.017992], [-0.248813, 0.353797, -0.009635], [0.015738, 0.052871, 0.038424], [-0.346797, -0.324172, 0.000233], [0.004328, -0.011686, 0.027207], [0.03495, -0.024913, -0.017707], [0.006844, -0.04058, 0.02756], [-0.152174, 0.167806, -0.142254], [0.18502, 0.041509, -0.018988], [-0.15314, -0.133024, -0.150975], [0.014544, -0.015036, -0.023584], [0.040077, -0.036042, 0.057585], [0.017992, -0.028805, -0.0224], [-0.154838, 0.152911, 0.154838], [0.017431, 0.032787, -0.017431], [-0.151393, -0.129449, 0.151393], [0.006085, -0.015846, -0.006085], [0.037624, -0.023983, -0.037624], [0.005449, -0.01806, -0.005449]], "fermi_level": 3.7716}, "metadata": {"date.created": 1417040382.80167, "uuid": "51ff62b8-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:42 2014", "user.username": null, "atoms.resort": [0, 32, 1, 2, 3, 33, 4, 34, 5, 6, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 13, 14, 40, 15, 16, 17, 18, 19, 41, 20, 42, 21, 43, 22, 44, 23, 45, 24, 46, 25, 47, 26, 48, 27, 49, 28, 50, 29, 51, 30, 52, 31, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 46, 29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "I5C0": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294385442367, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I5C0", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "bec3430c5d9a45a8df55b28170635757", "user": "jboes"},
"177":
{"ctime": 14.923538012446162, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -238.704729, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.007561385230684795, -0.006785416193599495, -0.006785416193599495, 1.760104794392516e-05, -8.644486312885228e-06, -8.719384389242357e-06], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -238.704729, "forces": [[-0.170103, 0.15631, 0.15631], [-0.025482, 0.211641, 0.211641], [-0.174823, -0.502733, -0.19768], [-0.013937, 0.007503, -0.005706], [0.01186, 0.338228, 0.362489], [-0.02499, -0.188869, 0.028644], [-0.174823, -0.19768, -0.502733], [-0.013937, -0.005706, 0.007503], [-0.178567, -0.151014, -0.151014], [-0.206511, -0.198378, -0.198378], [0.014014, 0.351136, -0.337819], [-0.037378, 0.170889, -0.023607], [0.01186, 0.362489, 0.338228], [-0.02499, 0.028644, -0.188869], [0.014014, -0.337819, 0.351136], [-0.037378, -0.023607, 0.170889], [0.00103, -0.02742, -0.02742], [-0.022948, -0.006176, -0.006176], [0.508203, 0.174285, 0.174285], [0.02169, 0.217044, 0.217044], [0.336888, -0.338106, 0.000956], [0.007723, 0.008064, 0.012185], [0.151765, 0.163082, 0.162887], [0.021003, -0.198761, 0.037203], [0.336888, 0.000956, -0.338106], [0.007723, 0.012185, 0.008064], [0.145697, -0.162946, -0.162946], [-0.000634, -0.020535, -0.020535], [0.162451, 0.163816, -0.145245], [0.017283, -0.004576, -0.015976], [0.151765, 0.162887, 0.163082], [0.021003, 0.037203, -0.198761], [0.162451, -0.145245, 0.163816], [0.017283, -0.015976, -0.004576], [-0.03483, -0.018351, -0.018351], [0.016258, -0.019141, -0.019141], [-0.338672, -0.012572, -0.012572], [0.004435, 0.044391, 0.044391], [-0.161965, -0.149271, -0.195175], [0.015006, -0.009335, 0.019509], [-0.162808, 0.160136, 0.179546], [0.004453, -0.027164, 0.021703], [-0.161965, -0.195175, -0.149271], [0.015006, 0.019509, -0.009335], [0.032156, 0.033615, 0.033615], [0.189228, -0.031348, -0.031348], [-0.175679, 0.161067, -0.161184], [0.017767, 0.004801, -0.01738], [-0.162808, 0.179546, 0.160136], [0.004453, 0.021703, -0.027164], [-0.175679, -0.161184, 0.161067], [0.017767, -0.01738, 0.004801], [0.03425, -0.019385, -0.019385], [0.00753, -0.005275, -0.005275]], "fermi_level": 3.7204}, "metadata": {"date.created": 1417040383.014235, "uuid": "521fd188-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:43 2014", "user.username": null, "atoms.resort": [0, 32, 1, 2, 3, 33, 4, 5, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 13, 14, 40, 15, 16, 17, 18, 19, 41, 20, 42, 21, 43, 22, 44, 23, 45, 24, 46, 25, 47, 26, 48, 27, 49, 28, 50, 29, 51, 30, 52, 31, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I5C1": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "_0_40lat": 1}, "mtime": 15.038294395098516, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I5C1", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "324cea6215aacb5529e87f11a95d51f3", "user": "jboes"},
"178":
{"ctime": 14.92353804071983, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -523.954442, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.009476535284642932, -0.00853607758886465, -0.00853607758886465, 0.0009522354182854404, 0.0003233225126209969, 0.0003233599616591754], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -523.954442, "forces": [[-0.030862, 0.034201, 0.034201], [-0.006183, 0.214151, 0.214151], [-0.183495, -0.423389, -0.205431], [0.106177, 0.133179, -0.132801], [0.011444, 0.246564, 0.375457], [-0.028831, -0.18389, 0.033212], [-0.183495, -0.205431, -0.423389], [0.106177, -0.132801, 0.133179], [-0.184711, -0.139733, -0.139733], [-0.229584, -0.214016, -0.214016], [0.015802, 0.348382, -0.336111], [-0.038603, 0.164343, -0.028156], [0.011444, 0.375457, 0.246564], [-0.028831, 0.033212, -0.18389], [0.015802, -0.336111, 0.348382], [-0.038603, -0.028156, 0.164343], [0.000595, -0.03719, -0.03719], [-0.028243, -0.00557, -0.00557], [0.425553, 0.183894, 0.183894], [0.005043, 0.229606, 0.229606], [0.334059, -0.334619, 0.000589], [-0.115311, 0.134598, -0.109638], [0.141344, 0.150841, 0.168106], [0.024953, -0.193708, 0.038923], [0.334059, 0.000589, -0.334619], [-0.115311, -0.109638, 0.134598], [0.134099, -0.1504, -0.1504], [-0.126912, 0.100985, 0.100985], [0.14787, 0.150821, -0.131578], [0.019756, -0.004867, -0.018765], [0.141344, 0.168106, 0.150841], [0.024953, 0.038923, -0.193708], [0.14787, -0.131578, 0.150821], [0.019756, -0.018765, -0.004867], [-0.054099, -0.037355, -0.037355], [0.022331, -0.019568, -0.019568], [-0.237206, -0.011342, -0.011342], [0.00375, 0.048223, 0.048223], [-0.150241, -0.139515, -0.203201], [0.014115, -0.015955, 0.022799], [-0.15319, 0.151523, 0.186346], [0.00364, -0.029713, 0.027877], [-0.150241, -0.203201, -0.139515], [0.014115, 0.022799, -0.015955], [0.05302, 0.055805, 0.055805], [0.182749, -0.033993, -0.033993], [-0.163257, 0.150187, -0.147485], [0.018198, 0.006661, -0.022665], [-0.15319, 0.186346, 0.151523], [0.00364, 0.027877, -0.029713], [-0.163257, -0.147485, 0.150187], [0.018198, -0.022665, 0.006661], [0.054832, -0.040857, -0.040857], [0.006967, -0.005758, -0.005758]], "fermi_level": 3.7725}, "metadata": {"date.created": 1417040383.123215, "uuid": "523072b8-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:43 2014", "user.username": null, "atoms.resort": [0, 32, 1, 2, 3, 33, 4, 5, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 39, 12, 13, 14, 40, 15, 16, 17, 18, 19, 41, 20, 42, 21, 43, 22, 44, 23, 45, 24, 46, 25, 47, 26, 48, 27, 49, 28, 50, 29, 51, 30, 52, 31, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 46, 29, 29, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I5C1": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294405626699, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I5C1", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "d81e603e9c85ef30bb89e7b666f40a8e", "user": "jboes"},
"179":
{"ctime": 14.92353807051997, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -238.758857, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 344, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.0062921936362687145, -0.0062921936362687145, -0.0062921936362687145, 2.8829517891131318e-05, -2.8829517891131318e-05, 2.8829517891131318e-05], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -238.758857, "forces": [[-0.170033, 0.170033, -0.170033], [-0.198986, 0.198986, 0.190722], [-0.174229, -0.50335, -0.174229], [-0.025798, -0.000594, 0.000594], [0.01072, 0.336118, 0.01072], [-0.035864, -0.179842, 0.023572], [0.01072, -0.01072, -0.336118], [0.005281, -0.005281, 0.005281], [-0.194653, -0.149043, -0.162686], [-0.198986, -0.190722, -0.198986], [0.209867, 0.160814, -0.160814], [-0.027752, 0.160128, -0.027752], [-0.174229, 0.174229, 0.50335], [-0.027752, 0.027752, -0.160128], [0.030311, -0.338591, 0.338591], [-0.035864, -0.023572, 0.179842], [-0.194653, 0.162686, 0.149043], [-0.021564, -0.006564, 0.006564], [0.50335, 0.174229, -0.174229], [0.000594, 0.025798, 0.000594], [0.338591, -0.338591, 0.030311], [0.004901, -0.004901, 0.004901], [0.149043, 0.162686, -0.194653], [0.016184, -0.024724, 0.016184], [0.149043, 0.194653, -0.162686], [0.190722, 0.198986, -0.198986], [0.161454, -0.161454, -0.176493], [0.000594, -0.000594, -0.025798], [-0.034117, -0.032242, 0.032242], [0.023572, -0.179842, -0.035864], [0.338591, -0.030311, 0.338591], [0.023572, 0.035864, 0.179842], [0.148887, -0.148887, 0.148887], [0.016184, -0.016184, 0.024724], [0.161454, 0.176493, 0.161454], [0.014729, -0.015763, 0.015763], [-0.336118, -0.01072, 0.01072], [0.179842, 0.035864, 0.023572], [-0.162686, -0.149043, -0.194653], [0.024724, -0.016184, 0.016184], [-0.160814, 0.160814, 0.209867], [0.015763, -0.015763, 0.014729], [-0.160814, -0.209867, -0.160814], [-0.160128, 0.027752, -0.027752], [0.032242, 0.034117, 0.032242], [0.179842, -0.023572, -0.035864], [-0.174792, 0.174792, -0.174792], [0.006564, -0.006564, -0.021564], [-0.162686, 0.194653, 0.149043], [0.006564, 0.021564, 0.006564], [-0.176493, -0.161454, 0.161454], [0.015763, -0.014729, 0.015763], [0.032242, -0.032242, -0.034117], [0.007099, -0.007099, 0.007099]], "fermi_level": 3.7193}, "metadata": {"date.created": 1417040383.218873, "uuid": "523f0b8e-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:43 2014", "user.username": null, "atoms.resort": [0, 32, 1, 2, 3, 33, 4, 5, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 12, 13, 14, 15, 39, 16, 40, 17, 18, 19, 41, 20, 42, 21, 43, 22, 44, 23, 45, 24, 46, 25, 47, 26, 48, 27, 49, 28, 50, 29, 51, 30, 52, 31, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I5C2": 1, "bcc": 1, "_54atom": 1, "_0cl": 1, "ensam": 1, "_0_40lat": 1}, "mtime": 15.038294415828805, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I5C2", "0cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "ebe9d4e8ca951319bba65272e2b99c9c", "user": "jboes"},
"180":
{"ctime": 14.923538100027917, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]], "energy": -524.016473, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 344, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Cu", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4956776749335545, 1.4956776749335545, 1.4956776749335545], [0.0, 0.0, 0.0], [-1.4956776749335545, 4.487033024800727, 1.4956776749335545], [0.0, 2.9913553498671726, 0.0], [-1.4956776749335545, 7.4783883746679, 1.4956776749335545], [0.0, 5.982710699734281, 0.0], [-1.4956776749335545, 1.4956776749335545, 4.487033024800727], [0.0, 0.0, 2.9913553498671726], [-1.4956776749335545, 4.487033024800727, 4.487033024800727], [0.0, 2.9913553498671726, 2.9913553498671726], [-1.4956776749335545, 7.4783883746679, 4.487033024800727], [0.0, 5.982710699734281, 2.9913553498671726], [-1.4956776749335545, 1.4956776749335545, 7.4783883746679], [0.0, 0.0, 5.982710699734281], [-1.4956776749335545, 4.487033024800727, 7.4783883746679], [0.0, 2.9913553498671726, 5.982710699734281], [-1.4956776749335545, 7.4783883746679, 7.4783883746679], [0.0, 5.982710699734281, 5.982710699734281], [-4.487033024800727, 1.4956776749335545, 1.4956776749335545], [-2.9913553498671726, 0.0, 0.0], [-4.487033024800727, 4.487033024800727, 1.4956776749335545], [-2.9913553498671726, 2.9913553498671726, 0.0], [-4.487033024800727, 7.4783883746679, 1.4956776749335545], [-2.9913553498671726, 5.982710699734281, 0.0], [-4.487033024800727, 1.4956776749335545, 4.487033024800727], [-2.9913553498671726, 0.0, 2.9913553498671726], [-4.487033024800727, 4.487033024800727, 4.487033024800727], [-2.9913553498671726, 2.9913553498671726, 2.9913553498671726], [-4.487033024800727, 7.4783883746679, 4.487033024800727], [-2.9913553498671726, 5.982710699734281, 2.9913553498671726], [-4.487033024800727, 1.4956776749335545, 7.4783883746679], [-2.9913553498671726, 0.0, 5.982710699734281], [-4.487033024800727, 4.487033024800727, 7.4783883746679], [-2.9913553498671726, 2.9913553498671726, 5.982710699734281], [-4.487033024800727, 7.4783883746679, 7.4783883746679], [-2.9913553498671726, 5.982710699734281, 5.982710699734281], [-7.4783883746679, 1.4956776749335545, 1.4956776749335545], [-5.982710699734281, 0.0, 0.0], [-7.4783883746679, 4.487033024800727, 1.4956776749335545], [-5.982710699734281, 2.9913553498671726, 0.0], [-7.4783883746679, 7.4783883746679, 1.4956776749335545], [-5.982710699734281, 5.982710699734281, 0.0], [-7.4783883746679, 1.4956776749335545, 4.487033024800727], [-5.982710699734281, 0.0, 2.9913553498671726], [-7.4783883746679, 4.487033024800727, 4.487033024800727], [-5.982710699734281, 2.9913553498671726, 2.9913553498671726], [-7.4783883746679, 7.4783883746679, 4.487033024800727], [-5.982710699734281, 5.982710699734281, 2.9913553498671726], [-7.4783883746679, 1.4956776749335545, 7.4783883746679], [-5.982710699734281, 0.0, 5.982710699734281], [-7.4783883746679, 4.487033024800727, 7.4783883746679], [-5.982710699734281, 2.9913553498671726, 5.982710699734281], [-7.4783883746679, 7.4783883746679, 7.4783883746679], [-5.982710699734281, 5.982710699734281, 5.982710699734281]]}, "data": {"stress": [-0.008720395513273178, -0.008720395513273178, -0.008720395513273178, 0.0003519086117639675, -0.0003519086117639675, 0.0003519086117639675], "doc": "Data from the output of the calculation", "volume": 722.7161919949106, "total_energy": -524.016473, "forces": [[-0.031858, 0.031858, -0.031858], [-0.214177, 0.214177, 0.199268], [-0.18267, -0.424916, -0.18267], [0.091881, 0.124632, -0.124632], [0.010134, 0.237292, 0.010134], [-0.037588, -0.173477, 0.02825], [0.010134, -0.010134, -0.237292], [0.131982, -0.131982, 0.131982], [-0.20321, -0.141192, -0.152066], [-0.214177, -0.199268, -0.214177], [0.219959, 0.152482, -0.152482], [-0.032433, 0.15535, -0.032433], [-0.18267, 0.18267, 0.424916], [-0.032433, 0.032433, -0.15535], [0.033269, -0.33531, 0.33531], [-0.037588, -0.02825, 0.173477], [-0.20321, 0.152066, 0.141192], [-0.027335, -0.005388, 0.005388], [0.424916, 0.18267, -0.18267], [-0.124632, -0.091881, -0.124632], [0.33531, -0.33531, 0.033269], [-0.119434, 0.119434, -0.119434], [0.141192, 0.152066, -0.20321], [0.019345, -0.023917, 0.019345], [0.141192, 0.20321, -0.152066], [0.199268, 0.214177, -0.214177], [0.150912, -0.150912, -0.166098], [-0.124632, 0.124632, 0.091881], [-0.058954, -0.055453, 0.055453], [0.02825, -0.173477, -0.037588], [0.33531, -0.033269, 0.33531], [0.02825, 0.037588, 0.173477], [0.133667, -0.133667, 0.133667], [0.019345, -0.019345, 0.023917], [0.150912, 0.166098, 0.150912], [0.021747, -0.016311, 0.016311], [-0.237292, -0.010134, 0.010134], [0.173477, 0.037588, 0.02825], [-0.152066, -0.141192, -0.20321], [0.023917, -0.019345, 0.019345], [-0.152482, 0.152482, 0.219959], [0.016311, -0.016311, 0.021747], [-0.152482, -0.219959, -0.152482], [-0.15535, 0.032433, -0.032433], [0.055453, 0.058954, 0.055453], [0.173477, -0.02825, -0.037588], [-0.16379, 0.16379, -0.16379], [0.005388, -0.005388, -0.027335], [-0.152066, 0.20321, 0.141192], [0.005388, 0.027335, 0.005388], [-0.166098, -0.150912, 0.150912], [0.016311, -0.021747, 0.016311], [0.055453, -0.055453, -0.058954], [0.006477, -0.006477, 0.006477]], "fermi_level": 3.7736}, "metadata": {"date.created": 1417040383.380605, "uuid": "5257b90e-75ba-11e4-844e-003048f5e49e", "date.created.ascii": "Wed Nov 26 17:19:43 2014", "user.username": null, "atoms.resort": [0, 32, 1, 2, 3, 33, 4, 5, 6, 34, 7, 35, 8, 36, 9, 37, 10, 38, 11, 12, 13, 14, 15, 39, 16, 40, 17, 18, 19, 41, 20, 42, 21, 43, 22, 44, 23, 45, 24, 46, 25, 47, 26, 48, 27, 49, 28, 50, 29, 51, 30, 52, 31, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.974066049601454, 0.0, 0.0], [0.0, 0.0, 8.974066049601454], [0.0, 8.974066049601454, 0.0]], "numbers": [29, 46, 29, 29, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 29, 29, 29, 29, 46, 29, 46, 29, 29, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "I5C2": 1, "bcc": 1, "_54atom": 1, "ensam": 1, "_1cl": 1, "_0_40lat": 1}, "mtime": 15.038294429486175, "keywords": ["bcc", "GS", "54atom", "0.40lat", "ensam", "I5C2", "1cl"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5925925925925926, "unique_id": "20ff101385122ec6a41caa81367d0903", "user": "jboes"},
"181":
{"ctime": 14.923538128729245, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4905239582476233, 1.4905239582476233, 1.4905239582476233], [0.0, 0.0, 0.0], [-1.4905239582476233, 4.471571874742933, 1.4905239582476233], [0.0, 2.98104791649531, 0.0], [-1.4905239582476233, 7.452619791238243, 1.4905239582476233], [0.0, 5.962095832990556, 0.0], [-1.4905239582476233, 1.4905239582476233, 4.471571874742933], [0.0, 0.0, 2.98104791649531], [-1.4905239582476233, 4.471571874742933, 4.471571874742933], [0.0, 2.98104791649531, 2.98104791649531], [-1.4905239582476233, 7.452619791238243, 4.471571874742933], [0.0, 5.962095832990556, 2.98104791649531], [-1.4905239582476233, 1.4905239582476233, 7.452619791238243], [0.0, 0.0, 5.962095832990556], [-1.4905239582476233, 4.471571874742933, 7.452619791238243], [0.0, 2.98104791649531, 5.962095832990556], [-1.4905239582476233, 7.452619791238243, 7.452619791238243], [0.0, 5.962095832990556, 5.962095832990556], [-4.471571874742933, 1.4905239582476233, 1.4905239582476233], [-2.98104791649531, 0.0, 0.0], [-4.471571874742933, 4.471571874742933, 1.4905239582476233], [-2.98104791649531, 2.98104791649531, 0.0], [-4.471571874742933, 7.452619791238243, 1.4905239582476233], [-2.98104791649531, 5.962095832990556, 0.0], [-4.471571874742933, 1.4905239582476233, 4.471571874742933], [-2.98104791649531, 0.0, 2.98104791649531], [-4.471571874742933, 4.471571874742933, 4.471571874742933], [-2.98104791649531, 2.98104791649531, 2.98104791649531], [-4.471571874742933, 7.452619791238243, 4.471571874742933], [-2.98104791649531, 5.962095832990556, 2.98104791649531], [-4.471571874742933, 1.4905239582476233, 7.452619791238243], [-2.98104791649531, 0.0, 5.962095832990556], [-4.471571874742933, 4.471571874742933, 7.452619791238243], [-2.98104791649531, 2.98104791649531, 5.962095832990556], [-4.471571874742933, 7.452619791238243, 7.452619791238243], [-2.98104791649531, 5.962095832990556, 5.962095832990556], [-7.452619791238243, 1.4905239582476233, 1.4905239582476233], [-5.962095832990556, 0.0, 0.0], [-7.452619791238243, 4.471571874742933, 1.4905239582476233], [-5.962095832990556, 2.98104791649531, 0.0], [-7.452619791238243, 7.452619791238243, 1.4905239582476233], [-5.962095832990556, 5.962095832990556, 0.0], [-7.452619791238243, 1.4905239582476233, 4.471571874742933], [-5.962095832990556, 0.0, 2.98104791649531], [-7.452619791238243, 4.471571874742933, 4.471571874742933], [-5.962095832990556, 2.98104791649531, 2.98104791649531], [-7.452619791238243, 7.452619791238243, 4.471571874742933], [-5.962095832990556, 5.962095832990556, 2.98104791649531], [-7.452619791238243, 1.4905239582476233, 7.452619791238243], [-5.962095832990556, 0.0, 5.962095832990556], [-7.452619791238243, 4.471571874742933, 7.452619791238243], [-5.962095832990556, 2.98104791649531, 5.962095832990556], [-7.452619791238243, 7.452619791238243, 7.452619791238243], [-5.962095832990556, 5.962095832990556, 5.962095832990556]], "energy": -246.09778, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.943143749485866, 0.0, 0.0], [0.0, 0.0, 8.943143749485866], [0.0, 8.943143749485866, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4905239582476233, 1.4905239582476233, 1.4905239582476233], [0.0, 0.0, 0.0], [-1.4905239582476233, 4.471571874742933, 1.4905239582476233], [0.0, 2.98104791649531, 0.0], [-1.4905239582476233, 7.452619791238243, 1.4905239582476233], [0.0, 5.962095832990556, 0.0], [-1.4905239582476233, 1.4905239582476233, 4.471571874742933], [0.0, 0.0, 2.98104791649531], [-1.4905239582476233, 4.471571874742933, 4.471571874742933], [0.0, 2.98104791649531, 2.98104791649531], [-1.4905239582476233, 7.452619791238243, 4.471571874742933], [0.0, 5.962095832990556, 2.98104791649531], [-1.4905239582476233, 1.4905239582476233, 7.452619791238243], [0.0, 0.0, 5.962095832990556], [-1.4905239582476233, 4.471571874742933, 7.452619791238243], [0.0, 2.98104791649531, 5.962095832990556], [-1.4905239582476233, 7.452619791238243, 7.452619791238243], [0.0, 5.962095832990556, 5.962095832990556], [-4.471571874742933, 1.4905239582476233, 1.4905239582476233], [-2.98104791649531, 0.0, 0.0], [-4.471571874742933, 4.471571874742933, 1.4905239582476233], [-2.98104791649531, 2.98104791649531, 0.0], [-4.471571874742933, 7.452619791238243, 1.4905239582476233], [-2.98104791649531, 5.962095832990556, 0.0], [-4.471571874742933, 1.4905239582476233, 4.471571874742933], [-2.98104791649531, 0.0, 2.98104791649531], [-4.471571874742933, 4.471571874742933, 4.471571874742933], [-2.98104791649531, 2.98104791649531, 2.98104791649531], [-4.471571874742933, 7.452619791238243, 4.471571874742933], [-2.98104791649531, 5.962095832990556, 2.98104791649531], [-4.471571874742933, 1.4905239582476233, 7.452619791238243], [-2.98104791649531, 0.0, 5.962095832990556], [-4.471571874742933, 4.471571874742933, 7.452619791238243], [-2.98104791649531, 2.98104791649531, 5.962095832990556], [-4.471571874742933, 7.452619791238243, 7.452619791238243], [-2.98104791649531, 5.962095832990556, 5.962095832990556], [-7.452619791238243, 1.4905239582476233, 1.4905239582476233], [-5.962095832990556, 0.0, 0.0], [-7.452619791238243, 4.471571874742933, 1.4905239582476233], [-5.962095832990556, 2.98104791649531, 0.0], [-7.452619791238243, 7.452619791238243, 1.4905239582476233], [-5.962095832990556, 5.962095832990556, 0.0], [-7.452619791238243, 1.4905239582476233, 4.471571874742933], [-5.962095832990556, 0.0, 2.98104791649531], [-7.452619791238243, 4.471571874742933, 4.471571874742933], [-5.962095832990556, 2.98104791649531, 2.98104791649531], [-7.452619791238243, 7.452619791238243, 4.471571874742933], [-5.962095832990556, 5.962095832990556, 2.98104791649531], [-7.452619791238243, 1.4905239582476233, 7.452619791238243], [-5.962095832990556, 0.0, 5.962095832990556], [-7.452619791238243, 4.471571874742933, 7.452619791238243], [-5.962095832990556, 2.98104791649531, 5.962095832990556], [-7.452619791238243, 7.452619791238243, 7.452619791238243], [-5.962095832990556, 5.962095832990556, 5.962095832990556]]}, "data": {"stress": [-0.038809505562034136, -0.038809505562034136, -0.038809505562034136, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 715.2710284266693, "total_energy": -246.09778, "forces": [[0.0, 0.0, 0.0], [-1.3e-05, 1.3e-05, 1.3e-05], [0.0, -4e-06, 0.0], [-1.3e-05, -1.3e-05, 1.3e-05], [0.0, 4e-06, 0.0], [1.9e-05, 0.0, -1.9e-05], [0.0, 0.0, -4e-06], [-1.3e-05, 1.3e-05, -1.3e-05], [0.0, -6e-06, -6e-06], [-1.3e-05, -1.3e-05, -1.3e-05], [0.0, 6e-06, -6e-06], [1.9e-05, 0.0, 1.9e-05], [0.0, 0.0, 4e-06], [1.9e-05, -1.9e-05, 0.0], [0.0, -6e-06, 6e-06], [1.9e-05, 1.9e-05, 0.0], [0.0, 6e-06, 6e-06], [2.3e-05, 0.0, 0.0], [4e-06, 0.0, 0.0], [1.3e-05, 1.3e-05, 1.3e-05], [6e-06, -6e-06, 0.0], [1.3e-05, -1.3e-05, 1.3e-05], [6e-06, 6e-06, 0.0], [-1.9e-05, 0.0, -1.9e-05], [6e-06, 0.0, -6e-06], [1.3e-05, 1.3e-05, -1.3e-05], [1.1e-05, -1.1e-05, -1.1e-05], [1.3e-05, -1.3e-05, -1.3e-05], [1.1e-05, 1.1e-05, -1.1e-05], [-1.9e-05, 0.0, 1.9e-05], [6e-06, 0.0, 6e-06], [-1.9e-05, -1.9e-05, 0.0], [1.1e-05, -1.1e-05, 1.1e-05], [-1.9e-05, 1.9e-05, 0.0], [1.1e-05, 1.1e-05, 1.1e-05], [-2.3e-05, 0.0, 0.0], [-4e-06, 0.0, 0.0], [0.0, -1.9e-05, -1.9e-05], [-6e-06, -6e-06, 0.0], [0.0, 1.9e-05, -1.9e-05], [-6e-06, 6e-06, 0.0], [0.0, 0.0, -2.3e-05], [-6e-06, 0.0, -6e-06], [0.0, -1.9e-05, 1.9e-05], [-1.1e-05, -1.1e-05, -1.1e-05], [0.0, 1.9e-05, 1.9e-05], [-1.1e-05, 1.1e-05, -1.1e-05], [0.0, 0.0, 2.3e-05], [-6e-06, 0.0, 6e-06], [0.0, -2.3e-05, 0.0], [-1.1e-05, -1.1e-05, 1.1e-05], [0.0, 2.3e-05, 0.0], [-1.1e-05, 1.1e-05, 1.1e-05], [0.0, 0.0, 0.0]], "fermi_level": 4.0399}, "metadata": {"date.created": 1417622743.173085, "uuid": "3bd40baa-7b06-11e4-8b18-003048f5e49e", "date.created.ascii": "Wed Dec  3 11:05:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.943143749485866, 0.0, 0.0], [0.0, 0.0, 8.943143749485866], [0.0, 8.943143749485866, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0cl": 1, "dis": 1, "_0": 1, "_54atom": 1, "GS": 1, "bcc": 1, "_0_35lat": 1}, "mtime": 15.038294440144371, "keywords": ["bcc", "GS", "54atom", "0.35lat", "dis", "0cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "1d0b6d4a23e6ccd834cd2f02d275f3cb", "user": "jboes"},
"182":
{"ctime": 14.923538158809102, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.4905239582476233, 1.4905239582476233, 1.4905239582476233], [0.0, 0.0, 0.0], [-1.4905239582476233, 4.471571874742933, 1.4905239582476233], [0.0, 2.98104791649531, 0.0], [-1.4905239582476233, 7.452619791238243, 1.4905239582476233], [0.0, 5.962095832990556, 0.0], [-1.4905239582476233, 1.4905239582476233, 4.471571874742933], [0.0, 0.0, 2.98104791649531], [-1.4905239582476233, 4.471571874742933, 4.471571874742933], [0.0, 2.98104791649531, 2.98104791649531], [-1.4905239582476233, 7.452619791238243, 4.471571874742933], [0.0, 5.962095832990556, 2.98104791649531], [-1.4905239582476233, 1.4905239582476233, 7.452619791238243], [0.0, 0.0, 5.962095832990556], [-1.4905239582476233, 4.471571874742933, 7.452619791238243], [0.0, 2.98104791649531, 5.962095832990556], [-1.4905239582476233, 7.452619791238243, 7.452619791238243], [0.0, 5.962095832990556, 5.962095832990556], [-4.471571874742933, 1.4905239582476233, 1.4905239582476233], [-2.98104791649531, 0.0, 0.0], [-4.471571874742933, 4.471571874742933, 1.4905239582476233], [-2.98104791649531, 2.98104791649531, 0.0], [-4.471571874742933, 7.452619791238243, 1.4905239582476233], [-2.98104791649531, 5.962095832990556, 0.0], [-4.471571874742933, 1.4905239582476233, 4.471571874742933], [-2.98104791649531, 0.0, 2.98104791649531], [-4.471571874742933, 4.471571874742933, 4.471571874742933], [-2.98104791649531, 2.98104791649531, 2.98104791649531], [-4.471571874742933, 7.452619791238243, 4.471571874742933], [-2.98104791649531, 5.962095832990556, 2.98104791649531], [-4.471571874742933, 1.4905239582476233, 7.452619791238243], [-2.98104791649531, 0.0, 5.962095832990556], [-4.471571874742933, 4.471571874742933, 7.452619791238243], [-2.98104791649531, 2.98104791649531, 5.962095832990556], [-4.471571874742933, 7.452619791238243, 7.452619791238243], [-2.98104791649531, 5.962095832990556, 5.962095832990556], [-7.452619791238243, 1.4905239582476233, 1.4905239582476233], [-5.962095832990556, 0.0, 0.0], [-7.452619791238243, 4.471571874742933, 1.4905239582476233], [-5.962095832990556, 2.98104791649531, 0.0], [-7.452619791238243, 7.452619791238243, 1.4905239582476233], [-5.962095832990556, 5.962095832990556, 0.0], [-7.452619791238243, 1.4905239582476233, 4.471571874742933], [-5.962095832990556, 0.0, 2.98104791649531], [-7.452619791238243, 4.471571874742933, 4.471571874742933], [-5.962095832990556, 2.98104791649531, 2.98104791649531], [-7.452619791238243, 7.452619791238243, 4.471571874742933], [-5.962095832990556, 5.962095832990556, 2.98104791649531], [-7.452619791238243, 1.4905239582476233, 7.452619791238243], [-5.962095832990556, 0.0, 5.962095832990556], [-7.452619791238243, 4.471571874742933, 7.452619791238243], [-5.962095832990556, 2.98104791649531, 5.962095832990556], [-7.452619791238243, 7.452619791238243, 7.452619791238243], [-5.962095832990556, 5.962095832990556, 5.962095832990556]], "energy": -531.80749, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-8.943143749485866, 0.0, 0.0], [0.0, 0.0, 8.943143749485866], [0.0, 8.943143749485866, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.4905239582476233, 1.4905239582476233, 1.4905239582476233], [0.0, 0.0, 0.0], [-1.4905239582476233, 4.471571874742933, 1.4905239582476233], [0.0, 2.98104791649531, 0.0], [-1.4905239582476233, 7.452619791238243, 1.4905239582476233], [0.0, 5.962095832990556, 0.0], [-1.4905239582476233, 1.4905239582476233, 4.471571874742933], [0.0, 0.0, 2.98104791649531], [-1.4905239582476233, 4.471571874742933, 4.471571874742933], [0.0, 2.98104791649531, 2.98104791649531], [-1.4905239582476233, 7.452619791238243, 4.471571874742933], [0.0, 5.962095832990556, 2.98104791649531], [-1.4905239582476233, 1.4905239582476233, 7.452619791238243], [0.0, 0.0, 5.962095832990556], [-1.4905239582476233, 4.471571874742933, 7.452619791238243], [0.0, 2.98104791649531, 5.962095832990556], [-1.4905239582476233, 7.452619791238243, 7.452619791238243], [0.0, 5.962095832990556, 5.962095832990556], [-4.471571874742933, 1.4905239582476233, 1.4905239582476233], [-2.98104791649531, 0.0, 0.0], [-4.471571874742933, 4.471571874742933, 1.4905239582476233], [-2.98104791649531, 2.98104791649531, 0.0], [-4.471571874742933, 7.452619791238243, 1.4905239582476233], [-2.98104791649531, 5.962095832990556, 0.0], [-4.471571874742933, 1.4905239582476233, 4.471571874742933], [-2.98104791649531, 0.0, 2.98104791649531], [-4.471571874742933, 4.471571874742933, 4.471571874742933], [-2.98104791649531, 2.98104791649531, 2.98104791649531], [-4.471571874742933, 7.452619791238243, 4.471571874742933], [-2.98104791649531, 5.962095832990556, 2.98104791649531], [-4.471571874742933, 1.4905239582476233, 7.452619791238243], [-2.98104791649531, 0.0, 5.962095832990556], [-4.471571874742933, 4.471571874742933, 7.452619791238243], [-2.98104791649531, 2.98104791649531, 5.962095832990556], [-4.471571874742933, 7.452619791238243, 7.452619791238243], [-2.98104791649531, 5.962095832990556, 5.962095832990556], [-7.452619791238243, 1.4905239582476233, 1.4905239582476233], [-5.962095832990556, 0.0, 0.0], [-7.452619791238243, 4.471571874742933, 1.4905239582476233], [-5.962095832990556, 2.98104791649531, 0.0], [-7.452619791238243, 7.452619791238243, 1.4905239582476233], [-5.962095832990556, 5.962095832990556, 0.0], [-7.452619791238243, 1.4905239582476233, 4.471571874742933], [-5.962095832990556, 0.0, 2.98104791649531], [-7.452619791238243, 4.471571874742933, 4.471571874742933], [-5.962095832990556, 2.98104791649531, 2.98104791649531], [-7.452619791238243, 7.452619791238243, 4.471571874742933], [-5.962095832990556, 5.962095832990556, 2.98104791649531], [-7.452619791238243, 1.4905239582476233, 7.452619791238243], [-5.962095832990556, 0.0, 5.962095832990556], [-7.452619791238243, 4.471571874742933, 7.452619791238243], [-5.962095832990556, 2.98104791649531, 5.962095832990556], [-7.452619791238243, 7.452619791238243, 7.452619791238243], [-5.962095832990556, 5.962095832990556, 5.962095832990556]]}, "data": {"stress": [-0.041239036879893935, -0.041239036879893935, -0.041239036879893935, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 715.2710284266693, "total_energy": -531.80749, "forces": [[0.0, 0.0, 0.0], [0.035425, -0.035425, -0.035425], [0.0, 0.126113, 0.0], [0.035425, 0.035425, -0.035425], [0.0, -0.126113, 0.0], [-0.015422, 0.0, 0.015422], [0.0, 0.0, 0.126113], [0.035425, -0.035425, 0.035425], [0.0, 0.009882, 0.009882], [0.035425, 0.035425, 0.035425], [0.0, -0.009882, 0.009882], [-0.015422, 0.0, -0.015422], [0.0, 0.0, -0.126113], [-0.015422, 0.015422, 0.0], [0.0, 0.009882, -0.009882], [-0.015422, -0.015422, 0.0], [0.0, -0.009882, -0.009882], [-0.003328, 0.0, 0.0], [-0.126113, 0.0, 0.0], [-0.035425, -0.035425, -0.035425], [-0.009882, 0.009882, 0.0], [-0.035425, 0.035425, -0.035425], [-0.009882, -0.009882, 0.0], [0.015422, 0.0, 0.015422], [-0.009882, 0.0, 0.009882], [-0.035425, -0.035425, 0.035425], [-0.023833, 0.023833, 0.023833], [-0.035425, 0.035425, 0.035425], [-0.023833, -0.023833, 0.023833], [0.015422, 0.0, -0.015422], [-0.009882, 0.0, -0.009882], [0.015422, 0.015422, 0.0], [-0.023833, 0.023833, -0.023833], [0.015422, -0.015422, 0.0], [-0.023833, -0.023833, -0.023833], [0.003328, 0.0, 0.0], [0.126113, 0.0, 0.0], [0.0, 0.015422, 0.015422], [0.009882, 0.009882, 0.0], [0.0, -0.015422, 0.015422], [0.009882, -0.009882, 0.0], [0.0, 0.0, 0.003328], [0.009882, 0.0, 0.009882], [0.0, 0.015422, -0.015422], [0.023833, 0.023833, 0.023833], [0.0, -0.015422, -0.015422], [0.023833, -0.023833, 0.023833], [0.0, 0.0, -0.003328], [0.009882, 0.0, -0.009882], [0.0, 0.003328, 0.0], [0.023833, 0.023833, -0.023833], [0.0, -0.003328, 0.0], [0.023833, -0.023833, -0.023833], [0.0, 0.0, 0.0]], "fermi_level": 4.0724}, "metadata": {"date.created": 1417622743.225119, "uuid": "3bdbfbda-7b06-11e4-8b18-003048f5e49e", "date.created.ascii": "Wed Dec  3 11:05:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-8.943143749485866, 0.0, 0.0], [0.0, 0.0, 8.943143749485866], [0.0, 8.943143749485866, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "dis": 1, "_0": 1, "_54atom": 1, "bcc": 1, "_1cl": 1, "_0_35lat": 1}, "mtime": 15.038294451301237, "keywords": ["bcc", "GS", "54atom", "0.35lat", "dis", "1cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "85029185d1fc5a5ab43ee55ae6d366d7", "user": "jboes"},
"183":
{"ctime": 14.92353818873124, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.503581726156312, 1.503581726156312, 1.503581726156312], [0.0, 0.0, 0.0], [-1.503581726156312, 4.5107451784690005, 1.503581726156312], [0.0, 3.0071634523126884, 0.0], [-1.503581726156312, 7.5179086307816885, 1.503581726156312], [0.0, 6.014326904625313, 0.0], [-1.503581726156312, 1.503581726156312, 4.5107451784690005], [0.0, 0.0, 3.0071634523126884], [-1.503581726156312, 4.5107451784690005, 4.5107451784690005], [0.0, 3.0071634523126884, 3.0071634523126884], [-1.503581726156312, 7.5179086307816885, 4.5107451784690005], [0.0, 6.014326904625313, 3.0071634523126884], [-1.503581726156312, 1.503581726156312, 7.5179086307816885], [0.0, 0.0, 6.014326904625313], [-1.503581726156312, 4.5107451784690005, 7.5179086307816885], [0.0, 3.0071634523126884, 6.014326904625313], [-1.503581726156312, 7.5179086307816885, 7.5179086307816885], [0.0, 6.014326904625313, 6.014326904625313], [-4.5107451784690005, 1.503581726156312, 1.503581726156312], [-3.0071634523126884, 0.0, 0.0], [-4.5107451784690005, 4.5107451784690005, 1.503581726156312], [-3.0071634523126884, 3.0071634523126884, 0.0], [-4.5107451784690005, 7.5179086307816885, 1.503581726156312], [-3.0071634523126884, 6.014326904625313, 0.0], [-4.5107451784690005, 1.503581726156312, 4.5107451784690005], [-3.0071634523126884, 0.0, 3.0071634523126884], [-4.5107451784690005, 4.5107451784690005, 4.5107451784690005], [-3.0071634523126884, 3.0071634523126884, 3.0071634523126884], [-4.5107451784690005, 7.5179086307816885, 4.5107451784690005], [-3.0071634523126884, 6.014326904625313, 3.0071634523126884], [-4.5107451784690005, 1.503581726156312, 7.5179086307816885], [-3.0071634523126884, 0.0, 6.014326904625313], [-4.5107451784690005, 4.5107451784690005, 7.5179086307816885], [-3.0071634523126884, 3.0071634523126884, 6.014326904625313], [-4.5107451784690005, 7.5179086307816885, 7.5179086307816885], [-3.0071634523126884, 6.014326904625313, 6.014326904625313], [-7.5179086307816885, 1.503581726156312, 1.503581726156312], [-6.014326904625313, 0.0, 0.0], [-7.5179086307816885, 4.5107451784690005, 1.503581726156312], [-6.014326904625313, 3.0071634523126884, 0.0], [-7.5179086307816885, 7.5179086307816885, 1.503581726156312], [-6.014326904625313, 6.014326904625313, 0.0], [-7.5179086307816885, 1.503581726156312, 4.5107451784690005], [-6.014326904625313, 0.0, 3.0071634523126884], [-7.5179086307816885, 4.5107451784690005, 4.5107451784690005], [-6.014326904625313, 3.0071634523126884, 3.0071634523126884], [-7.5179086307816885, 7.5179086307816885, 4.5107451784690005], [-6.014326904625313, 6.014326904625313, 3.0071634523126884], [-7.5179086307816885, 1.503581726156312, 7.5179086307816885], [-6.014326904625313, 0.0, 6.014326904625313], [-7.5179086307816885, 4.5107451784690005, 7.5179086307816885], [-6.014326904625313, 3.0071634523126884, 6.014326904625313], [-7.5179086307816885, 7.5179086307816885, 7.5179086307816885], [-6.014326904625313, 6.014326904625313, 6.014326904625313]], "energy": -246.634643, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-9.021490356938001, 0.0, 0.0], [0.0, 0.0, 9.021490356938001], [0.0, 9.021490356938001, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.503581726156312, 1.503581726156312, 1.503581726156312], [0.0, 0.0, 0.0], [-1.503581726156312, 4.5107451784690005, 1.503581726156312], [0.0, 3.0071634523126884, 0.0], [-1.503581726156312, 7.5179086307816885, 1.503581726156312], [0.0, 6.014326904625313, 0.0], [-1.503581726156312, 1.503581726156312, 4.5107451784690005], [0.0, 0.0, 3.0071634523126884], [-1.503581726156312, 4.5107451784690005, 4.5107451784690005], [0.0, 3.0071634523126884, 3.0071634523126884], [-1.503581726156312, 7.5179086307816885, 4.5107451784690005], [0.0, 6.014326904625313, 3.0071634523126884], [-1.503581726156312, 1.503581726156312, 7.5179086307816885], [0.0, 0.0, 6.014326904625313], [-1.503581726156312, 4.5107451784690005, 7.5179086307816885], [0.0, 3.0071634523126884, 6.014326904625313], [-1.503581726156312, 7.5179086307816885, 7.5179086307816885], [0.0, 6.014326904625313, 6.014326904625313], [-4.5107451784690005, 1.503581726156312, 1.503581726156312], [-3.0071634523126884, 0.0, 0.0], [-4.5107451784690005, 4.5107451784690005, 1.503581726156312], [-3.0071634523126884, 3.0071634523126884, 0.0], [-4.5107451784690005, 7.5179086307816885, 1.503581726156312], [-3.0071634523126884, 6.014326904625313, 0.0], [-4.5107451784690005, 1.503581726156312, 4.5107451784690005], [-3.0071634523126884, 0.0, 3.0071634523126884], [-4.5107451784690005, 4.5107451784690005, 4.5107451784690005], [-3.0071634523126884, 3.0071634523126884, 3.0071634523126884], [-4.5107451784690005, 7.5179086307816885, 4.5107451784690005], [-3.0071634523126884, 6.014326904625313, 3.0071634523126884], [-4.5107451784690005, 1.503581726156312, 7.5179086307816885], [-3.0071634523126884, 0.0, 6.014326904625313], [-4.5107451784690005, 4.5107451784690005, 7.5179086307816885], [-3.0071634523126884, 3.0071634523126884, 6.014326904625313], [-4.5107451784690005, 7.5179086307816885, 7.5179086307816885], [-3.0071634523126884, 6.014326904625313, 6.014326904625313], [-7.5179086307816885, 1.503581726156312, 1.503581726156312], [-6.014326904625313, 0.0, 0.0], [-7.5179086307816885, 4.5107451784690005, 1.503581726156312], [-6.014326904625313, 3.0071634523126884, 0.0], [-7.5179086307816885, 7.5179086307816885, 1.503581726156312], [-6.014326904625313, 6.014326904625313, 0.0], [-7.5179086307816885, 1.503581726156312, 4.5107451784690005], [-6.014326904625313, 0.0, 3.0071634523126884], [-7.5179086307816885, 4.5107451784690005, 4.5107451784690005], [-6.014326904625313, 3.0071634523126884, 3.0071634523126884], [-7.5179086307816885, 7.5179086307816885, 4.5107451784690005], [-6.014326904625313, 6.014326904625313, 3.0071634523126884], [-7.5179086307816885, 1.503581726156312, 7.5179086307816885], [-6.014326904625313, 0.0, 6.014326904625313], [-7.5179086307816885, 4.5107451784690005, 7.5179086307816885], [-6.014326904625313, 3.0071634523126884, 6.014326904625313], [-7.5179086307816885, 7.5179086307816885, 7.5179086307816885], [-6.014326904625313, 6.014326904625313, 6.014326904625313]]}, "data": {"stress": [-0.010343049854537639, -0.010343049854537639, -0.010343049854537639, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 734.2346362178583, "total_energy": -246.634643, "forces": [[0.0, 0.0, 0.0], [-1.6e-05, 1.6e-05, 1.6e-05], [0.0, -8.6e-05, 0.0], [-1.6e-05, -1.6e-05, 1.6e-05], [0.0, 8.6e-05, 0.0], [7.2e-05, 0.0, -7.2e-05], [0.0, 0.0, -8.6e-05], [-1.6e-05, 1.6e-05, -1.6e-05], [0.0, 1.8e-05, 1.8e-05], [-1.6e-05, -1.6e-05, -1.6e-05], [0.0, -1.8e-05, 1.8e-05], [7.2e-05, 0.0, 7.2e-05], [0.0, 0.0, 8.6e-05], [7.2e-05, -7.2e-05, 0.0], [0.0, 1.8e-05, -1.8e-05], [7.2e-05, 7.2e-05, 0.0], [0.0, -1.8e-05, -1.8e-05], [-2.9e-05, 0.0, 0.0], [8.6e-05, 0.0, 0.0], [1.6e-05, 1.6e-05, 1.6e-05], [-1.8e-05, 1.8e-05, 0.0], [1.6e-05, -1.6e-05, 1.6e-05], [-1.8e-05, -1.8e-05, 0.0], [-7.2e-05, 0.0, -7.2e-05], [-1.8e-05, 0.0, 1.8e-05], [1.6e-05, 1.6e-05, -1.6e-05], [4e-06, -4e-06, -4e-06], [1.6e-05, -1.6e-05, -1.6e-05], [4e-06, 4e-06, -4e-06], [-7.2e-05, 0.0, 7.2e-05], [-1.8e-05, 0.0, -1.8e-05], [-7.2e-05, -7.2e-05, 0.0], [4e-06, -4e-06, 4e-06], [-7.2e-05, 7.2e-05, 0.0], [4e-06, 4e-06, 4e-06], [2.9e-05, 0.0, 0.0], [-8.6e-05, 0.0, 0.0], [0.0, -7.2e-05, -7.2e-05], [1.8e-05, 1.8e-05, 0.0], [0.0, 7.2e-05, -7.2e-05], [1.8e-05, -1.8e-05, 0.0], [0.0, 0.0, 2.9e-05], [1.8e-05, 0.0, 1.8e-05], [0.0, -7.2e-05, 7.2e-05], [-4e-06, -4e-06, -4e-06], [0.0, 7.2e-05, 7.2e-05], [-4e-06, 4e-06, -4e-06], [0.0, 0.0, -2.9e-05], [1.8e-05, 0.0, -1.8e-05], [0.0, 2.9e-05, 0.0], [-4e-06, -4e-06, 4e-06], [0.0, -2.9e-05, 0.0], [-4e-06, 4e-06, 4e-06], [0.0, 0.0, 0.0]], "fermi_level": 3.7797}, "metadata": {"date.created": 1417622743.33171, "uuid": "3bec3f72-7b06-11e4-8b18-003048f5e49e", "date.created.ascii": "Wed Dec  3 11:05:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-9.021490356938001, 0.0, 0.0], [0.0, 0.0, 9.021490356938001], [0.0, 9.021490356938001, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0cl": 1, "bcc": 1, "_54atom": 1, "_0_45lat": 1, "GS": 1, "_0": 1, "dis": 1}, "mtime": 15.038294461822069, "keywords": ["bcc", "GS", "54atom", "0.45lat", "dis", "0cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "165a501fad62abbd3a35beedbe941776", "user": "jboes"},
"184":
{"ctime": 14.92353821816922, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.503581726156312, 1.503581726156312, 1.503581726156312], [0.0, 0.0, 0.0], [-1.503581726156312, 4.5107451784690005, 1.503581726156312], [0.0, 3.0071634523126884, 0.0], [-1.503581726156312, 7.5179086307816885, 1.503581726156312], [0.0, 6.014326904625313, 0.0], [-1.503581726156312, 1.503581726156312, 4.5107451784690005], [0.0, 0.0, 3.0071634523126884], [-1.503581726156312, 4.5107451784690005, 4.5107451784690005], [0.0, 3.0071634523126884, 3.0071634523126884], [-1.503581726156312, 7.5179086307816885, 4.5107451784690005], [0.0, 6.014326904625313, 3.0071634523126884], [-1.503581726156312, 1.503581726156312, 7.5179086307816885], [0.0, 0.0, 6.014326904625313], [-1.503581726156312, 4.5107451784690005, 7.5179086307816885], [0.0, 3.0071634523126884, 6.014326904625313], [-1.503581726156312, 7.5179086307816885, 7.5179086307816885], [0.0, 6.014326904625313, 6.014326904625313], [-4.5107451784690005, 1.503581726156312, 1.503581726156312], [-3.0071634523126884, 0.0, 0.0], [-4.5107451784690005, 4.5107451784690005, 1.503581726156312], [-3.0071634523126884, 3.0071634523126884, 0.0], [-4.5107451784690005, 7.5179086307816885, 1.503581726156312], [-3.0071634523126884, 6.014326904625313, 0.0], [-4.5107451784690005, 1.503581726156312, 4.5107451784690005], [-3.0071634523126884, 0.0, 3.0071634523126884], [-4.5107451784690005, 4.5107451784690005, 4.5107451784690005], [-3.0071634523126884, 3.0071634523126884, 3.0071634523126884], [-4.5107451784690005, 7.5179086307816885, 4.5107451784690005], [-3.0071634523126884, 6.014326904625313, 3.0071634523126884], [-4.5107451784690005, 1.503581726156312, 7.5179086307816885], [-3.0071634523126884, 0.0, 6.014326904625313], [-4.5107451784690005, 4.5107451784690005, 7.5179086307816885], [-3.0071634523126884, 3.0071634523126884, 6.014326904625313], [-4.5107451784690005, 7.5179086307816885, 7.5179086307816885], [-3.0071634523126884, 6.014326904625313, 6.014326904625313], [-7.5179086307816885, 1.503581726156312, 1.503581726156312], [-6.014326904625313, 0.0, 0.0], [-7.5179086307816885, 4.5107451784690005, 1.503581726156312], [-6.014326904625313, 3.0071634523126884, 0.0], [-7.5179086307816885, 7.5179086307816885, 1.503581726156312], [-6.014326904625313, 6.014326904625313, 0.0], [-7.5179086307816885, 1.503581726156312, 4.5107451784690005], [-6.014326904625313, 0.0, 3.0071634523126884], [-7.5179086307816885, 4.5107451784690005, 4.5107451784690005], [-6.014326904625313, 3.0071634523126884, 3.0071634523126884], [-7.5179086307816885, 7.5179086307816885, 4.5107451784690005], [-6.014326904625313, 6.014326904625313, 3.0071634523126884], [-7.5179086307816885, 1.503581726156312, 7.5179086307816885], [-6.014326904625313, 0.0, 6.014326904625313], [-7.5179086307816885, 4.5107451784690005, 7.5179086307816885], [-6.014326904625313, 3.0071634523126884, 6.014326904625313], [-7.5179086307816885, 7.5179086307816885, 7.5179086307816885], [-6.014326904625313, 6.014326904625313, 6.014326904625313]], "energy": -532.385611, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-9.021490356938001, 0.0, 0.0], [0.0, 0.0, 9.021490356938001], [0.0, 9.021490356938001, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.503581726156312, 1.503581726156312, 1.503581726156312], [0.0, 0.0, 0.0], [-1.503581726156312, 4.5107451784690005, 1.503581726156312], [0.0, 3.0071634523126884, 0.0], [-1.503581726156312, 7.5179086307816885, 1.503581726156312], [0.0, 6.014326904625313, 0.0], [-1.503581726156312, 1.503581726156312, 4.5107451784690005], [0.0, 0.0, 3.0071634523126884], [-1.503581726156312, 4.5107451784690005, 4.5107451784690005], [0.0, 3.0071634523126884, 3.0071634523126884], [-1.503581726156312, 7.5179086307816885, 4.5107451784690005], [0.0, 6.014326904625313, 3.0071634523126884], [-1.503581726156312, 1.503581726156312, 7.5179086307816885], [0.0, 0.0, 6.014326904625313], [-1.503581726156312, 4.5107451784690005, 7.5179086307816885], [0.0, 3.0071634523126884, 6.014326904625313], [-1.503581726156312, 7.5179086307816885, 7.5179086307816885], [0.0, 6.014326904625313, 6.014326904625313], [-4.5107451784690005, 1.503581726156312, 1.503581726156312], [-3.0071634523126884, 0.0, 0.0], [-4.5107451784690005, 4.5107451784690005, 1.503581726156312], [-3.0071634523126884, 3.0071634523126884, 0.0], [-4.5107451784690005, 7.5179086307816885, 1.503581726156312], [-3.0071634523126884, 6.014326904625313, 0.0], [-4.5107451784690005, 1.503581726156312, 4.5107451784690005], [-3.0071634523126884, 0.0, 3.0071634523126884], [-4.5107451784690005, 4.5107451784690005, 4.5107451784690005], [-3.0071634523126884, 3.0071634523126884, 3.0071634523126884], [-4.5107451784690005, 7.5179086307816885, 4.5107451784690005], [-3.0071634523126884, 6.014326904625313, 3.0071634523126884], [-4.5107451784690005, 1.503581726156312, 7.5179086307816885], [-3.0071634523126884, 0.0, 6.014326904625313], [-4.5107451784690005, 4.5107451784690005, 7.5179086307816885], [-3.0071634523126884, 3.0071634523126884, 6.014326904625313], [-4.5107451784690005, 7.5179086307816885, 7.5179086307816885], [-3.0071634523126884, 6.014326904625313, 6.014326904625313], [-7.5179086307816885, 1.503581726156312, 1.503581726156312], [-6.014326904625313, 0.0, 0.0], [-7.5179086307816885, 4.5107451784690005, 1.503581726156312], [-6.014326904625313, 3.0071634523126884, 0.0], [-7.5179086307816885, 7.5179086307816885, 1.503581726156312], [-6.014326904625313, 6.014326904625313, 0.0], [-7.5179086307816885, 1.503581726156312, 4.5107451784690005], [-6.014326904625313, 0.0, 3.0071634523126884], [-7.5179086307816885, 4.5107451784690005, 4.5107451784690005], [-6.014326904625313, 3.0071634523126884, 3.0071634523126884], [-7.5179086307816885, 7.5179086307816885, 4.5107451784690005], [-6.014326904625313, 6.014326904625313, 3.0071634523126884], [-7.5179086307816885, 1.503581726156312, 7.5179086307816885], [-6.014326904625313, 0.0, 6.014326904625313], [-7.5179086307816885, 4.5107451784690005, 7.5179086307816885], [-6.014326904625313, 3.0071634523126884, 6.014326904625313], [-7.5179086307816885, 7.5179086307816885, 7.5179086307816885], [-6.014326904625313, 6.014326904625313, 6.014326904625313]]}, "data": {"stress": [-0.012989367412906785, -0.012989367412906785, -0.012989367412906785, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 734.2346362178583, "total_energy": -532.385611, "forces": [[0.0, 0.0, 0.0], [0.034088, -0.034088, -0.034088], [0.0, 0.119513, 0.0], [0.034088, 0.034088, -0.034088], [0.0, -0.119513, 0.0], [-0.014351, 0.0, 0.014351], [0.0, 0.0, 0.119513], [0.034088, -0.034088, 0.034088], [0.0, 0.009361, 0.009361], [0.034088, 0.034088, 0.034088], [0.0, -0.009361, 0.009361], [-0.014351, 0.0, -0.014351], [0.0, 0.0, -0.119513], [-0.014351, 0.014351, 0.0], [0.0, 0.009361, -0.009361], [-0.014351, -0.014351, 0.0], [0.0, -0.009361, -0.009361], [-0.003362, 0.0, 0.0], [-0.119513, 0.0, 0.0], [-0.034088, -0.034088, -0.034088], [-0.009361, 0.009361, 0.0], [-0.034088, 0.034088, -0.034088], [-0.009361, -0.009361, 0.0], [0.014351, 0.0, 0.014351], [-0.009361, 0.0, 0.009361], [-0.034088, -0.034088, 0.034088], [-0.022818, 0.022818, 0.022818], [-0.034088, 0.034088, 0.034088], [-0.022818, -0.022818, 0.022818], [0.014351, 0.0, -0.014351], [-0.009361, 0.0, -0.009361], [0.014351, 0.014351, 0.0], [-0.022818, 0.022818, -0.022818], [0.014351, -0.014351, 0.0], [-0.022818, -0.022818, -0.022818], [0.003362, 0.0, 0.0], [0.119513, 0.0, 0.0], [0.0, 0.014351, 0.014351], [0.009361, 0.009361, 0.0], [0.0, -0.014351, 0.014351], [0.009361, -0.009361, 0.0], [0.0, 0.0, 0.003362], [0.009361, 0.0, 0.009361], [0.0, 0.014351, -0.014351], [0.022818, 0.022818, 0.022818], [0.0, -0.014351, -0.014351], [0.022818, -0.022818, 0.022818], [0.0, 0.0, -0.003362], [0.009361, 0.0, -0.009361], [0.0, 0.003362, 0.0], [0.022818, 0.022818, -0.022818], [0.0, -0.003362, 0.0], [0.022818, -0.022818, -0.022818], [0.0, 0.0, 0.0]], "fermi_level": 3.8115}, "metadata": {"date.created": 1417622743.445342, "uuid": "3bfd9600-7b06-11e4-8b18-003048f5e49e", "date.created.ascii": "Wed Dec  3 11:05:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-9.021490356938001, 0.0, 0.0], [0.0, 0.0, 9.021490356938001], [0.0, 9.021490356938001, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"GS": 1, "bcc": 1, "_54atom": 1, "_0_45lat": 1, "_0": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038294475265895, "keywords": ["bcc", "GS", "54atom", "0.45lat", "dis", "1cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "9c82d8d6afda2061b4af39e99c39ea00", "user": "jboes"},
"185":
{"ctime": 14.923538253032204, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.5164165509603804, 1.5164165509603804, 1.5164165509603804], [0.0, 0.0, 0.0], [-1.5164165509603804, 4.549249652881206, 1.5164165509603804], [0.0, 3.0328331019208252, 0.0], [-1.5164165509603804, 7.582082754802031, 1.5164165509603804], [0.0, 6.065666203841586, 0.0], [-1.5164165509603804, 1.5164165509603804, 4.549249652881206], [0.0, 0.0, 3.0328331019208252], [-1.5164165509603804, 4.549249652881206, 4.549249652881206], [0.0, 3.0328331019208252, 3.0328331019208252], [-1.5164165509603804, 7.582082754802031, 4.549249652881206], [0.0, 6.065666203841586, 3.0328331019208252], [-1.5164165509603804, 1.5164165509603804, 7.582082754802031], [0.0, 0.0, 6.065666203841586], [-1.5164165509603804, 4.549249652881206, 7.582082754802031], [0.0, 3.0328331019208252, 6.065666203841586], [-1.5164165509603804, 7.582082754802031, 7.582082754802031], [0.0, 6.065666203841586, 6.065666203841586], [-4.549249652881206, 1.5164165509603804, 1.5164165509603804], [-3.0328331019208252, 0.0, 0.0], [-4.549249652881206, 4.549249652881206, 1.5164165509603804], [-3.0328331019208252, 3.0328331019208252, 0.0], [-4.549249652881206, 7.582082754802031, 1.5164165509603804], [-3.0328331019208252, 6.065666203841586, 0.0], [-4.549249652881206, 1.5164165509603804, 4.549249652881206], [-3.0328331019208252, 0.0, 3.0328331019208252], [-4.549249652881206, 4.549249652881206, 4.549249652881206], [-3.0328331019208252, 3.0328331019208252, 3.0328331019208252], [-4.549249652881206, 7.582082754802031, 4.549249652881206], [-3.0328331019208252, 6.065666203841586, 3.0328331019208252], [-4.549249652881206, 1.5164165509603804, 7.582082754802031], [-3.0328331019208252, 0.0, 6.065666203841586], [-4.549249652881206, 4.549249652881206, 7.582082754802031], [-3.0328331019208252, 3.0328331019208252, 6.065666203841586], [-4.549249652881206, 7.582082754802031, 7.582082754802031], [-3.0328331019208252, 6.065666203841586, 6.065666203841586], [-7.582082754802031, 1.5164165509603804, 1.5164165509603804], [-6.065666203841586, 0.0, 0.0], [-7.582082754802031, 4.549249652881206, 1.5164165509603804], [-6.065666203841586, 3.0328331019208252, 0.0], [-7.582082754802031, 7.582082754802031, 1.5164165509603804], [-6.065666203841586, 6.065666203841586, 0.0], [-7.582082754802031, 1.5164165509603804, 4.549249652881206], [-6.065666203841586, 0.0, 3.0328331019208252], [-7.582082754802031, 4.549249652881206, 4.549249652881206], [-6.065666203841586, 3.0328331019208252, 3.0328331019208252], [-7.582082754802031, 7.582082754802031, 4.549249652881206], [-6.065666203841586, 6.065666203841586, 3.0328331019208252], [-7.582082754802031, 1.5164165509603804, 7.582082754802031], [-6.065666203841586, 0.0, 6.065666203841586], [-7.582082754802031, 4.549249652881206, 7.582082754802031], [-6.065666203841586, 3.0328331019208252, 6.065666203841586], [-7.582082754802031, 7.582082754802031, 7.582082754802031], [-6.065666203841586, 6.065666203841586, 6.065666203841586]], "energy": -246.678719, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-9.098499305762411, 0.0, 0.0], [0.0, 0.0, 9.098499305762411], [0.0, 9.098499305762411, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.5164165509603804, 1.5164165509603804, 1.5164165509603804], [0.0, 0.0, 0.0], [-1.5164165509603804, 4.549249652881206, 1.5164165509603804], [0.0, 3.0328331019208252, 0.0], [-1.5164165509603804, 7.582082754802031, 1.5164165509603804], [0.0, 6.065666203841586, 0.0], [-1.5164165509603804, 1.5164165509603804, 4.549249652881206], [0.0, 0.0, 3.0328331019208252], [-1.5164165509603804, 4.549249652881206, 4.549249652881206], [0.0, 3.0328331019208252, 3.0328331019208252], [-1.5164165509603804, 7.582082754802031, 4.549249652881206], [0.0, 6.065666203841586, 3.0328331019208252], [-1.5164165509603804, 1.5164165509603804, 7.582082754802031], [0.0, 0.0, 6.065666203841586], [-1.5164165509603804, 4.549249652881206, 7.582082754802031], [0.0, 3.0328331019208252, 6.065666203841586], [-1.5164165509603804, 7.582082754802031, 7.582082754802031], [0.0, 6.065666203841586, 6.065666203841586], [-4.549249652881206, 1.5164165509603804, 1.5164165509603804], [-3.0328331019208252, 0.0, 0.0], [-4.549249652881206, 4.549249652881206, 1.5164165509603804], [-3.0328331019208252, 3.0328331019208252, 0.0], [-4.549249652881206, 7.582082754802031, 1.5164165509603804], [-3.0328331019208252, 6.065666203841586, 0.0], [-4.549249652881206, 1.5164165509603804, 4.549249652881206], [-3.0328331019208252, 0.0, 3.0328331019208252], [-4.549249652881206, 4.549249652881206, 4.549249652881206], [-3.0328331019208252, 3.0328331019208252, 3.0328331019208252], [-4.549249652881206, 7.582082754802031, 4.549249652881206], [-3.0328331019208252, 6.065666203841586, 3.0328331019208252], [-4.549249652881206, 1.5164165509603804, 7.582082754802031], [-3.0328331019208252, 0.0, 6.065666203841586], [-4.549249652881206, 4.549249652881206, 7.582082754802031], [-3.0328331019208252, 3.0328331019208252, 6.065666203841586], [-4.549249652881206, 7.582082754802031, 7.582082754802031], [-3.0328331019208252, 6.065666203841586, 6.065666203841586], [-7.582082754802031, 1.5164165509603804, 1.5164165509603804], [-6.065666203841586, 0.0, 0.0], [-7.582082754802031, 4.549249652881206, 1.5164165509603804], [-6.065666203841586, 3.0328331019208252, 0.0], [-7.582082754802031, 7.582082754802031, 1.5164165509603804], [-6.065666203841586, 6.065666203841586, 0.0], [-7.582082754802031, 1.5164165509603804, 4.549249652881206], [-6.065666203841586, 0.0, 3.0328331019208252], [-7.582082754802031, 4.549249652881206, 4.549249652881206], [-6.065666203841586, 3.0328331019208252, 3.0328331019208252], [-7.582082754802031, 7.582082754802031, 4.549249652881206], [-6.065666203841586, 6.065666203841586, 3.0328331019208252], [-7.582082754802031, 1.5164165509603804, 7.582082754802031], [-6.065666203841586, 0.0, 6.065666203841586], [-7.582082754802031, 4.549249652881206, 7.582082754802031], [-6.065666203841586, 3.0328331019208252, 6.065666203841586], [-7.582082754802031, 7.582082754802031, 7.582082754802031], [-6.065666203841586, 6.065666203841586, 6.065666203841586]]}, "data": {"stress": [0.013574733328675922, 0.013574733328675922, 0.013574733328675922, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 753.1982440090472, "total_energy": -246.678719, "forces": [[0.0, 0.0, 0.0], [-4.4e-05, 4.4e-05, 4.4e-05], [0.0, 1.7e-05, 0.0], [-4.4e-05, -4.4e-05, 4.4e-05], [0.0, -1.7e-05, 0.0], [-2.2e-05, 0.0, 2.2e-05], [0.0, 0.0, 1.7e-05], [-4.4e-05, 4.4e-05, -4.4e-05], [0.0, -8e-06, -8e-06], [-4.4e-05, -4.4e-05, -4.4e-05], [0.0, 8e-06, -8e-06], [-2.2e-05, 0.0, -2.2e-05], [0.0, 0.0, -1.7e-05], [-2.2e-05, 2.2e-05, 0.0], [0.0, -8e-06, 8e-06], [-2.2e-05, -2.2e-05, 0.0], [0.0, 8e-06, 8e-06], [0.000125, 0.0, 0.0], [-1.7e-05, 0.0, 0.0], [4.4e-05, 4.4e-05, 4.4e-05], [8e-06, -8e-06, 0.0], [4.4e-05, -4.4e-05, 4.4e-05], [8e-06, 8e-06, 0.0], [2.2e-05, 0.0, 2.2e-05], [8e-06, 0.0, -8e-06], [4.4e-05, 4.4e-05, -4.4e-05], [-1e-05, 1e-05, 1e-05], [4.4e-05, -4.4e-05, -4.4e-05], [-1e-05, -1e-05, 1e-05], [2.2e-05, 0.0, -2.2e-05], [8e-06, 0.0, 8e-06], [2.2e-05, 2.2e-05, 0.0], [-1e-05, 1e-05, -1e-05], [2.2e-05, -2.2e-05, 0.0], [-1e-05, -1e-05, -1e-05], [-0.000125, 0.0, 0.0], [1.7e-05, 0.0, 0.0], [0.0, 2.2e-05, 2.2e-05], [-8e-06, -8e-06, 0.0], [0.0, -2.2e-05, 2.2e-05], [-8e-06, 8e-06, 0.0], [0.0, 0.0, -0.000125], [-8e-06, 0.0, -8e-06], [0.0, 2.2e-05, -2.2e-05], [1e-05, 1e-05, 1e-05], [0.0, -2.2e-05, -2.2e-05], [1e-05, -1e-05, 1e-05], [0.0, 0.0, 0.000125], [-8e-06, 0.0, 8e-06], [0.0, -0.000125, 0.0], [1e-05, 1e-05, -1e-05], [0.0, 0.000125, 0.0], [1e-05, -1e-05, -1e-05], [0.0, 0.0, 0.0]], "fermi_level": 3.5344}, "metadata": {"date.created": 1417622743.531921, "uuid": "3c0acbf4-7b06-11e4-8b18-003048f5e49e", "date.created.ascii": "Wed Dec  3 11:05:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-9.098499305762411, 0.0, 0.0], [0.0, 0.0, 9.098499305762411], [0.0, 9.098499305762411, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_55lat": 1, "_0cl": 1, "bcc": 1, "_54atom": 1, "GS": 1, "_0": 1, "dis": 1}, "mtime": 15.038294487181119, "keywords": ["bcc", "GS", "54atom", "0.55lat", "dis", "0cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "118a9c1ec3262aab3b6354b43877a492", "user": "jboes"},
"186":
{"ctime": 14.923538284340319, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.5164165509603804, 1.5164165509603804, 1.5164165509603804], [0.0, 0.0, 0.0], [-1.5164165509603804, 4.549249652881206, 1.5164165509603804], [0.0, 3.0328331019208252, 0.0], [-1.5164165509603804, 7.582082754802031, 1.5164165509603804], [0.0, 6.065666203841586, 0.0], [-1.5164165509603804, 1.5164165509603804, 4.549249652881206], [0.0, 0.0, 3.0328331019208252], [-1.5164165509603804, 4.549249652881206, 4.549249652881206], [0.0, 3.0328331019208252, 3.0328331019208252], [-1.5164165509603804, 7.582082754802031, 4.549249652881206], [0.0, 6.065666203841586, 3.0328331019208252], [-1.5164165509603804, 1.5164165509603804, 7.582082754802031], [0.0, 0.0, 6.065666203841586], [-1.5164165509603804, 4.549249652881206, 7.582082754802031], [0.0, 3.0328331019208252, 6.065666203841586], [-1.5164165509603804, 7.582082754802031, 7.582082754802031], [0.0, 6.065666203841586, 6.065666203841586], [-4.549249652881206, 1.5164165509603804, 1.5164165509603804], [-3.0328331019208252, 0.0, 0.0], [-4.549249652881206, 4.549249652881206, 1.5164165509603804], [-3.0328331019208252, 3.0328331019208252, 0.0], [-4.549249652881206, 7.582082754802031, 1.5164165509603804], [-3.0328331019208252, 6.065666203841586, 0.0], [-4.549249652881206, 1.5164165509603804, 4.549249652881206], [-3.0328331019208252, 0.0, 3.0328331019208252], [-4.549249652881206, 4.549249652881206, 4.549249652881206], [-3.0328331019208252, 3.0328331019208252, 3.0328331019208252], [-4.549249652881206, 7.582082754802031, 4.549249652881206], [-3.0328331019208252, 6.065666203841586, 3.0328331019208252], [-4.549249652881206, 1.5164165509603804, 7.582082754802031], [-3.0328331019208252, 0.0, 6.065666203841586], [-4.549249652881206, 4.549249652881206, 7.582082754802031], [-3.0328331019208252, 3.0328331019208252, 6.065666203841586], [-4.549249652881206, 7.582082754802031, 7.582082754802031], [-3.0328331019208252, 6.065666203841586, 6.065666203841586], [-7.582082754802031, 1.5164165509603804, 1.5164165509603804], [-6.065666203841586, 0.0, 0.0], [-7.582082754802031, 4.549249652881206, 1.5164165509603804], [-6.065666203841586, 3.0328331019208252, 0.0], [-7.582082754802031, 7.582082754802031, 1.5164165509603804], [-6.065666203841586, 6.065666203841586, 0.0], [-7.582082754802031, 1.5164165509603804, 4.549249652881206], [-6.065666203841586, 0.0, 3.0328331019208252], [-7.582082754802031, 4.549249652881206, 4.549249652881206], [-6.065666203841586, 3.0328331019208252, 3.0328331019208252], [-7.582082754802031, 7.582082754802031, 4.549249652881206], [-6.065666203841586, 6.065666203841586, 3.0328331019208252], [-7.582082754802031, 1.5164165509603804, 7.582082754802031], [-6.065666203841586, 0.0, 6.065666203841586], [-7.582082754802031, 4.549249652881206, 7.582082754802031], [-6.065666203841586, 3.0328331019208252, 6.065666203841586], [-7.582082754802031, 7.582082754802031, 7.582082754802031], [-6.065666203841586, 6.065666203841586, 6.065666203841586]], "energy": -532.467271, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-9.098499305762411, 0.0, 0.0], [0.0, 0.0, 9.098499305762411], [0.0, 9.098499305762411, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.5164165509603804, 1.5164165509603804, 1.5164165509603804], [0.0, 0.0, 0.0], [-1.5164165509603804, 4.549249652881206, 1.5164165509603804], [0.0, 3.0328331019208252, 0.0], [-1.5164165509603804, 7.582082754802031, 1.5164165509603804], [0.0, 6.065666203841586, 0.0], [-1.5164165509603804, 1.5164165509603804, 4.549249652881206], [0.0, 0.0, 3.0328331019208252], [-1.5164165509603804, 4.549249652881206, 4.549249652881206], [0.0, 3.0328331019208252, 3.0328331019208252], [-1.5164165509603804, 7.582082754802031, 4.549249652881206], [0.0, 6.065666203841586, 3.0328331019208252], [-1.5164165509603804, 1.5164165509603804, 7.582082754802031], [0.0, 0.0, 6.065666203841586], [-1.5164165509603804, 4.549249652881206, 7.582082754802031], [0.0, 3.0328331019208252, 6.065666203841586], [-1.5164165509603804, 7.582082754802031, 7.582082754802031], [0.0, 6.065666203841586, 6.065666203841586], [-4.549249652881206, 1.5164165509603804, 1.5164165509603804], [-3.0328331019208252, 0.0, 0.0], [-4.549249652881206, 4.549249652881206, 1.5164165509603804], [-3.0328331019208252, 3.0328331019208252, 0.0], [-4.549249652881206, 7.582082754802031, 1.5164165509603804], [-3.0328331019208252, 6.065666203841586, 0.0], [-4.549249652881206, 1.5164165509603804, 4.549249652881206], [-3.0328331019208252, 0.0, 3.0328331019208252], [-4.549249652881206, 4.549249652881206, 4.549249652881206], [-3.0328331019208252, 3.0328331019208252, 3.0328331019208252], [-4.549249652881206, 7.582082754802031, 4.549249652881206], [-3.0328331019208252, 6.065666203841586, 3.0328331019208252], [-4.549249652881206, 1.5164165509603804, 7.582082754802031], [-3.0328331019208252, 0.0, 6.065666203841586], [-4.549249652881206, 4.549249652881206, 7.582082754802031], [-3.0328331019208252, 3.0328331019208252, 6.065666203841586], [-4.549249652881206, 7.582082754802031, 7.582082754802031], [-3.0328331019208252, 6.065666203841586, 6.065666203841586], [-7.582082754802031, 1.5164165509603804, 1.5164165509603804], [-6.065666203841586, 0.0, 0.0], [-7.582082754802031, 4.549249652881206, 1.5164165509603804], [-6.065666203841586, 3.0328331019208252, 0.0], [-7.582082754802031, 7.582082754802031, 1.5164165509603804], [-6.065666203841586, 6.065666203841586, 0.0], [-7.582082754802031, 1.5164165509603804, 4.549249652881206], [-6.065666203841586, 0.0, 3.0328331019208252], [-7.582082754802031, 4.549249652881206, 4.549249652881206], [-6.065666203841586, 3.0328331019208252, 3.0328331019208252], [-7.582082754802031, 7.582082754802031, 4.549249652881206], [-6.065666203841586, 6.065666203841586, 3.0328331019208252], [-7.582082754802031, 1.5164165509603804, 7.582082754802031], [-6.065666203841586, 0.0, 6.065666203841586], [-7.582082754802031, 4.549249652881206, 7.582082754802031], [-6.065666203841586, 3.0328331019208252, 6.065666203841586], [-7.582082754802031, 7.582082754802031, 7.582082754802031], [-6.065666203841586, 6.065666203841586, 6.065666203841586]]}, "data": {"stress": [0.01184824528755503, 0.01184824528755503, 0.01184824528755503, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 753.1982440090472, "total_energy": -532.467271, "forces": [[0.0, 0.0, 0.0], [0.031797, -0.031797, -0.031797], [0.0, 0.113158, 0.0], [0.031797, 0.031797, -0.031797], [0.0, -0.113158, 0.0], [-0.013634, 0.0, 0.013634], [0.0, 0.0, 0.113158], [0.031797, -0.031797, 0.031797], [0.0, 0.008852, 0.008852], [0.031797, 0.031797, 0.031797], [0.0, -0.008852, 0.008852], [-0.013634, 0.0, -0.013634], [0.0, 0.0, -0.113158], [-0.013634, 0.013634, 0.0], [0.0, 0.008852, -0.008852], [-0.013634, -0.013634, 0.0], [0.0, -0.008852, -0.008852], [-0.003947, 0.0, 0.0], [-0.113158, 0.0, 0.0], [-0.031797, -0.031797, -0.031797], [-0.008852, 0.008852, 0.0], [-0.031797, 0.031797, -0.031797], [-0.008852, -0.008852, 0.0], [0.013634, 0.0, 0.013634], [-0.008852, 0.0, 0.008852], [-0.031797, -0.031797, 0.031797], [-0.021998, 0.021998, 0.021998], [-0.031797, 0.031797, 0.031797], [-0.021998, -0.021998, 0.021998], [0.013634, 0.0, -0.013634], [-0.008852, 0.0, -0.008852], [0.013634, 0.013634, 0.0], [-0.021998, 0.021998, -0.021998], [0.013634, -0.013634, 0.0], [-0.021998, -0.021998, -0.021998], [0.003947, 0.0, 0.0], [0.113158, 0.0, 0.0], [0.0, 0.013634, 0.013634], [0.008852, 0.008852, 0.0], [0.0, -0.013634, 0.013634], [0.008852, -0.008852, 0.0], [0.0, 0.0, 0.003947], [0.008852, 0.0, 0.008852], [0.0, 0.013634, -0.013634], [0.021998, 0.021998, 0.021998], [0.0, -0.013634, -0.013634], [0.021998, -0.021998, 0.021998], [0.0, 0.0, -0.003947], [0.008852, 0.0, -0.008852], [0.0, 0.003947, 0.0], [0.021998, 0.021998, -0.021998], [0.0, -0.003947, 0.0], [0.021998, -0.021998, -0.021998], [0.0, 0.0, 0.0]], "fermi_level": 3.566}, "metadata": {"date.created": 1417622743.630944, "uuid": "3c19e85a-7b06-11e4-8b18-003048f5e49e", "date.created.ascii": "Wed Dec  3 11:05:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-9.098499305762411, 0.0, 0.0], [0.0, 0.0, 9.098499305762411], [0.0, 9.098499305762411, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_55lat": 1, "GS": 1, "bcc": 1, "_54atom": 1, "_0": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038294499982701, "keywords": ["bcc", "GS", "54atom", "0.55lat", "dis", "1cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "26c5c6e9203966b19f4c6b11d9395209", "user": "jboes"},
"187":
{"ctime": 14.923538318457046, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.5100264117117255, 1.5100264117117255, 1.5100264117117255], [0.0, 0.0, 0.0], [-1.5100264117117255, 4.530079235135241, 1.5100264117117255], [0.0, 3.0200528234235153, 0.0], [-1.5100264117117255, 7.550132058558756, 1.5100264117117255], [0.0, 6.040105646846967, 0.0], [-1.5100264117117255, 1.5100264117117255, 4.530079235135241], [0.0, 0.0, 3.0200528234235153], [-1.5100264117117255, 4.530079235135241, 4.530079235135241], [0.0, 3.0200528234235153, 3.0200528234235153], [-1.5100264117117255, 7.550132058558756, 4.530079235135241], [0.0, 6.040105646846967, 3.0200528234235153], [-1.5100264117117255, 1.5100264117117255, 7.550132058558756], [0.0, 0.0, 6.040105646846967], [-1.5100264117117255, 4.530079235135241, 7.550132058558756], [0.0, 3.0200528234235153, 6.040105646846967], [-1.5100264117117255, 7.550132058558756, 7.550132058558756], [0.0, 6.040105646846967, 6.040105646846967], [-4.530079235135241, 1.5100264117117255, 1.5100264117117255], [-3.0200528234235153, 0.0, 0.0], [-4.530079235135241, 4.530079235135241, 1.5100264117117255], [-3.0200528234235153, 3.0200528234235153, 0.0], [-4.530079235135241, 7.550132058558756, 1.5100264117117255], [-3.0200528234235153, 6.040105646846967, 0.0], [-4.530079235135241, 1.5100264117117255, 4.530079235135241], [-3.0200528234235153, 0.0, 3.0200528234235153], [-4.530079235135241, 4.530079235135241, 4.530079235135241], [-3.0200528234235153, 3.0200528234235153, 3.0200528234235153], [-4.530079235135241, 7.550132058558756, 4.530079235135241], [-3.0200528234235153, 6.040105646846967, 3.0200528234235153], [-4.530079235135241, 1.5100264117117255, 7.550132058558756], [-3.0200528234235153, 0.0, 6.040105646846967], [-4.530079235135241, 4.530079235135241, 7.550132058558756], [-3.0200528234235153, 3.0200528234235153, 6.040105646846967], [-4.530079235135241, 7.550132058558756, 7.550132058558756], [-3.0200528234235153, 6.040105646846967, 6.040105646846967], [-7.550132058558756, 1.5100264117117255, 1.5100264117117255], [-6.040105646846967, 0.0, 0.0], [-7.550132058558756, 4.530079235135241, 1.5100264117117255], [-6.040105646846967, 3.0200528234235153, 0.0], [-7.550132058558756, 7.550132058558756, 1.5100264117117255], [-6.040105646846967, 6.040105646846967, 0.0], [-7.550132058558756, 1.5100264117117255, 4.530079235135241], [-6.040105646846967, 0.0, 3.0200528234235153], [-7.550132058558756, 4.530079235135241, 4.530079235135241], [-6.040105646846967, 3.0200528234235153, 3.0200528234235153], [-7.550132058558756, 7.550132058558756, 4.530079235135241], [-6.040105646846967, 6.040105646846967, 3.0200528234235153], [-7.550132058558756, 1.5100264117117255, 7.550132058558756], [-6.040105646846967, 0.0, 6.040105646846967], [-7.550132058558756, 4.530079235135241, 7.550132058558756], [-6.040105646846967, 3.0200528234235153, 6.040105646846967], [-7.550132058558756, 7.550132058558756, 7.550132058558756], [-6.040105646846967, 6.040105646846967, 6.040105646846967]], "energy": -246.712394, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 340, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 0.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-9.060158470270482, 0.0, 0.0], [0.0, 0.0, 9.060158470270482], [0.0, 9.060158470270482, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.5100264117117255, 1.5100264117117255, 1.5100264117117255], [0.0, 0.0, 0.0], [-1.5100264117117255, 4.530079235135241, 1.5100264117117255], [0.0, 3.0200528234235153, 0.0], [-1.5100264117117255, 7.550132058558756, 1.5100264117117255], [0.0, 6.040105646846967, 0.0], [-1.5100264117117255, 1.5100264117117255, 4.530079235135241], [0.0, 0.0, 3.0200528234235153], [-1.5100264117117255, 4.530079235135241, 4.530079235135241], [0.0, 3.0200528234235153, 3.0200528234235153], [-1.5100264117117255, 7.550132058558756, 4.530079235135241], [0.0, 6.040105646846967, 3.0200528234235153], [-1.5100264117117255, 1.5100264117117255, 7.550132058558756], [0.0, 0.0, 6.040105646846967], [-1.5100264117117255, 4.530079235135241, 7.550132058558756], [0.0, 3.0200528234235153, 6.040105646846967], [-1.5100264117117255, 7.550132058558756, 7.550132058558756], [0.0, 6.040105646846967, 6.040105646846967], [-4.530079235135241, 1.5100264117117255, 1.5100264117117255], [-3.0200528234235153, 0.0, 0.0], [-4.530079235135241, 4.530079235135241, 1.5100264117117255], [-3.0200528234235153, 3.0200528234235153, 0.0], [-4.530079235135241, 7.550132058558756, 1.5100264117117255], [-3.0200528234235153, 6.040105646846967, 0.0], [-4.530079235135241, 1.5100264117117255, 4.530079235135241], [-3.0200528234235153, 0.0, 3.0200528234235153], [-4.530079235135241, 4.530079235135241, 4.530079235135241], [-3.0200528234235153, 3.0200528234235153, 3.0200528234235153], [-4.530079235135241, 7.550132058558756, 4.530079235135241], [-3.0200528234235153, 6.040105646846967, 3.0200528234235153], [-4.530079235135241, 1.5100264117117255, 7.550132058558756], [-3.0200528234235153, 0.0, 6.040105646846967], [-4.530079235135241, 4.530079235135241, 7.550132058558756], [-3.0200528234235153, 3.0200528234235153, 6.040105646846967], [-4.530079235135241, 7.550132058558756, 7.550132058558756], [-3.0200528234235153, 6.040105646846967, 6.040105646846967], [-7.550132058558756, 1.5100264117117255, 1.5100264117117255], [-6.040105646846967, 0.0, 0.0], [-7.550132058558756, 4.530079235135241, 1.5100264117117255], [-6.040105646846967, 3.0200528234235153, 0.0], [-7.550132058558756, 7.550132058558756, 1.5100264117117255], [-6.040105646846967, 6.040105646846967, 0.0], [-7.550132058558756, 1.5100264117117255, 4.530079235135241], [-6.040105646846967, 0.0, 3.0200528234235153], [-7.550132058558756, 4.530079235135241, 4.530079235135241], [-6.040105646846967, 3.0200528234235153, 3.0200528234235153], [-7.550132058558756, 7.550132058558756, 4.530079235135241], [-6.040105646846967, 6.040105646846967, 3.0200528234235153], [-7.550132058558756, 1.5100264117117255, 7.550132058558756], [-6.040105646846967, 0.0, 6.040105646846967], [-7.550132058558756, 4.530079235135241, 7.550132058558756], [-6.040105646846967, 3.0200528234235153, 6.040105646846967], [-7.550132058558756, 7.550132058558756, 7.550132058558756], [-6.040105646846967, 6.040105646846967, 6.040105646846967]]}, "data": {"stress": [0.002048356282759287, 0.002048356282759287, 0.002048356282759287, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 743.7164401134531, "total_energy": -246.712394, "forces": [[0.0, 0.0, 0.0], [-2.4e-05, 2.4e-05, 2.4e-05], [0.0, 1.5e-05, 0.0], [-2.4e-05, -2.4e-05, 2.4e-05], [0.0, -1.5e-05, 0.0], [-1.6e-05, 0.0, 1.6e-05], [0.0, 0.0, 1.5e-05], [-2.4e-05, 2.4e-05, -2.4e-05], [0.0, -1e-06, -1e-06], [-2.4e-05, -2.4e-05, -2.4e-05], [0.0, 1e-06, -1e-06], [-1.6e-05, 0.0, -1.6e-05], [0.0, 0.0, -1.5e-05], [-1.6e-05, 1.6e-05, 0.0], [0.0, -1e-06, 1e-06], [-1.6e-05, -1.6e-05, 0.0], [0.0, 1e-06, 1e-06], [-5.5e-05, 0.0, 0.0], [-1.5e-05, 0.0, 0.0], [2.4e-05, 2.4e-05, 2.4e-05], [1e-06, -1e-06, 0.0], [2.4e-05, -2.4e-05, 2.4e-05], [1e-06, 1e-06, 0.0], [1.6e-05, 0.0, 1.6e-05], [1e-06, 0.0, -1e-06], [2.4e-05, 2.4e-05, -2.4e-05], [-4e-06, 4e-06, 4e-06], [2.4e-05, -2.4e-05, -2.4e-05], [-4e-06, -4e-06, 4e-06], [1.6e-05, 0.0, -1.6e-05], [1e-06, 0.0, 1e-06], [1.6e-05, 1.6e-05, 0.0], [-4e-06, 4e-06, -4e-06], [1.6e-05, -1.6e-05, 0.0], [-4e-06, -4e-06, -4e-06], [5.5e-05, 0.0, 0.0], [1.5e-05, 0.0, 0.0], [0.0, 1.6e-05, 1.6e-05], [-1e-06, -1e-06, 0.0], [0.0, -1.6e-05, 1.6e-05], [-1e-06, 1e-06, 0.0], [0.0, 0.0, 5.5e-05], [-1e-06, 0.0, -1e-06], [0.0, 1.6e-05, -1.6e-05], [4e-06, 4e-06, 4e-06], [0.0, -1.6e-05, -1.6e-05], [4e-06, -4e-06, 4e-06], [0.0, 0.0, -5.5e-05], [-1e-06, 0.0, 1e-06], [0.0, 5.5e-05, 0.0], [4e-06, 4e-06, -4e-06], [0.0, -5.5e-05, 0.0], [4e-06, -4e-06, -4e-06], [0.0, 0.0, 0.0]], "fermi_level": 3.6552}, "metadata": {"date.created": 1417626943.39586, "uuid": "035b2d6c-7b10-11e4-bd01-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:15:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-9.060158470270482, 0.0, 0.0], [0.0, 0.0, 9.060158470270482], [0.0, 9.060158470270482, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "_0cl": 1, "bcc": 1, "_54atom": 1, "GS": 1, "_0": 1, "dis": 1}, "mtime": 15.038294511186628, "keywords": ["bcc", "GS", "54atom", "0.50lat", "dis", "0cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "f7d69c521323e2520011e0b3a75bec94", "user": "jboes"},
"188":
{"ctime": 14.92353835588172, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-1.5100264117117255, 1.5100264117117255, 1.5100264117117255], [0.0, 0.0, 0.0], [-1.5100264117117255, 4.530079235135241, 1.5100264117117255], [0.0, 3.0200528234235153, 0.0], [-1.5100264117117255, 7.550132058558756, 1.5100264117117255], [0.0, 6.040105646846967, 0.0], [-1.5100264117117255, 1.5100264117117255, 4.530079235135241], [0.0, 0.0, 3.0200528234235153], [-1.5100264117117255, 4.530079235135241, 4.530079235135241], [0.0, 3.0200528234235153, 3.0200528234235153], [-1.5100264117117255, 7.550132058558756, 4.530079235135241], [0.0, 6.040105646846967, 3.0200528234235153], [-1.5100264117117255, 1.5100264117117255, 7.550132058558756], [0.0, 0.0, 6.040105646846967], [-1.5100264117117255, 4.530079235135241, 7.550132058558756], [0.0, 3.0200528234235153, 6.040105646846967], [-1.5100264117117255, 7.550132058558756, 7.550132058558756], [0.0, 6.040105646846967, 6.040105646846967], [-4.530079235135241, 1.5100264117117255, 1.5100264117117255], [-3.0200528234235153, 0.0, 0.0], [-4.530079235135241, 4.530079235135241, 1.5100264117117255], [-3.0200528234235153, 3.0200528234235153, 0.0], [-4.530079235135241, 7.550132058558756, 1.5100264117117255], [-3.0200528234235153, 6.040105646846967, 0.0], [-4.530079235135241, 1.5100264117117255, 4.530079235135241], [-3.0200528234235153, 0.0, 3.0200528234235153], [-4.530079235135241, 4.530079235135241, 4.530079235135241], [-3.0200528234235153, 3.0200528234235153, 3.0200528234235153], [-4.530079235135241, 7.550132058558756, 4.530079235135241], [-3.0200528234235153, 6.040105646846967, 3.0200528234235153], [-4.530079235135241, 1.5100264117117255, 7.550132058558756], [-3.0200528234235153, 0.0, 6.040105646846967], [-4.530079235135241, 4.530079235135241, 7.550132058558756], [-3.0200528234235153, 3.0200528234235153, 6.040105646846967], [-4.530079235135241, 7.550132058558756, 7.550132058558756], [-3.0200528234235153, 6.040105646846967, 6.040105646846967], [-7.550132058558756, 1.5100264117117255, 1.5100264117117255], [-6.040105646846967, 0.0, 0.0], [-7.550132058558756, 4.530079235135241, 1.5100264117117255], [-6.040105646846967, 3.0200528234235153, 0.0], [-7.550132058558756, 7.550132058558756, 1.5100264117117255], [-6.040105646846967, 6.040105646846967, 0.0], [-7.550132058558756, 1.5100264117117255, 4.530079235135241], [-6.040105646846967, 0.0, 3.0200528234235153], [-7.550132058558756, 4.530079235135241, 4.530079235135241], [-6.040105646846967, 3.0200528234235153, 3.0200528234235153], [-7.550132058558756, 7.550132058558756, 4.530079235135241], [-6.040105646846967, 6.040105646846967, 3.0200528234235153], [-7.550132058558756, 1.5100264117117255, 7.550132058558756], [-6.040105646846967, 0.0, 6.040105646846967], [-7.550132058558756, 4.530079235135241, 7.550132058558756], [-6.040105646846967, 3.0200528234235153, 6.040105646846967], [-7.550132058558756, 7.550132058558756, 7.550132058558756], [-6.040105646846967, 6.040105646846967, 6.040105646846967]], "energy": -532.482589, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 340, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [3, 3, 3], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[-9.060158470270482, 0.0, 0.0], [0.0, 0.0, 9.060158470270482], [0.0, 9.060158470270482, 0.0]], "symbols": ["Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd", "Cu", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-1.5100264117117255, 1.5100264117117255, 1.5100264117117255], [0.0, 0.0, 0.0], [-1.5100264117117255, 4.530079235135241, 1.5100264117117255], [0.0, 3.0200528234235153, 0.0], [-1.5100264117117255, 7.550132058558756, 1.5100264117117255], [0.0, 6.040105646846967, 0.0], [-1.5100264117117255, 1.5100264117117255, 4.530079235135241], [0.0, 0.0, 3.0200528234235153], [-1.5100264117117255, 4.530079235135241, 4.530079235135241], [0.0, 3.0200528234235153, 3.0200528234235153], [-1.5100264117117255, 7.550132058558756, 4.530079235135241], [0.0, 6.040105646846967, 3.0200528234235153], [-1.5100264117117255, 1.5100264117117255, 7.550132058558756], [0.0, 0.0, 6.040105646846967], [-1.5100264117117255, 4.530079235135241, 7.550132058558756], [0.0, 3.0200528234235153, 6.040105646846967], [-1.5100264117117255, 7.550132058558756, 7.550132058558756], [0.0, 6.040105646846967, 6.040105646846967], [-4.530079235135241, 1.5100264117117255, 1.5100264117117255], [-3.0200528234235153, 0.0, 0.0], [-4.530079235135241, 4.530079235135241, 1.5100264117117255], [-3.0200528234235153, 3.0200528234235153, 0.0], [-4.530079235135241, 7.550132058558756, 1.5100264117117255], [-3.0200528234235153, 6.040105646846967, 0.0], [-4.530079235135241, 1.5100264117117255, 4.530079235135241], [-3.0200528234235153, 0.0, 3.0200528234235153], [-4.530079235135241, 4.530079235135241, 4.530079235135241], [-3.0200528234235153, 3.0200528234235153, 3.0200528234235153], [-4.530079235135241, 7.550132058558756, 4.530079235135241], [-3.0200528234235153, 6.040105646846967, 3.0200528234235153], [-4.530079235135241, 1.5100264117117255, 7.550132058558756], [-3.0200528234235153, 0.0, 6.040105646846967], [-4.530079235135241, 4.530079235135241, 7.550132058558756], [-3.0200528234235153, 3.0200528234235153, 6.040105646846967], [-4.530079235135241, 7.550132058558756, 7.550132058558756], [-3.0200528234235153, 6.040105646846967, 6.040105646846967], [-7.550132058558756, 1.5100264117117255, 1.5100264117117255], [-6.040105646846967, 0.0, 0.0], [-7.550132058558756, 4.530079235135241, 1.5100264117117255], [-6.040105646846967, 3.0200528234235153, 0.0], [-7.550132058558756, 7.550132058558756, 1.5100264117117255], [-6.040105646846967, 6.040105646846967, 0.0], [-7.550132058558756, 1.5100264117117255, 4.530079235135241], [-6.040105646846967, 0.0, 3.0200528234235153], [-7.550132058558756, 4.530079235135241, 4.530079235135241], [-6.040105646846967, 3.0200528234235153, 3.0200528234235153], [-7.550132058558756, 7.550132058558756, 4.530079235135241], [-6.040105646846967, 6.040105646846967, 3.0200528234235153], [-7.550132058558756, 1.5100264117117255, 7.550132058558756], [-6.040105646846967, 0.0, 6.040105646846967], [-7.550132058558756, 4.530079235135241, 7.550132058558756], [-6.040105646846967, 3.0200528234235153, 6.040105646846967], [-7.550132058558756, 7.550132058558756, 7.550132058558756], [-6.040105646846967, 6.040105646846967, 6.040105646846967]]}, "data": {"stress": [-0.00014375437455478165, -0.00014375437455478165, -0.00014375437455478165, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 743.7164401134531, "total_energy": -532.482589, "forces": [[0.0, 0.0, 0.0], [0.032851, -0.032851, -0.032851], [0.0, 0.116167, 0.0], [0.032851, 0.032851, -0.032851], [0.0, -0.116167, 0.0], [-0.014006, 0.0, 0.014006], [0.0, 0.0, 0.116167], [0.032851, -0.032851, 0.032851], [0.0, 0.009067, 0.009067], [0.032851, 0.032851, 0.032851], [0.0, -0.009067, 0.009067], [-0.014006, 0.0, -0.014006], [0.0, 0.0, -0.116167], [-0.014006, 0.014006, 0.0], [0.0, 0.009067, -0.009067], [-0.014006, -0.014006, 0.0], [0.0, -0.009067, -0.009067], [-0.003475, 0.0, 0.0], [-0.116167, 0.0, 0.0], [-0.032851, -0.032851, -0.032851], [-0.009067, 0.009067, 0.0], [-0.032851, 0.032851, -0.032851], [-0.009067, -0.009067, 0.0], [0.014006, 0.0, 0.014006], [-0.009067, 0.0, 0.009067], [-0.032851, -0.032851, 0.032851], [-0.022454, 0.022454, 0.022454], [-0.032851, 0.032851, 0.032851], [-0.022454, -0.022454, 0.022454], [0.014006, 0.0, -0.014006], [-0.009067, 0.0, -0.009067], [0.014006, 0.014006, 0.0], [-0.022454, 0.022454, -0.022454], [0.014006, -0.014006, 0.0], [-0.022454, -0.022454, -0.022454], [0.003475, 0.0, 0.0], [0.116167, 0.0, 0.0], [0.0, 0.014006, 0.014006], [0.009067, 0.009067, 0.0], [0.0, -0.014006, 0.014006], [0.009067, -0.009067, 0.0], [0.0, 0.0, 0.003475], [0.009067, 0.0, 0.009067], [0.0, 0.014006, -0.014006], [0.022454, 0.022454, 0.022454], [0.0, -0.014006, -0.014006], [0.022454, -0.022454, 0.022454], [0.0, 0.0, -0.003475], [0.009067, 0.0, -0.009067], [0.0, 0.003475, 0.0], [0.022454, 0.022454, -0.022454], [0.0, -0.003475, 0.0], [0.022454, -0.022454, -0.022454], [0.0, 0.0, 0.0]], "fermi_level": 3.6869}, "metadata": {"date.created": 1417626943.465545, "uuid": "0365ce8e-7b10-11e4-bd01-003048f5e49e", "date.created.ascii": "Wed Dec  3 12:15:43 2014", "user.username": null, "atoms.resort": [0, 27, 1, 28, 2, 29, 3, 30, 4, 31, 5, 32, 6, 33, 7, 34, 8, 35, 9, 36, 10, 37, 11, 38, 12, 39, 13, 40, 14, 41, 15, 42, 16, 43, 17, 44, 18, 45, 19, 46, 20, 47, 21, 48, 22, 49, 23, 50, 24, 51, 25, 52, 26, 53], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[-9.060158470270482, 0.0, 0.0], [0.0, 0.0, 9.060158470270482], [0.0, 9.060158470270482, 0.0]], "numbers": [29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46, 29, 46], "key_value_pairs": {"_0_50lat": 1, "GS": 1, "bcc": 1, "_54atom": 1, "_0": 1, "_1cl": 1, "dis": 1}, "mtime": 15.038294523047092, "keywords": ["bcc", "GS", "54atom", "0.50lat", "dis", "1cl", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "48b95d2bbdf55279f66a3eed46f4366b", "user": "jboes"},
"189":
{"ctime": 14.923538387984799, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [2.49934931532189, 0.0, 0.0], [4.99869863064378, 0.0, 0.0], [7.49804794596567, 0.0, 0.0], [-0.8331164384406299, 2.3564091325574177, 0.0], [1.66623287688126, 2.3564091325574177, 0.0], [4.16558219220315, 2.3564091325574177, 0.0], [6.66493150752504, 2.3564091325574177, 0.0], [-1.6662328768812598, 4.712818265114835, 0.0], [0.8331164384406302, 4.712818265114835, 0.0], [3.33246575376252, 4.712818265114835, 0.0], [5.83181506908441, 4.712818265114835, 0.0], [-2.4993493153218895, 7.069227397672253, 0.0], [4.440892098500626e-16, 7.069227397672253, 0.0], [2.4993493153218904, 7.069227397672253, 0.0], [4.99869863064378, 7.069227397672253, 0.0], [-0.8331164384406301, -1.1782045662787086, 2.040710170504376], [1.66623287688126, -1.1782045662787086, 2.040710170504376], [4.16558219220315, -1.1782045662787086, 2.040710170504376], [6.66493150752504, -1.1782045662787086, 2.040710170504376], [-1.66623287688126, 1.178204566278709, 2.040710170504376], [0.8331164384406299, 1.178204566278709, 2.040710170504376], [3.33246575376252, 1.178204566278709, 2.040710170504376], [5.83181506908441, 1.178204566278709, 2.040710170504376], [-2.49934931532189, 3.534613698836127, 2.040710170504376], [1.1102230246251565e-16, 3.534613698836127, 2.040710170504376], [2.49934931532189, 3.534613698836127, 2.040710170504376], [4.99869863064378, 3.534613698836127, 2.040710170504376], [-3.3324657537625195, 5.891022831393545, 2.040710170504376], [-0.8331164384406297, 5.891022831393545, 2.040710170504376], [1.6662328768812604, 5.891022831393545, 2.040710170504376], [4.16558219220315, 5.891022831393545, 2.040710170504376], [-1.6662328768812602, -2.3564091325574172, 4.081420341008752], [0.8331164384406298, -2.3564091325574172, 4.081420341008752], [3.33246575376252, -2.3564091325574172, 4.081420341008752], [5.83181506908441, -2.3564091325574172, 4.081420341008752], [-2.49934931532189, 4.440892098500626e-16, 4.081420341008752], [-2.220446049250313e-16, 4.440892098500626e-16, 4.081420341008752], [2.49934931532189, 4.440892098500626e-16, 4.081420341008752], [4.99869863064378, 4.440892098500626e-16, 4.081420341008752], [-3.33246575376252, 2.356409132557418, 4.081420341008752], [-0.83311643844063, 2.356409132557418, 4.081420341008752], [1.6662328768812598, 2.356409132557418, 4.081420341008752], [4.16558219220315, 2.356409132557418, 4.081420341008752], [-4.16558219220315, 4.712818265114835, 4.081420341008752], [-1.6662328768812598, 4.712818265114835, 4.081420341008752], [0.8331164384406302, 4.712818265114835, 4.081420341008752], [3.33246575376252, 4.712818265114835, 4.081420341008752], [-2.4993493153218904, -3.534613698836126, 6.122130511513129], [-4.440892098500626e-16, -3.534613698836126, 6.122130511513129], [2.4993493153218895, -3.534613698836126, 6.122130511513129], [4.99869863064378, -3.534613698836126, 6.122130511513129], [-3.3324657537625204, -1.1782045662787084, 6.122130511513129], [-0.8331164384406304, -1.1782045662787084, 6.122130511513129], [1.6662328768812595, -1.1782045662787084, 6.122130511513129], [4.16558219220315, -1.1782045662787084, 6.122130511513129], [-4.16558219220315, 1.1782045662787093, 6.122130511513129], [-1.6662328768812602, 1.1782045662787093, 6.122130511513129], [0.8331164384406295, 1.1782045662787093, 6.122130511513129], [3.3324657537625195, 1.1782045662787093, 6.122130511513129], [-4.99869863064378, 3.534613698836127, 6.122130511513129], [-2.49934931532189, 3.534613698836127, 6.122130511513129], [0.0, 3.534613698836127, 6.122130511513129], [2.4993493153218895, 3.534613698836127, 6.122130511513129]], "energy": -520.132597, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 424, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[9.99739726128756, 0.0, 0.0], [-3.3324657537625195, 9.42563653022967, 0.0], [-3.3324657537625204, -4.7128182651148345, 8.162840682017505]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [2.49934931532189, 0.0, 0.0], [4.99869863064378, 0.0, 0.0], [7.49804794596567, 0.0, 0.0], [-0.8331164384406299, 2.3564091325574177, 0.0], [1.66623287688126, 2.3564091325574177, 0.0], [4.16558219220315, 2.3564091325574177, 0.0], [6.66493150752504, 2.3564091325574177, 0.0], [-1.6662328768812598, 4.712818265114835, 0.0], [0.8331164384406302, 4.712818265114835, 0.0], [3.33246575376252, 4.712818265114835, 0.0], [5.83181506908441, 4.712818265114835, 0.0], [-2.4993493153218895, 7.069227397672253, 0.0], [4.440892098500626e-16, 7.069227397672253, 0.0], [2.4993493153218904, 7.069227397672253, 0.0], [4.99869863064378, 7.069227397672253, 0.0], [-0.8331164384406301, -1.1782045662787086, 2.040710170504376], [1.66623287688126, -1.1782045662787086, 2.040710170504376], [4.16558219220315, -1.1782045662787086, 2.040710170504376], [6.66493150752504, -1.1782045662787086, 2.040710170504376], [-1.66623287688126, 1.178204566278709, 2.040710170504376], [0.8331164384406299, 1.178204566278709, 2.040710170504376], [3.33246575376252, 1.178204566278709, 2.040710170504376], [5.83181506908441, 1.178204566278709, 2.040710170504376], [-2.49934931532189, 3.534613698836127, 2.040710170504376], [1.1102230246251565e-16, 3.534613698836127, 2.040710170504376], [2.49934931532189, 3.534613698836127, 2.040710170504376], [4.99869863064378, 3.534613698836127, 2.040710170504376], [-3.3324657537625195, 5.891022831393545, 2.040710170504376], [-0.8331164384406297, 5.891022831393545, 2.040710170504376], [1.6662328768812604, 5.891022831393545, 2.040710170504376], [4.16558219220315, 5.891022831393545, 2.040710170504376], [-1.6662328768812602, -2.3564091325574172, 4.081420341008752], [0.8331164384406298, -2.3564091325574172, 4.081420341008752], [3.33246575376252, -2.3564091325574172, 4.081420341008752], [5.83181506908441, -2.3564091325574172, 4.081420341008752], [-2.49934931532189, 4.440892098500626e-16, 4.081420341008752], [-2.220446049250313e-16, 4.440892098500626e-16, 4.081420341008752], [2.49934931532189, 4.440892098500626e-16, 4.081420341008752], [4.99869863064378, 4.440892098500626e-16, 4.081420341008752], [-3.33246575376252, 2.356409132557418, 4.081420341008752], [-0.83311643844063, 2.356409132557418, 4.081420341008752], [1.6662328768812598, 2.356409132557418, 4.081420341008752], [4.16558219220315, 2.356409132557418, 4.081420341008752], [-4.16558219220315, 4.712818265114835, 4.081420341008752], [-1.6662328768812598, 4.712818265114835, 4.081420341008752], [0.8331164384406302, 4.712818265114835, 4.081420341008752], [3.33246575376252, 4.712818265114835, 4.081420341008752], [-2.4993493153218904, -3.534613698836126, 6.122130511513129], [-4.440892098500626e-16, -3.534613698836126, 6.122130511513129], [2.4993493153218895, -3.534613698836126, 6.122130511513129], [4.99869863064378, -3.534613698836126, 6.122130511513129], [-3.3324657537625204, -1.1782045662787084, 6.122130511513129], [-0.8331164384406304, -1.1782045662787084, 6.122130511513129], [1.6662328768812595, -1.1782045662787084, 6.122130511513129], [4.16558219220315, -1.1782045662787084, 6.122130511513129], [-4.16558219220315, 1.1782045662787093, 6.122130511513129], [-1.6662328768812602, 1.1782045662787093, 6.122130511513129], [0.8331164384406295, 1.1782045662787093, 6.122130511513129], [3.3324657537625195, 1.1782045662787093, 6.122130511513129], [-4.99869863064378, 3.534613698836127, 6.122130511513129], [-2.49934931532189, 3.534613698836127, 6.122130511513129], [0.0, 3.534613698836127, 6.122130511513129], [2.4993493153218895, 3.534613698836127, 6.122130511513129]]}, "data": {"stress": [-0.003207229252207682, -0.003207229252207682, -0.003207229252207682, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 769.1994385920002, "total_energy": -520.132597, "forces": [[0.0, 0.0, 0.0], [0.194038, 0.0, 0.0], [0.0, 0.0, 0.0], [-0.194038, 0.0, 0.0], [-0.064679, 0.182941, 0.0], [0.040451, 0.057207, 0.0], [-0.001492, -0.001907, 0.0], [-0.012598, 0.008908, 0.0], [0.0, 0.0, 0.0], [-0.0013, -0.002043, 0.0], [0.0, 0.0, 0.0], [0.0013, 0.002043, 0.0], [0.064679, -0.182941, 0.0], [0.012598, -0.008908, 0.0], [0.001492, 0.001907, 0.0], [-0.040451, -0.057207, 0.0], [-0.064679, -0.091471, 0.158432], [0.040451, -0.028603, 0.049542], [-0.001492, 0.000953, -0.001651], [-0.012598, -0.004454, 0.007715], [-0.040451, 0.028603, 0.049542], [0.064679, 0.091471, 0.158432], [0.012598, 0.004454, 0.007715], [0.001492, -0.000953, -0.001651], [0.001396, -0.001089, -0.001651], [0.0, 0.013362, 0.007715], [-0.001396, -0.001975, -0.000118], [0.0, 0.0, 0.0], [0.0, -0.013362, 0.007715], [-0.001396, 0.001089, -0.001651], [0.0, 0.0, 0.0], [0.001396, 0.001975, -0.000118], [0.0, 0.0, 0.0], [-0.0013, 0.001021, -0.001769], [0.0, 0.0, 0.0], [0.0013, -0.001021, 0.001769], [0.001396, -0.000885, -0.001769], [0.0, 0.0, 0.015429], [-0.001396, 0.000885, -0.001769], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0013, -0.001021, -0.001769], [0.0, 0.0, 0.0], [-0.0013, 0.001021, 0.001769], [-0.001396, 0.000885, 0.001769], [0.0, 0.0, 0.0], [0.001396, -0.000885, 0.001769], [0.0, 0.0, -0.015429], [0.064679, 0.091471, -0.158432], [0.012598, 0.004454, -0.007715], [0.001492, -0.000953, 0.001651], [-0.040451, 0.028603, -0.049542], [0.0, 0.013362, -0.007715], [-0.001396, -0.001975, 0.000118], [0.0, 0.0, 0.0], [0.001396, -0.001089, 0.001651], [-0.001396, 0.001089, 0.001651], [0.0, 0.0, 0.0], [0.001396, 0.001975, 0.000118], [0.0, -0.013362, -0.007715], [0.040451, -0.028603, -0.049542], [-0.001492, 0.000953, 0.001651], [-0.012598, -0.004454, -0.007715], [-0.064679, -0.091471, -0.158432]], "fermi_level": 3.6528}, "metadata": {"date.created": 1417388594.203134, "uuid": "102aa0d6-78e5-11e4-828c-003048f5e49e", "date.created.ascii": "Sun Nov 30 18:03:14 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[9.99739726128756, 0.0, 0.0], [-3.3324657537625195, 9.42563653022967, 0.0], [-3.3324657537625204, -4.7128182651148345, 8.162840682017505]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"RN": 1, "bcc": 1, "_1_00Cu": 1, "_64atom": 1, "_1cl": 1}, "mtime": 15.03829453574749, "keywords": ["bcc", "RN", "64atom", "1cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "70fe35575b6cc696fc049f698de4a145", "user": "jboes"},
"190":
{"ctime": 14.923538431106863, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.766751, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013752379082782306, -0.01521717324511139, -0.015253005733141914, -0.00026238044449174673, 0.0012878536984417324, 0.0012400687257258845], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.766751, "forces": [[-0.074789, -0.081246, -0.175303], [-0.0132, -0.017022, -0.040269], [0.024263, 0.010541, -0.007729], [-0.017098, -0.012791, 0.006232], [-0.022626, -0.008601, 0.032955], [-0.009807, 0.041203, 0.018043], [0.032964, 0.06616, 0.006881], [0.002854, 0.009698, 0.00789], [-0.032687, -0.002745, 0.005948], [-0.007497, 0.007379, 0.007527], [0.008106, -0.000128, -0.007208], [-0.006398, 0.00559, 0.023531], [-0.015933, -0.002452, 0.003287], [-0.01545, 0.000181, -0.011879], [-0.006517, -0.003184, 0.001294], [0.011328, 0.00411, -0.01998], [0.008643, 0.0015, 0.007729], [0.005796, 0.007022, -0.009425], [0.014158, -0.00258, -0.001719], [-0.003033, -0.008443, -0.008967], [0.006695, -0.006098, 0.017528], [-0.015587, 0.001087, -0.010875], [0.000396, 0.004004, -0.013145], [-0.000316, 0.012051, 0.010021], [-0.00644, 0.002834, -0.001401], [0.006422, 0.003991, 0.012426], [-0.002557, -0.002937, 0.006639], [0.005602, -0.002886, -0.003511], [-0.001688, -0.002609, 0.010506], [0.00771, -0.007339, -0.000255], [-0.000686, -0.007464, -0.004593], [0.004342, -0.006729, -0.003849], [0.001538, -0.000676, -0.016309], [-0.019387, 0.002101, -0.004677], [-0.007727, 0.005619, -0.006983], [-0.004328, -0.009423, -0.012476], [-0.009836, 0.007201, 0.00544], [-0.078268, -0.107576, 0.129619], [0.140044, -0.100036, 0.175792], [-0.049022, 0.007221, 0.060233], [0.058068, 0.124238, 0.174333], [-0.003279, -0.000468, 0.005932], [0.000963, 0.00397, -0.002012], [0.012431, 0.007703, 0.006477], [0.003008, -0.010923, -0.007276], [-0.001956, 0.002848, 0.000438], [0.013409, -0.002171, -0.004005], [0.006187, -0.000181, -0.002875], [0.006212, 7.4e-05, -0.006576], [0.003133, -0.009902, 0.00451], [-0.000473, -0.002251, 0.00224], [-0.001109, -0.012407, -0.005391], [-0.001169, 0.00605, 0.009819], [-0.00017, -0.010607, -0.005634], [0.003141, -0.005411, 0.003684], [0.004603, 0.000265, -0.008356], [0.07776, 0.068801, -0.203342], [0.011376, -0.007026, -0.003335], [0.000977, 0.000729, -0.006447], [-0.085686, 0.079017, -0.117956], [-0.002514, 0.000123, 0.000751], [0.004686, -0.004666, 0.003183], [0.033072, -0.027569, -0.02393], [-0.002654, -0.006764, -0.003199]], "fermi_level": 3.9812}, "metadata": {"date.created": 1412295199.845836, "uuid": "148d8700-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:19 2014", "user.username": null, "atoms.resort": [0, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_0": 1, "_1cl": 1}, "mtime": 15.038294548878145, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "0"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "41ed07e380c3f046eb6bc8cdeeb6b778", "user": "jboes"},
"191":
{"ctime": 14.923538473916112, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.852377, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.01342956837368308, -0.015654234728187052, -0.015051411319120338, -0.0008232546892921022, 0.0010137080144555534, 0.001575062855245867], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.852377, "forces": [[0.014447, -0.010062, -0.000506], [-0.000622, 0.015993, 0.006432], [-0.01267, 0.002975, 0.009458], [-0.058128, -0.063006, -0.003873], [0.016198, -0.029529, -0.018883], [0.050496, 0.034415, 0.036402], [-0.001687, 0.000535, 0.002977], [-0.00281, -0.010357, -0.041524], [0.021932, 0.10586, 0.00531], [-0.008011, 0.001319, 0.004043], [-0.001161, 0.008324, -0.006206], [-0.005097, 0.001245, -0.005737], [-0.001626, -0.027555, 0.001607], [-0.008282, -0.005963, -0.017325], [-0.001269, -0.010314, -0.005957], [-0.019425, -0.010893, 0.008901], [0.010119, -0.00098, 0.003098], [-0.041352, 0.058436, 0.053902], [0.010216, -0.012101, 0.004353], [-0.001265, -0.012922, -0.003564], [-0.00135, 0.002329, 0.012999], [-0.002466, -0.006353, 0.010755], [0.020116, 0.009229, -0.019753], [0.009033, 0.000674, 0.007141], [-0.010143, 0.008045, -0.000385], [0.008576, 0.008877, 0.006338], [-0.004467, 0.004535, 0.008129], [-0.015854, -0.017381, -0.014066], [-0.007038, -0.006584, 0.00716], [0.005744, -0.006459, -0.003401], [-0.003348, -0.014288, -0.002682], [-0.001032, 0.016984, 0.001851], [0.00548, -2.3e-05, -0.007725], [0.038668, -0.115498, 0.039909], [-0.11908, 0.201378, -0.071779], [-0.012095, -0.005879, -0.014271], [-0.006065, 0.009573, 0.007974], [-0.004037, -0.002724, 0.010513], [-0.003055, -7e-05, 0.002492], [0.029204, -0.036672, 0.061637], [0.006745, -0.001683, 0.000166], [0.001363, 0.002024, 0.003077], [0.073432, 0.084843, 0.18497], [0.010326, 0.008751, 0.010285], [0.002706, 0.000812, -0.010707], [0.000866, 0.001491, 0.002488], [0.005937, 0.00101, -0.001972], [0.00395, 0.001088, -0.003427], [0.004326, -0.010651, -0.021319], [0.000659, -0.010094, 0.002717], [-0.003499, -0.002944, 0.004859], [0.00423, -0.005345, 0.002696], [0.001563, 0.002283, 0.006842], [-0.000629, -4.9e-05, 0.003594], [-0.001391, -0.005328, 0.007628], [0.001661, 0.00517, 0.002637], [0.005649, -0.001622, 0.002794], [-0.003375, -0.015799, -0.010586], [-0.048484, -0.117253, -0.169865], [0.054242, -0.031339, -0.064578], [-0.005879, -0.00079, -0.00142], [-0.007655, 0.019381, -0.032239], [0.000427, -0.006079, 0.010296], [0.006036, -0.002991, -0.004682]], "fermi_level": 3.9787}, "metadata": {"date.created": 1412295199.945164, "uuid": "149caee2-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:19 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 0, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_1cl": 1, "_33": 1, "bcc": 1, "RN": 1}, "mtime": 15.038294558728989, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "33"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "c7699f7846440523ec23f6b681ea3919", "user": "jboes"},
"192":
{"ctime": 14.923538517008772, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.863639, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013502512858548562, -0.015649846949213796, -0.01510593711870833, -0.0006985181846256682, 0.0010053880864735493, 0.0015716862003034337], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.863639, "forces": [[-0.000325, -0.003239, -0.001493], [-0.005489, 0.012179, -0.000248], [-0.013044, -0.000761, 0.005733], [0.00407, 0.014371, 0.005023], [-0.01242, 0.039896, 0.001721], [0.00642, -0.01067, 0.015828], [-0.014514, -0.00404, 0.009325], [-0.01536, -0.078872, -0.024585], [0.006144, 0.024365, 0.051775], [-0.002848, 0.016009, -0.00346], [-0.086486, -0.023897, 0.010583], [0.00486, 0.017124, 0.00459], [0.002524, 0.053565, 0.047531], [-0.001545, -0.000231, -0.009655], [-0.005798, -0.005439, -0.002752], [0.000851, -0.006914, -0.020554], [-0.003687, -0.008901, 0.013658], [0.021518, 0.033295, 0.055146], [0.016522, 0.008428, 0.013286], [0.001271, -0.012157, -0.000968], [0.002912, -0.003009, 0.000841], [-0.005211, -0.010831, 0.00914], [0.000662, 0.006549, -0.010387], [0.01185, -0.017038, -0.000707], [-0.00932, 0.002614, -0.001264], [0.007351, 0.001045, 0.006682], [-0.003997, 0.00287, 0.01722], [0.026108, -0.038815, -0.069718], [-0.00491, -0.013133, 0.008773], [0.010759, -0.008087, 0.000718], [-0.072793, 0.022805, -0.109212], [0.056134, 0.048359, -0.017797], [0.006119, -0.000284, -0.008412], [0.087724, -0.201272, 0.047507], [-0.012484, 0.253983, 0.099554], [-0.009636, -0.001442, -0.017741], [-0.011688, 0.007668, 0.00605], [-0.005631, 0.001861, 0.006818], [-0.004145, -0.002926, 0.001639], [-0.003439, -0.008853, 0.007349], [0.003748, 0.003898, -0.002345], [-0.005375, -0.002425, 0.011141], [0.014156, -0.00603, 0.008294], [0.010945, -0.00295, -0.000607], [0.034226, 0.050562, 0.070374], [0.0059, 0.002589, 0.000425], [-0.001111, 0.006239, 0.006254], [-0.002617, 0.001904, -0.019011], [0.008986, -0.004938, -0.01457], [0.004492, -0.010994, 0.003709], [-0.004835, -0.004448, -0.001224], [-0.001954, -0.011911, -0.011126], [-0.00562, 0.008982, 0.000302], [0.002916, 0.004808, -0.000704], [0.00812, -0.002066, 0.013355], [-0.000212, 0.008826, 0.001114], [0.005882, -0.00138, 0.002778], [-0.001801, -0.014524, -0.001556], [0.002937, -0.001158, -0.002403], [0.001146, 0.001043, 0.007368], [-0.000194, -0.0041, -0.001456], [-0.059318, -0.138844, -0.23009], [0.008257, 0.002766, 0.012114], [0.002295, 0.007972, 0.000326]], "fermi_level": 3.979}, "metadata": {"date.created": 1412295200.290531, "uuid": "14d161a0-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:20 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 0, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_1cl": 1, "RN": 1, "bcc": 1, "_34": 1}, "mtime": 15.038294569551454, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "34"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "eacfcbe4cfd62686c7bcc3290f1c0aef", "user": "jboes"},
"193":
{"ctime": 14.923538560850378, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.906327, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.014327452754558698, -0.015111435885814213, -0.01477192290568735, -0.0005656115481299439, 0.0011726042834472013, 0.0015423511203968914], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.906327, "forces": [[-0.01181, 0.009394, 0.001904], [0.008194, 0.008703, 0.00031], [-0.036597, 0.086848, -0.028768], [0.111125, 0.064269, 0.02809], [-0.019065, 0.003503, 0.004351], [-0.003506, -0.006838, 0.013173], [-0.000602, 0.004317, 0.013047], [-0.008398, 0.004252, 0.007896], [-0.022823, -0.023525, -0.003182], [-0.005566, 0.01757, 0.033995], [0.010433, -0.004209, -0.009122], [-0.049137, 0.011402, -0.000179], [-0.008157, -0.006675, -0.006738], [-0.004037, 0.044205, 0.044066], [-0.001374, -0.007243, -0.010993], [-0.00563, -0.000159, -0.015533], [0.004478, 0.00199, 0.009371], [0.002675, 0.006871, -0.001472], [-0.04951, -0.020815, 0.04643], [-0.000955, -0.009934, 0.001326], [-0.001044, 0.001448, -0.007542], [-0.013533, -0.009156, 0.003218], [0.025682, -0.006659, -0.018943], [0.007042, 0.009695, 0.016655], [0.012211, -0.000899, 0.012677], [0.000805, 0.007275, 0.005033], [0.004106, -0.002362, -0.000261], [-0.000831, 0.006711, -0.015867], [-0.077857, -0.035301, -0.007492], [0.07329, -0.039807, -0.018435], [-0.010905, -0.011432, -0.003395], [-0.008741, 0.004274, -0.003372], [0.005085, -0.000641, -0.101766], [-0.002491, 0.00811, -0.00522], [-0.006265, 0.004803, -0.007939], [-0.221083, -0.013927, -0.052671], [0.264463, -0.054165, 0.014074], [-0.006494, -0.000599, 0.007835], [-0.029619, 0.026243, 0.044395], [-0.001633, -0.007907, 0.008251], [0.001777, 0.003138, -0.004499], [0.00064, 0.001682, 0.002114], [0.007453, 0.006101, -0.005239], [0.00476, -0.011218, 0.001712], [-0.002348, -0.005678, -0.01103], [0.07033, -0.045965, 0.082647], [0.01153, -0.0055, 0.001529], [-0.001297, 0.008677, 0.003587], [0.006215, -0.002507, 0.002441], [-0.000539, -0.011773, 0.003153], [5.6e-05, -0.000651, 0.000567], [0.002972, -0.011831, -0.015104], [0.005941, 0.000969, 0.001966], [0.002486, -0.004155, 0.003283], [-0.006161, -0.00652, 0.000456], [0.00284, 0.001437, -0.002782], [0.001929, 0.00132, -0.001466], [0.001841, -0.003419, -0.000934], [0.003987, 0.003784, -0.01085], [-0.00155, 0.007732, 0.000273], [-0.004794, -0.003829, -0.00051], [0.005084, -0.003759, 0.000195], [-0.042991, 0.014899, -0.046932], [0.007912, -0.002564, -0.00178]], "fermi_level": 3.9761}, "metadata": {"date.created": 1412295200.60302, "uuid": "15011058-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:20 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 0, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_35": 1, "_1cl": 1}, "mtime": 15.038294584649053, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "35"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "3147efd4fbe7c9ee9dc2852ecef4002b", "user": "jboes"},
"194":
{"ctime": 14.92353860295723, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.811404, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.014143353282872877, -0.01482977542816687, -0.015226198463312425, -9.52204210753625e-05, 0.0015533049640641214, 0.0014399716915230603], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.811404, "forces": [[-0.002634, 0.002213, 0.001623], [0.010531, 0.011069, -0.002339], [-0.008924, 0.014512, 0.000245], [0.021204, -0.041377, -0.003165], [0.009909, 0.042473, -0.003725], [-0.003872, -0.002273, 0.01673], [-0.000861, -0.01748, 0.006701], [-0.003425, 0.00422, 0.002237], [-0.012899, 0.002332, 0.005161], [-0.056279, 0.014299, 0.019014], [0.001608, -0.039884, 0.025862], [0.023693, 0.015314, 0.008339], [0.011275, 0.011131, -0.042476], [-0.028691, 0.001944, 0.009372], [-0.013948, 0.013322, 0.044678], [-0.002877, 0.006139, -0.00048], [0.001626, 0.000733, 0.009411], [0.005755, 0.006007, -0.00395], [0.008532, -0.002411, -0.000256], [-0.002696, -0.006774, -0.008446], [-0.000119, -0.003558, 0.009065], [-0.008616, -0.003157, 0.01007], [0.013168, 0.001725, -0.009312], [0.005252, 0.007447, 0.003212], [-0.000448, -0.002766, 0.001598], [0.003778, 0.00435, 0.011484], [-0.003096, -0.003887, 0.001137], [-0.000119, 0.005294, -0.013503], [-0.010764, -0.003415, 0.015902], [-0.021612, -0.007369, -0.046138], [0.044986, -0.013896, -0.051914], [0.001149, -0.003322, -5.8e-05], [-0.019834, 0.013606, -0.035581], [8.8e-05, 0.009078, -0.007822], [0.0012, -4.3e-05, -0.011894], [-0.267942, 0.047469, -0.021338], [0.181304, 0.001963, -0.054637], [0.004081, 0.000746, 0.008318], [-0.00898, 0.000185, 0.001176], [0.001866, 0.000118, 0.003661], [0.000772, 0.001685, -0.004391], [0.000121, 0.006386, 0.002809], [0.00679, 0.005042, -0.005933], [0.003348, -0.00658, 0.000231], [0.01385, -0.008664, -0.002441], [-0.09584, -0.064595, 0.187905], [0.085367, -0.080747, 0.113355], [0.005591, 0.002483, -0.002908], [0.000123, 0.004573, -0.002693], [0.006818, -0.019787, 0.012277], [0.001034, -0.005192, -0.004941], [-0.008352, -0.013265, -0.017013], [0.00075, 0.004414, -0.002777], [0.001984, -0.005609, 0.001309], [-0.002891, -0.004047, -0.000663], [0.000466, 0.001968, -0.00095], [0.006198, -0.00054, 0.003297], [-0.001124, -0.008239, 0.000228], [0.008593, 0.011417, -0.013527], [-0.000179, 0.008407, 0.002316], [-0.008656, -0.005549, -0.00398], [0.006302, -0.002859, -0.000464], [-0.001219, -0.006387, 0.006195], [0.097785, 0.099612, -0.165203]], "fermi_level": 3.9825}, "metadata": {"date.created": 1412295200.793962, "uuid": "151e32aa-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:20 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 0, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_1cl": 1, "_36": 1}, "mtime": 15.038294597208028, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "36"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "3673cea0be2b999dd2adea2e0a8bf8c4", "user": "jboes"},
"195":
{"ctime": 14.923538646661024, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.650218, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013814750455868703, -0.01569240153959737, -0.014582493187567448, -0.00045694692234847696, 0.0012575761510743636, 0.001490265749796872], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.650218, "forces": [[0.083063, 0.111491, -0.131821], [0.009177, 0.008376, 0.014403], [-0.006852, 0.012938, 0.009147], [-0.005742, -0.006058, 0.002466], [-0.016307, 0.059662, -0.043807], [-0.002534, 0.010186, 0.013144], [-2.9e-05, -0.009503, 0.00676], [-0.004216, 0.003221, 0.010129], [-0.006923, -0.004903, -0.002932], [-0.011792, 0.013385, 0.00884], [0.000502, -0.001847, -0.006623], [0.018696, 0.010442, -0.005813], [-0.008801, -0.049948, -0.026555], [-0.021918, -0.00171, -0.008668], [-0.049204, 0.020709, 0.035617], [-0.001006, 0.012389, -0.016779], [0.005699, -0.002398, 0.006628], [0.003755, 0.003508, -0.002822], [0.008319, 0.014855, 0.00211], [-0.006937, -0.017698, 0.003941], [-0.004435, -0.001153, 0.023551], [-0.008342, -0.00543, 0.003349], [0.008667, -0.005417, -0.012811], [0.01042, 0.008943, 0.002402], [-0.014041, -0.004819, -0.001844], [0.001628, 0.004035, 0.01093], [-0.003424, -0.00631, -0.002755], [-0.002503, 0.007183, -0.011729], [-0.000371, -0.007867, 0.003693], [0.010006, -0.010476, -0.007324], [0.000656, -0.010955, -0.015138], [0.00313, -0.006707, 0.000219], [0.00671, -0.001061, -0.005761], [-0.008369, 0.006257, -0.006868], [-0.00721, -0.002349, -0.002347], [-0.007811, -0.003741, -0.017149], [-0.016504, 0.002585, -0.001092], [-0.317829, -0.285064, -0.226995], [0.212849, 0.060288, 0.003391], [-0.083898, 0.18766, 0.050398], [0.008561, 0.016014, -0.005247], [0.002923, 0.005964, 0.002356], [0.0015, 0.012185, -0.006885], [0.0066, 0.001403, -0.001008], [0.042027, -0.179518, -0.015444], [0.003829, -0.001379, 0.00152], [0.00332, -0.028701, -0.005853], [0.138229, -0.059837, 0.106454], [0.007891, 0.002056, -0.008432], [-0.057309, 0.036205, 0.091941], [0.057517, 0.108001, 0.162214], [-0.003126, -0.008785, -0.003782], [0.000449, 0.003796, 0.007824], [0.002593, -0.002879, 0.006104], [0.006213, -0.012618, 0.003815], [-0.002767, -0.004994, -0.00432], [0.000967, -0.006384, 0.018956], [0.003811, -0.011799, 0.005304], [-0.001958, 0.004904, -0.011013], [0.001297, 0.014818, -0.004798], [-0.000169, 0.000991, 0.005902], [0.006614, 0.001668, 0.009126], [0.005535, -0.001136, -0.001304], [-0.000825, -0.002675, -0.006912]], "fermi_level": 3.9875}, "metadata": {"date.created": 1412295201.292928, "uuid": "156a54dc-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:21 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 0, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_1cl": 1, "_37": 1}, "mtime": 15.038294609982032, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "37"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "84cb6867f6fc8120107a09c57c209690", "user": "jboes"},
"196":
{"ctime": 14.923538690307248, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.663719, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.014039400994395546, -0.015419647711530163, -0.014500542209020023, -0.00027893916087303524, 0.0014160292731142316, 0.001396736776945908], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.663719, "forces": [[-0.136655, 0.085218, -0.125818], [0.003069, 0.001769, -0.003823], [0.017958, 0.034081, -0.004108], [0.002957, 0.009119, 0.000669], [-0.004775, 0.005197, 0.011168], [0.004422, -0.001943, 0.019041], [-0.003186, -0.007776, 0.01932], [-0.006355, -0.001682, 0.015908], [-0.014503, -0.00929, 4.9e-05], [-0.007476, 0.009599, 0.006417], [0.004784, -0.000922, -0.015463], [-0.021064, -0.00213, 0.001096], [-0.020485, -0.006735, -0.006029], [0.057835, -0.017602, -0.008155], [0.014243, 0.000728, -0.006524], [-0.004182, -0.00558, -0.015549], [0.007617, -0.013063, 0.006827], [0.005243, 0.009329, -0.004218], [0.023181, -0.046438, 0.015149], [0.000804, -0.006275, -0.004213], [-0.001689, 0.005359, 0.005083], [-0.044599, -0.0108, -0.014804], [0.014377, 0.005847, 0.000277], [0.005685, 0.006661, 0.001328], [-0.009526, -0.011983, 0.006427], [0.003055, 0.006076, 0.001979], [-0.004168, 0.00082, 0.005241], [0.000232, 0.005448, -0.019935], [-0.002595, 0.00538, 0.013732], [0.009057, -0.009137, -0.002069], [-0.001336, -0.008772, -0.002876], [-0.000435, 0.002335, 0.000914], [-0.00074, -0.007816, -0.003035], [-0.006487, 0.001537, -0.008412], [-0.009428, 0.008468, -0.000707], [0.010573, -0.036162, -0.05501], [-0.011603, 0.003775, 0.005166], [-0.229865, -0.059038, 0.004788], [0.418971, -0.165185, -0.1315], [-0.003294, -0.011223, 0.005453], [-0.077087, 0.23584, 0.016028], [0.093931, 0.133631, 0.003529], [0.00561, 0.00601, -0.00545], [0.005604, -4.3e-05, 0.00174], [0.001551, -0.002724, -0.007895], [0.011778, -0.007449, -0.000304], [0.013499, -0.002165, -0.00333], [-0.063818, -0.139862, 0.147552], [0.018843, -0.004314, 0.010228], [0.005107, -0.012709, 0.004952], [-0.088538, 0.043962, 0.10785], [-0.002551, -0.010061, -0.004637], [0.001166, 0.001427, 0.011611], [-0.003463, 0.004903, 0.00137], [0.003749, -0.0037, 0.002863], [0.002062, -0.000588, 1.4e-05], [0.004711, 0.000955, -0.003704], [0.00462, -0.003438, -0.004143], [0.001016, -0.001477, -0.003771], [-0.005947, 0.015207, -0.006515], [-0.00274, -0.00187, 0.001459], [0.000878, -0.008783, 0.018762], [0.002601, -0.00923, -0.002933], [0.007799, -0.000719, 0.000942]], "fermi_level": 3.9846}, "metadata": {"date.created": 1412295201.624083, "uuid": "159cdccc-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:21 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 0, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "_38": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294619568918, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "38"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "a4593f35bc379d35019dcba0687d226f", "user": "jboes"},
"197":
{"ctime": 14.923538733894084, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.566881, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013696848400669858, -0.015704304092231787, -0.014510678415353686, -0.0005139505999626146, 0.0012981833914726532, 0.0017490760526489289], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.566881, "forces": [[0.048477, -0.033818, -0.047355], [0.005685, 0.005894, 0.004649], [-0.009198, 0.013309, 0.011523], [-0.004988, -0.006716, 0.004888], [0.003164, -0.019529, -0.029326], [-0.002775, 0.030936, 0.056327], [0.014777, -0.002231, 4.7e-05], [0.003444, 0.001164, 0.012691], [-0.014556, 0.019673, 0.002775], [-0.006206, 0.008397, 0.007678], [0.003854, 0.000663, -0.00844], [-0.008817, 0.011017, 0.001899], [-0.002831, -0.007866, -0.003102], [-0.005312, -0.000123, -0.010103], [-0.025518, -0.035944, 0.026355], [0.010534, 0.026979, -0.002149], [0.005948, -0.00128, 0.00374], [0.000434, 0.015657, -0.007073], [0.008473, -0.004829, -0.000214], [0.003153, -0.017472, -0.00216], [-0.000242, -0.00105, 0.005272], [-0.013459, 0.002102, 0.003081], [0.001487, -0.003823, -0.006956], [0.001542, 0.007631, 0.003739], [-0.007613, 0.008518, 0.000202], [0.002923, 0.007581, 0.005302], [-0.002643, -0.00037, 0.005108], [-0.000425, 0.002965, -0.008206], [-0.004665, -0.003836, -0.006815], [0.004285, -0.01053, -0.008875], [-0.003394, -0.010734, -0.010544], [0.005612, 0.005253, -0.002413], [0.002033, -0.000329, -0.017068], [-0.048963, 0.032623, -0.064025], [-0.011302, 0.003728, -0.003779], [-0.008431, -0.003729, -0.015186], [-0.008628, 0.006621, 0.001221], [0.065442, -0.182409, -0.024961], [-0.002241, -0.003617, 0.005465], [-0.239146, -0.035551, -0.406702], [0.211401, 0.058462, -0.014691], [-0.006975, -0.001267, 0.001035], [-0.07661, 0.207195, -0.004479], [0.021169, 0.015834, 0.003346], [0.004537, -0.001637, -0.010744], [-0.001336, 0.000886, 0.001735], [0.013701, -0.002325, -0.002803], [0.006529, -0.003246, -0.003563], [0.00466, -0.000578, -0.009017], [-0.055934, -0.14982, 0.175466], [0.109844, -0.059923, 0.122317], [-0.079421, 0.039632, 0.105235], [0.066539, 0.108347, 0.145008], [-0.000348, -0.005128, 0.004174], [0.000299, -0.006654, 0.003822], [0.002614, -0.000597, -0.00117], [0.005847, -0.002757, 0.002057], [0.001696, -0.011077, 0.002001], [0.002167, 0.002149, -0.003847], [-0.002263, 0.009363, -0.011608], [-0.000889, -0.002344, 0.005013], [0.008312, -0.005653, 0.003149], [0.003807, -0.004259, 0.011385], [0.00074, -0.009528, -0.000329]], "fermi_level": 3.9876}, "metadata": {"date.created": 1412295201.803299, "uuid": "15b835da-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:21 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 0, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "_39": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294629345321, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "39"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "944d8ae7c44431f9b37e6def2fea8e83", "user": "jboes"},
"198":
{"ctime": 14.923538780623714, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.528165, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013979825816159815, -0.015304092462723838, -0.014807112518562477, -0.0007563207750542819, 0.0014324194688237163, 0.0015198255239324851], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.528165, "forces": [[-0.032029, -0.125788, -0.153507], [0.003324, 0.002998, 0.006366], [-0.013736, 0.005088, 0.032092], [0.000214, 0.003142, 0.002881], [-0.008085, 0.004413, 0.000579], [-0.030895, 0.029566, 0.006042], [0.026697, -0.007969, -0.026525], [0.006324, 0.009642, 0.006786], [-0.00869, 0.00485, 0.005695], [-0.006018, 0.008962, 0.00865], [0.011943, 0.005113, -0.011355], [-0.002092, 0.015019, 0.003939], [-0.005794, 0.005022, -0.002436], [-0.004581, -0.004125, -0.008652], [-0.004704, 0.002787, -0.004277], [-0.003497, 0.00042, -0.012303], [0.000402, -0.008885, 0.022458], [0.00769, 0.003811, -0.00916], [0.01168, 0.000584, -0.001898], [0.00167, -0.007782, -0.000315], [0.003161, -0.003427, 0.008837], [-0.00583, 0.017866, -0.00298], [0.001008, 0.003616, -0.01237], [0.006399, 0.010467, 0.002959], [-0.01185, 0.000554, 0.001727], [0.006278, 0.001761, 0.002785], [-0.009287, -8.3e-05, -0.003622], [-0.000926, 0.00772, -0.014722], [-0.007556, -0.004798, 0.004907], [0.007491, -0.016777, -0.003693], [0.003596, -0.008648, -0.004351], [0.001479, -0.004019, -0.006804], [0.000329, 0.004674, -0.011691], [-0.012818, -0.000374, -0.007459], [-0.015489, 0.003756, -0.001751], [-0.008937, -0.00581, -0.018048], [-0.009737, 0.002391, 0.005463], [-0.019755, -0.016834, 0.000526], [0.076047, -0.189017, -0.032748], [-0.213186, -0.064981, 0.037393], [0.140126, 0.23183, -0.224748], [0.179422, -0.034838, -0.021908], [0.003466, 0.00538, -0.003213], [-0.075643, 0.179687, 0.013682], [0.005752, -0.004695, -0.009519], [-0.001698, 0.013587, 0.000535], [0.023724, 0.011268, -0.004253], [0.004887, -0.008438, 0.00155], [0.006841, -0.003179, -0.007752], [0.003212, -0.008694, 0.006321], [-0.07842, -0.125702, 0.154373], [-0.003019, -0.010404, -0.003002], [-0.060489, 0.038454, 0.094212], [0.083041, 0.052243, 0.193185], [0.002247, -0.006804, 0.003898], [0.007177, 0.004699, 0.006419], [0.005085, -0.002634, -0.009558], [0.002095, -0.010929, -0.000722], [0.004548, -0.001214, -0.002377], [-0.005132, 0.008864, -0.009086], [-0.002676, -0.001038, -0.000293], [0.004399, -0.004606, 0.003642], [0.005242, -0.006939, 0.005433], [0.005569, -0.00081, 0.003765]], "fermi_level": 3.9893}, "metadata": {"date.created": 1412295202.25222, "uuid": "15fcb548-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:22 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 0, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_40": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294641336702, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "40"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "1868991ecd13fb6aec3aa8f4f9677395", "user": "jboes"},
"199":
{"ctime": 14.923538824815767, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.959029, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.01422033602235528, -0.015231104287313817, -0.01458887200707053, -0.0006175471225772493, 0.00132286854913869, 0.0013025087553822773], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.959029, "forces": [[-0.004737, 0.000509, 0.003773], [0.011527, 0.004527, -0.009132], [-0.021866, -0.069149, -0.030385], [0.03175, -0.015493, -0.03597], [-0.010108, 0.010558, 0.008514], [-0.003523, 0.007875, 0.009948], [-0.077427, 0.049864, -0.011692], [0.057248, 0.036806, -0.0464], [-0.008366, 0.005162, 0.010974], [-0.015087, 0.015334, 0.009241], [0.006786, -0.007475, -0.007076], [0.003479, 0.006019, 0.009642], [-0.006124, -0.003492, -0.003707], [0.006207, -0.02916, -0.005388], [0.002924, -0.009442, -0.003432], [0.060931, -0.030895, -0.010181], [-0.027384, 0.026235, 0.010442], [0.056714, 0.103124, -0.024778], [0.010912, -0.000545, 0.000979], [-0.002132, -0.014911, -0.001087], [0.006988, -0.003406, 0.005121], [-0.01004, 0.015357, 0.039137], [-0.001211, -0.004132, -0.004999], [0.025071, 0.004121, 0.077785], [-0.00838, 0.005648, -0.000488], [0.008165, 0.00011, 0.003752], [-0.009114, 0.003941, 0.000752], [-0.003597, 0.007447, -0.013681], [-0.004477, 0.000973, -0.000465], [0.005505, -0.011475, -0.002946], [0.00464, -0.011952, -0.007868], [-3.4e-05, -0.003025, 0.005404], [0.001464, -0.001893, -0.014226], [-0.001048, 0.001705, -0.012043], [-0.007318, 0.010473, -0.006418], [-0.008059, -0.008015, -0.016668], [-0.011133, -0.000252, 0.006421], [-0.006249, 0.002075, 0.004545], [-0.128545, -0.16517, -0.013317], [0.005082, -0.014472, 0.007951], [-0.221833, 0.032957, 0.016888], [0.265826, 0.044807, 0.013018], [0.00734, 0.00544, -0.001065], [-0.001052, 0.002332, -0.001894], [0.009704, 0.009117, -0.008348], [-0.002876, 0.001807, -0.007194], [0.015129, 0.009754, -0.001135], [0.005906, -0.00328, 0.000249], [0.004837, -0.00886, -0.002893], [0.001434, -0.009703, 0.006819], [-0.010771, -0.00099, 0.00518], [0.00943, -0.009288, 0.001675], [0.000213, 0.004534, 0.007024], [-0.039043, 0.018171, 0.056416], [0.00793, 0.001913, 0.005444], [0.004235, 0.005978, 0.005021], [0.001661, -0.001471, -0.009938], [-0.002463, -0.014078, -0.011673], [0.010935, -0.005562, -0.008568], [-0.001476, 0.011422, -0.001677], [-0.004501, -0.00017, -0.004984], [0.005931, 0.001368, -0.00848], [-0.004603, -0.006031, 0.01823], [0.008675, -0.003676, -0.000152]], "fermi_level": 3.9843}, "metadata": {"date.created": 1412295202.649999, "uuid": "163967a4-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:22 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 0, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_41": 1, "bcc": 1, "_0_50Cu_wid": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294656383849, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "41"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "762aa3be13e1468bb795912e65df7079", "user": "jboes"},
"200":
{"ctime": 14.923538869184283, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.670077, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013541116575404298, -0.01553584583549188, -0.014516339461625014, -0.0005428924649682817, 0.0012482138915297222, 0.001842817236716238], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.670077, "forces": [[0.002675, -0.005122, 0.000411], [0.002942, 0.008263, 0.002404], [-0.004175, 0.012951, 0.004876], [-0.005228, 0.013406, 0.004178], [-0.004117, 0.005314, 0.005748], [0.030353, -0.026189, -0.008954], [0.006021, -0.001101, 0.015925], [-0.004157, -0.006259, -0.002218], [-0.02342, 0.022163, 0.020546], [-0.006138, 0.008735, 0.004174], [0.000878, 0.000767, -0.014223], [-0.007087, 0.015669, -0.003871], [-0.006885, 0.001248, -0.002417], [-0.012888, -0.00521, -0.014181], [-0.001947, -0.00317, 0.002104], [0.041434, -0.03346, -0.001129], [-0.005436, -0.006314, 0.008625], [-0.00249, 0.021089, -0.009867], [0.024567, -0.001336, 0.008694], [-0.000374, -0.011478, -0.002431], [0.006203, 0.000695, 0.006886], [-0.005071, -0.003805, 0.009108], [-0.000223, -0.007128, -0.001814], [0.018486, 0.013082, -0.002448], [-0.007455, 0.002199, -0.028536], [0.011054, 0.008667, 0.010038], [-0.011057, 0.000597, 0.008507], [-0.000741, -0.008897, -0.019213], [-0.003061, 0.001364, -0.010737], [0.008911, -0.009064, -0.001809], [-0.001777, -0.008446, -0.002625], [0.004582, 0.007798, -0.003371], [-0.00186, -0.008834, -0.020576], [-0.069457, -0.081176, -0.195555], [-0.020884, 0.008366, -0.00782], [-0.012914, -0.005095, -0.01658], [-0.009966, 0.003115, 0.005296], [-0.002892, -0.009726, 0.000301], [-0.003528, -0.000667, 0.004264], [0.072579, -0.233892, 0.010989], [0.007076, 0.002878, -0.002065], [-0.011467, -0.004397, 0.002869], [-0.096829, 0.188238, -0.163405], [0.227205, 0.058619, 0.002993], [-0.061295, 0.157718, -0.022362], [0.005236, 0.006405, 0.001398], [0.007364, 0.010079, -0.001614], [-0.001256, 0.015917, -0.002832], [0.017913, 0.01278, -0.006363], [0.006966, -0.011411, 0.003535], [-0.000106, -0.003437, 0.007255], [-0.053412, -0.135497, 0.15993], [0.062665, -0.037226, 0.074346], [-0.000945, -0.00226, 0.001703], [-0.121541, 0.0671, 0.142372], [-0.002154, 0.002676, -0.001831], [0.00351, -0.002425, 0.005339], [-0.007853, -0.003206, 0.014303], [0.013199, -0.001902, 0.013848], [-0.006504, 0.008135, -0.003776], [-0.001767, -0.001278, -0.000684], [0.005574, -0.001358, -0.000264], [0.005718, -0.006723, 0.013677], [0.007242, 0.001454, -0.001071]], "fermi_level": 3.9882}, "metadata": {"date.created": 1412295202.886298, "uuid": "165d761c-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:22 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 0, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_42": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.03829466838023, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "42"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "7547134e4e07f6f293e16f744cff06d7", "user": "jboes"},
"201":
{"ctime": 14.923538912140273, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.800724, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013696548808364429, -0.015376075755609403, -0.01443590516912382, -0.0002369338230494124, 0.001554459642741294, 0.0014336864946154243], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.800724, "forces": [[0.005024, -0.011937, -0.003267], [0.002471, -0.000592, -0.007969], [-0.012721, 0.007641, 0.016561], [0.000647, -0.001109, -0.001026], [-0.008738, 0.013992, 0.008598], [0.007157, -0.019759, 0.017014], [0.016878, -0.023851, 0.003634], [-0.005496, 0.009115, 0.012889], [-0.06495, 0.036361, -0.041074], [0.012233, 0.022301, -0.040753], [0.011066, 0.00032, -0.012519], [-0.002953, 0.005743, -0.007557], [-0.009652, 0.001371, -0.006511], [-0.005898, -0.008553, -0.013334], [-0.004877, 0.000589, -0.002785], [0.010073, -0.000209, -0.012205], [0.027122, -0.045256, -0.016595], [0.021111, 0.005341, -0.01515], [0.005636, 0.091862, -0.010888], [0.005051, -0.013662, -0.002752], [0.001084, -0.001538, 0.002756], [-0.01025, -0.005382, 0.003963], [0.006863, 0.000555, -0.003908], [-0.006864, 0.012122, 0.006326], [-0.075134, -0.017956, 0.046097], [0.033725, 0.013795, 0.051746], [-0.005985, -0.000765, 0.001981], [0.004241, -0.000338, -0.010682], [-0.007269, -0.001745, 0.001009], [0.01183, -0.006216, -0.016479], [-0.00036, -0.002843, -0.0043], [0.006999, 0.005658, -0.00504], [0.001155, 0.000558, 0.000522], [-0.017046, -0.003363, -0.011849], [-0.012532, 0.004974, -0.001494], [-0.011836, 0.005057, -0.017496], [-0.007896, 0.007649, 0.005564], [-0.005075, -0.00381, 0.003477], [-0.000922, 0.002545, 0.001202], [-0.027438, -0.034831, 0.010892], [0.094597, -0.192054, -0.010133], [0.005729, -0.007264, 0.002272], [-0.2321, -0.06939, -0.00316], [0.16741, 0.271092, -0.174224], [0.005517, -0.004141, -0.007106], [0.088543, 0.127361, 0.002507], [0.016583, 0.005903, -0.002871], [-0.005948, 0.018795, 0.001113], [0.006328, 0.008045, -0.00621], [0.002763, -0.00896, 0.004332], [-0.001775, -0.005953, 0.005104], [-0.004546, -0.009359, -0.009105], [-0.041514, -0.142457, 0.192313], [0.01126, -0.028763, 0.02213], [-0.011114, -0.007373, 0.007841], [0.011072, 0.004009, 0.003513], [0.003023, -0.001989, 0.001033], [-0.015686, -0.002365, 0.019232], [0.005247, 0.005502, 0.015054], [-0.000549, 0.010879, -0.005313], [-0.00313, -0.000307, -0.001806], [0.004587, -0.005737, -0.002406], [0.005657, -0.005929, 0.007267], [0.00157, -0.00338, 0.010025]], "fermi_level": 3.9851}, "metadata": {"date.created": 1412295203.340661, "uuid": "16a2ca78-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:23 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 0, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_43": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294678898174, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "43"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "91d564b03243e87c85bfd57cd1f96cfe", "user": "jboes"},
"202":
{"ctime": 14.92353895657813, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.853535, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013375797796365026, -0.01550717859676619, -0.014563974638188149, -0.0003798143867133609, 0.001233527627057362, 0.0014561184684843843], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.853535, "forces": [[-0.00257, 0.007496, -0.002725], [0.00255, 0.014175, -0.003392], [-0.004218, 0.008949, 0.010382], [0.00477, -0.002929, 0.007368], [-0.009587, 0.015394, 0.005395], [0.003347, -0.007163, 0.008236], [0.003467, -0.00481, 0.008701], [-0.001313, 0.004377, 0.007451], [-0.01413, -0.034252, -0.013233], [0.000197, 0.014022, 0.005858], [-0.006441, -0.002203, -0.014676], [0.013118, 0.065041, -0.067815], [-0.010665, -0.007079, 0.003781], [-0.014337, -0.005378, -0.011276], [-0.002542, -0.005011, -0.001841], [0.008767, 0.002867, -0.010384], [0.005338, -0.000368, 0.007356], [0.014804, 0.031062, 0.000712], [0.108281, 0.023793, 0.014373], [-0.012536, -0.023707, -0.026563], [0.001076, 0.004611, 0.009161], [-0.005956, -0.007799, 0.008029], [0.007776, 0.002526, -0.00688], [0.012129, 0.009435, 0.006842], [-0.006417, -0.03519, 0.049759], [0.00235, 0.008266, -0.001643], [-0.011168, 0.004537, 0.011171], [-0.00204, 0.000435, -0.01895], [-0.000739, -0.0007, -0.002193], [0.006593, -0.006155, 0.003955], [-0.001644, -0.010037, -0.001003], [0.002481, 0.002544, -0.001997], [0.003276, -0.006171, -0.010621], [-0.005878, -0.003059, -0.012305], [-0.041986, -0.037113, -0.085686], [-0.010049, -0.000714, -0.023459], [-0.020168, 0.001847, 0.005559], [-0.044232, 0.187029, -0.010652], [-0.002905, -0.004541, 0.007799], [-0.005015, -0.005801, 0.008385], [0.000355, 0.001541, -0.003075], [-0.010046, -0.009555, 0.001011], [0.069588, -0.158469, 0.011066], [0.004782, -0.00178, -0.000489], [0.028026, -0.013898, -0.232056], [0.013856, -0.005372, 0.004221], [-0.156302, -0.0044, 0.003887], [0.090593, 0.14328, 0.129768], [0.013075, 0.00899, 0.000935], [0.00112, 0.000919, 0.005707], [-0.004603, 0.001195, 0.003024], [-0.000902, -0.010559, -0.007589], [0.001774, -0.000233, 0.006693], [-0.001475, -0.004982, 0.004702], [-0.036203, -0.137903, 0.176363], [-0.002006, -0.004531, 8e-06], [0.002132, -0.009627, 0.016681], [0.001327, -0.010636, 0.003205], [0.006025, 0.005383, 0.002775], [-0.000562, 0.007877, 0.001425], [0.000671, 0.003536, 0.00361], [0.011318, -0.000259, 0.011153], [0.00388, -0.00509, 0.003935], [-0.00021, 0.006349, -0.009941]], "fermi_level": 3.988}, "metadata": {"date.created": 1412295203.707998, "uuid": "16dad7b0-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:23 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 0, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_44": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.03829469104818, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "44"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "f36d41b2d72e4dcae69e1c9f9e2d5f12", "user": "jboes"},
"203":
{"ctime": 14.923539001040668, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.854638, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.01404211604966349, -0.014999644265344838, -0.014835274195272757, -0.0003088110103268032, 0.0016145965565497048, 0.0013840852435479164], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.854638, "forces": [[-9.8e-05, 0.002791, 0.001893], [-0.000326, 0.008851, -0.006667], [-0.005023, 0.001517, 0.019075], [0.013342, -0.007855, -0.005177], [-0.011717, 0.011894, 0.009077], [-0.005221, 0.002484, 0.010412], [0.009229, -0.016949, 0.004085], [-0.011072, 0.005315, 0.016977], [-0.015989, -0.000553, 0.006484], [-0.016395, 0.03894, 0.014291], [0.024386, 0.008638, -0.019002], [0.009579, 0.006763, -0.007593], [-0.004109, 0.000223, -0.001383], [0.000991, 0.044956, -0.00522], [0.023025, 0.035683, -0.039902], [0.003502, -0.00063, -0.010508], [0.044131, -0.019426, 0.011955], [0.013608, 0.010391, -0.008348], [-0.054722, -0.003886, -0.001563], [0.020305, -0.009913, -0.006022], [0.022794, -0.004775, 0.029589], [-0.002262, -0.012823, 0.010775], [-0.000379, 0.003716, -0.006201], [-0.001795, 0.006621, -0.0002], [0.005187, 0.000244, -0.00323], [-0.031406, -0.040736, 0.081432], [0.00695, 0.003184, 0.008454], [0.001232, -0.001335, -0.029264], [-0.011883, 0.001638, 0.010296], [0.007161, -0.008035, -0.010767], [-0.001113, -0.001868, -0.00528], [0.002821, 0.003618, -0.000664], [0.007031, -0.005105, -0.003658], [-0.002302, 0.002556, -0.009102], [-0.014242, 0.002815, -0.004523], [-0.053612, 0.039097, -0.105212], [0.082598, 0.062884, -0.177583], [-0.002814, -0.003544, 0.004963], [-0.012717, 0.004238, -0.002202], [-0.00084, -0.002002, 0.008272], [-0.00799, -0.004055, -0.0056], [0.003165, 0.001364, -0.007178], [0.005612, 0.007526, -0.003648], [-0.092495, -0.126415, -0.008072], [-0.004181, -0.010655, -0.010511], [-0.137462, -0.022147, 0.06742], [0.229111, -0.029847, -0.017869], [0.002894, 0.00926, 0.005076], [-0.077196, 0.080823, 0.116701], [0.003934, -0.00515, 0.009557], [-0.000563, -0.002469, 0.001464], [-0.000828, -0.011716, -0.008543], [0.000403, 0.001573, 0.006751], [0.003428, -0.013647, 0.012682], [0.000307, -0.004249, 0.004227], [0.022209, -0.016995, 0.015414], [0.011198, -0.00471, 0.009488], [-0.000912, -0.008183, 0.002415], [0.001137, 0.003495, -0.001045], [-0.003441, 0.006228, 0.015016], [-0.00497, -0.00378, -0.001575], [0.000681, -0.000995, 0.004691], [0.007403, -0.005258, 0.007399], [0.000721, -0.009623, 0.006982]], "fermi_level": 3.9824}, "metadata": {"date.created": 1412295204.151349, "uuid": "171e7e48-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:24 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 0, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_45": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294706891143, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "45"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "138ad1008904b8d91eb7f8e9824aad62", "user": "jboes"},
"204":
{"ctime": 14.923539044615241, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.826865, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.014289897610771962, -0.014879239366094388, -0.01483887554444426, -1.7582323424835875e-05, 0.0013766391264567453, 0.001593943411994227], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.826865, "forces": [[-0.006276, -0.00176, -0.001404], [0.006819, 0.028209, -0.012613], [-0.003538, 0.016085, 0.010129], [0.007885, -0.008096, 0.00488], [-0.008141, 0.025186, -0.005009], [-0.002709, 0.006793, 0.010499], [0.005424, -0.015455, 0.009639], [-0.010657, -0.003402, 0.00384], [-0.00501, 0.000439, 0.006936], [-0.012862, 0.01473, 0.014448], [-0.027521, -0.019048, -0.072108], [0.005158, 0.006241, -0.001611], [0.038268, -0.016629, -0.012167], [-0.014075, -0.002197, -0.009652], [-0.020252, 0.008609, -0.026538], [-0.009466, 0.011273, -0.008254], [-0.057237, -0.019324, 0.033446], [0.075222, 0.013308, -0.016947], [0.007732, 0.005759, -0.001622], [0.048139, -0.007922, 0.016625], [-0.055445, 0.006187, 0.066718], [-0.002498, -0.000299, 0.00653], [0.007282, 0.004712, -0.007451], [-0.001367, 0.005619, 0.005137], [-0.010166, 0.000829, -0.004554], [0.005077, -0.001047, 0.002981], [0.002603, 0.001032, 0.005374], [-0.008578, 0.000866, -0.009727], [-0.006226, -0.003913, 0.006097], [0.010037, -0.008266, 0.007567], [0.00344, -0.00479, -0.013131], [-5.2e-05, -0.00398, 0.002735], [0.001342, -0.000848, -0.009892], [0.00255, -0.001295, -0.014744], [0.000552, -0.002531, -0.015045], [-0.006702, -0.003329, -0.014762], [-0.103542, 0.074655, -0.104714], [0.012177, 0.02397, 0.001359], [-0.004883, 7.7e-05, 0.00256], [-0.002168, -0.004622, 0.00641], [-0.011216, -0.015977, -0.006519], [0.003527, -0.010394, -0.000263], [0.017406, -0.000587, -0.002268], [0.003345, -0.000263, -0.003419], [0.170903, -0.005979, -0.026244], [-0.251138, 0.036197, 0.006466], [0.138179, 0.031032, -0.125402], [0.024717, 0.008038, -0.004032], [0.001728, 0.005184, -0.003173], [0.002985, -0.007038, 0.008809], [-0.001002, -0.001386, 0.004917], [-0.002374, -0.009519, -0.006799], [0.001409, 0.003989, 0.006686], [0.003512, -0.006329, 0.012021], [0.024849, -0.024317, 0.030496], [-0.016827, -0.120075, 0.211241], [0.003671, -0.005541, 0.013264], [0.005543, -0.01461, 0.008405], [0.006309, -1.4e-05, -0.001787], [0.003264, 0.008799, 0.005211], [-0.00351, 0.009916, 0.003187], [0.005278, -0.00205, 0.003816], [0.004938, -0.005971, 0.007024], [0.004168, 0.001071, -0.003599]], "fermi_level": 3.9826}, "metadata": {"date.created": 1412295204.552749, "uuid": "175bbe16-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:24 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 0, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_46": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294717562772, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "46"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "25ac2b250965826f922ea562c9ac272a", "user": "jboes"},
"205":
{"ctime": 14.923539094325458, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.568867, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013233772319072823, -0.015111435885814213, -0.015261849947658418, -0.0003402931684222495, 0.0009806405137438813, 0.0015798438491199975], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.568867, "forces": [[-0.004271, 0.003645, -0.001284], [-0.000881, 0.008631, 0.00313], [-0.000371, 0.00811, 0.008124], [-0.002528, 0.002391, -0.004642], [-0.00739, 0.009314, 0.001798], [-0.003387, 0.006433, 0.012471], [0.000611, -0.005159, 0.006589], [0.001206, 0.003193, 0.009522], [-0.002231, -0.00401, 0.005067], [-0.004157, 0.001024, -0.000156], [0.005471, 0.001346, -0.011576], [-0.003606, 0.01346, 0.006542], [-0.000623, 0.001479, 0.003021], [-0.020232, -0.00755, -0.004268], [-0.001186, -0.003699, -0.001271], [-0.00351, -0.001378, -0.00922], [0.001961, -0.003433, 0.009289], [0.003949, 0.005233, 0.000695], [0.033334, 0.036302, -0.062697], [0.030688, 0.013261, 0.00023], [-0.01952, 0.0097, 0.002517], [-0.015474, -0.023899, 0.012748], [0.005382, -0.005292, -0.00702], [0.011919, 0.012688, -0.00372], [-0.027832, -0.051737, 0.061068], [0.010012, -0.001837, 0.002823], [0.007065, -0.003974, 0.003608], [-0.008862, 0.004046, -0.019995], [-0.007294, -0.000429, 0.007034], [0.00404, -0.009947, -0.0075], [0.004348, -0.0123, -0.007092], [0.004022, -0.009853, 0.005045], [0.006073, -0.012152, -0.00279], [-0.005778, 0.003305, -0.009367], [-0.009265, 0.012672, 0.00947], [-0.012486, 0.003784, -0.022093], [-0.009569, 0.003557, 0.004851], [-0.11034, 0.057115, -0.112628], [0.051304, 0.13416, -0.164507], [-0.008293, -0.00452, 0.006094], [0.001405, 0.00928, -0.009033], [0.004057, 0.008623, 0.00021], [0.003797, -0.002963, -0.013026], [0.018235, -0.014463, -0.010859], [-0.057276, -0.110261, -0.138562], [0.01742, -0.002838, 0.002436], [0.009094, -0.006648, -0.016765], [0.021744, -0.230521, -0.128667], [0.18526, -0.017697, 0.049735], [0.00397, -0.003438, 0.003733], [-0.09744, 0.203593, 0.034062], [0.001091, -0.008209, -0.006603], [0.001598, -0.000772, 0.013903], [-0.005701, 0.002812, 0.002903], [-0.00452, -0.0148, 0.004945], [-0.002832, -0.007849, -0.000466], [-0.004665, -0.010639, 0.022032], [-0.03861, -0.094474, 0.147374], [0.002654, 0.001704, 0.000302], [-0.002501, 0.009366, -0.000317], [-0.049694, 0.038414, 0.083727], [0.091352, 0.061382, 0.224575], [0.00483, -0.003953, 0.005237], [0.004431, 0.000672, -0.000787]], "fermi_level": 3.9895}, "metadata": {"date.created": 1412295204.736993, "uuid": "1777db3c-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:24 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 0, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_47": 1, "_1cl": 1}, "mtime": 15.038294728025482, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "47"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "57412da629fb7c5baed2a19a2ffe74cf", "user": "jboes"},
"206":
{"ctime": 14.923539140745497, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.832995, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013991803266870589, -0.014982367775731793, -0.01482515671345818, -0.0004045307519112132, 0.0016211251722055011, 0.001478257091554279], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.832995, "forces": [[0.001072, 0.001606, 0.000484], [0.001309, 0.010752, -0.001997], [-0.006741, 0.008049, 0.013252], [0.009956, 0.001749, -0.01589], [-0.00652, 0.008116, 0.005917], [-0.003674, 0.0016, 0.001809], [0.003283, -0.006821, 0.008271], [0.007417, 0.00698, 0.002042], [-0.022205, -0.000496, 0.027676], [-0.008627, 0.01997, 0.014188], [0.003999, 0.001964, -0.006946], [-0.004922, 0.009558, 0.000594], [-0.005775, 0.001197, -0.010097], [0.020732, 0.059578, -0.060526], [-0.006593, -0.004005, 0.001454], [-0.004915, -0.000739, -0.008439], [0.00901, -0.002457, 0.010408], [0.004796, 0.002917, -0.00139], [0.011365, 0.005414, -0.05502], [0.022879, -0.013664, -0.008506], [0.075674, 0.02042, 0.004192], [-0.016049, 0.02828, 0.01542], [0.050914, 0.077528, 0.001475], [0.007979, 0.010654, 0.002722], [-0.084337, -0.086193, 0.04508], [0.024875, -0.048264, 0.023888], [0.011904, 0.007185, 0.011692], [0.015408, -0.00467, -0.018011], [-0.008642, -0.007715, 0.004416], [0.006577, -0.004909, -0.00192], [0.006073, -0.010778, -0.00928], [0.001669, -0.000456, -0.008166], [0.009953, -0.002502, -0.008892], [-0.012268, -0.006203, -0.002117], [-0.013768, 0.011301, 0.004711], [-0.005951, -0.004164, -0.028436], [-0.009974, 0.003035, 0.004105], [-0.008317, 0.000554, -0.000997], [-0.014049, -0.002005, -0.015059], [-0.004122, -0.007188, 0.009723], [0.001474, 0.005633, -0.003607], [-0.002351, 0.01206, -0.004364], [0.002893, 0.000302, -0.017236], [0.010444, -0.001175, -0.001573], [-0.00604, -0.008232, -0.013752], [0.092003, -0.078705, -0.131169], [0.008788, -0.004857, -0.005893], [-0.214022, 0.041788, -0.043908], [0.228693, 0.053995, -0.142136], [0.005398, -0.008825, 0.005515], [-0.014504, -3.8e-05, 0.005674], [0.001192, -0.006857, -0.007657], [0.001327, -0.004959, 0.009542], [-0.001938, -0.005472, 0.003698], [-0.005923, 0.000605, 0.002993], [0.005594, -0.013324, -0.000817], [0.00503, -0.004227, 0.010599], [-0.001544, -0.005792, 0.004697], [-0.045874, -0.108782, 0.183827], [0.011021, -0.009203, 0.026973], [-0.002837, -0.000128, -0.005989], [-0.14078, 0.073879, 0.158109], [0.001993, -0.006793, 0.007249], [0.000569, -0.006072, 0.007395]], "fermi_level": 3.9855}, "metadata": {"date.created": 1412295205.211286, "uuid": "17c039cc-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:25 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 0, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_48": 1, "_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294739533612, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "48"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "b99af9328206d4a78696ed50f12d5d29", "user": "jboes"},
"207":
{"ctime": 14.923539185467778, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.729957, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013909415382877752, -0.015364048372847718, -0.014602041585496658, -0.00015319777368214292, 0.001353064956923339, 0.001463658208171002], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.729957, "forces": [[0.00072, -0.000815, -0.001618], [9e-05, 0.006933, 0.00507], [-0.004158, 0.012068, 0.009566], [-0.006915, -0.005922, -2.2e-05], [0.001534, 0.022766, -0.006556], [-0.012368, 0.001907, 0.023819], [0.006114, -0.0086, 0.008234], [-0.001732, 0.002717, 0.008913], [-0.000153, 0.006164, -0.000189], [-0.006796, 0.017811, 0.013305], [-0.001701, 0.002516, -0.011714], [-0.004448, 0.00718, 0.005084], [-0.004862, 0.004484, -0.005694], [-0.016876, -0.002892, -0.016022], [-0.008699, 0.013174, -0.044082], [0.00791, 0.020925, -0.02464], [0.003574, -0.002777, 0.00497], [0.00429, 0.004126, -0.000685], [0.013998, -0.000888, -0.000659], [0.019915, -0.056299, 0.000337], [-0.074287, -0.101709, 0.008216], [-0.020519, -0.004412, 0.002113], [-0.002222, 0.033979, -0.00452], [-0.002208, 0.021095, 0.005098], [-0.010762, -0.00281, 0.000825], [0.001943, 0.002019, 0.005554], [0.008469, -0.01736, 0.049496], [-0.008426, 0.00459, -0.009519], [-0.020045, 0.009582, 0.018266], [0.012725, 0.007427, 0.000642], [0.023871, -0.013733, -0.00248], [-0.002013, 0.001462, -0.002376], [-0.003216, 0.018348, -0.011517], [-0.00502, 0.003709, -0.012325], [-0.014544, 0.00436, -0.003875], [-0.006334, -0.00196, -0.009923], [-0.010241, -0.00075, 0.00697], [0.050103, -0.022808, -0.079038], [-0.001498, -0.001557, 0.000798], [0.070471, 0.136587, -0.167422], [0.006485, 0.007271, -0.007572], [-0.000457, 1.9e-05, 0.00357], [0.003113, 0.015102, -0.007368], [0.00924, 0.000381, -0.002584], [0.01145, -0.005137, -0.018504], [-0.003348, -0.001632, 0.000171], [0.014469, -0.010044, -0.004317], [0.014042, 0.00402, -0.000463], [0.002004, -0.003479, -0.010773], [-0.344724, -0.283128, 0.179171], [0.248206, 0.064724, -0.029783], [-0.081059, 0.181448, -0.006147], [0.007415, 0.013193, -0.001215], [0.002266, -0.003025, 0.005024], [0.008322, -0.02203, 0.003001], [-0.003073, -0.007318, -0.001911], [0.005344, -0.004976, 0.004114], [0.005682, -0.015619, 0.006521], [0.0059, 0.001025, -0.004259], [-0.004249, -0.000354, 0.00099], [0.102802, -0.048606, 0.121952], [0.003909, -0.001048, -0.000662], [0.001346, -0.004378, 0.008763], [0.009231, 0.002949, -0.000121]], "fermi_level": 3.985}, "metadata": {"date.created": 1412295205.504114, "uuid": "17ece878-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:25 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 0, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_49": 1, "_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294750667957, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "49"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "87710369ae03cd83a1ac957caf8bb3c7", "user": "jboes"},
"208":
{"ctime": 14.923539229930762, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.498057, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013628035793016744, -0.01549065732942308, -0.014793381204563668, -0.0003295640189840909, 0.0014116664601664288, 0.0015893246972855373], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.498057, "forces": [[-0.001135, 7.8e-05, -0.0022], [-0.00168, -1.2e-05, -0.001388], [-0.007797, 0.008857, 0.016757], [0.001217, 0.001849, 0.002478], [-0.00534, 0.006968, 0.007738], [-0.005893, 0.002663, 0.017009], [-0.002116, -0.004542, 0.001877], [-0.001663, 0.00644, 0.011741], [-0.004541, 0.007062, 0.003058], [-0.006104, 0.012305, 0.001506], [0.0, -0.000264, 0.00385], [-0.004318, 0.009691, 0.011646], [-0.003641, 0.008653, 0.006197], [-0.009312, -0.001134, -0.004821], [-0.00795, 0.003353, -0.003872], [0.007652, -0.003401, -0.009611], [0.008875, -0.005777, 0.011422], [0.002753, 0.005067, -0.005527], [0.014976, 0.001675, -0.004917], [-0.000985, 0.015638, -0.004402], [0.003912, -0.002708, 0.007937], [-0.008808, -0.014635, -0.023241], [0.011436, 0.000144, -0.010945], [0.001972, 0.006499, 0.004805], [-0.010024, -0.001752, 0.003338], [0.004062, 0.00438, 0.006751], [-0.004406, -0.005351, 0.010327], [-0.010197, 0.010439, -0.015789], [0.00481, -0.002354, 0.007223], [-0.058917, -0.002032, 0.009562], [0.01794, -0.016179, 0.009404], [0.014307, 0.004685, 0.001898], [0.001637, 0.002469, -0.005596], [-0.007797, 0.004685, -0.013274], [-0.006207, 0.001638, 0.004936], [-0.00929, -0.001467, -0.015028], [-0.00721, 0.005527, 0.00624], [-0.060745, -0.100573, -0.15234], [0.069312, -0.058991, -0.103885], [-0.106149, 0.04972, -0.104821], [0.060336, 0.158681, -0.168065], [0.004085, 0.004379, -0.002017], [0.003076, 0.010764, -0.00564], [0.006189, -0.001644, -0.000915], [0.005248, -0.011442, -0.014976], [0.000947, 0.001818, 0.001147], [0.011878, -0.001718, -0.004166], [0.087725, -0.204636, -0.038817], [0.009321, -0.008722, -0.007968], [-0.212289, -0.060041, 0.032131], [0.207243, 0.07107, 0.311626], [0.000442, -0.009023, -0.005797], [-0.050309, 0.175947, 0.017421], [0.039745, 0.063433, 0.00454], [0.005743, -0.00737, 0.00331], [0.001009, -0.00241, -0.00155], [0.002983, -0.005383, 0.005831], [0.003938, -0.013613, 0.002748], [0.005869, -0.001956, -0.003924], [-0.002413, 0.009043, -0.001749], [-0.046398, -0.094069, 0.136023], [0.038333, -0.034696, 0.047896], [0.002508, -0.006267, 0.005429], [0.002156, 0.008541, 0.001435]], "fermi_level": 3.9885}, "metadata": {"date.created": 1412295205.687187, "uuid": "1808d858-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:25 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 0, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_50": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294762556466, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "50"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "8b4c02dac7ac3be320ab42a3f76b90d0", "user": "jboes"},
"209":
{"ctime": 14.923539277964645, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.749851, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013768775519998153, -0.015602417742360642, -0.014471594102507994, -0.000357251341210776, 0.0015474067405509978, 0.0017701910686752761], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.749851, "forces": [[0.002701, -0.001585, -0.003424], [0.008657, 0.006894, -0.000865], [-0.008146, 0.007463, 0.007111], [0.013156, -0.015002, 0.017925], [-0.010498, 0.003905, 0.005728], [-0.008244, 0.009437, 0.014326], [0.000753, -0.004388, 0.008275], [-0.005026, 0.00757, 0.009148], [-0.00956, -0.005886, 0.000639], [-0.00324, 0.012811, 0.006976], [0.004174, -0.005096, -0.002133], [-0.006072, 0.005593, -0.000638], [-0.006299, 0.003158, -0.005812], [-0.012055, -0.002308, -0.015774], [-0.001599, -0.005588, -0.00162], [0.044539, 0.018486, -0.039369], [0.006612, 0.000581, 0.008812], [0.012452, 0.009983, 0.008148], [0.014414, -0.001398, 0.005902], [-0.001229, -0.015733, -0.000996], [0.010739, 0.001225, 0.00475], [-0.010148, -0.004502, 0.007299], [-0.024399, -0.093992, 0.000659], [-0.068715, 0.038067, 0.010617], [-0.000522, -0.000746, -0.026419], [-0.000162, 0.004705, 0.006549], [-0.004272, 0.001432, 0.003131], [-0.00568, 0.009553, -0.009764], [-0.04587, -0.009533, 0.066781], [0.083311, -0.081991, 0.018198], [0.003525, -0.007594, -0.004674], [-0.005398, 0.0046, -0.009415], [-0.020096, 0.060309, -0.021239], [-0.002081, 0.004932, -0.023357], [-0.010846, 0.004789, -0.003406], [-0.004764, -0.003003, -0.008115], [-0.009394, 0.008216, 0.009324], [-0.005957, -0.003629, 0.002794], [-0.000142, 0.000818, 0.003526], [0.09443, -0.067053, -0.12075], [0.002461, 0.005536, -0.001491], [-0.010908, -0.002248, -0.001554], [0.060325, 0.137627, -0.171472], [0.011069, -0.005857, 0.000277], [0.007314, 0.002862, -0.011235], [-0.001306, 0.003481, 0.000893], [0.00958, -0.002815, -0.003495], [0.00587, 0.00049, -0.003666], [0.004727, -0.002972, -0.008883], [0.085554, -0.221337, -0.002875], [-0.004788, 0.003135, 0.002161], [-0.295523, -0.060415, 0.209345], [0.20176, 0.044735, 0.005214], [-0.010365, -0.00506, 0.009951], [-0.064615, 0.163877, -0.022955], [-0.005102, 0.00805, -0.002493], [0.005577, -0.003845, 0.001819], [-0.00081, 0.003765, 0.0055], [0.006702, 0.002494, -0.003141], [-0.001882, 0.009289, -0.000709], [0.001782, -0.004336, 0.004919], [0.005669, -0.002724, -0.001365], [-0.036671, 0.030672, 0.063862], [0.01453, 9.7e-05, 0.002549]], "fermi_level": 3.9833}, "metadata": {"date.created": 1412295206.134756, "uuid": "184d22e2-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:26 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 0, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_51": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294772531243, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "51"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "3d757fa28620acbb66a4091588ee95ab", "user": "jboes"},
"210":
{"ctime": 14.92353932399628, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.575747, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013959796822240645, -0.015040301437794031, -0.014859478756948834, -0.0007103395976773683, 0.001077864458361797, 0.0015168296008782], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.575747, "forces": [[-0.00021, -0.002349, -0.003896], [0.010287, 0.007209, 0.005515], [-0.005125, 0.012322, 0.016346], [-0.004336, 0.006766, 0.012415], [-0.011069, 0.005592, -0.002905], [-0.005274, 0.004267, 0.018167], [-0.000452, -0.002248, 0.008547], [-0.002003, 0.001101, 0.007078], [-0.002908, 0.003025, 0.009196], [-0.007254, 0.009073, 0.01257], [0.001463, -0.001361, -0.005679], [-0.002672, 0.001339, 0.002467], [-0.006442, 0.002336, -0.005651], [-0.005132, -0.002932, -0.011328], [-0.00825, 0.001534, -0.002507], [0.01114, -0.000128, -0.011862], [0.000874, -0.005044, 0.010943], [0.00799, 0.003246, -0.000662], [0.01304, 0.008189, -0.001002], [0.005669, -0.008357, 0.001148], [0.009468, 0.006275, 0.006934], [-0.00688, -0.010215, 0.004927], [0.003315, 0.002355, -0.006253], [-0.000292, 0.010479, 0.00335], [-0.016648, 0.05349, -0.037983], [0.026815, 0.005609, 0.011221], [-0.004971, -0.002412, 0.004594], [-0.002536, 0.002032, -0.013462], [-0.016801, 0.001963, 0.007641], [-0.010481, -0.047579, -0.002131], [0.052425, -0.002177, 0.007325], [0.000314, 0.004082, -0.006738], [-0.035943, 0.019258, 0.042598], [-0.006485, 0.001004, -0.01223], [-0.007359, 0.000812, 0.003602], [-0.00798, -0.004204, -0.014932], [-0.009038, 0.00531, 0.008085], [-0.004024, -0.006004, 0.000296], [-0.002957, -0.004488, 0.003563], [-0.074535, -0.115319, -0.123763], [0.073995, -0.031046, -0.101341], [0.002192, 0.001061, 0.004452], [-0.060036, 0.035781, -0.088754], [0.043761, 0.124447, -0.186123], [0.004517, -0.00023, -0.009894], [0.003758, 0.009293, -0.001672], [0.011265, -0.001364, -0.002843], [0.002524, 0.007665, -0.006706], [0.005647, 0.011965, -0.010364], [-0.005727, -0.018977, 0.001267], [0.053069, -0.18272, -0.033519], [-0.188188, -0.063921, -0.016492], [-0.078818, 0.135182, 0.2785], [0.185206, -0.030321, 0.017896], [-0.006195, -0.00767, 0.0024], [0.00496, 6.5e-05, -0.002643], [0.004898, -0.002732, 0.002078], [-0.00786, 0.001472, 0.012321], [0.003301, 0.003688, 0.000333], [-0.003663, 0.009221, 0.00417], [0.000818, -0.013167, 0.000734], [0.006041, -0.005879, -0.001376], [0.000232, -0.007729, 0.006723], [0.069563, 0.062067, 0.185308]], "fermi_level": 3.9893}, "metadata": {"date.created": 1412295206.487588, "uuid": "1882f962-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:26 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 0, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_52": 1, "bcc": 1, "_0_50Cu_wid": 1, "RN": 1, "_1cl": 1}, "mtime": 15.03829478295089, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "52"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "9d66b47923b4521880afd27cc5e9523b", "user": "jboes"},
"211":
{"ctime": 14.923539368122288, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.854578, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.01414178666477574, -0.014867486609612684, -0.014722789767597074, -0.0007290890827921026, 0.0010200119358822785, 0.0013497444755381728], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.854578, "forces": [[0.006569, 0.002964, 0.004855], [0.028491, 0.026314, 0.061972], [-0.010453, 0.011237, 0.01563], [6.3e-05, 0.004981, 0.003458], [-0.008707, 0.00376, -0.002744], [0.000143, 0.004154, 0.002178], [0.00279, -0.010615, -0.000378], [-0.000369, 0.001431, 0.019342], [-0.009061, 0.005706, 0.006218], [-0.009019, 0.014238, 0.005958], [-0.001732, -0.002225, 0.000757], [-0.008183, -0.001841, -0.004049], [-0.010313, 0.003074, -0.01231], [-0.007892, 0.00354, -0.008006], [-0.009536, 0.002037, -0.000294], [-0.001178, 0.00056, -0.014964], [-0.028739, -0.023486, -0.003221], [0.016585, 0.007303, -0.015538], [0.021682, -0.005476, 0.009129], [0.000427, -0.008748, -0.004072], [0.008902, -0.002162, 0.009039], [0.019232, -0.047409, -0.025514], [0.005424, -0.003551, -0.001961], [0.059991, 0.011395, -0.007077], [-0.025852, 0.008258, -0.000309], [-0.020021, 0.031077, -0.003912], [-0.01025, -0.002029, 0.007159], [-0.007163, 0.007393, -0.016985], [-0.019893, 0.001622, 0.002343], [-0.013143, -0.010362, -0.002822], [-0.027299, -0.02218, -0.008598], [0.098375, -0.047901, 0.078799], [0.011391, -0.003087, -0.0189], [-0.003713, 0.000926, -0.010196], [-0.009932, -0.000528, 0.007519], [-0.006992, -0.004348, -0.015499], [-0.009082, 0.003593, 0.001692], [-0.005996, -0.000762, 0.003628], [-0.00737, -0.006062, -0.005347], [-0.009738, -0.009576, 0.007053], [-0.098427, -0.05887, -0.218874], [0.031404, -0.029656, -0.044805], [0.003165, 0.00597, -0.004694], [-0.013305, -0.004497, -0.022193], [0.00575, -0.002755, -0.007074], [-0.000298, 0.017259, -0.006329], [0.01726, 0.005745, -0.000759], [0.002706, -0.004467, -0.001855], [-0.00033, 0.004483, -0.012287], [0.006158, -0.006688, 0.006973], [-0.069139, -0.072883, -0.007381], [0.004863, -0.018998, -0.002454], [-0.217158, 0.026567, -0.003229], [0.30883, 0.085458, 0.166517], [0.003078, -0.000319, 0.00336], [0.07188, 0.095682, -0.003603], [0.004791, -0.000462, 5.1e-05], [0.002527, -0.009599, 0.0024], [0.000456, 0.001849, 0.004372], [-0.002794, 0.02044, 0.004884], [-0.007448, -0.004624, -0.004549], [0.005547, -0.015977, 0.004826], [0.002839, -0.007072, 0.006991], [-0.060792, 0.0302, 0.075682]], "fermi_level": 3.9837}, "metadata": {"date.created": 1412295206.932228, "uuid": "18c6d204-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:26 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 0, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_53": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294794447483, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "53"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "328919eb2cc6a0c0eb69716342d57e10", "user": "jboes"},
"212":
{"ctime": 14.923539411851694, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.663841, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013454272255868208, -0.0151051132398684, -0.014986474686918709, -0.0003067513132269822, 0.0018965503649961144, 0.0015394800274698681], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.663841, "forces": [[-0.001742, 0.001709, -0.000832], [0.005907, 0.006976, 0.008753], [-0.005002, 0.008168, 0.008749], [-0.004269, 0.010209, -0.001642], [-0.008044, 0.008297, 0.000912], [-0.00082, 0.004335, 0.009175], [0.003348, -0.006359, 0.007545], [-0.00435, -0.010044, 0.002977], [-0.0079, 0.003413, 0.004047], [-0.00978, 0.015342, 0.008938], [0.0034, 0.001782, -0.012644], [-0.0015, 0.007009, -0.002451], [-0.008874, -0.001273, -0.001015], [-0.007784, 0.003335, -0.010213], [-0.001927, 0.001076, 0.002102], [0.012556, 0.008903, -0.000545], [-0.01021, -0.004418, 0.009387], [0.016429, 0.02769, -0.011978], [0.029431, 0.000785, -0.008605], [-0.00685, -0.026073, -0.015813], [9e-05, -0.000585, 0.009934], [-0.010704, -0.014576, 0.007248], [0.007028, -0.005385, -0.007148], [0.010242, -0.011701, 0.039932], [-0.010903, 0.048254, -0.05151], [0.014043, -0.004224, 0.009289], [-9.7e-05, -0.004863, -0.001813], [-0.006706, 0.002304, -0.013073], [-0.009684, -0.000386, 0.00525], [0.015151, -0.017132, 0.003938], [0.001416, -0.006688, -0.003426], [0.004259, 0.003516, -0.001637], [-0.015125, -0.06238, 0.037113], [-0.004117, 0.001133, -0.016441], [-0.006805, 0.009225, -0.011173], [-0.012749, -0.004455, -0.01283], [-0.009667, 0.001939, 0.00514], [-0.004876, 0.008096, -0.006069], [-0.004619, -0.001603, 0.005358], [-0.000339, -0.013351, 0.007362], [0.003654, 0.00253, -0.003432], [-0.005281, -0.008587, -0.004567], [0.117129, -0.080277, -0.138903], [0.017953, -0.004055, -0.010366], [0.055405, 0.102115, -0.182409], [-0.000923, 0.001747, 0.002814], [-0.008354, 0.012555, -0.025424], [0.014108, 0.017019, -0.001098], [0.012196, 0.011804, -0.00709], [-0.004426, 0.007626, 0.008307], [-0.000884, 3.2e-05, 0.002729], [0.058476, -0.182896, 0.003174], [-0.001158, 0.003463, 0.004945], [-0.008824, -0.007226, 0.003718], [0.041596, 0.004828, -0.118258], [-0.204208, 0.037123, 0.031191], [-0.028036, 0.02149, 0.050944], [0.071341, 0.131961, 0.158335], [0.011584, 0.004738, 0.010849], [-0.004855, 0.010916, -0.000428], [-0.001366, 0.004241, 0.007997], [0.009256, 0.002488, 0.00146], [-0.10382, -0.083569, 0.206469], [0.011584, 0.001932, -0.003248]], "fermi_level": 3.9873}, "metadata": {"date.created": 1412295207.260435, "uuid": "18f8e6c2-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:27 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 0, 55, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_54": 1, "_1cl": 1}, "mtime": 15.038294805735482, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "54"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "ef663e0a036116651e310698cdc8dd52", "user": "jboes"},
"213":
{"ctime": 14.923539457498, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.779575, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013905352162235375, -0.01506057385046136, -0.01502266918231829, -0.0003824545439049496, 0.00124592950020083, 0.001400600269384663], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.779575, "forces": [[0.000552, 0.003434, 0.003079], [0.013033, 0.023282, 0.021637], [-0.010654, 0.006939, 0.003983], [0.004443, 0.004478, 0.0029], [-0.007494, 0.008887, -0.003788], [-0.006113, 0.005185, 0.002718], [0.004269, -0.013411, 0.001318], [-0.005297, 0.006794, 0.013703], [-0.008703, -0.000669, 0.003904], [-0.006532, 0.016642, 0.010263], [0.004104, -0.000975, -0.014866], [-0.00197, 0.002035, -0.008906], [-0.014488, -0.015953, 0.014496], [-0.004242, -0.008221, -0.010427], [-0.000827, 0.009267, -0.010019], [0.003074, -0.006986, -0.015144], [-0.016472, 0.02276, -0.019426], [0.040851, 0.006742, -0.037544], [0.016759, -0.00711, 0.001792], [0.040644, 0.033801, -0.009101], [-0.015166, -0.022506, 0.011681], [-0.006735, 0.001359, 0.010338], [0.023872, 0.010127, 0.004761], [0.007921, 0.018319, -0.010224], [-0.026593, 0.014756, -0.016113], [-0.092741, -0.008559, 0.034906], [0.002262, 0.001152, 0.00826], [-0.003056, -0.0065, -0.015877], [-0.017581, 0.011619, -0.002322], [0.003287, -0.007642, -0.006354], [0.008909, 0.007272, -0.010416], [0.005948, -0.008827, 0.008489], [-0.004859, -0.00432, -0.013483], [0.000406, 0.002972, -0.013743], [-0.011024, 0.003582, -0.005178], [-0.007456, -0.005269, -0.013299], [-0.013062, 0.004102, 0.001891], [-0.007449, 0.002329, -0.002441], [-0.004823, -0.00082, 0.004731], [-0.005053, -0.008714, 0.00957], [-0.004947, -0.007536, -0.002849], [7.8e-05, -0.00227, -0.000556], [0.010179, -0.003171, -0.00885], [-0.004114, -8.4e-05, -0.005853], [0.007144, -0.000168, -0.015104], [-0.017126, 0.018116, -0.02752], [0.019644, 0.103014, -0.210529], [0.012748, -0.001094, -0.001881], [-0.00463, 0.007827, -0.006123], [-0.000218, -0.002531, 0.009123], [0.001605, 0.003348, 0.004586], [0.004625, -0.011518, -0.002586], [0.001033, 0.001639, 0.007564], [-0.060526, -0.112579, 0.00918], [0.240263, -0.051128, -0.002152], [-0.259148, -0.130911, -0.070548], [0.091013, 0.114829, 0.2001], [0.007512, -0.011966, 0.002866], [0.005545, 0.004075, 0.003617], [-0.031461, 0.044801, 0.054859], [-0.004388, 0.002993, 0.002618], [0.005943, -0.003122, 0.001926], [0.103801, -0.059136, 0.120146], [-0.006519, -0.004782, 0.002216]], "fermi_level": 3.981}, "metadata": {"date.created": 1412295207.446101, "uuid": "19153bd8-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:27 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 0, 56, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_55": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294819965621, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "55"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "b03da1ce7f84690ccd2372edae256123", "user": "jboes"},
"214":
{"ctime": 14.923539502932387, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.682637, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.014081169154977372, -0.015162035777899817, -0.014675491632377548, -0.0006357660796511208, 0.001443554316175476, 0.0014990288247306559], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.682637, "forces": [[-0.084263, -0.057191, 0.184176], [0.030655, 0.012669, 0.007608], [0.026618, -0.034494, 0.007128], [-0.008105, 0.002718, -0.004526], [-0.003191, 0.0064, 0.007841], [-0.006432, 0.007057, -0.001179], [0.007624, 0.031921, 0.052034], [0.001536, 0.004219, 0.006905], [-0.001692, 0.000377, 0.002906], [-0.010211, 0.01775, 0.013873], [0.004457, 0.002155, -0.007936], [-0.007614, 0.01622, 0.000247], [-0.011857, 0.002275, 0.003971], [-0.007518, -0.001715, -0.004453], [-0.005367, -0.000863, -0.006627], [-0.000501, 0.002537, -0.011676], [0.012198, 0.006731, 0.022469], [0.000529, 0.007236, -0.00243], [0.009819, 0.003323, -0.002807], [-0.006188, -0.012041, -0.019482], [-0.044972, 0.011217, -0.035177], [-0.002463, -0.001961, 0.002745], [0.006489, 0.005804, -0.013312], [0.001184, 0.009148, -3e-05], [-0.009632, 0.002731, -0.008641], [0.001385, 0.001407, 0.013677], [-0.015521, 0.010882, -0.007738], [-0.01656, -0.003332, -0.010095], [-0.013371, 0.012358, 0.007532], [0.01177, -0.008605, 0.001849], [-0.00135, -0.009401, -0.005269], [0.008971, 0.002074, -0.00266], [-0.001389, -0.006284, -0.009658], [-0.009369, 0.003961, -0.008533], [-0.012879, 0.005231, -0.004149], [-0.006747, -0.010377, -0.017098], [-0.009138, 0.000846, 0.003293], [-0.004393, 0.008774, -0.009754], [0.00042, -0.00698, 0.019687], [-0.007788, -0.009973, 0.012998], [0.002531, -0.000524, 0.007815], [0.003776, 0.002121, 0.015311], [0.00544, 0.000946, -0.004731], [0.01061, 0.000238, -0.00152], [0.011143, -0.008958, -0.015234], [0.000125, 0.002308, -0.001001], [0.005897, -0.006846, -0.016923], [0.019137, 0.003256, -0.005621], [0.004442, 0.002687, -0.005092], [0.002615, -0.007441, 0.000913], [-0.001879, -0.002569, 0.003369], [-0.000421, -0.011369, -0.006113], [0.000697, 0.00357, 0.006844], [-0.002783, -0.011212, -0.002483], [0.025773, -0.030544, -0.027001], [-0.060235, -0.120134, -0.18205], [0.041137, 0.282476, 0.069449], [0.219957, -0.006223, -0.029663], [0.001733, -0.003256, -0.002489], [-0.216398, 0.033671, 0.036416], [0.047744, 0.073843, 0.004892], [0.004785, 0.002105, -0.00027], [0.056992, -0.235913, -0.022907], [0.002037, 0.002966, 0.000384]], "fermi_level": 3.9866}, "metadata": {"date.created": 1412295208.391162, "uuid": "19a56fc8-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:28 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 0, 57, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_56": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294832182707, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "56"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "d0c5838ec01e7f4b605753f4f3a7aa8c", "user": "jboes"},
"215":
{"ctime": 14.923539547051837, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.720774, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013829617724025592, -0.015372368300829721, -0.014366087678946251, -0.0005149742070061622, 0.0015103571587796714, 0.00117689843982501], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.720774, "forces": [[-0.009757, -0.001632, 0.002056], [0.0066, 0.00668, 0.001548], [-0.028003, -0.019155, 0.049565], [0.012322, 0.0043, 0.027927], [-0.008154, 0.006623, 0.007318], [0.001679, 0.005497, 0.01051], [-0.031477, 0.021852, 0.025042], [0.000814, -0.002218, -0.004912], [-0.008825, 0.000836, 0.010386], [-0.004915, 0.012101, 0.004272], [0.002015, 0.016405, -0.010574], [0.000281, 0.007392, -0.001784], [-0.009827, -0.002721, -0.000921], [-0.009265, -0.004527, -0.013727], [-0.008577, 0.002456, -0.006152], [0.002401, -0.005851, -0.013935], [0.014999, -0.008058, 0.001918], [0.001708, 0.021003, 0.011554], [0.023005, 0.002134, -0.004289], [-0.006844, -0.001989, 0.005851], [0.014045, 0.002233, 0.007989], [-0.009653, -0.012786, 0.006003], [0.010677, 0.0009, -0.008102], [0.004753, 0.007099, 0.006194], [0.017204, 0.048386, -0.063835], [-0.000435, 0.004162, -0.00116], [0.000493, -0.002445, -0.002333], [-0.015309, -0.001162, -0.012256], [-0.002112, 0.008765, 0.002938], [0.01761, -0.029366, 0.005168], [-0.001407, -0.013908, -0.001068], [0.002657, 0.002135, -0.001292], [-0.011172, -0.068832, 0.033725], [0.00767, 0.004823, -0.012463], [-0.00761, 0.01033, 0.002283], [-0.009684, -0.012471, -0.011891], [-0.010059, 0.003016, 0.002631], [-0.007356, 0.005163, -0.007764], [-0.012462, 0.003759, 0.014751], [-0.004726, -0.006961, 0.010434], [0.003266, 0.001251, -0.002084], [-0.003009, 0.000955, 0.016179], [0.00315, -0.008327, -0.015713], [0.029654, -0.014026, -0.0225], [0.010612, -0.005485, -0.018357], [-0.002051, 0.001973, 0.002656], [0.008976, -0.010504, -0.010325], [0.069559, 0.109198, -0.150443], [0.008996, 0.007364, -0.008106], [-0.00609, 0.001052, 0.00327], [-0.002579, 0.001901, -5.2e-05], [-0.003738, -0.014067, -0.013244], [0.006161, -0.005538, 0.006669], [-0.002056, -0.004247, 0.002101], [-0.080257, -0.15626, -0.140569], [-0.000391, -0.002114, -0.001361], [-0.207006, -0.011235, 0.041158], [0.086128, -0.228064, 0.191784], [0.14778, -0.004359, 0.017404], [-0.008857, 0.011131, 0.002306], [-0.071497, 0.217377, 0.034377], [0.104838, 0.142304, -0.008865], [-0.027859, -0.044553, 0.005712], [0.012969, 0.000307, -0.003599]], "fermi_level": 3.9867}, "metadata": {"date.created": 1412295208.449909, "uuid": "19ae6736-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:28 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 0, 58, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "_57": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294843065914, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "57"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "87696b0b9a130b27dbd99b5ac24a16fe", "user": "jboes"},
"216":
{"ctime": 14.923539591705328, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.746501, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013888387747940488, -0.015386611418350305, -0.014478559623609204, -0.00033314664363650687, 0.0009587453094221474, 0.001575112787296772], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.746501, "forces": [[0.006842, -0.000903, 5.7e-05], [-0.000268, 0.017441, 0.003596], [-0.008507, 0.012518, 0.003711], [-0.000834, -0.012378, 0.00047], [0.019959, 0.000524, 0.010027], [-0.001917, 0.007218, 0.016357], [-0.000617, -0.009563, 0.003602], [-0.013113, 0.038254, 0.031998], [-0.007294, 0.001923, 0.015065], [-0.012975, 0.019166, 0.012681], [0.003106, 0.000114, -0.012128], [-0.003271, 0.005358, 0.001671], [-0.006579, -0.001144, -0.00816], [-0.017043, -0.005838, 0.014411], [-0.009001, -0.007033, 0.000465], [0.005691, 0.006968, -0.012007], [0.01497, -0.00668, -0.003821], [0.003538, 0.007906, 0.004546], [0.016686, 0.003772, -0.015608], [0.003623, -0.013441, -0.003421], [0.004637, 0.003785, 0.006194], [-0.003544, 0.000268, 0.008367], [0.002639, 0.002071, -0.016706], [0.005763, 0.006661, -0.001744], [-0.045314, 0.008662, -0.045543], [0.050394, 0.007978, 0.017069], [-0.009959, -0.000942, 0.009176], [-0.001262, -0.024507, -0.010912], [-0.004002, 0.002857, 0.009703], [0.01062, -0.00788, 0.001617], [-0.001951, -0.005262, -0.004902], [-0.002025, 0.000241, -0.004892], [-0.027389, -0.06138, -0.00466], [0.040273, 0.108295, 0.154373], [-0.011744, 0.005075, -0.002091], [-0.017633, -0.017217, -0.011444], [-0.00439, -0.007151, 0.004801], [0.000504, -0.006389, 0.01018], [-0.00257, -0.001489, 0.002819], [-0.004608, -0.005706, 0.012436], [0.000345, 0.002253, -0.002839], [0.000217, -0.003665, 0.008347], [3e-05, -0.011688, -0.012125], [0.010986, -0.007372, -0.021263], [0.000977, 0.001386, -0.014236], [0.001891, 0.000614, -0.009358], [0.006296, -0.001671, -0.000596], [0.00322, 0.005673, -0.000636], [0.044584, 0.120127, -0.176668], [0.004514, -0.011411, 0.004694], [-0.00539, 0.000144, 0.000514], [-0.000752, -0.004455, -0.009604], [0.002482, 0.004405, 0.006807], [0.000339, -0.016545, 0.006527], [-0.014529, -0.006869, 4.2e-05], [0.008758, 0.000523, -0.000116], [0.008373, -0.002201, 0.003497], [-0.171213, 0.006022, -0.02496], [-0.032364, -0.173408, 0.051001], [0.192636, 0.025113, 0.021982], [-0.009067, 0.002476, -0.001706], [-0.081833, 0.196077, -0.046779], [0.005621, -0.0049, 0.006395], [0.052442, -0.192779, 0.013725]], "fermi_level": 3.9887}, "metadata": {"date.created": 1412295208.79229, "uuid": "19e2a4e2-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:28 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 0, 59, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_58": 1, "_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294854972904, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "58"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "4ae05dccbbd21469a18e27f8b46d7a26", "user": "jboes"},
"217":
{"ctime": 14.923539638147233, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.862331, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.014495343034219565, -0.014994076841668955, -0.0144669254557484, -0.00037462145341926665, 0.001327843029710076, 0.0014926749712530262], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.862331, "forces": [[0.109599, -0.064422, 0.08944], [0.013658, 0.002456, 0.011358], [-0.020904, 0.014503, 0.005189], [-0.012549, 0.002528, 0.001212], [-0.038561, -0.006048, 0.023419], [0.022549, 0.051551, 0.06602], [0.004005, -0.011599, 0.009748], [0.00239, -0.001184, 0.003319], [-0.004599, -0.000238, -0.003433], [-0.014575, 0.007831, 0.010161], [0.00226, 0.001919, -0.00534], [-0.004722, 0.004822, 0.003273], [-0.011197, -0.019715, -0.000407], [-0.003114, -0.005506, -0.001174], [-0.012235, -0.010335, 0.004764], [0.008026, 0.014795, -0.019095], [0.006772, -0.007216, 0.00493], [0.006768, 0.012561, -0.009419], [0.017505, -0.004429, 0.004099], [0.009344, -0.005685, -0.006162], [6.5e-05, -0.014308, -0.05542], [0.001414, -0.004072, 0.011757], [0.013013, 0.011421, -0.008543], [0.000951, 0.01244, -0.000531], [-0.016755, -0.003885, -0.009892], [-0.04439, -0.018408, -0.023892], [0.066492, 0.070078, 0.026056], [-0.054514, -0.001888, -0.018945], [-0.01372, -0.007365, 0.002863], [0.017362, 0.001592, -0.003007], [-0.002064, 0.000229, -0.004167], [0.020346, -0.005163, -0.005114], [0.009031, -2.7e-05, -0.012068], [-0.074143, 0.028443, 0.049399], [-0.013491, 0.004566, -0.003268], [-0.008154, -0.002728, -0.014994], [-0.006544, 0.006659, 0.004421], [-0.002819, -0.006189, 0.011601], [0.002438, -0.006625, 0.007972], [-0.009177, -0.005708, 0.021213], [0.003879, -0.000272, -0.000806], [0.000378, 0.002227, 0.004198], [-0.002956, 0.003518, -0.003024], [0.008531, 0.019763, -0.003649], [0.002527, -0.002711, -0.009131], [-0.003163, -0.00061, -0.016045], [0.007247, -0.006192, -0.00243], [0.00677, 0.003548, -0.001846], [-0.016705, 0.023592, -0.034812], [0.003842, -0.007983, -0.001889], [-0.002628, -0.002261, 0.002536], [-0.001451, -0.01237, -0.006639], [-0.004096, -0.003143, 0.010083], [-0.001102, -0.011462, -0.006202], [-0.001418, -0.003834, 0.002226], [0.044523, -0.029552, -0.054473], [0.244388, -0.02815, -0.021366], [0.010209, -0.008564, 0.000957], [-0.18746, -0.019402, -0.014714], [-0.067003, 0.080217, -0.023417], [-0.00323, 0.000995, -0.000251], [-0.010564, 0.000361, 0.00224], [0.014674, -0.010602, 0.00524], [-0.010955, -0.022765, 0.005867]], "fermi_level": 3.9799}, "metadata": {"date.created": 1412295209.101067, "uuid": "1a11c2d6-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:29 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 0, 60, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_59": 1, "_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294865562017, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "59"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "7b6f98bad3bfb2c1e6e0438e09facdea", "user": "jboes"},
"218":
{"ctime": 14.923539683141115, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.737943, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.014023154353332413, -0.015224375943454401, -0.014736714568293138, -0.00020849127855279294, 0.0013446888553840669, 0.0015525934323387287], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.737943, "forces": [[-0.004132, -0.004934, -0.001409], [0.002602, 0.010178, 0.004699], [-0.00464, 0.006583, 0.011329], [-0.002699, 0.007303, -0.000435], [-0.004984, 0.009824, 0.001695], [-0.003967, 0.000482, 0.020894], [-0.042561, -0.034453, 0.065458], [0.045685, -0.023958, 0.032481], [-0.00437, 0.00527, 0.002261], [-0.010854, 0.012651, 0.00898], [0.017392, 0.02153, 0.058009], [-0.003149, 0.008163, 0.003925], [-0.003586, 0.003067, -0.001925], [-0.008834, 1.3e-05, -0.005899], [0.001401, -0.003703, 0.00294], [-0.000177, -0.001683, -0.007524], [0.010761, -0.003113, 0.017623], [0.000471, 0.006769, 0.006371], [0.014777, -0.000928, 0.003993], [-0.013878, -0.009988, -0.011794], [0.004673, 0.001274, -0.002758], [-0.007228, -0.00292, 0.001086], [0.006087, -0.003821, -0.006425], [0.010743, 0.005531, -0.003492], [0.000483, -0.00562, -0.007236], [-0.003668, 0.004953, 0.006095], [-0.029907, 0.000123, 0.006364], [-0.018345, 0.006644, -0.014603], [-0.004725, 0.008161, 0.008251], [-0.043564, 0.018033, -0.007262], [0.091193, 0.023013, -0.012438], [-0.009393, -0.002556, -0.003347], [-0.003087, 0.010633, -0.005672], [-0.004454, 0.003155, -0.012982], [-0.011582, 0.002503, -0.00037], [-0.011548, -0.000208, -0.01599], [-0.010842, 0.010023, 0.005617], [-0.003474, 0.007941, -0.002589], [-0.004712, -0.002328, 0.003647], [-0.006332, -0.010529, 0.008077], [0.00207, 0.010225, 0.001847], [0.004007, 3.5e-05, 0.00995], [0.004511, 0.004296, -0.002941], [0.009331, -0.002577, -0.002188], [0.013245, -0.004893, -0.015563], [0.001064, 0.00384, 0.002138], [-0.000258, -0.002086, -0.012342], [0.075513, -0.026044, -0.072374], [0.008104, -0.000908, -0.011553], [-0.108002, 0.053073, -0.116339], [0.050743, 0.115577, -0.172142], [-0.006106, -0.006973, -0.010188], [0.002116, 0.013306, 0.001146], [-0.000939, -0.005994, 0.002408], [0.0048, -0.017628, 0.004149], [0.0009, -0.00428, -0.001689], [-0.049265, -0.089423, 0.012499], [0.104752, -0.219901, -0.025826], [0.011624, -0.007086, -0.003285], [-0.004976, 0.003439, -0.000303], [-0.301593, 0.120043, 0.270121], [0.245456, -0.022039, -0.019828], [0.003529, -0.005617, 0.005371], [0.003802, 0.008538, 0.001284]], "fermi_level": 3.9878}, "metadata": {"date.created": 1412295209.289274, "uuid": "1a2e7aca-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:29 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 0, 61, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "_60": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294877052847, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "60"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "1dddb8a82ab72b43871dacdd0af3d271", "user": "jboes"},
"219":
{"ctime": 14.923539728977808, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.634804, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013779535876968126, -0.015060186877066851, -0.014898800247036327, -0.0010169660807770886, 0.0009951707405571643, 0.0015616623410843046], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.634804, "forces": [[0.003881, -0.000206, -0.0007], [-9.7e-05, 0.005821, -0.000752], [-0.007323, 0.00328, 0.01013], [0.005038, -0.013903, -0.000224], [-0.0106, 0.013653, 0.00334], [-0.00507, 0.000673, 0.014498], [-0.013321, -0.008191, 0.015493], [0.022992, 0.027224, -0.039346], [-0.002414, 0.015468, 0.021865], [-0.00338, 0.0111, 0.000328], [-0.017044, 0.011777, 0.009668], [-0.003722, 0.003976, -0.000739], [-0.003623, 0.002641, 0.002186], [-0.009384, -0.000316, -0.002822], [-0.006207, -0.000892, -0.003078], [-0.003947, -0.002191, -0.017086], [0.014659, -0.0066, 0.004607], [0.003118, 0.014353, 0.010526], [0.01673, 0.004279, 0.004083], [0.001243, -0.011556, -0.00935], [-0.003233, 0.008569, 0.004552], [0.024111, -0.018099, -0.031621], [0.003945, -0.000446, -0.015885], [0.005712, 0.006728, -4.5e-05], [-0.007695, 0.01026, 0.005003], [-0.000816, 0.008408, 0.005965], [0.011675, -0.002758, 0.015256], [-0.025979, -0.001731, -0.004551], [-0.00777, -0.000802, 0.002925], [-0.005617, -0.005049, -0.002384], [-0.01058, -0.010017, 0.025837], [0.027512, 0.027322, 0.017093], [0.009633, 0.00604, -0.004566], [0.011341, -0.011652, 0.013803], [0.043611, 0.119719, 0.181093], [-0.013315, -0.001966, -0.016957], [-0.009138, 0.002583, 0.003671], [-0.010761, 0.003402, 0.000293], [-0.008097, -0.006258, -0.012083], [-0.005829, -0.007094, 0.007205], [0.0018, 0.003895, -0.004805], [-0.004669, 0.003785, 0.002981], [0.003744, 0.001171, -0.007697], [0.008823, -0.001709, -0.002639], [0.003099, -0.007001, -0.012721], [0.004946, -0.001492, -0.005282], [0.010358, -0.001787, -0.003579], [-0.081399, -0.074887, -0.224035], [0.116352, -0.072713, -0.136027], [-0.000767, -0.009731, 0.003016], [-0.049423, 0.018476, -0.038671], [0.000574, -0.008752, -0.005352], [-0.002009, 0.005383, 0.003742], [-0.002291, 0.00882, 6.2e-05], [0.002123, -0.001207, 0.004026], [0.000711, -0.001679, 0.000699], [0.002209, -0.002772, 0.005337], [-0.085924, -0.124499, -0.003586], [0.106802, -0.20316, 0.034866], [0.00555, -0.005762, 0.002177], [-0.233891, 0.009703, 0.007488], [0.180686, 0.263491, 0.148562], [0.004298, -0.007186, 0.009108], [-0.00194, 0.012067, 0.005098]], "fermi_level": 3.9863}, "metadata": {"date.created": 1412295209.873649, "uuid": "1a87a55a-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:29 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 0, 62, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "_61": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294889084623, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "61"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "4ef514119197b9227ad611768e4272d3", "user": "jboes"},
"220":
{"ctime": 14.923539775301801, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.817508, "calculator_parameters": {"incar": {"cll": 1, "lplane": true, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "clnt": 0, "nbands": 404, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013442469567335597, -0.015436019182720556, -0.014841883950511272, -0.00019612061294114054, 0.0015096206610288264, 0.0015014817367313517], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.817508, "forces": [[-0.032257, 0.029935, 0.025139], [-0.01574, 0.036872, 0.005705], [0.012728, 0.041656, -0.002999], [0.009205, -0.002453, 0.010485], [0.001566, 0.008866, 0.010035], [0.000267, 0.005002, 0.006766], [-0.003135, -0.000303, 0.009106], [-0.000803, 0.00344, 0.010463], [-0.017615, -0.000846, 0.007344], [-0.003726, 0.022004, 0.010846], [0.002668, -0.003999, -0.010052], [-0.006358, -0.007492, 0.067593], [-0.016555, -0.00977, 0.001068], [-0.008145, 0.004318, -0.016755], [-0.007183, 0.005567, -0.009701], [0.003709, -0.001774, -0.011218], [0.011213, 0.004866, 0.017826], [0.007688, 0.021273, -0.010929], [0.015669, 0.004164, -0.002523], [-0.002065, -0.013524, -0.008997], [0.016964, -0.012335, 0.01188], [-0.001383, -0.003145, 0.009246], [0.003563, 0.001405, -0.009489], [0.014485, 0.030255, -0.015252], [0.001605, 0.01598, -0.017597], [0.005286, 0.000649, 0.008769], [0.000646, -0.01433, 0.000576], [-0.00233, 0.011366, -0.013355], [0.013684, -0.039318, 0.038579], [0.018965, -0.014819, -2.3e-05], [0.002609, -0.001784, -0.002474], [-0.069961, -0.111023, -0.013526], [0.034123, 0.004088, -0.026073], [-0.007471, 0.001694, -0.008693], [-0.011236, 0.006726, -0.002933], [0.03163, -0.032139, 0.046924], [-0.011, 0.002917, 0.001528], [-0.010999, 0.005667, 0.00631], [-0.005406, -0.002676, 0.014989], [-0.002481, -0.009527, 0.007028], [0.005083, 0.000286, -0.004042], [-0.010478, 0.003405, 0.006007], [0.010574, -0.000824, -0.005788], [0.008069, -0.002907, 0.000439], [0.002867, -0.003251, -0.009254], [-0.000416, 0.000772, -0.000305], [0.010813, -0.005095, -0.002695], [0.004241, -0.001584, -0.002759], [0.006194, 0.001357, -0.007841], [0.002926, -0.007795, 0.005977], [-0.002146, -0.001457, 0.001559], [0.029166, -0.044319, -0.059713], [0.003512, 0.001116, -0.000257], [-0.003671, -0.004428, 0.002281], [0.105856, 0.085316, -0.222107], [-0.093288, 0.082729, -0.114175], [-0.05525, 0.235491, 0.012787], [0.025314, 0.0336, 0.000902], [0.003567, 0.002367, -0.00131], [-0.011576, 0.019096, -0.000793], [-0.002349, 0.000268, 0.002868], [0.005657, -0.001401, 0.000567], [-0.027814, -0.376799, 0.246508], [0.010725, -0.00339, 0.005528]], "fermi_level": 3.9826}, "metadata": {"date.created": 1412295210.054249, "uuid": "1aa33482-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:30 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 0, 63], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "_62": 1, "RN": 1, "_1cl": 1}, "mtime": 15.03829489964329, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "62"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "b263c0de40fbc632aed10ab858040956", "user": "jboes"},
"221":
{"ctime": 14.923539824612295, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]], "energy": -573.887733, "calculator_parameters": {"incar": {"cll": 1, "cln": 2, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "nbands": 404, "clnt": 0, "lplane": true, "encut": 400.0, "clz": 1.0, "icorelevel": 2, "ediff": 1e-06, "npar": 4, "ibrion": -1}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181725812, 0.3082489963364543, 0.10951639575247883], [2.6545353612363294, 3.8059902774069525, 6.573766038069422], [-4.22212095462912, 4.988543207474315, 8.212329689561866], [-1.5265842079673146, 4.723043119667511, 8.45051396771558], [8.085770233124405, 0.03782269993159471, 0.1072234532910297], [-0.9347599051009271, 2.5847764036054874, 0.35710491237434205], [-1.7345519199315083, -2.3890225373411607, 8.45760616315956], [0.9708280742649658, -2.6209594255486612, 8.18420638525507], [8.29707220981696, 4.961033821837004, 0.2543744655587006], [0.6452902538431203, 5.045588401449602, 0.1968434355239831], [-0.1356090209031593, -0.1472018855659183, 8.46197255561426], [-2.5968301498846453, 7.666723087177611, 0.052182817290185306], [5.145509198523535, 7.11136280170746, 0.12680963321119373], [4.2261396784396785, -1.0568652063035961, 2.1871947308430144], [3.5147517799922756, 8.50830555939725, 2.1518110738320755], [6.066738320505738, 1.2314042246908092, 2.1399743897516617], [2.374036443551768, 3.831528140591881, 2.309564307542828], [5.15749625155525, 3.7742025488689572, 1.9019798042459763], [-1.057016509402364, 6.625785377795343, 2.046198223997832], [5.350799739615549, 7.09543355120361, 4.095902554541301], [2.614894592669705, 7.1729945153123715, 4.352923582661427], [2.613771285900341, 0.07292266133042391, 4.1657652646126495], [5.412205841489101, -0.08677987085544592, 4.414215903814018], [4.398684358748285, 2.4064432159573492, 4.116755932722599], [-1.7665175492101908, 5.191511463630581, 4.173323103530163], [0.9407815718246606, 4.931349711951398, 4.5757409118215815], [-3.3326972676411253, -1.332088243030194, 6.465724390100695], [4.306643627636863, -1.3694028769204691, 6.491182280512857], [-4.3293716702433525, 1.25835644904121, 6.645215162443363], [-1.7075548024175766, 1.0950064844491703, 6.327188216172303], [0.9030142551904237, 1.0201026483291717, 6.265908223265042], [3.515150085051247, 1.2611369750089882, 6.441508186951387], [-2.6049559350545084, 3.674264043574772, 6.217557590049459], [6.972148907040936, 2.4248562775942752, 0.10669394172119291], [2.394216024066054, -0.2847546065946114, 8.144467427179784], [-3.3417042868973117, 2.648752187462188, 8.514272010647879], [2.5438342397293163, 7.162037669290607, 0.09735315683025692], [-4.288074518980942, 8.633922068144518, 2.032410601682374], [1.6343689185396117, -0.6612007917342152, 1.9699563926810908], [-1.73402399859748, 1.1694042023890099, 2.399417201227762], [0.7600356113482303, 1.6862870010268154, 2.2605345538189057], [3.3386550727847846, 1.4177870575432017, 1.9112412354006865], [7.7312274255686875, 3.5011002426465208, 2.3541543435196495], [-0.24497898430561882, 4.066194912817452, 2.38119681689296], [6.723700740926201, 6.010260577849143, 2.0753204095167384], [1.490478907332649, 6.283155159872844, 2.2701826583271294], [3.9930137865228548, 6.012111299965197, 2.1770333393181502], [0.8736100706657404, -2.1830709604123086, 3.8596617466005236], [3.445695196437427, -2.463015350804684, 4.30494518061628], [-2.452218027979673, -0.28665053521608863, 4.267427356738974], [-0.03256470818045898, 0.1350607812573985, 4.057847840731618], [-3.360324791742247, 2.095108469807602, 4.3464596342653135], [-0.8062144418910706, 2.618192344588275, 4.346847595349435], [1.780131725626376, 2.5102857389914774, 4.426489980790379], [6.161263161072554, 4.560569715274012, 4.172390682894661], [3.633915949950241, 4.822441517600137, 4.3661463699452305], [-5.920399281030713, 6.048706466741004, 6.348831939260277], [-3.358335368137338, 6.189803450663645, 5.96477667815048], [-0.6284249468400187, 6.063007149582507, 6.445410178525889], [5.482299694439556, -3.5959792335510548, 6.639346953723732], [-0.7157347977687443, -1.3205062814408874, 6.141224139813601], [1.7609860720394432, -1.4942439802935448, 6.036540443432496], [5.209497180667615, 3.6430776084114505, 6.252412099650067], [0.020640441732740822, 3.4987655228299, 6.614023938925828]]}, "data": {"stress": [-0.013558867419500936, -0.015191863936809043, -0.014896378542567446, -0.0006417017522024232, 0.001256689857170804, 0.001420641746316558], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -573.887733, "forces": [[0.013174, 0.004421, 0.007513], [0.086279, 0.004589, -0.002502], [-0.011806, 0.016696, 0.008402], [-0.031272, 0.011116, 0.048715], [0.018758, 0.064548, 0.052533], [-0.003317, 0.001097, 0.007269], [-0.001865, -0.011684, 0.004142], [-0.001726, 0.011238, 0.005946], [-0.01256, 0.003959, 0.003239], [-0.006861, 0.017613, 0.003878], [0.002669, -0.00191, -0.00336], [0.003938, -0.000374, 0.001039], [0.002987, -0.029331, 0.033507], [-0.006028, -0.003067, -0.008357], [-0.006381, 0.000838, -0.009023], [0.003821, 0.000621, -0.012964], [0.013605, 0.000706, 0.005606], [-0.001407, 0.012896, -0.0046], [0.018033, -0.008068, 0.003182], [-0.001377, -0.011, -0.005716], [0.012474, 0.003692, 0.006019], [-0.007708, 0.006281, 0.00973], [0.007005, -0.001062, -0.005943], [-0.002153, 0.010607, 0.013751], [-0.019146, 0.009134, -0.020978], [-0.008701, -0.004585, 0.011232], [-0.011237, -0.006119, 0.007947], [-0.006086, 0.004414, -0.013467], [-0.007239, 0.003806, 0.006665], [-0.041568, -0.041936, 0.020683], [0.036359, -0.028445, -0.026005], [0.009112, -0.002653, -0.004161], [-0.025854, -0.001133, -0.038864], [-0.006677, 0.010407, -0.009424], [-0.003028, -0.002411, 0.003748], [-0.014159, -0.008621, -0.017976], [-0.101868, -0.110669, 0.189815], [0.000547, -0.003464, 0.010479], [-0.006176, -0.00085, 0.002071], [-0.009439, -0.008806, 0.017772], [0.002377, 0.001353, -0.003543], [-0.001239, 0.000404, 0.005386], [0.005537, 0.004978, -0.008123], [0.00136, -0.007461, -0.010286], [0.012111, -0.005229, -0.00195], [-0.004517, 0.007876, -0.00707], [0.009176, -0.006382, 0.00276], [0.004336, 0.002156, -0.000904], [0.003074, 0.012477, -0.006778], [0.006571, -0.0056, -0.0006], [-0.010299, -0.006483, -0.011587], [-0.006933, -0.017893, -0.013693], [-0.067613, -0.065803, -0.21356], [0.061365, -0.047404, -0.076717], [-0.007588, -0.003606, -0.005906], [0.010873, 0.001573, -0.009991], [0.007004, 0.00771, 0.000426], [-0.003673, -0.001764, 0.003392], [-0.039485, 0.202498, -0.009639], [0.001035, 0.030083, -0.001578], [-0.008241, -0.009377, -0.00297], [0.010627, -0.023431, -0.001897], [0.008424, -0.018862, 0.003813], [0.132596, 0.035697, 0.06947]], "fermi_level": 3.9858}, "metadata": {"date.created": 1412295210.239365, "uuid": "1abf73a4-4a92-11e4-ba40-003048f5e49e", "date.created.ascii": "Thu Oct  2 20:13:30 2014", "user.username": null, "atoms.resort": [33, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 0], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naatp5\nRp6\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_64atom": 1, "_0_50Cu_wid": 1, "bcc": 1, "_63": 1, "RN": 1, "_1cl": 1}, "mtime": 15.038294910597447, "keywords": ["bcc", "RN", "64atom", "1cl", "0.50Cu-wid", "63"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "b1538c85d0be1e22169689d4ae5d4550", "user": "jboes"},
"222":
{"ctime": 14.92354006846547, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[6.580492633501665, -4.7321970967518965, 8.237255880902028], [2.467389624101603, 3.497695951557959, 6.136546863541319], [2.443212480289228, -0.07529753160153484, 0.13339297237960066], [6.7624333757358865, 2.3939604587429395, 0.022331422634787584], [-0.8657975809252942, 2.413377193247851, 8.106000794717378], [4.228737756575765, 6.00655333473911, 2.0760501633806467], [4.214610702874241, 2.2933270433922814, 4.2106203391471935], [-4.12286540043457, 4.917915455359406, 4.410691280468191], [5.086055221866452, -3.457314933989211, 6.018919906013776], [5.04894795911969, 0.12058258005097222, 0.08932280161634235], [0.7489883667373456, 4.66835560089424, 7.9856981784012415], [-4.099589986289503, -2.2771125832614088, 8.131543425463157], [1.7507447642026503, 2.4591059803158415, 0.07775304755197478], [4.205067231469328, 2.413418539324885, 0.3986529632489813], [5.0420326307300405, 0.0630137119898615, 8.212440685631993], [-2.5631717104983966, -0.03896559883528283, 7.914037906183561], [3.3277573538986807, 4.691388791548271, 0.024209439221571934], [5.883772383991526, 4.836519338279341, 0.19624413664560622], [-2.5443183435963728, 7.22012699167158, 0.2089211962318713], [-3.4560953902356233, 2.242172529330621, 8.120137680500399], [5.099719471818126, 7.1770552845632505, 0.026744679895740895], [-0.8323988883351733, -1.1768683924111254, 2.0927989897738186], [1.6827108819221328, -1.2297128998299194, 2.348541383141406], [0.8305373624925076, 8.148845610780219, 1.9384656813928136], [6.744488340262828, -1.0373825701283304, 1.9225550467960848], [8.343881850577235, 1.1533969857145305, 1.7964733462909066], [0.7525106659631788, 1.134211961642236, 2.0037106987649502], [3.2747824462590733, 0.9784767617703416, 2.2674380470315643], [5.828632651902481, 1.2528880315395277, 2.193719605941998], [-2.361996852904313, 3.6346691654109105, 2.0635674158822503], [0.1563118809929237, 3.608234545015634, 1.870450030149378], [2.6923273206909824, 3.4915216207158783, 2.195002148700377], [5.24919095953943, 3.6518231227658746, 2.262963077152464], [-3.2666517010709155, 6.0036671040742515, 2.229894411545637], [-0.8070182744077972, 5.950200399068369, 2.0262410972182088], [1.6393873510746255, 5.75212742892102, 1.8144678827357397], [-1.7297935733987089, -2.232003259210986, 4.181078445295248], [0.8308982344251574, -2.369908493818945, 4.377152020647279], [-0.010455903275040423, 7.1083100530726995, 4.115267613843574], [2.489172532802075, 7.085317086007663, 3.7734901461954427], [7.547479989502361, 0.10871066932890772, 3.9596523749715318], [-0.01789924129736109, 0.011260337992405667, 4.145374494854641], [2.484446222263803, -0.0674861025318072, 4.428887561719164], [4.99612188448565, -0.1815124411280058, 4.0199806547742805], [-3.280244144017828, 2.4928913785074434, 4.147365540858299], [-0.8519122367008267, 2.354597647322117, 3.796835260769198], [1.585347872862982, 2.2423692151407573, 4.059395301442156], [-1.5606219869336102, 4.775149217036008, 4.103194283208442], [0.9299830656990633, 4.710539075025308, 3.9458860066345607], [3.42030207259998, 4.821495257492631, 4.193561854218895], [-2.411545069072795, -3.576729999385728, 6.296045892722645], [0.07618538621583149, -3.3708654666162334, 6.531177361328845], [-0.8705957625302028, 5.917245417999484, 6.17003981504178], [6.682973981080394, -1.276524496280064, 5.893873783473941], [-0.904430766035673, -1.0944338221143615, 6.197271968194968], [1.6256283934939972, -1.2310208373924003, 6.489488796297992], [4.15902308323831, -1.1018460517414712, 6.161647082185008], [5.893634326333501, 1.078220342694796, 6.030153292801376], [-1.6946414517207253, 1.3050481749448517, 5.936281224289944], [0.8403852827751099, 1.161396790367848, 6.24774776870888], [3.3891110635906045, 1.1676788231233988, 6.433277177728395], [-5.055757676095322, 3.4406276892865444, 6.323780444871131], [-2.5466410228296104, 3.716635788062411, 6.265246875279649], [-0.09415884061455726, 3.5175686930620604, 5.877863336746953]], "energy": -250.53168, "calculator_parameters": {"incar": {"ediffg": -0.02, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 420, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 20}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.10868152567386, 0.0, 0.0], [-3.3695605085579547, 9.530556340878881, 0.0], [-3.369560508557952, -4.765278170439441, 8.253703903399977]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[6.580492633501665, -4.7321970967518965, 8.237255880902028], [2.467389624101603, 3.497695951557959, 6.136546863541319], [2.443212480289228, -0.07529753160153484, 0.13339297237960066], [6.7624333757358865, 2.3939604587429395, 0.022331422634787584], [-0.8657975809252942, 2.413377193247851, 8.106000794717378], [4.228737756575765, 6.00655333473911, 2.0760501633806467], [4.214610702874241, 2.2933270433922814, 4.2106203391471935], [-4.12286540043457, 4.917915455359406, 4.410691280468191], [5.086055221866452, -3.457314933989211, 6.018919906013776], [5.04894795911969, 0.12058258005097222, 0.08932280161634235], [0.7489883667373456, 4.66835560089424, 7.9856981784012415], [-4.099589986289503, -2.2771125832614088, 8.131543425463157], [1.7507447642026503, 2.4591059803158415, 0.07775304755197478], [4.205067231469328, 2.413418539324885, 0.3986529632489813], [5.0420326307300405, 0.0630137119898615, 8.212440685631993], [-2.5631717104983966, -0.03896559883528283, 7.914037906183561], [3.3277573538986807, 4.691388791548271, 0.024209439221571934], [5.883772383991526, 4.836519338279341, 0.19624413664560622], [-2.5443183435963728, 7.22012699167158, 0.2089211962318713], [-3.4560953902356233, 2.242172529330621, 8.120137680500399], [5.099719471818126, 7.1770552845632505, 0.026744679895740895], [-0.8323988883351733, -1.1768683924111254, 2.0927989897738186], [1.6827108819221328, -1.2297128998299194, 2.348541383141406], [0.8305373624925076, 8.148845610780219, 1.9384656813928136], [6.744488340262828, -1.0373825701283304, 1.9225550467960848], [8.343881850577235, 1.1533969857145305, 1.7964733462909066], [0.7525106659631788, 1.134211961642236, 2.0037106987649502], [3.2747824462590733, 0.9784767617703416, 2.2674380470315643], [5.828632651902481, 1.2528880315395277, 2.193719605941998], [-2.361996852904313, 3.6346691654109105, 2.0635674158822503], [0.1563118809929237, 3.608234545015634, 1.870450030149378], [2.6923273206909824, 3.4915216207158783, 2.195002148700377], [5.24919095953943, 3.6518231227658746, 2.262963077152464], [-3.2666517010709155, 6.0036671040742515, 2.229894411545637], [-0.8070182744077972, 5.950200399068369, 2.0262410972182088], [1.6393873510746255, 5.75212742892102, 1.8144678827357397], [-1.7297935733987089, -2.232003259210986, 4.181078445295248], [0.8308982344251574, -2.369908493818945, 4.377152020647279], [-0.010455903275040423, 7.1083100530726995, 4.115267613843574], [2.489172532802075, 7.085317086007663, 3.7734901461954427], [7.547479989502361, 0.10871066932890772, 3.9596523749715318], [-0.01789924129736109, 0.011260337992405667, 4.145374494854641], [2.484446222263803, -0.0674861025318072, 4.428887561719164], [4.99612188448565, -0.1815124411280058, 4.0199806547742805], [-3.280244144017828, 2.4928913785074434, 4.147365540858299], [-0.8519122367008267, 2.354597647322117, 3.796835260769198], [1.585347872862982, 2.2423692151407573, 4.059395301442156], [-1.5606219869336102, 4.775149217036008, 4.103194283208442], [0.9299830656990633, 4.710539075025308, 3.9458860066345607], [3.42030207259998, 4.821495257492631, 4.193561854218895], [-2.411545069072795, -3.576729999385728, 6.296045892722645], [0.07618538621583149, -3.3708654666162334, 6.531177361328845], [-0.8705957625302028, 5.917245417999484, 6.17003981504178], [6.682973981080394, -1.276524496280064, 5.893873783473941], [-0.904430766035673, -1.0944338221143615, 6.197271968194968], [1.6256283934939972, -1.2310208373924003, 6.489488796297992], [4.15902308323831, -1.1018460517414712, 6.161647082185008], [5.893634326333501, 1.078220342694796, 6.030153292801376], [-1.6946414517207253, 1.3050481749448517, 5.936281224289944], [0.8403852827751099, 1.161396790367848, 6.24774776870888], [3.3891110635906045, 1.1676788231233988, 6.433277177728395], [-5.055757676095322, 3.4406276892865444, 6.323780444871131], [-2.5466410228296104, 3.716635788062411, 6.265246875279649], [-0.09415884061455726, 3.5175686930620604, 5.877863336746953]]}, "data": {"stress": [-0.0026021838668757098, -0.00454040252835184, -0.010486773021560605, -0.0013292224026163195, 0.00014954649245973293, 0.001101282590236126], "doc": "Data from the output of the calculation", "volume": 795.1730492890626, "total_energy": -250.53168, "forces": [[0.004023, -0.00141, -0.01885], [-0.010795, -0.001854, -0.014275], [-0.002203, 0.007631, 0.00298], [7.8e-05, -0.003958, -0.000809], [-0.003899, -0.006687, -0.009019], [-0.00213, -0.003259, -0.000692], [-0.008935, 0.008839, 0.006884], [-0.000605, -0.007515, 0.001516], [-0.003315, -0.004659, 0.0021], [-0.009286, -0.005487, 0.012766], [0.000361, -0.002844, 0.000271], [0.002048, -0.007322, -0.006788], [0.00482, 0.000321, 0.003743], [0.003378, -0.001608, -0.003084], [-0.006628, 0.001371, -0.010019], [-0.00367, 0.006993, 0.00739], [0.000643, 0.004088, 0.005062], [0.011879, 0.001048, 0.009053], [0.002397, -0.00745, 0.013244], [0.000456, 0.002334, -0.012102], [0.008449, -0.010482, 0.007052], [-0.003217, 0.003346, -0.005921], [0.00079, -0.00076, 0.005337], [-0.001163, -0.005077, -0.003062], [-0.004471, -0.002903, -0.008684], [0.002611, -0.012036, 0.000188], [-0.000257, -0.005836, -0.014934], [0.008858, 0.000295, 0.008242], [0.00536, 0.010645, 0.004441], [0.000355, 0.002058, -0.001358], [0.014812, 0.002877, -0.003622], [-0.002363, 0.000535, -0.009294], [0.010661, 0.004818, 0.007807], [0.002824, 0.001777, 0.009144], [-0.006125, -0.005086, -0.011697], [0.001701, 0.005653, 0.009973], [-0.007454, 0.000235, 0.001667], [-0.002314, 0.004114, 0.007384], [0.000251, -0.003565, 0.001572], [0.006018, 0.011811, 0.004797], [-0.009889, -0.006387, -0.005153], [-0.006125, 0.016101, -0.002798], [-0.015278, 0.003139, 0.011956], [-0.014112, -0.001478, -0.001921], [-0.002226, -0.002455, 0.009632], [0.001296, -0.000529, -0.014408], [-0.009948, 0.003575, -0.0159], [0.005681, 0.013045, 0.000405], [0.005562, 0.007463, -0.000128], [-0.006443, 0.000631, 0.015551], [0.000639, 0.008095, -0.000757], [-0.000578, 0.002109, 0.004042], [0.005917, -0.010935, 0.009108], [0.01615, -0.002661, 0.00774], [0.004733, 0.007722, 0.001518], [-0.000935, -0.001437, 0.002822], [0.00464, -0.005438, -0.005889], [0.010359, -0.006931, -0.006491], [-0.00331, 0.000563, -0.018375], [0.007215, -0.001614, -0.010821], [0.009196, -0.007984, 0.015238], [-0.008948, 0.004235, 0.011079], [-0.001456, 0.008871, 0.005266], [-0.006081, -0.008688, -0.010117]], "fermi_level": 3.8003}, "metadata": {"date.created": 1405367703.938967, "uuid": "bf380e96-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:03 2014", "user.username": null, "atoms.resort": [0, 57, 2, 3, 4, 5, 6, 58, 7, 8, 9, 10, 11, 12, 59, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 60, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 61, 62, 40, 41, 42, 43, 44, 45, 63, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 1], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.10868152567386, 0.0, 0.0], [-3.3695605085579547, 9.530556340878881, 0.0], [-3.369560508557952, -4.765278170439441, 8.253703903399977]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"RN": 1, "_0_88Cu": 1, "_0cl": 1, "_64atom": 1, "bcc": 1}, "mtime": 15.038294922708445, "keywords": ["bcc", "RN", "64atom", "0cl", "0.88Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.875, "unique_id": "f59f5cb31a71074d12f3f621893aa1b5", "user": "jboes"},
"223":
{"ctime": 14.923540568622268, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[10.092219007397626, -0.17148664762277194, 0.2943237945250161], [2.6548383228393124, 3.5405134271680523, 6.395808793013154], [2.4543463595292434, 0.07272374546425825, 0.1393820088855735], [4.99307978879389, -0.06101188727000101, 0.11248686432601618], [4.147351932391737, 9.502310217400701, 0.09795163981129905], [-0.6177695551425268, 2.2913945770642727, 0.05948896231010694], [1.196275453036543, -2.4068312293537004, 8.239297229998172], [7.092926002853791, 2.33460889621431, 0.038334430441175966], [-2.3930566940875866, 0.12873166467250652, 7.986938454955003], [0.05572945256838002, 0.04598508647449684, 8.188169274646052], [7.5126347547677454, 7.103846217645926, 0.06763528474050201], [-0.8608401066995954, 2.4432008221583263, 8.217687647159519], [5.004779732853678, 7.164324527311439, 0.12809243883813126], [5.7067639174282725, 8.222746913735865, 2.260248689907155], [4.13506641302805, -1.1285444038916321, 2.286531433795976], [3.235244091042582, 8.19628796799054, 2.122496484749971], [-1.5688896824040386, 1.132081549903314, 2.049250466171757], [3.6820268821704474, 1.33640612317688, 2.0055575432869177], [6.166814370934901, 1.0007923134225467, 2.034037908615442], [-2.215729442161685, 3.573923023907008, 2.0325111913263965], [0.2835599538259408, 3.7811605161818926, 1.8626615504866948], [2.8122722430385156, 3.6851482958137805, 2.1809099433858194], [6.799551262677556, 5.835400343317959, 2.073692202539142], [-0.9134230169690412, 5.921187843996914, 2.104700261545725], [4.3107153309636566, 5.836763065889443, 2.096126268971568], [4.516914271508802, 7.1313130484518235, 4.210652536096388], [-3.142289015325882, 7.16203670635148, 4.193023904796043], [2.8411993242140694, -2.3646829010628596, 4.200404041142146], [5.405927029526476, -2.336033274540053, 4.223455564745703], [5.15448952366968, 0.18118475679046409, 4.219347879505535], [6.845950857834383, 2.4904105828065695, 4.016539327810493], [-0.8190846991166691, 2.6561226052092644, 3.981173255243186], [1.6947497956727424, 2.647854039117152, 4.17943355508065], [4.233888655810836, 2.605055985707514, 4.214947192200855], [-1.942011314001627, 4.987699152879628, 4.129143975022719], [3.144932949778841, 4.989451152243716, 4.250739036246608], [0.020283837811065464, -3.5767380468175407, 6.424671603446978], [2.537140926955569, -3.678488273563205, 6.3747389423018985], [5.04045762669378, -3.6346868890495396, 6.426726947100646], [6.582954652580838, -1.3166417806179482, 6.195958800971318], [-1.091539163583755, -1.234238119452907, 6.045226948033289], [1.4450405627611196, -1.273961252145035, 6.060668707852674], [4.011484003814189, -1.3133867061031017, 6.142508175339689], [-3.834234022119288, 1.2462132461040145, 6.150776458738732], [-1.2949296979452867, 1.288065942815237, 6.07184447495054], [1.2249992203341526, 1.2587825284393626, 6.234673750906465], [3.8634060187949895, 1.2089911573357872, 6.226757283977826], [-4.998698228759459, 3.4509170261738937, 6.465883101824226], [0.11104883539021237, 3.551798263352466, 6.269736489275996], [-1.3626124003804332, -2.181654168127765, 8.34086097876439], [-4.922849710621663, -0.07958700148778952, 8.17416878348801], [2.600380904602085, -0.046675957152227276, 8.108516555270151], [-0.07611176092539819, 7.2861720354855, 0.10937660214667357], [-1.907365265984367, 8.30484764702528, 2.179697623836136], [1.0354303723947402, 1.3594807035904777, 2.073261200185592], [5.397255074714256, 3.459726315465517, 2.042197587750812], [1.7252201462996797, 6.024032665235895, 1.944228248195572], [7.61993075819788, 0.012530304982146578, 4.131812932272303], [0.0387004393126551, 0.11415309008460728, 4.174395240757265], [2.6822063657615165, 0.23245766123615974, 4.173381302054691], [5.7397356539799596, 4.860408132271305, 4.347558786420106], [0.5928739140951127, 4.982072013297837, 4.218782477812638], [-2.5903953712992336, -3.7399155620824858, 6.4903555711071705], [-2.4380678396954636, 3.6176543961345566, 6.189634257151105]], "energy": -264.292578, "calculator_parameters": {"incar": {"encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 412, "ibrion": 2, "lplane": true, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 50}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.219965790060161, 0.0, 0.0], [-3.4066552633533864, 9.635476151528096, 0.0], [-3.4066552633533864, -4.817738075764048, 8.344567124782447]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[10.092219007397626, -0.17148664762277194, 0.2943237945250161], [2.6548383228393124, 3.5405134271680523, 6.395808793013154], [2.4543463595292434, 0.07272374546425825, 0.1393820088855735], [4.99307978879389, -0.06101188727000101, 0.11248686432601618], [4.147351932391737, 9.502310217400701, 0.09795163981129905], [-0.6177695551425268, 2.2913945770642727, 0.05948896231010694], [1.196275453036543, -2.4068312293537004, 8.239297229998172], [7.092926002853791, 2.33460889621431, 0.038334430441175966], [-2.3930566940875866, 0.12873166467250652, 7.986938454955003], [0.05572945256838002, 0.04598508647449684, 8.188169274646052], [7.5126347547677454, 7.103846217645926, 0.06763528474050201], [-0.8608401066995954, 2.4432008221583263, 8.217687647159519], [5.004779732853678, 7.164324527311439, 0.12809243883813126], [5.7067639174282725, 8.222746913735865, 2.260248689907155], [4.13506641302805, -1.1285444038916321, 2.286531433795976], [3.235244091042582, 8.19628796799054, 2.122496484749971], [-1.5688896824040386, 1.132081549903314, 2.049250466171757], [3.6820268821704474, 1.33640612317688, 2.0055575432869177], [6.166814370934901, 1.0007923134225467, 2.034037908615442], [-2.215729442161685, 3.573923023907008, 2.0325111913263965], [0.2835599538259408, 3.7811605161818926, 1.8626615504866948], [2.8122722430385156, 3.6851482958137805, 2.1809099433858194], [6.799551262677556, 5.835400343317959, 2.073692202539142], [-0.9134230169690412, 5.921187843996914, 2.104700261545725], [4.3107153309636566, 5.836763065889443, 2.096126268971568], [4.516914271508802, 7.1313130484518235, 4.210652536096388], [-3.142289015325882, 7.16203670635148, 4.193023904796043], [2.8411993242140694, -2.3646829010628596, 4.200404041142146], [5.405927029526476, -2.336033274540053, 4.223455564745703], [5.15448952366968, 0.18118475679046409, 4.219347879505535], [6.845950857834383, 2.4904105828065695, 4.016539327810493], [-0.8190846991166691, 2.6561226052092644, 3.981173255243186], [1.6947497956727424, 2.647854039117152, 4.17943355508065], [4.233888655810836, 2.605055985707514, 4.214947192200855], [-1.942011314001627, 4.987699152879628, 4.129143975022719], [3.144932949778841, 4.989451152243716, 4.250739036246608], [0.020283837811065464, -3.5767380468175407, 6.424671603446978], [2.537140926955569, -3.678488273563205, 6.3747389423018985], [5.04045762669378, -3.6346868890495396, 6.426726947100646], [6.582954652580838, -1.3166417806179482, 6.195958800971318], [-1.091539163583755, -1.234238119452907, 6.045226948033289], [1.4450405627611196, -1.273961252145035, 6.060668707852674], [4.011484003814189, -1.3133867061031017, 6.142508175339689], [-3.834234022119288, 1.2462132461040145, 6.150776458738732], [-1.2949296979452867, 1.288065942815237, 6.07184447495054], [1.2249992203341526, 1.2587825284393626, 6.234673750906465], [3.8634060187949895, 1.2089911573357872, 6.226757283977826], [-4.998698228759459, 3.4509170261738937, 6.465883101824226], [0.11104883539021237, 3.551798263352466, 6.269736489275996], [-1.3626124003804332, -2.181654168127765, 8.34086097876439], [-4.922849710621663, -0.07958700148778952, 8.17416878348801], [2.600380904602085, -0.046675957152227276, 8.108516555270151], [-0.07611176092539819, 7.2861720354855, 0.10937660214667357], [-1.907365265984367, 8.30484764702528, 2.179697623836136], [1.0354303723947402, 1.3594807035904777, 2.073261200185592], [5.397255074714256, 3.459726315465517, 2.042197587750812], [1.7252201462996797, 6.024032665235895, 1.944228248195572], [7.61993075819788, 0.012530304982146578, 4.131812932272303], [0.0387004393126551, 0.11415309008460728, 4.174395240757265], [2.6822063657615165, 0.23245766123615974, 4.173381302054691], [5.7397356539799596, 4.860408132271305, 4.347558786420106], [0.5928739140951127, 4.982072013297837, 4.218782477812638], [-2.5903953712992336, -3.7399155620824858, 6.4903555711071705], [-2.4380678396954636, 3.6176543961345566, 6.189634257151105]]}, "data": {"stress": [-0.016519532204340954, -0.00582425542121483, -0.009559097930813939, 0.0014803167886541, 0.0017847774690458267, -0.0004127508157914081], "doc": "Data from the output of the calculation", "volume": 821.7248777005001, "total_energy": -264.292578, "forces": [[0.013714, 0.00205, -0.00044], [0.007073, 0.007418, -0.004532], [0.002871, -0.003751, 0.000113], [0.000324, -0.018079, 0.006468], [0.01096, 0.003541, -0.009142], [0.012199, 0.004158, -0.005374], [0.011649, -0.014573, 0.006642], [0.005475, 0.001848, 0.003643], [-0.001237, -0.01042, 0.006082], [-0.006885, 0.004285, 0.007742], [-0.000642, -0.000317, -0.000509], [0.001405, -0.00374, -0.00479], [0.002501, 0.005309, 0.000653], [-0.001156, 0.00852, -0.002201], [-0.000307, -0.012469, 0.007276], [-0.002406, 0.004954, -0.010425], [-0.000758, 0.005885, -0.007289], [0.005439, -0.006991, -0.000283], [-0.001795, 0.000221, -0.005707], [-0.001036, 0.002842, 0.004382], [0.000394, -0.007697, 0.000128], [0.001299, -0.00354, -0.004575], [-0.007779, 0.007938, 0.001465], [-0.009907, -0.006767, 0.003775], [-0.004115, 0.000861, -0.008339], [-0.007327, 0.001486, -0.006214], [-0.006412, 0.00036, 0.008191], [-0.004551, -0.003911, 0.00083], [-0.010317, -0.004913, -0.001442], [-0.007885, 0.004998, -0.003461], [-0.00473, -0.004548, 0.003745], [-0.002366, -0.008798, 0.005185], [0.002598, 0.000295, 0.001674], [0.00142, 0.013659, 0.004446], [0.001984, -0.001953, -0.000576], [-0.008198, 0.007287, -0.012522], [-0.000927, 0.001296, 0.000158], [0.002297, 0.001637, 0.00759], [-0.001449, 0.009831, 0.001677], [-0.004826, 0.003513, -0.0039], [-0.010226, 0.004504, -0.007019], [0.005618, -0.003948, 0.006718], [0.004302, 0.010122, -0.005658], [-0.010103, 0.00302, -0.00103], [-0.001873, -0.01024, 0.004462], [-0.003124, -0.002575, 0.00903], [-0.004169, 0.001118, -0.005233], [0.008892, 0.008504, -0.000122], [0.007656, -0.008956, 0.002171], [0.005073, -0.005588, -0.003502], [-0.008285, 0.000292, 0.002393], [-0.000687, -0.011058, 0.003152], [-0.006689, 0.00143, 0.005122], [-0.001792, -0.003008, 0.001127], [0.004736, 0.002686, -0.00519], [0.000179, 0.005117, 0.000287], [-0.00533, -0.00277, 0.005569], [0.007809, 0.002328, -0.004351], [-0.004638, 0.007665, 0.009411], [0.009165, 0.00058, -0.003173], [0.004909, 0.010479, -0.0019], [0.007129, -0.00323, -0.000191], [-0.001339, 0.00364, -0.005013], [0.006194, -0.001835, 0.002798]], "fermi_level": 3.8941}, "metadata": {"date.created": 1405367704.700014, "uuid": "bfade9c2-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:04 2014", "user.username": null, "atoms.resort": [0, 17, 18, 19, 20, 2, 21, 22, 3, 23, 24, 4, 25, 5, 26, 27, 28, 6, 29, 30, 31, 7, 32, 33, 34, 35, 36, 8, 37, 38, 9, 39, 40, 41, 42, 43, 10, 11, 12, 44, 45, 46, 47, 48, 13, 49, 14, 50, 15, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 16, 63, 1], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.219965790060161, 0.0, 0.0], [-3.4066552633533864, 9.635476151528096, 0.0], [-3.4066552633533864, -4.817738075764048, 8.344567124782447]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"RN": 1, "_0_75Cu": 1, "_0cl": 1, "_64atom": 1, "bcc": 1}, "mtime": 15.038294935609994, "keywords": ["bcc", "RN", "64atom", "0cl", "0.75Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.75, "unique_id": "bf0a53f8299ef208ee6697722135de0f", "user": "jboes"},
"224":
{"ctime": 14.923541263088667, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-0.18762182504299896, 0.3588094062975273, 0.11420171268669452], [2.5056848739557642, 3.7458695030946974, 6.519691121010514], [-1.0708675415938087, -4.822935504041568, 8.367036950445288], [7.661623645421233, 0.007438086835296204, 0.19220326078086672], [-1.0546724931071343, 2.6985937311492223, -0.043092832243866265], [-1.8918582332398355, -2.425877442832715, 8.226721442274911], [4.220881455466701, 2.6545965916979672, 0.09240701313065265], [6.803500119616079, 2.2968915413635145, 0.3180641139526846], [-1.8042323951840677, 5.131390163821072, 0.06767456114684693], [-2.6663746781662403, -0.04929846318132736, 8.137046166935498], [-0.1470307312886754, 0.1935165674365109, 8.307846632851842], [-0.9381527616246972, 2.58538152294593, 8.276534571852611], [9.366633053278763, -0.9762426994260625, 2.1199684120315245], [1.599656873011921, -0.8343159366395094, 2.1411409910496384], [0.6947713293581291, 8.530575355588008, 2.0677711739480764], [3.342040449973724, 8.201114365967824, 2.131645293784065], [-1.7079141860944107, 1.5001036886318913, 2.1215151396836816], [0.8158951836062247, 1.5177733729509755, 2.0240095940545473], [3.406908440147187, 1.1531418042745178, 2.0314924888794232], [6.073986561771105, 0.8570470199655045, 2.291029822870178], [-2.6878964843394417, 3.928532874229846, 2.096753862071367], [5.211239258068542, 3.228515931879345, 2.3299926914254487], [-3.5231046671001636, 6.344852562644925, 2.089641750255094], [-1.0276000053618242, 6.455967784949262, 2.0635845933744186], [-1.5589215359660178, -2.4188880738729384, 4.197286085582343], [0.31578088585822206, 7.05302442417127, 4.155209362738032], [2.8440578734813116, 6.709350357342201, 4.17915328960978], [5.3582552570154185, -0.7400880295014831, 4.197907828346382], [-0.5923424957614167, 2.6020634806662692, 4.239165488979846], [4.590906242823816, 1.705283158838776, 4.211307924649534], [-1.4393438385263109, 4.929125361235995, 4.162124265050556], [3.7350471195878976, 4.1651619834739435, 4.2176923635555745], [5.133956755062587, -3.573782308152762, 6.463637234636171], [6.834954507418944, -1.5707691981083785, 6.178329105044839], [-1.0445519934175675, -0.9899809367354933, 6.276315072142791], [1.4788461272172437, -0.9608167496165203, 6.408686968111904], [4.206916746490788, -1.241925829580666, 6.542267750786333], [-1.7297447225680587, 1.4335888931784737, 6.200530410301395], [0.7396655341158502, 1.498298869090969, 6.364314742640042], [-2.4984643440925156, 3.9001187842667395, 6.209025710544093], [-0.06264934893344298, 3.903102986173659, 6.408572282629249], [5.016393624628973, 0.13774667953028819, 0.05256458490530725], [5.922560252086789, 4.684110525042421, 0.2344036210413386], [-2.6792956582216574, 7.653924163219306, 0.13171601212065], [-3.4466046931292618, 2.474075503598785, 8.242017356501972], [4.985820346789669, 7.2767295877261065, 0.19965006308615962], [-0.16254059414143307, 3.936140283828579, 1.9841827730023311], [2.5631195326272804, 3.5937635797673844, 1.8967047857099624], [1.5831985283808538, 6.146793776181065, 1.882916935054335], [4.30968434264168, 5.732110448188248, 2.280140960908364], [1.069852350720634, -2.4093101887702075, 4.175332481795779], [7.799239865532887, -0.11965965921748545, 4.122690705382196], [0.1351529627505259, 0.14879176488310275, 4.218631423009177], [2.880153958957658, -0.32505610563181664, 4.286390239967191], [-3.201515995611474, 2.4558720280114397, 4.145225559918833], [2.036449422465715, 2.1914563143928434, 4.207333740608698], [-4.072727531886275, 4.965571336249211, 4.165923735513958], [1.1626908576995716, 4.704703491805622, 4.271086809362066], [4.262587495409793, 5.834280809129546, 6.19274581480186], [-0.049619534706371926, -3.386525597435747, 6.4535951253956565], [2.615834745091576, -3.35270830461369, 6.371280414845513], [6.077095824523021, 0.7907774327331731, 6.178051674332055], [3.3511334511590363, 1.1865680426196161, 6.517629098942682], [5.289722997505136, 3.3610785567722825, 6.156290055140766]], "energy": -276.905715, "calculator_parameters": {"incar": {"nsw": 50, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 408, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.331250054446462, 0.0, 0.0], [-3.4437500181488194, 9.74039596217731, 0.0], [-3.443750018148821, -4.870197981088654, 8.43543034616492]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-0.18762182504299896, 0.3588094062975273, 0.11420171268669452], [2.5056848739557642, 3.7458695030946974, 6.519691121010514], [-1.0708675415938087, -4.822935504041568, 8.367036950445288], [7.661623645421233, 0.007438086835296204, 0.19220326078086672], [-1.0546724931071343, 2.6985937311492223, -0.043092832243866265], [-1.8918582332398355, -2.425877442832715, 8.226721442274911], [4.220881455466701, 2.6545965916979672, 0.09240701313065265], [6.803500119616079, 2.2968915413635145, 0.3180641139526846], [-1.8042323951840677, 5.131390163821072, 0.06767456114684693], [-2.6663746781662403, -0.04929846318132736, 8.137046166935498], [-0.1470307312886754, 0.1935165674365109, 8.307846632851842], [-0.9381527616246972, 2.58538152294593, 8.276534571852611], [9.366633053278763, -0.9762426994260625, 2.1199684120315245], [1.599656873011921, -0.8343159366395094, 2.1411409910496384], [0.6947713293581291, 8.530575355588008, 2.0677711739480764], [3.342040449973724, 8.201114365967824, 2.131645293784065], [-1.7079141860944107, 1.5001036886318913, 2.1215151396836816], [0.8158951836062247, 1.5177733729509755, 2.0240095940545473], [3.406908440147187, 1.1531418042745178, 2.0314924888794232], [6.073986561771105, 0.8570470199655045, 2.291029822870178], [-2.6878964843394417, 3.928532874229846, 2.096753862071367], [5.211239258068542, 3.228515931879345, 2.3299926914254487], [-3.5231046671001636, 6.344852562644925, 2.089641750255094], [-1.0276000053618242, 6.455967784949262, 2.0635845933744186], [-1.5589215359660178, -2.4188880738729384, 4.197286085582343], [0.31578088585822206, 7.05302442417127, 4.155209362738032], [2.8440578734813116, 6.709350357342201, 4.17915328960978], [5.3582552570154185, -0.7400880295014831, 4.197907828346382], [-0.5923424957614167, 2.6020634806662692, 4.239165488979846], [4.590906242823816, 1.705283158838776, 4.211307924649534], [-1.4393438385263109, 4.929125361235995, 4.162124265050556], [3.7350471195878976, 4.1651619834739435, 4.2176923635555745], [5.133956755062587, -3.573782308152762, 6.463637234636171], [6.834954507418944, -1.5707691981083785, 6.178329105044839], [-1.0445519934175675, -0.9899809367354933, 6.276315072142791], [1.4788461272172437, -0.9608167496165203, 6.408686968111904], [4.206916746490788, -1.241925829580666, 6.542267750786333], [-1.7297447225680587, 1.4335888931784737, 6.200530410301395], [0.7396655341158502, 1.498298869090969, 6.364314742640042], [-2.4984643440925156, 3.9001187842667395, 6.209025710544093], [-0.06264934893344298, 3.903102986173659, 6.408572282629249], [5.016393624628973, 0.13774667953028819, 0.05256458490530725], [5.922560252086789, 4.684110525042421, 0.2344036210413386], [-2.6792956582216574, 7.653924163219306, 0.13171601212065], [-3.4466046931292618, 2.474075503598785, 8.242017356501972], [4.985820346789669, 7.2767295877261065, 0.19965006308615962], [-0.16254059414143307, 3.936140283828579, 1.9841827730023311], [2.5631195326272804, 3.5937635797673844, 1.8967047857099624], [1.5831985283808538, 6.146793776181065, 1.882916935054335], [4.30968434264168, 5.732110448188248, 2.280140960908364], [1.069852350720634, -2.4093101887702075, 4.175332481795779], [7.799239865532887, -0.11965965921748545, 4.122690705382196], [0.1351529627505259, 0.14879176488310275, 4.218631423009177], [2.880153958957658, -0.32505610563181664, 4.286390239967191], [-3.201515995611474, 2.4558720280114397, 4.145225559918833], [2.036449422465715, 2.1914563143928434, 4.207333740608698], [-4.072727531886275, 4.965571336249211, 4.165923735513958], [1.1626908576995716, 4.704703491805622, 4.271086809362066], [4.262587495409793, 5.834280809129546, 6.19274581480186], [-0.049619534706371926, -3.386525597435747, 6.4535951253956565], [2.615834745091576, -3.35270830461369, 6.371280414845513], [6.077095824523021, 0.7907774327331731, 6.178051674332055], [3.3511334511590363, 1.1865680426196161, 6.517629098942682], [5.289722997505136, 3.3610785567722825, 6.156290055140766]]}, "data": {"stress": [-0.01277205688586294, -0.019644841685533022, -0.004922083125467766, 0.0022853462793659676, -0.000674744286888643, 0.004211206758243172], "doc": "Data from the output of the calculation", "volume": 848.8612892986877, "total_energy": -276.905715, "forces": [[-0.002699, 0.004692, -0.000417], [-0.004576, -0.001702, -0.000828], [-0.001769, 0.003064, 0.001818], [0.001763, -0.01174, -0.001701], [-0.01194, -0.000859, 0.003994], [0.000466, 0.004816, -0.002653], [-0.005042, -0.000332, 0.00549], [-0.001448, -0.010848, -0.002027], [4.6e-05, 0.008537, -0.00351], [0.009898, 0.011804, -0.002905], [0.004656, 0.005516, -0.001448], [-0.007512, 0.003125, -0.0093], [-0.002341, -0.013331, -0.000307], [0.005341, -0.002413, -0.004], [-0.002591, 0.0014, -0.002969], [0.008391, 0.001932, -0.000825], [0.001368, -0.006717, 0.008421], [0.006733, 0.005786, -0.002232], [-0.002783, 0.006889, 0.00189], [0.007251, 0.005022, 0.006519], [0.002469, -1.8e-05, -0.00298], [-0.0023, -0.002006, 0.00015], [0.000691, -0.006215, -0.003421], [-0.000423, 0.002207, -0.00061], [0.001795, 0.00137, 0.007056], [-0.005429, -0.006226, -0.009744], [0.002719, -0.004728, 0.008562], [-0.001369, 0.003895, -0.00418], [0.004697, 0.010609, -0.005567], [0.004778, 0.001794, 0.006889], [-0.004809, -0.000243, -0.002603], [-0.002104, -0.004471, 0.009243], [-0.000149, -0.000418, 0.002391], [-0.00563, -0.01409, 0.008169], [-0.002155, 0.002176, -0.001872], [-0.003239, -0.00166, -0.00873], [0.003426, 0.000382, -0.005771], [0.001808, 0.006568, -0.008485], [0.003826, -0.004655, -0.00572], [0.002034, 0.008621, 0.005925], [0.001623, -0.000485, 0.00377], [0.007934, 0.010877, 0.005969], [0.007158, -0.001229, 0.001403], [-0.005569, 0.005071, -0.006577], [-0.005768, -0.004393, 0.003581], [0.000753, -0.005546, 0.001479], [-0.001987, -0.00112, 0.001106], [0.001878, -0.000281, 0.000292], [0.000619, -0.007902, 0.003124], [-0.001684, 0.002602, 0.011401], [-0.00525, 0.001991, -0.002422], [0.000135, 0.003184, 0.001524], [-0.0024, 0.000336, -0.002688], [-0.003657, -0.002383, 0.004909], [0.002692, -0.006062, -0.002013], [0.000189, 0.007221, -0.003155], [-0.000415, -0.00107, 0.005196], [0.004957, 0.001552, 0.001248], [-0.005437, -0.009426, 0.003879], [-0.001029, 0.00466, -0.001959], [0.00351, 0.002316, -0.002841], [0.007064, -0.007931, -0.007601], [-0.005438, 0.004047, 0.003168], [-0.00373, -0.003559, -0.004506]], "fermi_level": 3.9268}, "metadata": {"date.created": 1405367705.233753, "uuid": "bfff5afa-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:05 2014", "user.username": null, "atoms.resort": [0, 25, 2, 26, 27, 28, 29, 30, 31, 32, 33, 3, 4, 5, 34, 6, 35, 36, 37, 38, 39, 40, 41, 42, 43, 7, 8, 44, 45, 46, 9, 10, 47, 11, 48, 49, 12, 13, 14, 50, 15, 51, 16, 52, 17, 53, 18, 54, 19, 20, 21, 55, 56, 57, 58, 59, 22, 60, 61, 23, 24, 62, 63, 1], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.331250054446462, 0.0, 0.0], [-3.4437500181488194, 9.74039596217731, 0.0], [-3.443750018148821, -4.870197981088654, 8.43543034616492]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"RN": 1, "_0_62Cu": 1, "_0cl": 1, "_64atom": 1, "bcc": 1}, "mtime": 15.038294948411416, "keywords": ["bcc", "RN", "64atom", "0cl", "0.62Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.625, "unique_id": "ce3cac9e6cf7f97d23e8562be1b6e03a", "user": "jboes"},
"225":
{"ctime": 14.923541351599962, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.18969985181724214, 0.3082489963364686, 0.1095163957524541], [2.6545353612362983, 3.8059902774069503, 6.57376603806942], [-4.222120954629107, 4.988543207474323, 8.212329689561878], [-1.526584207967335, 4.723043119667519, 8.450513967715581], [8.085770233124379, 0.03782269993155434, 0.10722345329105357], [-0.9347599051009411, 2.584776403605462, 0.3571049123743301], [-1.7345519199314716, -2.3890225373411718, 8.457606163159543], [0.9708280742649351, -2.620959425548637, 8.184206385255047], [8.29707220981701, 4.9610338218369865, 0.2543744655586818], [0.6452902538430778, 5.045588401449618, 0.1968434355240061], [-0.13560902090317217, -0.1472018855659165, 8.461972555614242], [-2.5968301498846715, 7.666723087177583, 0.05218281729021003], [5.145509198523559, 7.111362801707474, 0.12680963321119035], [4.226139678439679, -1.0568652063035684, 2.1871947308430038], [3.5147517799922934, 8.508305559397265, 2.151811073832049], [6.0667383205057455, 1.231404224690803, 2.139974389751638], [2.374036443551784, 3.8315281405918946, 2.309564307542844], [5.157496251555212, 3.7742025488689497, 1.9019798042459901], [-1.0570165094023594, 6.6257853777953635, 2.0461982239978407], [5.350799739615493, 7.095433551203634, 4.09590255454132], [2.6148945926696676, 7.172994515312389, 4.352923582661446], [2.613771285900363, 0.07292266133045544, 4.165765264612651], [5.412205841489135, -0.08677987085542549, 4.414215903814006], [4.398684358748336, 2.406443215957346, 4.116755932722573], [-1.7665175492101544, 5.191511463630596, 4.173323103530139], [0.9407815718246819, 4.931349711951382, 4.575740911821611], [-3.3326972676411235, -1.3320882430301881, 6.465724390100693], [4.3066436276368645, -1.3694028769204838, 6.4911822805128825], [-4.329371670243381, 1.2583564490411883, 6.645215162443384], [-1.707554802417555, 1.0950064844491267, 6.327188216172318], [0.9030142551903935, 1.0201026483291993, 6.265908223265032], [3.515150085051238, 1.2611369750089585, 6.441508186951401], [-2.604955935054508, 3.6742640435748113, 6.217557590049453], [6.972148907040961, 2.4248562775943023, 0.1066939417211682], [2.3942160240660653, -0.2847546065946105, 8.144467427179764], [-3.3417042868973144, 2.6487521874621924, 8.514272010647852], [2.543834239729327, 7.162037669290641, 0.09735315683024583], [-4.288074518980939, 8.633922068144557, 2.032410601682365], [1.6343689185396528, -0.6612007917342491, 1.9699563926811001], [-1.734023998597506, 1.1694042023890001, 2.39941720122776], [0.7600356113482273, 1.6862870010267852, 2.260534553818901], [3.338655072784776, 1.4177870575431721, 1.9112412354006847], [7.731227425568656, 3.5011002426465083, 2.354154343519675], [-0.2449789843055986, 4.066194912817458, 2.381196816892959], [6.723700740926194, 6.010260577849136, 2.0753204095167312], [1.4904789073326725, 6.28315515987284, 2.2701826583271423], [3.9930137865228286, 6.0121112999652055, 2.177033339318138], [0.873610070665702, -2.183070960412348, 3.8596617466005543], [3.445695196437402, -2.4630153508047194, 4.304945180616299], [-2.4522180279796344, -0.28665053521605355, 4.2674273567389465], [-0.032564708180457425, 0.1350607812574074, 4.057847840731593], [-3.3603247917422694, 2.095108469807616, 4.346459634265337], [-0.806214441891091, 2.6181923445883184, 4.346847595349418], [1.7801317256263771, 2.510285738991507, 4.426489980790367], [6.161263161072551, 4.560569715274024, 4.172390682894635], [3.6339159499502145, 4.82244151760012, 4.366146369945259], [-5.920399281030742, 6.048706466740979, 6.348831939260305], [-3.3583353681373187, 6.189803450663624, 5.964776678150464], [-0.6284249468400311, 6.063007149582528, 6.4454101785259], [5.482299694439569, -3.59597923355106, 6.639346953723707], [-0.7157347977687174, -1.320506281440919, 6.141224139813626], [1.7609860720394206, -1.4942439802935739, 6.036540443432494], [5.209497180667633, 3.6430776084114327, 6.2524120996500505], [0.020640441732721726, 3.4987655228299115, 6.614023938925831]], "energy": -288.460052, "calculator_parameters": {"incar": {"ediffg": -0.02, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 404, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 100}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.18969985181724214, 0.3082489963364686, 0.1095163957524541], [2.6545353612362983, 3.8059902774069503, 6.57376603806942], [-4.222120954629107, 4.988543207474323, 8.212329689561878], [-1.526584207967335, 4.723043119667519, 8.450513967715581], [8.085770233124379, 0.03782269993155434, 0.10722345329105357], [-0.9347599051009411, 2.584776403605462, 0.3571049123743301], [-1.7345519199314716, -2.3890225373411718, 8.457606163159543], [0.9708280742649351, -2.620959425548637, 8.184206385255047], [8.29707220981701, 4.9610338218369865, 0.2543744655586818], [0.6452902538430778, 5.045588401449618, 0.1968434355240061], [-0.13560902090317217, -0.1472018855659165, 8.461972555614242], [-2.5968301498846715, 7.666723087177583, 0.05218281729021003], [5.145509198523559, 7.111362801707474, 0.12680963321119035], [4.226139678439679, -1.0568652063035684, 2.1871947308430038], [3.5147517799922934, 8.508305559397265, 2.151811073832049], [6.0667383205057455, 1.231404224690803, 2.139974389751638], [2.374036443551784, 3.8315281405918946, 2.309564307542844], [5.157496251555212, 3.7742025488689497, 1.9019798042459901], [-1.0570165094023594, 6.6257853777953635, 2.0461982239978407], [5.350799739615493, 7.095433551203634, 4.09590255454132], [2.6148945926696676, 7.172994515312389, 4.352923582661446], [2.613771285900363, 0.07292266133045544, 4.165765264612651], [5.412205841489135, -0.08677987085542549, 4.414215903814006], [4.398684358748336, 2.406443215957346, 4.116755932722573], [-1.7665175492101544, 5.191511463630596, 4.173323103530139], [0.9407815718246819, 4.931349711951382, 4.575740911821611], [-3.3326972676411235, -1.3320882430301881, 6.465724390100693], [4.3066436276368645, -1.3694028769204838, 6.4911822805128825], [-4.329371670243381, 1.2583564490411883, 6.645215162443384], [-1.707554802417555, 1.0950064844491267, 6.327188216172318], [0.9030142551903935, 1.0201026483291993, 6.265908223265032], [3.515150085051238, 1.2611369750089585, 6.441508186951401], [-2.604955935054508, 3.6742640435748113, 6.217557590049453], [6.972148907040961, 2.4248562775943023, 0.1066939417211682], [2.3942160240660653, -0.2847546065946105, 8.144467427179764], [-3.3417042868973144, 2.6487521874621924, 8.514272010647852], [2.543834239729327, 7.162037669290641, 0.09735315683024583], [-4.288074518980939, 8.633922068144557, 2.032410601682365], [1.6343689185396528, -0.6612007917342491, 1.9699563926811001], [-1.734023998597506, 1.1694042023890001, 2.39941720122776], [0.7600356113482273, 1.6862870010267852, 2.260534553818901], [3.338655072784776, 1.4177870575431721, 1.9112412354006847], [7.731227425568656, 3.5011002426465083, 2.354154343519675], [-0.2449789843055986, 4.066194912817458, 2.381196816892959], [6.723700740926194, 6.010260577849136, 2.0753204095167312], [1.4904789073326725, 6.28315515987284, 2.2701826583271423], [3.9930137865228286, 6.0121112999652055, 2.177033339318138], [0.873610070665702, -2.183070960412348, 3.8596617466005543], [3.445695196437402, -2.4630153508047194, 4.304945180616299], [-2.4522180279796344, -0.28665053521605355, 4.2674273567389465], [-0.032564708180457425, 0.1350607812574074, 4.057847840731593], [-3.3603247917422694, 2.095108469807616, 4.346459634265337], [-0.806214441891091, 2.6181923445883184, 4.346847595349418], [1.7801317256263771, 2.510285738991507, 4.426489980790367], [6.161263161072551, 4.560569715274024, 4.172390682894635], [3.6339159499502145, 4.82244151760012, 4.366146369945259], [-5.920399281030742, 6.048706466740979, 6.348831939260305], [-3.3583353681373187, 6.189803450663624, 5.964776678150464], [-0.6284249468400311, 6.063007149582528, 6.4454101785259], [5.482299694439569, -3.59597923355106, 6.639346953723707], [-0.7157347977687174, -1.320506281440919, 6.141224139813626], [1.7609860720394206, -1.4942439802935739, 6.036540443432494], [5.209497180667633, 3.6430776084114327, 6.2524120996500505], [0.020640441732721726, 3.4987655228299115, 6.614023938925831]]}, "data": {"stress": [-0.011511565951317014, -0.012944984061158822, -0.01261277364347678, -0.0005134325549344778, 0.0013011481069951228, 0.0014448338249799105], "doc": "Data from the output of the calculation", "volume": 876.5886495560001, "total_energy": -288.460052, "forces": [[-2.1e-05, 0.0016, 0.000608], [0.002036, 0.006249, -0.001379], [-0.005709, 0.008976, 0.007178], [0.002231, 0.005952, 0.00177], [-0.01009, 0.007253, 0.00627], [-0.003083, 0.004115, 0.010256], [-0.000851, -0.001279, 0.007953], [-0.003633, 0.001324, 0.009563], [-0.004206, 0.001741, 0.003671], [-0.010608, 0.01237, 0.006505], [0.005046, -0.002173, -0.006583], [-0.004222, 0.001119, 0.003193], [-0.006691, 0.004892, -0.006348], [-0.005711, -0.001787, -0.008276], [-0.003895, -1.5e-05, -0.002383], [0.003203, -0.0025, -0.014475], [0.008236, -0.003311, 0.008982], [0.003954, 0.004244, -0.002447], [0.010391, -0.002938, -0.001678], [0.001076, -0.009552, -0.001654], [0.008162, 0.0032, 0.006208], [-0.004799, -0.004405, 0.006884], [0.00013, 0.00123, -0.012228], [0.002148, 0.005391, 0.007611], [-0.003964, -0.001072, 0.001551], [0.002936, 0.004504, 0.006064], [-0.002253, -0.001925, 0.007258], [-0.002782, 0.006205, -0.011935], [-0.00365, -0.003971, -0.000102], [0.005989, -0.00542, -0.002945], [-0.003124, -0.005893, -0.004923], [0.001752, 0.003872, -0.000145], [0.001411, -0.000599, -0.016659], [-0.004383, 0.002781, -0.007719], [-0.010926, 0.005167, -0.000556], [-0.009989, -0.005016, -0.013275], [-0.009251, 0.002532, 0.00307], [-0.005676, -0.001143, 0.005434], [-0.004374, 0.000541, 0.004864], [-0.003557, -0.006787, 0.008392], [0.00103, 0.003146, -0.002558], [0.000616, 0.001513, 0.004647], [0.005682, 0.00252, -0.002931], [0.007182, -0.001003, 0.000167], [0.004726, -0.002672, -0.00733], [0.000708, 0.001954, 0.0021], [0.011523, -0.00362, -0.001926], [0.005347, 0.003321, -0.004281], [0.002674, -0.001698, -0.007739], [0.005011, -0.011438, 0.004534], [-0.001492, -0.002088, 0.002836], [0.000231, -0.009939, -0.007081], [0.000734, 0.004258, 0.00597], [-0.002702, -0.002891, 0.000657], [0.002706, -0.003985, 0.003014], [0.002151, 0.0012, -0.003214], [0.005881, -0.001667, 0.003968], [0.002532, -0.010145, 0.001175], [0.005991, 0.000315, -0.004378], [-0.001585, 0.009515, 0.000604], [-0.0028, -0.00269, -0.001961], [0.003427, -0.003519, -0.000999], [0.003965, -0.004581, 0.006793], [0.00521, -0.001281, 0.00036]], "fermi_level": 3.9468}, "metadata": {"date.created": 1405367706.634727, "uuid": "c0d5204a-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:06 2014", "user.username": null, "atoms.resort": [0, 33, 34, 35, 36, 37, 38, 2, 39, 40, 41, 3, 42, 4, 5, 43, 6, 7, 44, 45, 8, 9, 10, 46, 11, 12, 47, 48, 13, 49, 14, 15, 50, 16, 17, 51, 18, 19, 52, 53, 20, 21, 22, 54, 23, 55, 56, 24, 25, 26, 27, 28, 57, 29, 30, 58, 59, 60, 61, 62, 31, 63, 32, 1], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.442534318832761, 0.0, 0.0], [-3.480844772944255, 9.84531577282652, 0.0], [-3.4808447729442524, -4.92265788641326, 8.526293567547391]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_0_50Cu": 1, "RN": 1, "_0cl": 1, "_64atom": 1, "bcc": 1}, "mtime": 15.038294960229551, "keywords": ["bcc", "RN", "64atom", "0cl", "0.50Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.5, "unique_id": "e3405b7a0acfaef8148d0f32e39a11cc", "user": "jboes"},
"226":
{"ctime": 14.923541870831432, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[9.918119079232163, -0.06197403278582654, 0.2231732097689549], [2.410509197225401, 3.7593381899841747, 6.545661101392666], [-1.6217051807678151, 9.878569256543166, 0.004963716526698633], [-0.8709312567184461, 2.481214243549017, 0.06025658798563584], [2.7560067306386804, 0.31326649545975016, 8.51677337263496], [5.023412082432592, 7.6349018381609355, 0.16221389823043075], [-0.8168462337485574, -1.3262668735922143, 2.5051170885633534], [3.2254812781294655, 1.0836080433477695, 1.920790814021574], [-2.336521063333159, 3.7322255878657424, 2.151572226091825], [2.9469151263792535, 3.6286066366042102, 2.030720420000439], [-0.4888562619054839, 6.192789664484971, 2.1849669958759166], [2.078357377150357, 6.0270630749549055, 2.269294432424129], [-1.844272148570269, -2.6427604825047886, 4.692028789322035], [0.3092736814911696, 0.1203503157027015, 4.5457892564568825], [2.788311288021027, 0.01084247808013572, 4.170459398361767], [6.9818619493547, 2.3923182581877764, 3.9679419561590255], [4.462530639771869, 2.3151848614251627, 3.89839684516096], [-4.205603817580915, 4.970403963143333, 4.258529724366496], [-1.6542134684926455, 5.1053404967472105, 4.144629508699576], [4.937354858329863, -3.617552412931461, 6.620981992383091], [-0.6275248843651786, -1.2224116092531774, 6.547745266759554], [2.0193461031558027, -1.0440361562210176, 6.452401008414208], [4.59953285092657, -1.1684966269679005, 6.428975378479513], [1.2252407561383025, 1.3800787934248921, 6.536135604627505], [-0.12159211473234821, 3.616946435041741, 6.394857777142763], [-2.4892386543372322, 4.907881576458929, 8.517142655072167], [0.33257791039618567, 4.990906885338625, 8.499135343075013], [1.7365459534798298, 2.5283980821937537, 0.026494080783658665], [0.906106283848501, -2.350143496980086, 8.511506032386183], [3.6032763410498396, -2.1980611309307476, 8.547357237268892], [-5.192055689563942, 0.08286300247003275, 8.602148831946018], [1.036954942747714, 5.194411788832379, 0.033560663120449835], [3.7334277980834294, 5.194776806994001, 0.03498171494006276], [4.032660347987816, 2.634443711884158, 8.546760606123877], [-3.8466832568247815, 2.599735340020012, 8.574638691703235], [2.4411559448973628, 7.591767783822078, 0.1210581052961948], [-1.7517366384574804, 8.540867636184531, 2.2569345221368113], [0.919673007248222, 8.53026219196828, 2.2383433116229434], [7.116322317908011, -1.2122040852881626, 2.304018918917524], [8.520757387183187, 1.1930713241634743, 2.0378114548351656], [0.6599359064391165, 1.0557859743763967, 2.147418295887861], [5.819168963858244, 1.2004086970043322, 1.8990291815114042], [0.2769058555696374, 3.7459694872659908, 2.102948217054782], [5.590358177608381, 3.8711069873806183, 2.0583438593188137], [-3.160755856067029, 6.157557716139623, 2.183774618659328], [4.696163317230758, 6.347923935803763, 2.3567136620696028], [0.7118207948924928, -2.440551714259783, 4.564057494462598], [3.422942183714974, -2.4460958917222584, 4.48762113850854], [2.6240572969812805, 7.2813628004881, 4.462095339710299], [-2.2869975058387206, -0.07534658095048652, 4.421451166843559], [5.444608203132509, -0.04037703973439388, 4.279199031792732], [-0.901053847107885, 2.5155145037192144, 4.155058212945384], [1.8900817859846426, 2.4283188556323037, 4.183546098200773], [0.9095478048497001, 4.985794980575504, 4.434039347608513], [3.6701541348317646, 4.742682606798176, 4.24284800068343], [3.944746327821, 6.01227101903628, 6.692277935154314], [-0.42491891498705225, -3.8484235651925705, 6.583410377243254], [2.329219515424779, -3.7856751875544763, 6.5087313992777505], [-3.3538707847361557, -1.2936520813999195, 6.589528081900618], [-4.052613028904174, 1.2583466694145593, 6.306199491345055], [-1.315697726540412, 1.2543469913228646, 6.479875176717023], [3.7456863896064587, 1.2425862127061773, 6.219461274527368], [5.200384602643995, 3.6246178148865558, 6.224560994419651], [-2.6494369112455862, 3.670532704816989, 6.080560310834342]], "energy": -299.125975, "calculator_parameters": {"incar": {"lplane": true, "encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 400, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 50}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.553818583219062, 0.0, 0.0], [-3.5179395277396877, 9.950235583475733, 0.0], [-3.517939527739686, -4.975117791737866, 8.617156788929861]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[9.918119079232163, -0.06197403278582654, 0.2231732097689549], [2.410509197225401, 3.7593381899841747, 6.545661101392666], [-1.6217051807678151, 9.878569256543166, 0.004963716526698633], [-0.8709312567184461, 2.481214243549017, 0.06025658798563584], [2.7560067306386804, 0.31326649545975016, 8.51677337263496], [5.023412082432592, 7.6349018381609355, 0.16221389823043075], [-0.8168462337485574, -1.3262668735922143, 2.5051170885633534], [3.2254812781294655, 1.0836080433477695, 1.920790814021574], [-2.336521063333159, 3.7322255878657424, 2.151572226091825], [2.9469151263792535, 3.6286066366042102, 2.030720420000439], [-0.4888562619054839, 6.192789664484971, 2.1849669958759166], [2.078357377150357, 6.0270630749549055, 2.269294432424129], [-1.844272148570269, -2.6427604825047886, 4.692028789322035], [0.3092736814911696, 0.1203503157027015, 4.5457892564568825], [2.788311288021027, 0.01084247808013572, 4.170459398361767], [6.9818619493547, 2.3923182581877764, 3.9679419561590255], [4.462530639771869, 2.3151848614251627, 3.89839684516096], [-4.205603817580915, 4.970403963143333, 4.258529724366496], [-1.6542134684926455, 5.1053404967472105, 4.144629508699576], [4.937354858329863, -3.617552412931461, 6.620981992383091], [-0.6275248843651786, -1.2224116092531774, 6.547745266759554], [2.0193461031558027, -1.0440361562210176, 6.452401008414208], [4.59953285092657, -1.1684966269679005, 6.428975378479513], [1.2252407561383025, 1.3800787934248921, 6.536135604627505], [-0.12159211473234821, 3.616946435041741, 6.394857777142763], [-2.4892386543372322, 4.907881576458929, 8.517142655072167], [0.33257791039618567, 4.990906885338625, 8.499135343075013], [1.7365459534798298, 2.5283980821937537, 0.026494080783658665], [0.906106283848501, -2.350143496980086, 8.511506032386183], [3.6032763410498396, -2.1980611309307476, 8.547357237268892], [-5.192055689563942, 0.08286300247003275, 8.602148831946018], [1.036954942747714, 5.194411788832379, 0.033560663120449835], [3.7334277980834294, 5.194776806994001, 0.03498171494006276], [4.032660347987816, 2.634443711884158, 8.546760606123877], [-3.8466832568247815, 2.599735340020012, 8.574638691703235], [2.4411559448973628, 7.591767783822078, 0.1210581052961948], [-1.7517366384574804, 8.540867636184531, 2.2569345221368113], [0.919673007248222, 8.53026219196828, 2.2383433116229434], [7.116322317908011, -1.2122040852881626, 2.304018918917524], [8.520757387183187, 1.1930713241634743, 2.0378114548351656], [0.6599359064391165, 1.0557859743763967, 2.147418295887861], [5.819168963858244, 1.2004086970043322, 1.8990291815114042], [0.2769058555696374, 3.7459694872659908, 2.102948217054782], [5.590358177608381, 3.8711069873806183, 2.0583438593188137], [-3.160755856067029, 6.157557716139623, 2.183774618659328], [4.696163317230758, 6.347923935803763, 2.3567136620696028], [0.7118207948924928, -2.440551714259783, 4.564057494462598], [3.422942183714974, -2.4460958917222584, 4.48762113850854], [2.6240572969812805, 7.2813628004881, 4.462095339710299], [-2.2869975058387206, -0.07534658095048652, 4.421451166843559], [5.444608203132509, -0.04037703973439388, 4.279199031792732], [-0.901053847107885, 2.5155145037192144, 4.155058212945384], [1.8900817859846426, 2.4283188556323037, 4.183546098200773], [0.9095478048497001, 4.985794980575504, 4.434039347608513], [3.6701541348317646, 4.742682606798176, 4.24284800068343], [3.944746327821, 6.01227101903628, 6.692277935154314], [-0.42491891498705225, -3.8484235651925705, 6.583410377243254], [2.329219515424779, -3.7856751875544763, 6.5087313992777505], [-3.3538707847361557, -1.2936520813999195, 6.589528081900618], [-4.052613028904174, 1.2583466694145593, 6.306199491345055], [-1.315697726540412, 1.2543469913228646, 6.479875176717023], [3.7456863896064587, 1.2425862127061773, 6.219461274527368], [5.200384602643995, 3.6246178148865558, 6.224560994419651], [-2.6494369112455862, 3.670532704816989, 6.080560310834342]]}, "data": {"stress": [-0.016687228997304564, -0.011714383700585753, -0.008891550100761944, -0.001004851316926323, -0.00017709026004006685, -0.0024906855972053983], "doc": "Data from the output of the calculation", "volume": 904.9133239448115, "total_energy": -299.125975, "forces": [[0.00977, 1.9e-05, -0.010945], [0.003647, 0.001079, 0.003626], [0.005834, 0.003478, 0.006903], [-0.004498, 0.002128, -0.009719], [-0.002848, 0.000158, 0.005118], [0.003721, -0.003148, 0.006432], [0.000971, 0.00107, -0.009073], [0.000302, -0.000705, 0.007776], [-0.005518, 6.4e-05, 0.004608], [-0.005038, -0.002042, -0.000741], [-0.000662, -0.004883, -0.006399], [-0.000978, 0.004838, 0.002622], [0.00265, 0.008434, -0.010708], [-0.002475, 0.002785, -0.002953], [0.000501, -0.007146, 2.3e-05], [-0.001066, 0.001341, 0.000954], [-0.002832, -0.001642, 0.006866], [-0.001839, -0.000148, -0.000915], [0.003096, -0.002117, 0.00259], [0.000423, -0.000907, -0.005361], [0.000111, 0.001167, -0.003139], [-0.008122, 0.001024, 0.006261], [-0.000219, -0.003111, 0.007181], [-0.003849, 0.001172, 0.004613], [0.001064, 0.008151, -0.005873], [0.00779, 0.000801, 0.003283], [0.002724, -0.001018, 0.004854], [-0.004103, 0.002573, -0.006562], [-0.005338, -0.000414, 0.010491], [-0.005123, -0.002757, 0.00044], [-0.000836, -0.001419, 0.004681], [-0.006568, 0.002124, 0.001289], [-0.001533, -0.003014, 0.002673], [0.000361, 0.007888, -0.000917], [0.004567, 0.005672, -0.002904], [-0.001181, 0.010065, -0.003064], [0.002845, -0.000545, -0.001743], [0.003745, -0.000298, 0.003711], [-0.003073, -0.005345, -0.001985], [0.001265, 0.002166, -0.003864], [0.001735, -0.0051, -0.00271], [0.001884, -0.00414, 0.006167], [-0.000234, -0.001697, -0.009317], [0.002103, 0.001371, -0.001314], [-0.000484, 0.001761, 0.004115], [0.003289, 0.001231, 0.003646], [0.001896, 0.001119, 0.000985], [0.004178, -0.006164, -0.000751], [0.006744, -0.002829, 0.001515], [-0.000598, 0.008455, 0.003416], [-0.010145, -0.011123, 0.003134], [-0.000995, -5.8e-05, 0.000277], [-0.000483, -0.003454, -0.003603], [0.004177, -0.002362, -0.004779], [0.002837, -0.005348, -0.004131], [0.004672, 0.001803, -0.005862], [0.003567, -0.001735, 0.000972], [-0.004644, 0.004156, 0.003509], [0.004954, 0.001609, -0.002094], [-0.003486, 0.005236, 0.002896], [0.001292, -0.00315, -0.011774], [-0.006707, -0.006772, -0.002535], [0.000469, 0.003034, 0.004128], [-0.003706, -0.003379, 0.003974]], "fermi_level": 4.0312}, "metadata": {"date.created": 1405367707.578095, "uuid": "c16512b8-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:07 2014", "user.username": null, "atoms.resort": [0, 41, 2, 3, 42, 4, 5, 6, 7, 8, 9, 43, 10, 11, 12, 44, 45, 13, 14, 15, 16, 17, 46, 18, 47, 19, 48, 20, 21, 49, 50, 22, 51, 23, 24, 25, 26, 52, 53, 27, 54, 28, 29, 55, 56, 57, 30, 31, 32, 33, 34, 58, 35, 59, 60, 61, 36, 37, 62, 38, 39, 40, 63, 1], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.553818583219062, 0.0, 0.0], [-3.5179395277396877, 9.950235583475733, 0.0], [-3.517939527739686, -4.975117791737866, 8.617156788929861]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_64atom": 1, "_0_38Cu": 1, "_0cl": 1, "RN": 1, "bcc": 1}, "mtime": 15.038294972822454, "keywords": ["bcc", "RN", "64atom", "0cl", "0.38Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.375, "unique_id": "d631a8aeea5b347f92860d084b931837", "user": "jboes"},
"227":
{"ctime": 14.923542277864446, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.06229794561342184, 0.05226786906453685, 0.014442491335462923], [2.6352632711785096, 3.686654223565265, 6.688544042659451], [-4.496766255595179, 4.802614279459645, 8.453419438419196], [-1.5714781158434086, 5.192497617034067, -0.004390351072264124], [3.864782446012767, 4.987898168145405, 0.10803592147087916], [2.925381012374516, 0.15935322102406513, 8.635325442706195], [5.342226581301618, 7.517475197719482, 0.17226197661328457], [9.56758304960832, -0.9595679131194033, 2.220427827229523], [1.4615784802930076, -1.093336303685315, 1.9679052135277022], [8.366990583365382, 1.3392758157965594, 2.194384967236716], [3.0824101066641574, 1.130307319931352, 1.9411417594678848], [5.701762381250289, 1.1966698363446402, 2.03379139621675], [4.295332481778656, 6.4133408729049695, 2.2367830177954473], [-1.6591486579445809, -2.4571315052077556, 4.2854549399399895], [-0.10510076419898273, 0.056825191899675165, 4.508461212661108], [4.181618751697884, 2.310511124416944, 3.920064085623689], [6.3242852932268825, 1.05507926775577, 6.4022745198985564], [-1.8208812778662424, 4.846647404965896, 8.581346740762099], [4.537618799044876, 9.995547251431605, 0.054017370106889256], [-0.9556895952173433, 2.657428543859319, 0.3415921911463255], [1.6845033155901161, 2.2518287146002764, 0.030411021334712057], [4.3568110725921505, 2.442326642496299, 0.11448908161362042], [7.022962865693301, 2.601095655748334, 0.2429694022619692], [1.1269573051480426, 4.941505217072486, 0.14030717510114252], [4.401125667254256, 2.5598973686317583, 8.574202272559402], [-3.5341797190975925, 2.3755263936063784, 8.509963013848674], [2.774589466416055, 7.337590769996365, 0.07092754733127418], [4.108628062792903, -1.1876344203772147, 2.0552071289136946], [6.909462785283335, -1.173434991085437, 2.1832888589823707], [0.44555810147559927, 1.261452658732088, 2.2902772435636667], [-2.5863991367353467, 4.081686824066468, 2.2224600328889803], [0.07667718683820102, 4.0334870237445, 2.4425467608992757], [2.7061722177340193, 3.711944597247144, 2.0927862090807197], [5.398551976617195, 3.976218271777866, 2.1018690389149275], [6.853683184889342, 6.6047404837381, 2.0995696298077644], [-1.0697864418610807, 6.564964431633705, 2.134725842490336], [1.7080638449740224, 6.372576969111003, 2.3339181290474023], [0.8964702336337651, -2.302289103529174, 4.280148617045287], [3.6518956228004296, -2.409101791416191, 4.42884538287771], [6.444087549916539, -2.5496909243759953, 4.47171586675074], [8.001762090710757, -0.07262375642403196, 4.361816763974271], [2.46902758478753, 0.004145380883216365, 4.162816577083971], [5.251194548048959, -0.056692992365245054, 4.288803914180295], [6.762638654893063, 2.3790636888927237, 4.074013622770745], [-1.1602102541220125, 2.449997201945602, 4.2643505313143475], [1.6426719522843878, 2.5419284765591996, 4.386875325516245], [-4.2326191626381995, 5.148312881276301, 4.310826771278716], [-1.5346171609188974, 5.220808818347836, 4.452299327912176], [1.140681677835253, 5.158330505618005, 4.665920395705466], [3.741400924776734, 4.8656616539648, 4.279310415867638], [-5.861185360759312, 6.116080265634663, 6.407224489635257], [-3.188090317552849, 6.227330967799494, 6.536867309210852], [3.062811022890602, -3.761297473159292, 6.7046235514631745], [5.753149085262835, -3.714852711789657, 6.801163540470999], [-3.323635144128721, -1.3523147255211625, 6.699932696484527], [-0.6655305260163997, -1.3587556362964892, 6.632021386715852], [2.010711640464908, -1.292744600814708, 6.633953713989737], [4.685980654285997, -1.2548766464083414, 6.737984865272224], [-1.7150492253225507, 1.1165096161340728, 6.563126159860535], [1.0082923866070366, 1.1780120595475596, 6.679121481987197], [3.683793265737217, 1.1883436625676298, 6.303817197915027], [5.268223369985605, 3.4646045662146885, 6.196154087770922], [-2.7528676857695804, 3.595014587594723, 6.27040060660526], [-0.07313296370740918, 3.6247191498843416, 6.543243107013442]], "energy": -308.805504, "calculator_parameters": {"incar": {"nsw": 100, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 396, "ibrion": 2, "lplane": true, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Cu", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.665102847605361, 0.0, 0.0], [-3.5550342825351193, 10.055155394124945, 0.0], [-3.55503428253512, -5.027577697062473, 8.708020010312332]], "symbols": ["Cu", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.06229794561342184, 0.05226786906453685, 0.014442491335462923], [2.6352632711785096, 3.686654223565265, 6.688544042659451], [-4.496766255595179, 4.802614279459645, 8.453419438419196], [-1.5714781158434086, 5.192497617034067, -0.004390351072264124], [3.864782446012767, 4.987898168145405, 0.10803592147087916], [2.925381012374516, 0.15935322102406513, 8.635325442706195], [5.342226581301618, 7.517475197719482, 0.17226197661328457], [9.56758304960832, -0.9595679131194033, 2.220427827229523], [1.4615784802930076, -1.093336303685315, 1.9679052135277022], [8.366990583365382, 1.3392758157965594, 2.194384967236716], [3.0824101066641574, 1.130307319931352, 1.9411417594678848], [5.701762381250289, 1.1966698363446402, 2.03379139621675], [4.295332481778656, 6.4133408729049695, 2.2367830177954473], [-1.6591486579445809, -2.4571315052077556, 4.2854549399399895], [-0.10510076419898273, 0.056825191899675165, 4.508461212661108], [4.181618751697884, 2.310511124416944, 3.920064085623689], [6.3242852932268825, 1.05507926775577, 6.4022745198985564], [-1.8208812778662424, 4.846647404965896, 8.581346740762099], [4.537618799044876, 9.995547251431605, 0.054017370106889256], [-0.9556895952173433, 2.657428543859319, 0.3415921911463255], [1.6845033155901161, 2.2518287146002764, 0.030411021334712057], [4.3568110725921505, 2.442326642496299, 0.11448908161362042], [7.022962865693301, 2.601095655748334, 0.2429694022619692], [1.1269573051480426, 4.941505217072486, 0.14030717510114252], [4.401125667254256, 2.5598973686317583, 8.574202272559402], [-3.5341797190975925, 2.3755263936063784, 8.509963013848674], [2.774589466416055, 7.337590769996365, 0.07092754733127418], [4.108628062792903, -1.1876344203772147, 2.0552071289136946], [6.909462785283335, -1.173434991085437, 2.1832888589823707], [0.44555810147559927, 1.261452658732088, 2.2902772435636667], [-2.5863991367353467, 4.081686824066468, 2.2224600328889803], [0.07667718683820102, 4.0334870237445, 2.4425467608992757], [2.7061722177340193, 3.711944597247144, 2.0927862090807197], [5.398551976617195, 3.976218271777866, 2.1018690389149275], [6.853683184889342, 6.6047404837381, 2.0995696298077644], [-1.0697864418610807, 6.564964431633705, 2.134725842490336], [1.7080638449740224, 6.372576969111003, 2.3339181290474023], [0.8964702336337651, -2.302289103529174, 4.280148617045287], [3.6518956228004296, -2.409101791416191, 4.42884538287771], [6.444087549916539, -2.5496909243759953, 4.47171586675074], [8.001762090710757, -0.07262375642403196, 4.361816763974271], [2.46902758478753, 0.004145380883216365, 4.162816577083971], [5.251194548048959, -0.056692992365245054, 4.288803914180295], [6.762638654893063, 2.3790636888927237, 4.074013622770745], [-1.1602102541220125, 2.449997201945602, 4.2643505313143475], [1.6426719522843878, 2.5419284765591996, 4.386875325516245], [-4.2326191626381995, 5.148312881276301, 4.310826771278716], [-1.5346171609188974, 5.220808818347836, 4.452299327912176], [1.140681677835253, 5.158330505618005, 4.665920395705466], [3.741400924776734, 4.8656616539648, 4.279310415867638], [-5.861185360759312, 6.116080265634663, 6.407224489635257], [-3.188090317552849, 6.227330967799494, 6.536867309210852], [3.062811022890602, -3.761297473159292, 6.7046235514631745], [5.753149085262835, -3.714852711789657, 6.801163540470999], [-3.323635144128721, -1.3523147255211625, 6.699932696484527], [-0.6655305260163997, -1.3587556362964892, 6.632021386715852], [2.010711640464908, -1.292744600814708, 6.633953713989737], [4.685980654285997, -1.2548766464083414, 6.737984865272224], [-1.7150492253225507, 1.1165096161340728, 6.563126159860535], [1.0082923866070366, 1.1780120595475596, 6.679121481987197], [3.683793265737217, 1.1883436625676298, 6.303817197915027], [5.268223369985605, 3.4646045662146885, 6.196154087770922], [-2.7528676857695804, 3.595014587594723, 6.27040060660526], [-0.07313296370740918, 3.6247191498843416, 6.543243107013442]]}, "data": {"stress": [-0.01404840748807749, -0.0060985945918982645, -0.011872300053078395, -0.0019841811143339544, -0.0024659130584502777, 0.0012635555141702073], "doc": "Data from the output of the calculation", "volume": 933.841677937499, "total_energy": -308.805504, "forces": [[-0.000643, 0.000975, 0.001861], [0.004114, -0.005365, -0.001795], [0.004938, 0.005375, -0.003868], [-0.003977, -0.006363, -0.002362], [0.001396, 0.000884, 0.004586], [-0.005057, -0.00646, 0.00222], [0.000834, -0.002683, -4.7e-05], [0.001643, -0.00126, -0.002384], [-0.000369, 0.00912, -0.000599], [-0.003195, -0.002566, 0.001546], [-4.6e-05, 0.000286, 0.005318], [0.001787, 0.005973, 0.005243], [0.002559, 0.000514, 0.0092], [0.006152, 0.003412, -0.003759], [0.003016, -0.001516, -0.001032], [-0.001533, -0.000448, 0.004273], [0.003643, 0.001069, 0.001718], [0.000879, 0.008199, -0.005716], [0.003707, 0.004317, -0.003413], [0.001005, -0.005477, -0.004045], [0.001828, 0.005431, 0.005225], [0.004382, 0.003143, 0.001423], [-0.012201, -0.002429, 0.004271], [0.004645, 0.003329, -0.007599], [0.002928, -9.3e-05, -0.004387], [0.005144, -0.004909, -0.003168], [0.005005, -0.000957, 0.0023], [0.003474, -0.003911, 0.005734], [0.000497, 0.002359, -0.002235], [0.000745, 0.001642, -0.00188], [-0.003493, -0.00355, -0.00805], [-0.005945, -0.004976, -0.007958], [0.004667, -0.00372, 0.004851], [-0.001351, -0.004276, 0.003805], [-0.003102, -0.002657, 0.00168], [0.007917, 0.001621, -0.002696], [-0.000283, 0.003776, -0.001757], [-0.001201, 0.004411, 0.000358], [0.007902, 0.004162, -0.001447], [0.003522, 0.005423, -0.003458], [-0.004223, 0.003818, 0.006479], [0.004043, 0.000938, 0.001944], [0.001843, -0.00914, -0.000907], [-0.003725, 4.5e-05, -0.001751], [-0.004701, 0.00253, -0.004662], [-0.004204, -0.008903, 0.00181], [0.000531, 0.000304, 0.003768], [-0.001929, 0.000788, 0.000354], [-0.005465, 0.003072, -0.01281], [-0.002267, -0.000285, 0.003756], [0.000309, -0.001852, 0.002208], [-0.003522, 0.001639, 0.000329], [-0.005283, -0.005012, -0.003511], [-0.002976, -0.002252, -0.003816], [-0.000776, -0.004462, 0.000352], [-0.002461, 0.002614, 0.001257], [-0.000224, -0.003589, 0.001039], [-0.003191, -0.002145, 0.003384], [-0.007819, 0.005502, -0.007377], [0.001933, -0.003112, 0.003641], [-0.004288, 0.003573, 0.007584], [0.002604, -0.00084, 0.007068], [-0.00019, 0.003224, 0.001345], [5.1e-05, 0.001741, -0.003439]], "fermi_level": 4.1561}, "metadata": {"date.created": 1405367707.987265, "uuid": "c1a3821e-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:07 2014", "user.username": null, "atoms.resort": [0, 49, 2, 3, 4, 5, 6, 7, 50, 8, 51, 52, 9, 10, 11, 53, 54, 55, 12, 13, 56, 14, 57, 58, 15, 16, 17, 18, 19, 20, 21, 59, 60, 22, 23, 24, 25, 61, 26, 27, 28, 29, 30, 62, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 63, 43, 44, 45, 46, 47, 48, 1], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Cu.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Cu/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Pd/POTCAR"}}, "cell": [[10.665102847605361, 0.0, 0.0], [-3.5550342825351193, 10.055155394124945, 0.0], [-3.55503428253512, -5.027577697062473, 8.708020010312332]], "numbers": [29, 46, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "key_value_pairs": {"_0cl": 1, "RN": 1, "_0_25Cu": 1, "_64atom": 1, "bcc": 1}, "mtime": 15.038294986379192, "keywords": ["bcc", "RN", "64atom", "0cl", "0.25Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.25, "unique_id": "340333688694509e06f048c9069e8df9", "user": "jboes"},
"228":
{"ctime": 14.923542726113427, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[-0.06795372546497278, 0.08365261954508027, 0.3062094044897265], [2.6871768535527036, 4.024020412944518, 6.9159099038305865], [2.5242083313592, -0.08544606332681429, 0.17320812175894834], [-1.9129899326740318, 4.945428039482949, 8.688080006437549], [4.47315582241147, 10.115891668399597, 0.01521890234819779], [-0.6805258421007807, 2.6760761244693017, 0.07065555517026624], [2.0855254135954477, 2.5901302466499296, 0.1563701593038309], [7.363456318520582, 2.569417170155463, 0.06850587985286669], [-2.642567863622724, -0.026375826080781373, 8.68030361800081], [3.7374542284145464, 4.949139465369301, 0.03185766632493048], [6.492679817765355, 5.115731218785458, 0.09430824619507577], [7.967023984761831, 7.683062885531083, 0.13070530014997384], [-3.7144072467447224, 2.4731260588443194, 8.578281525143764], [-1.0349001090517795, 2.3619151843900292, 8.553738280735063], [5.228943198548969, 7.494631218370296, 0.013096901136826992], [6.054801504742015, 8.74982359000509, 2.2276634473237658], [1.6293317791805026, -1.3349874349398048, 2.4305272383010785], [0.8116533575127922, 8.680992066053618, 2.0673084512171367], [-1.712367245609944, 1.2709998195146668, 2.158842766109646], [0.9989187833138798, 1.3896714702773223, 2.326588362744369], [3.6932039069239875, 1.2354354887144054, 2.1906969923358575], [6.354570953269124, 1.0137229974997033, 2.0484858945386364], [-2.34450376773461, 3.9410468482540377, 2.1344102929871287], [2.899554740124653, 3.8793466563806165, 2.371072007008063], [5.63967884761064, 3.6938027800351927, 2.179624788075685], [-3.4750311168340673, 6.381205165717047, 2.395663886259597], [-0.7265706771093846, 6.308543151408779, 2.0878249183881272], [4.546891482848225, 6.249978163575763, 2.341931071406788], [3.3812679363598344, -2.4071540365459687, 4.4348862834169935], [2.6203484162210797, 7.575183817264177, 4.153465450828888], [7.894071590976715, -0.28161993237399807, 4.091382868621306], [-0.1819956510776688, -0.029540114083013602, 4.328234317943111], [2.5275019582348404, 0.15997742784329638, 4.477580296232059], [5.202929124756396, -0.08974011373887913, 4.247739551047809], [7.273628117789774, 2.4361407391386667, 4.160214436536105], [-0.7970620873628513, 2.7076595313513834, 4.254135262093632], [1.8678032335075163, 2.7765610554011806, 4.585086770938923], [4.563681436247647, 2.5591603556257336, 4.39358920903663], [-4.450317691987021, 5.047690529940104, 4.485160512467471], [-1.7578077814451714, 5.307136212359776, 4.420228836184065], [0.943586883349123, 5.297748924709272, 4.268956962053381], [3.6408211372062964, 5.136853542939954, 4.654481622474124], [-2.6825811543205336, -3.788911922539909, 6.894412528450726], [0.007215379442266023, -3.843864454363986, 6.770474300656733], [2.701548063834331, -3.702838656067735, 6.708582351144528], [5.384825269079979, -3.6150543064890397, 6.61327157152063], [7.09213438881849, -1.3097716169269025, 6.451430395840164], [-0.9818687172014706, -1.326732849333661, 6.567769428470551], [1.7097626043643954, -1.2201230813991413, 6.710822081804423], [4.401133930489964, -1.0945416711038773, 6.640587274212466], [6.139160375805617, 1.2213031208165583, 6.3949453077555445], [-1.9679811846289228, 1.1550200494686713, 6.255393378200897], [0.7095289630332338, 1.2845990170357315, 6.531868257929202], [3.4508140679410904, 1.4491723401122814, 6.657911565903128], [-5.416923568233443, 3.8029854049029588, 6.674733954719171], [-2.7080091687081755, 3.7406201632105804, 6.401655976007301], [0.0033236406696954823, 3.9291657912873195, 6.516839450091416], [4.716787466700569, 2.453941030104587, 0.06787138201319157], [-5.270019739188825, 0.11410666553734305, 8.698020205559548], [3.435522804936124, 8.620624414209917, 1.9041812840565302], [0.2981285613396091, 3.89966214049846, 2.1596597060531857], [1.918637041368238, 6.263959596626174, 1.9912626678933418], [5.304317005031731, 7.4695956943794695, 4.536439103806241], [0.6899337810492008, -2.487715117050862, 4.627249579611844]], "energy": -319.020577, "calculator_parameters": {"incar": {"ediffg": -0.02, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 388, "encut": 400.0, "ediff": 1e-06, "npar": 4, "nsw": 50}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"], ["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": {"0": "Cu", "1": "Pd"}, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.776387111991664, 0.0, 0.0], [-3.592129037330555, 10.16007520477416, 0.0], [-3.592129037330553, -5.08003760238708, 8.798883231694806]], "symbols": ["Cu", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[-0.06795372546497278, 0.08365261954508027, 0.3062094044897265], [2.6871768535527036, 4.024020412944518, 6.9159099038305865], [2.5242083313592, -0.08544606332681429, 0.17320812175894834], [-1.9129899326740318, 4.945428039482949, 8.688080006437549], [4.47315582241147, 10.115891668399597, 0.01521890234819779], [-0.6805258421007807, 2.6760761244693017, 0.07065555517026624], [2.0855254135954477, 2.5901302466499296, 0.1563701593038309], [7.363456318520582, 2.569417170155463, 0.06850587985286669], [-2.642567863622724, -0.026375826080781373, 8.68030361800081], [3.7374542284145464, 4.949139465369301, 0.03185766632493048], [6.492679817765355, 5.115731218785458, 0.09430824619507577], [7.967023984761831, 7.683062885531083, 0.13070530014997384], [-3.7144072467447224, 2.4731260588443194, 8.578281525143764], [-1.0349001090517795, 2.3619151843900292, 8.553738280735063], [5.228943198548969, 7.494631218370296, 0.013096901136826992], [6.054801504742015, 8.74982359000509, 2.2276634473237658], [1.6293317791805026, -1.3349874349398048, 2.4305272383010785], [0.8116533575127922, 8.680992066053618, 2.0673084512171367], [-1.712367245609944, 1.2709998195146668, 2.158842766109646], [0.9989187833138798, 1.3896714702773223, 2.326588362744369], [3.6932039069239875, 1.2354354887144054, 2.1906969923358575], [6.354570953269124, 1.0137229974997033, 2.0484858945386364], [-2.34450376773461, 3.9410468482540377, 2.1344102929871287], [2.899554740124653, 3.8793466563806165, 2.371072007008063], [5.63967884761064, 3.6938027800351927, 2.179624788075685], [-3.4750311168340673, 6.381205165717047, 2.395663886259597], [-0.7265706771093846, 6.308543151408779, 2.0878249183881272], [4.546891482848225, 6.249978163575763, 2.341931071406788], [3.3812679363598344, -2.4071540365459687, 4.4348862834169935], [2.6203484162210797, 7.575183817264177, 4.153465450828888], [7.894071590976715, -0.28161993237399807, 4.091382868621306], [-0.1819956510776688, -0.029540114083013602, 4.328234317943111], [2.5275019582348404, 0.15997742784329638, 4.477580296232059], [5.202929124756396, -0.08974011373887913, 4.247739551047809], [7.273628117789774, 2.4361407391386667, 4.160214436536105], [-0.7970620873628513, 2.7076595313513834, 4.254135262093632], [1.8678032335075163, 2.7765610554011806, 4.585086770938923], [4.563681436247647, 2.5591603556257336, 4.39358920903663], [-4.450317691987021, 5.047690529940104, 4.485160512467471], [-1.7578077814451714, 5.307136212359776, 4.420228836184065], [0.943586883349123, 5.297748924709272, 4.268956962053381], [3.6408211372062964, 5.136853542939954, 4.654481622474124], [-2.6825811543205336, -3.788911922539909, 6.894412528450726], [0.007215379442266023, -3.843864454363986, 6.770474300656733], [2.701548063834331, -3.702838656067735, 6.708582351144528], [5.384825269079979, -3.6150543064890397, 6.61327157152063], [7.09213438881849, -1.3097716169269025, 6.451430395840164], [-0.9818687172014706, -1.326732849333661, 6.567769428470551], [1.7097626043643954, -1.2201230813991413, 6.710822081804423], [4.401133930489964, -1.0945416711038773, 6.640587274212466], [6.139160375805617, 1.2213031208165583, 6.3949453077555445], [-1.9679811846289228, 1.1550200494686713, 6.255393378200897], [0.7095289630332338, 1.2845990170357315, 6.531868257929202], [3.4508140679410904, 1.4491723401122814, 6.657911565903128], [-5.416923568233443, 3.8029854049029588, 6.674733954719171], [-2.7080091687081755, 3.7406201632105804, 6.401655976007301], [0.0033236406696954823, 3.9291657912873195, 6.516839450091416], [4.716787466700569, 2.453941030104587, 0.06787138201319157], [-5.270019739188825, 0.11410666553734305, 8.698020205559548], [3.435522804936124, 8.620624414209917, 1.9041812840565302], [0.2981285613396091, 3.89966214049846, 2.1596597060531857], [1.918637041368238, 6.263959596626174, 1.9912626678933418], [5.304317005031731, 7.4695956943794695, 4.536439103806241], [0.6899337810492008, -2.487715117050862, 4.627249579611844]]}, "data": {"stress": [-0.0057966492385708645, -0.004115299771467869, -0.005777419157466171, -0.0010476493260580587, -0.0007117751441408799, -0.0004935346326489341], "doc": "Data from the output of the calculation", "volume": 963.3800770064377, "total_energy": -319.020577, "forces": [[-0.000173, 0.002586, 0.005252], [0.003128, -0.00564, 0.004262], [0.001272, -0.004736, -0.001366], [0.005874, 0.006626, 0.006002], [0.014056, 0.006257, 0.004179], [0.002607, -0.006731, -0.004563], [0.004738, -0.008788, 0.001554], [-0.010558, 0.003188, 0.001083], [0.002203, -0.010124, 0.004248], [0.000515, 0.000391, -0.000442], [-0.005489, 0.007392, -0.006549], [-0.004057, -0.006885, 0.001226], [0.001472, -0.002282, 0.006655], [-0.002347, -7.3e-05, 0.003373], [-0.009351, -0.001838, -0.003361], [-0.001831, -0.003621, -0.005969], [0.00108, -0.008121, 0.001437], [0.004038, 0.007347, 0.001925], [3e-05, -0.001875, 0.005744], [-0.003474, 0.00036, -0.004894], [-0.000585, 0.010843, -0.002881], [0.002171, -0.002191, 0.008332], [0.00781, 0.001539, -0.006706], [-0.002829, 0.010471, -0.004258], [0.005205, 0.004084, -0.00219], [-0.006509, -0.009443, -0.004424], [-0.00385, 0.001446, 0.001706], [-0.004611, 0.006484, 0.004442], [-0.001902, 0.000517, -0.002607], [-0.004523, 0.004834, 0.009491], [0.00091, -0.000857, 0.004728], [-0.002837, -0.003377, -0.00044], [-0.000378, 0.003142, -0.007697], [-0.001128, 0.008878, 0.002737], [0.000831, 0.007024, -0.001504], [0.001828, 0.004519, 0.003745], [-0.00025, -0.007132, -0.006223], [0.006213, 0.004796, -0.000444], [-0.005032, 0.006772, -0.001599], [0.000984, 0.003707, -0.000807], [-0.002575, -0.00487, -8.6e-05], [-0.000624, 3.5e-05, 0.004224], [0.003979, -0.004072, -0.002473], [0.0031, -0.007408, -0.002369], [0.004705, -0.00119, -0.00338], [0.001894, 0.000978, -0.004152], [-0.004726, -0.004866, -0.001661], [-0.000914, -0.004235, 0.007993], [-0.004708, -0.005432, -0.004963], [-0.004599, 0.000861, 6.8e-05], [0.007047, -0.005319, 0.009047], [0.005255, 0.002895, 0.000123], [0.003098, -0.007652, -0.007794], [0.003784, 0.003581, -0.009603], [0.00211, -0.006474, -0.003197], [3.6e-05, 0.002756, 0.002887], [0.001261, -0.002805, 0.009302], [-0.000473, 0.004705, -0.01212], [-0.003369, -0.008935, 0.003003], [0.003818, 0.008835, 0.00119], [0.00555, -0.004935, -0.003569], [-0.008314, 0.009916, -0.000238], [-0.004828, 0.005582, 0.004962], [-0.005756, -0.001442, -0.000393]], "fermi_level": 4.2508}, "metadata": {"date.created": 1405367708.372354, "uuid": "c1de44c6-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:08 2014", "user.username": null, "atoms.resort": [0, 9, 10, 11, 12, 13, 2, 14, 3, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 4, 25, 26, 27, 28, 29, 5, 30, 31, 32, 33, 6, 34, 7, 8, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 1], "atoms.setups": "ccollections\nOrderedDict\np0\n((lp1\n(lp2\nS'0'\np3\naS'Cu'\np4\naa(lp5\nS'1'\np6\naS'Pd'\np7\naatp8\nRp9\n.", "user.fullname": null, "user.email": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[10.776387111991664, 0.0, 0.0], [-3.592129037330555, 10.16007520477416, 0.0], [-3.592129037330553, -5.08003760238708, 8.798883231694806]], "numbers": [29, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"RN": 1, "_0cl": 1, "_64atom": 1, "_0_12Cu": 1, "bcc": 1}, "mtime": 15.038294997072912, "keywords": ["bcc", "RN", "64atom", "0cl", "0.12Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 0.125, "unique_id": "60a6d9a4a038836bd0fae8d9ad1d4193", "user": "jboes"},
"229":
{"ctime": 14.923542764296052, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [2.49934931532189, 0.0, 0.0], [4.99869863064378, 0.0, 0.0], [7.49804794596567, 0.0, 0.0], [-0.8331164384406299, 2.3564091325574177, 0.0], [1.66623287688126, 2.3564091325574177, 0.0], [4.16558219220315, 2.3564091325574177, 0.0], [6.66493150752504, 2.3564091325574177, 0.0], [-1.6662328768812598, 4.712818265114835, 0.0], [0.8331164384406302, 4.712818265114835, 0.0], [3.33246575376252, 4.712818265114835, 0.0], [5.83181506908441, 4.712818265114835, 0.0], [-2.4993493153218895, 7.069227397672253, 0.0], [4.440892098500626e-16, 7.069227397672253, 0.0], [2.4993493153218904, 7.069227397672253, 0.0], [4.99869863064378, 7.069227397672253, 0.0], [-0.8331164384406301, -1.1782045662787086, 2.040710170504376], [1.66623287688126, -1.1782045662787086, 2.040710170504376], [4.16558219220315, -1.1782045662787086, 2.040710170504376], [6.66493150752504, -1.1782045662787086, 2.040710170504376], [-1.66623287688126, 1.178204566278709, 2.040710170504376], [0.8331164384406299, 1.178204566278709, 2.040710170504376], [3.33246575376252, 1.178204566278709, 2.040710170504376], [5.83181506908441, 1.178204566278709, 2.040710170504376], [-2.49934931532189, 3.534613698836127, 2.040710170504376], [1.1102230246251565e-16, 3.534613698836127, 2.040710170504376], [2.49934931532189, 3.534613698836127, 2.040710170504376], [4.99869863064378, 3.534613698836127, 2.040710170504376], [-3.3324657537625195, 5.891022831393545, 2.040710170504376], [-0.8331164384406297, 5.891022831393545, 2.040710170504376], [1.6662328768812604, 5.891022831393545, 2.040710170504376], [4.16558219220315, 5.891022831393545, 2.040710170504376], [-1.6662328768812602, -2.3564091325574172, 4.081420341008752], [0.8331164384406298, -2.3564091325574172, 4.081420341008752], [3.33246575376252, -2.3564091325574172, 4.081420341008752], [5.83181506908441, -2.3564091325574172, 4.081420341008752], [-2.49934931532189, 4.440892098500626e-16, 4.081420341008752], [-2.220446049250313e-16, 4.440892098500626e-16, 4.081420341008752], [2.49934931532189, 4.440892098500626e-16, 4.081420341008752], [4.99869863064378, 4.440892098500626e-16, 4.081420341008752], [-3.33246575376252, 2.356409132557418, 4.081420341008752], [-0.83311643844063, 2.356409132557418, 4.081420341008752], [1.6662328768812598, 2.356409132557418, 4.081420341008752], [4.16558219220315, 2.356409132557418, 4.081420341008752], [-4.16558219220315, 4.712818265114835, 4.081420341008752], [-1.6662328768812598, 4.712818265114835, 4.081420341008752], [0.8331164384406302, 4.712818265114835, 4.081420341008752], [3.33246575376252, 4.712818265114835, 4.081420341008752], [-2.4993493153218904, -3.534613698836126, 6.122130511513129], [-4.440892098500626e-16, -3.534613698836126, 6.122130511513129], [2.4993493153218895, -3.534613698836126, 6.122130511513129], [4.99869863064378, -3.534613698836126, 6.122130511513129], [-3.3324657537625204, -1.1782045662787084, 6.122130511513129], [-0.8331164384406304, -1.1782045662787084, 6.122130511513129], [1.6662328768812595, -1.1782045662787084, 6.122130511513129], [4.16558219220315, -1.1782045662787084, 6.122130511513129], [-4.16558219220315, 1.1782045662787093, 6.122130511513129], [-1.6662328768812602, 1.1782045662787093, 6.122130511513129], [0.8331164384406295, 1.1782045662787093, 6.122130511513129], [3.3324657537625195, 1.1782045662787093, 6.122130511513129], [-4.99869863064378, 3.534613698836127, 6.122130511513129], [-2.49934931532189, 3.534613698836127, 6.122130511513129], [0.0, 3.534613698836127, 6.122130511513129], [2.4993493153218895, 3.534613698836127, 6.122130511513129]], "energy": -235.505691, "calculator_parameters": {"incar": {"encut": 400.0, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "nbands": 424, "ibrion": 2, "lplane": true, "ediffg": -0.02, "ediff": 1e-06, "npar": 4, "nsw": 20}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Cu", "potpaw_PBE/Cu/POTCAR", "a44c591415026f53deb16a99ca3f06b1e69be10b"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[9.99739726128756, 0.0, 0.0], [-3.3324657537625195, 9.42563653022967, 0.0], [-3.3324657537625204, -4.7128182651148345, 8.162840682017505]], "symbols": ["Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu", "Cu"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [2.49934931532189, 0.0, 0.0], [4.99869863064378, 0.0, 0.0], [7.49804794596567, 0.0, 0.0], [-0.8331164384406299, 2.3564091325574177, 0.0], [1.66623287688126, 2.3564091325574177, 0.0], [4.16558219220315, 2.3564091325574177, 0.0], [6.66493150752504, 2.3564091325574177, 0.0], [-1.6662328768812598, 4.712818265114835, 0.0], [0.8331164384406302, 4.712818265114835, 0.0], [3.33246575376252, 4.712818265114835, 0.0], [5.83181506908441, 4.712818265114835, 0.0], [-2.4993493153218895, 7.069227397672253, 0.0], [4.440892098500626e-16, 7.069227397672253, 0.0], [2.4993493153218904, 7.069227397672253, 0.0], [4.99869863064378, 7.069227397672253, 0.0], [-0.8331164384406301, -1.1782045662787086, 2.040710170504376], [1.66623287688126, -1.1782045662787086, 2.040710170504376], [4.16558219220315, -1.1782045662787086, 2.040710170504376], [6.66493150752504, -1.1782045662787086, 2.040710170504376], [-1.66623287688126, 1.178204566278709, 2.040710170504376], [0.8331164384406299, 1.178204566278709, 2.040710170504376], [3.33246575376252, 1.178204566278709, 2.040710170504376], [5.83181506908441, 1.178204566278709, 2.040710170504376], [-2.49934931532189, 3.534613698836127, 2.040710170504376], [1.1102230246251565e-16, 3.534613698836127, 2.040710170504376], [2.49934931532189, 3.534613698836127, 2.040710170504376], [4.99869863064378, 3.534613698836127, 2.040710170504376], [-3.3324657537625195, 5.891022831393545, 2.040710170504376], [-0.8331164384406297, 5.891022831393545, 2.040710170504376], [1.6662328768812604, 5.891022831393545, 2.040710170504376], [4.16558219220315, 5.891022831393545, 2.040710170504376], [-1.6662328768812602, -2.3564091325574172, 4.081420341008752], [0.8331164384406298, -2.3564091325574172, 4.081420341008752], [3.33246575376252, -2.3564091325574172, 4.081420341008752], [5.83181506908441, -2.3564091325574172, 4.081420341008752], [-2.49934931532189, 4.440892098500626e-16, 4.081420341008752], [-2.220446049250313e-16, 4.440892098500626e-16, 4.081420341008752], [2.49934931532189, 4.440892098500626e-16, 4.081420341008752], [4.99869863064378, 4.440892098500626e-16, 4.081420341008752], [-3.33246575376252, 2.356409132557418, 4.081420341008752], [-0.83311643844063, 2.356409132557418, 4.081420341008752], [1.6662328768812598, 2.356409132557418, 4.081420341008752], [4.16558219220315, 2.356409132557418, 4.081420341008752], [-4.16558219220315, 4.712818265114835, 4.081420341008752], [-1.6662328768812598, 4.712818265114835, 4.081420341008752], [0.8331164384406302, 4.712818265114835, 4.081420341008752], [3.33246575376252, 4.712818265114835, 4.081420341008752], [-2.4993493153218904, -3.534613698836126, 6.122130511513129], [-4.440892098500626e-16, -3.534613698836126, 6.122130511513129], [2.4993493153218895, -3.534613698836126, 6.122130511513129], [4.99869863064378, -3.534613698836126, 6.122130511513129], [-3.3324657537625204, -1.1782045662787084, 6.122130511513129], [-0.8331164384406304, -1.1782045662787084, 6.122130511513129], [1.6662328768812595, -1.1782045662787084, 6.122130511513129], [4.16558219220315, -1.1782045662787084, 6.122130511513129], [-4.16558219220315, 1.1782045662787093, 6.122130511513129], [-1.6662328768812602, 1.1782045662787093, 6.122130511513129], [0.8331164384406295, 1.1782045662787093, 6.122130511513129], [3.3324657537625195, 1.1782045662787093, 6.122130511513129], [-4.99869863064378, 3.534613698836127, 6.122130511513129], [-2.49934931532189, 3.534613698836127, 6.122130511513129], [0.0, 3.534613698836127, 6.122130511513129], [2.4993493153218895, 3.534613698836127, 6.122130511513129]]}, "data": {"stress": [-6.16723243737321e-05, -6.16723243737321e-05, -6.16723243737321e-05, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 769.1994385920002, "total_energy": -235.505691, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 3.6404}, "metadata": {"date.created": 1405367708.870087, "uuid": "c22a3732-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:08 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "user.email": null, "user.fullname": null, "Cu.potential.git_hash": "a44c591415026f53deb16a99ca3f06b1e69be10b", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "Cu.potential.path": "potpaw_PBE/Cu/POTCAR"}}, "cell": [[9.99739726128756, 0.0, 0.0], [-3.3324657537625195, 9.42563653022967, 0.0], [-3.3324657537625204, -4.7128182651148345, 8.162840682017505]], "numbers": [29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29], "key_value_pairs": {"_0cl": 1, "RN": 1, "_1_00Cu": 1, "_64atom": 1, "bcc": 1}, "mtime": 15.038295007259833, "keywords": ["bcc", "RN", "64atom", "0cl", "1.00Cu"], "pbc": [true, true, true], "calculator": "vasp", "composition": 1.0, "unique_id": "828e743513e4726d287780c42f737d38", "user": "jboes"},
"230":
{"ctime": 14.923542799745668, "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "positions": [[0.0, 0.0, 0.0], [2.7219178440944907, 0.0, 0.0], [5.443835688188981, 0.0, 0.0], [8.165753532283471, 0.0, 0.0], [-0.907305948031497, 2.566248753855843, 0.0], [1.8146118960629938, 2.566248753855843, 0.0], [4.5365297401574844, 2.566248753855843, 0.0], [7.258447584251974, 2.566248753855843, 0.0], [-1.814611896062994, 5.132497507711686, 0.0], [0.9073059480314967, 5.132497507711686, 0.0], [3.6292237921259876, 5.132497507711686, 0.0], [6.351141636220477, 5.132497507711686, 0.0], [-2.721917844094491, 7.698746261567528, 0.0], [-4.440892098500626e-16, 7.698746261567528, 0.0], [2.7219178440944902, 7.698746261567528, 0.0], [5.44383568818898, 7.698746261567528, 0.0], [-0.9073059480314966, -1.2831243769279215, 2.222436613269319], [1.8146118960629942, -1.2831243769279215, 2.222436613269319], [4.5365297401574844, -1.2831243769279215, 2.222436613269319], [7.258447584251974, -1.2831243769279215, 2.222436613269319], [-1.8146118960629936, 1.2831243769279215, 2.222436613269319], [0.9073059480314972, 1.2831243769279215, 2.222436613269319], [3.629223792125988, 1.2831243769279215, 2.222436613269319], [6.351141636220477, 1.2831243769279215, 2.222436613269319], [-2.7219178440944907, 3.849373130783764, 2.222436613269319], [1.1102230246251565e-16, 3.849373130783764, 2.222436613269319], [2.721917844094491, 3.849373130783764, 2.222436613269319], [5.4438356881889804, 3.849373130783764, 2.222436613269319], [-3.6292237921259876, 6.415621884639607, 2.222436613269319], [-0.907305948031497, 6.415621884639607, 2.222436613269319], [1.8146118960629938, 6.415621884639607, 2.222436613269319], [4.536529740157483, 6.415621884639607, 2.222436613269319], [-1.8146118960629931, -2.566248753855843, 4.444873226538638], [0.9073059480314976, -2.566248753855843, 4.444873226538638], [3.6292237921259884, -2.566248753855843, 4.444873226538638], [6.351141636220478, -2.566248753855843, 4.444873226538638], [-2.7219178440944902, 0.0, 4.444873226538638], [6.661338147750939e-16, 0.0, 4.444873226538638], [2.7219178440944916, 0.0, 4.444873226538638], [5.443835688188981, 0.0, 4.444873226538638], [-3.629223792125987, 2.566248753855843, 4.444873226538638], [-0.9073059480314964, 2.566248753855843, 4.444873226538638], [1.8146118960629944, 2.566248753855843, 4.444873226538638], [4.5365297401574844, 2.566248753855843, 4.444873226538638], [-4.5365297401574844, 5.132497507711685, 4.444873226538638], [-1.8146118960629936, 5.132497507711685, 4.444873226538638], [0.9073059480314971, 5.132497507711685, 4.444873226538638], [3.6292237921259867, 5.132497507711685, 4.444873226538638], [-2.72191784409449, -3.849373130783764, 6.667309839807957], [8.881784197001252e-16, -3.849373130783764, 6.667309839807957], [2.7219178440944916, -3.849373130783764, 6.667309839807957], [5.443835688188981, -3.849373130783764, 6.667309839807957], [-3.6292237921259867, -1.2831243769279213, 6.667309839807957], [-0.907305948031496, -1.2831243769279213, 6.667309839807957], [1.8146118960629947, -1.2831243769279213, 6.667309839807957], [4.5365297401574844, -1.2831243769279213, 6.667309839807957], [-4.536529740157484, 1.2831243769279217, 6.667309839807957], [-1.8146118960629931, 1.2831243769279217, 6.667309839807957], [0.9073059480314978, 1.2831243769279217, 6.667309839807957], [3.6292237921259876, 1.2831243769279217, 6.667309839807957], [-5.443835688188981, 3.849373130783764, 6.667309839807957], [-2.7219178440944902, 3.849373130783764, 6.667309839807957], [4.440892098500626e-16, 3.849373130783764, 6.667309839807957], [2.72191784409449, 3.849373130783764, 6.667309839807957]], "energy": -328.732056, "key_value_pairs": {"RN": 1, "_0_00Cu": 1, "_0cl": 1, "_64atom": 1, "bcc": 1}, "calculator_parameters": {"incar": {"nsw": 20, "lplane": true, "doc": "INCAR parameters", "prec": "Normal", "nsim": 4, "isif": 2, "ibrion": 2, "nbands": 384, "encut": 400.0, "ediff": 1e-06, "npar": 4, "ediffg": -0.02}, "doc": "JSON representation of a VASP calculation.\n\nenergy is in eV\nforces are in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic moments are in Bohr-magneton\nThe density of states is reported with E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell parameters are reported in \\AA\n\nIf atom-projected dos are included they are in the form:\n{ados:{energy:data, {atom index: {orbital : dos}}}\n", "potcar": [["Pd", "potpaw_PBE/Pd/POTCAR", "abec334aaffe253d3b9fb835c3a06cba6c014023"]], "input": {"kpts": [5, 5, 5], "reciprocal": false, "xc": "PBE", "kpts_nintersections": null, "setups": null, "txt": "-", "gamma": false}, "atoms": {"cell": [[10.887671376377963, 0.0, 0.0], [-3.629223792125988, 10.264995015423372, 0.0], [-3.6292237921259862, -5.132497507711686, 8.889746453077276]], "symbols": ["Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd", "Pd"], "tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0], "pbc": [true, true, true], "positions": [[0.0, 0.0, 0.0], [2.7219178440944907, 0.0, 0.0], [5.443835688188981, 0.0, 0.0], [8.165753532283471, 0.0, 0.0], [-0.907305948031497, 2.566248753855843, 0.0], [1.8146118960629938, 2.566248753855843, 0.0], [4.5365297401574844, 2.566248753855843, 0.0], [7.258447584251974, 2.566248753855843, 0.0], [-1.814611896062994, 5.132497507711686, 0.0], [0.9073059480314967, 5.132497507711686, 0.0], [3.6292237921259876, 5.132497507711686, 0.0], [6.351141636220477, 5.132497507711686, 0.0], [-2.721917844094491, 7.698746261567528, 0.0], [-4.440892098500626e-16, 7.698746261567528, 0.0], [2.7219178440944902, 7.698746261567528, 0.0], [5.44383568818898, 7.698746261567528, 0.0], [-0.9073059480314966, -1.2831243769279215, 2.222436613269319], [1.8146118960629942, -1.2831243769279215, 2.222436613269319], [4.5365297401574844, -1.2831243769279215, 2.222436613269319], [7.258447584251974, -1.2831243769279215, 2.222436613269319], [-1.8146118960629936, 1.2831243769279215, 2.222436613269319], [0.9073059480314972, 1.2831243769279215, 2.222436613269319], [3.629223792125988, 1.2831243769279215, 2.222436613269319], [6.351141636220477, 1.2831243769279215, 2.222436613269319], [-2.7219178440944907, 3.849373130783764, 2.222436613269319], [1.1102230246251565e-16, 3.849373130783764, 2.222436613269319], [2.721917844094491, 3.849373130783764, 2.222436613269319], [5.4438356881889804, 3.849373130783764, 2.222436613269319], [-3.6292237921259876, 6.415621884639607, 2.222436613269319], [-0.907305948031497, 6.415621884639607, 2.222436613269319], [1.8146118960629938, 6.415621884639607, 2.222436613269319], [4.536529740157483, 6.415621884639607, 2.222436613269319], [-1.8146118960629931, -2.566248753855843, 4.444873226538638], [0.9073059480314976, -2.566248753855843, 4.444873226538638], [3.6292237921259884, -2.566248753855843, 4.444873226538638], [6.351141636220478, -2.566248753855843, 4.444873226538638], [-2.7219178440944902, 0.0, 4.444873226538638], [6.661338147750939e-16, 0.0, 4.444873226538638], [2.7219178440944916, 0.0, 4.444873226538638], [5.443835688188981, 0.0, 4.444873226538638], [-3.629223792125987, 2.566248753855843, 4.444873226538638], [-0.9073059480314964, 2.566248753855843, 4.444873226538638], [1.8146118960629944, 2.566248753855843, 4.444873226538638], [4.5365297401574844, 2.566248753855843, 4.444873226538638], [-4.5365297401574844, 5.132497507711685, 4.444873226538638], [-1.8146118960629936, 5.132497507711685, 4.444873226538638], [0.9073059480314971, 5.132497507711685, 4.444873226538638], [3.6292237921259867, 5.132497507711685, 4.444873226538638], [-2.72191784409449, -3.849373130783764, 6.667309839807957], [8.881784197001252e-16, -3.849373130783764, 6.667309839807957], [2.7219178440944916, -3.849373130783764, 6.667309839807957], [5.443835688188981, -3.849373130783764, 6.667309839807957], [-3.6292237921259867, -1.2831243769279213, 6.667309839807957], [-0.907305948031496, -1.2831243769279213, 6.667309839807957], [1.8146118960629947, -1.2831243769279213, 6.667309839807957], [4.5365297401574844, -1.2831243769279213, 6.667309839807957], [-4.536529740157484, 1.2831243769279217, 6.667309839807957], [-1.8146118960629931, 1.2831243769279217, 6.667309839807957], [0.9073059480314978, 1.2831243769279217, 6.667309839807957], [3.6292237921259876, 1.2831243769279217, 6.667309839807957], [-5.443835688188981, 3.849373130783764, 6.667309839807957], [-2.7219178440944902, 3.849373130783764, 6.667309839807957], [4.440892098500626e-16, 3.849373130783764, 6.667309839807957], [2.72191784409449, 3.849373130783764, 6.667309839807957]]}, "data": {"stress": [0.00019055318926526068, 0.00019055318926526068, 0.00019055318926526068, -0.0, -0.0, -0.0], "doc": "Data from the output of the calculation", "volume": 993.5348866239997, "total_energy": -328.732056, "forces": [[0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0], [0.0, 0.0, 0.0]], "fermi_level": 4.3476}, "metadata": {"date.created": 1405367709.168175, "uuid": "c257b374-0b90-11e4-99f9-003048f5e49e", "date.created.ascii": "Mon Jul 14 15:55:09 2014", "user.username": null, "atoms.resort": [0, 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63], "user.email": null, "user.fullname": null, "Pd.potential.git_hash": "abec334aaffe253d3b9fb835c3a06cba6c014023", "Pd.potential.path": "potpaw_PBE/Pd/POTCAR", "atoms.tags": [0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0]}}, "cell": [[10.887671376377963, 0.0, 0.0], [-3.629223792125988, 10.264995015423372, 0.0], [-3.6292237921259862, -5.132497507711686, 8.889746453077276]], "numbers": [46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46, 46], "pbc": [true, true, true], "mtime": 15.038295017459568, "keywords": ["bcc", "RN", "64atom", "0cl", "0.00Cu"], "calculator": "vasp", "composition": 0.0, "unique_id": "70199672f444284e052808c816ebe5d2", "user": "jboes"},
"ids": [1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23, 24, 25, 26, 27, 28, 29, 30, 31, 32, 33, 34, 35, 36, 37, 38, 39, 40, 41, 42, 43, 44, 45, 46, 47, 48, 49, 50, 51, 52, 53, 54, 55, 56, 57, 58, 59, 60, 61, 62, 63, 64, 65, 66, 67, 68, 69, 70, 71, 72, 73, 74, 75, 76, 77, 78, 79, 80, 81, 82, 83, 84, 85, 86, 87, 88, 89, 90, 91, 92, 93, 94, 95, 96, 97, 98, 99, 100, 101, 102, 103, 104, 105, 106, 107, 108, 109, 110, 111, 112, 113, 114, 115, 116, 117, 118, 119, 120, 121, 122, 123, 124, 125, 126, 127, 128, 129, 130, 131, 132, 133, 134, 135, 136, 137, 138, 139, 140, 141, 142, 143, 144, 145, 146, 147, 148, 149, 150, 151, 152, 153, 154, 155, 156, 157, 158, 159, 160, 161, 162, 163, 164, 165, 166, 167, 168, 169, 170, 171, 172, 173, 174, 175, 176, 177, 178, 179, 180, 181, 182, 183, 184, 185, 186, 187, 188, 189, 190, 191, 192, 193, 194, 195, 196, 197, 198, 199, 200, 201, 202, 203, 204, 205, 206, 207, 208, 209, 210, 211, 212, 213, 214, 215, 216, 217, 218, 219, 220, 221, 222, 223, 224, 225, 226, 227, 228, 229, 230],
"nextid": 231}


http://www.json.org
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Data inside the JSON file can also be viewed using online resources such
as the viewer found here: http://www. jsoneditoronline.org/. Although
there are many ways to interface with the data stored in the JSON file, we
utilize the ASE database tool specifically designed for storing information
about atoms objects. Further documentation on the ASE database and its
features can be found here: https://wiki.fysik.dtu.dk/ase/ase/db/db.
html. We organize information from the VASP calculations using descriptive
keywords, which define the purpose of each calculation. A full list of the
keywords used to categorize each calculation can be found in the code block
below. Examples of how data is pulled from the database using this tool can

be seen throughout the rest of the supporting information file.

from ase.db import connect
from textwrap import fill

db = connect(’data.json’)

# Select all entries in the ASE database.

entries = db.select()

for entry in entries:

print entry.keywords
#all_keywords = []
#for entry in entries:

# all_keywords.exztend(entry.keywords)

# print fill(’\n’.join(set (all_keywords)))

[u’fcc’, u’GS’, u’72atom’, u’icl’, u’0.88Cu’]
[u’fcc’, u’GS’, u’72atom’, u’lcl’, u’0.75Cu’]

[u’fcc’, u’GS’, u’72atom’, u’lcl’, u’0.62Cu’]

3


http://www.jsoneditoronline.org/
https://wiki.fysik.dtu.dk/ase/ase/db/db.html
https://wiki.fysik.dtu.dk/ase/ase/db/db.html
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40lat’,
40lat’,
40lat’,
40lat’,
40lat’,
40lat’,
40lat’,
40lat’,
40lat’,
40lat’,
40lat’,
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u’ensam’, u’I2C0’,
u’ensam’, u’I2C1’,
u’ensam’, u’I2C1’,
u’ensam’, u’I2C2’,
u’ensam’, u’I2C2’,
u’ensam’, u’I3CO0’,
u’ensam’, u’I3C0’,
u’ensam’, u’I3C1’,
u’ensam’, u’I3C1’,
u’ensam’, u’I3C2’,
u’ensam’, u’I3C2’,
u’ensam’, u’I4CO’,
u’ensam’, u’I4CO’,
u’ensam’, u’I4C1’,
u’ensam’, u’I4C1’,
u’ensam’, u’I4C2’,
u’ensam’, u’I4C2’,
u’ensam’, u’I4C3’,
u’ensam’, u’I4C3’,
u’ensam’, u’I4C4’,
u’ensam’, u’I4C4’,
u’ensam’, u’I5CO0’,
u’ensam’, u’I5C0’,
u’ensam’, u’I5C1’,
u’ensam’, u’I5C1’,

u’1cl’]
u’0cl’]
u’lcl’]
u’0cl’]
u’1cl’]
u’0cl’]
u’lcl’]
u’0cl’]
u’icl’]
u’0cl’]
u’lcl’]
u’0cl’]
u’icl’]
u’0cl’]
u’1cl’]
u’0cl’]
u’lcl’]
u’0cl’]
u’1cl’]
u’0cl’]
u’lcl’]
u’0cl’]
u’icl’]
u’0cl’]
u’1cl’]



[u’bcec’, u’GS’, u’bdatom’, u’0.40lat’, u’ensam’, u’I5C2’, u’0cl’]
[u’bcc’, u’GS’, u’b4atom’, u’0.40lat’, u’ensam’, u’I5C2’, u’lcl’]
[u’bcc’, u’GS’, u’b4atom’, u’0.35lat’, u’dis’, u’0cl’, u’0’]
[u’bcc’, u’GS’, u’b4atom’, u’0.35lat’, u’dis’, u’lcl’, u’0’]
[u’bcec’, u’GS’, u’bdatom’, u’0.45lat’, u’dis’, u’0cl’, u’0’]
[u’bcc’, u’GS’, u’54atom’, u’0.45lat’, u’dis’, u’1lcl’, u’0’]
[u’bcc’, u’GS’, u’b4atom’, u’0.55lat’, u’dis’, u’0cl’, u’0’]
[u’bcec’, u’GS’, u’bdatom’, u’0.55lat’, u’dis’, u’lcl’, u’0’]
[u’bcec’, u’GS’, u’bdatom’, u’0.50lat’, u’dis’, u’0cl’, u’0’]
[u’bcc’, u’GS’, u’b4atom’, u’0.50lat’, u’dis’, u’lcl’, u’0’]
[u’bcc’, uw’RN’, u’64atom’, u’lcl’, u’1.00Cu’]

[u’bcc’, w’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’0’]
[u’bcc’, u’RN’, u’64atom’, u’icl’, u’0.50Cu-wid’, u’33’]
[u’bcc’, uw’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’34’]
[u’bcec’, w’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’35’]
[u’bcc’, u’RN’, u’64atom’, u’icl’, u’0.50Cu-wid’, u’36’]
[u’bcc’, u’RN’, u’64atom’, u’icl’, u’0.50Cu-wid’, u’37’]
[u’bcc’, uw’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’38’]
[u’bcc’, w’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’39°’]
[u’bcc’, u’RN’, u’64atom’, u’icl’, u’0.50Cu-wid’, u’40’]
[u’bcc’, uw’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’41’]
[u’bcec’, w’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’42’]
[u’bcc’, u’RN’, u’64atom’, u’icl’, u’0.50Cu-wid’, u’43’]
[u’bcc’, u’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’44’]
[u’bcc’, uw’RN’, u’64atom’, u’lcl’, u’0.50Cu-wid’, u’45’]
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[u’bcc’,
[u’bcc’,
[u’becc’,
[u’bcc’,
[u’bcc?,
[u’bcc’,
[u’bcc’,
[u’bcc?,
[u’bcc’,
[u’becc’,
[u’bcc’,
[u’bcc?,
[u’bcc’,
[u’bcc’,
[u’bcc’,
[u’bcc’,
[u’becc’?,
[u’bcc’,
[u’bcc?,
[u’bcc’,
[u’bcc’,
[u’bcc?,
[u’bcc’,
[u’becc’,

[u’bcc’,

u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,
u’RN’,

u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’icl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’lcl’,
u’64atom’, u’0Ocl’,
u’64atom’, u’0Ocl’,
u’64atom’, u’0Ocl’,
u’64atom’, u’0Ocl’,
u’64atom’, u’0Ocl’,
u’64atom’, u’0Ocl’,
u’64atom’, u’0Ocl’,
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u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.
u’0.

u’0.

50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
50Cu-wid’,
88Cu’]

75Cu’]

62Cu’]

50Cu’]

38Cu”’]

25Cu’]

12Cu’]

u’46’]
u’47’]
u’48’]
u’49°]
u’50’]
u’51’]
u’52’]
u’53’]
u’54’]
u’55’]
u’56°]
u’57’]
u’58’]
u’59’]
u’60°]
u’61’]
u’62’]
u’63°]



[u’bcc’, uw’RN’, u’64atom’, u’0cl’, u’1.00Cu’]

[u’bcc’, u’RN’, u’64atom’, u’0cl’, u’0.00Cu’]

2. A Brief Note About the Supporting Information Document

The supporting information document was prepared in org-mode (http:
//orgmode . org) syntax, which was subsequently exported to KTEX and con-
verted to a PDF. Briefly, org-mode is a plain text format that enables in-
termingling of text and code, with markup for typical document elements
such as headings, links, tables, etc..., and arbitrary inclusion of IXTEX for
equations. With the Emacs editor, the code in an org-mode document can
be executed in place, and the output captured in the document. For ex-
ample, tables can be generated by code, or the code for generating a figure
can be embedded in the document. The data in tables can be used as input
to other code blocks in the document as well. Org-mode enables selective
export of the content to various formats including html, I¥TEX, and PDF.
These features, and many others, make org-mode a convenient platform for
reproducible research, where all of the steps leading to conclusions drawn in
the work can be documented in one place, but where it may be desirable not
to show all the details in every view. For example, in an exported manuscript
where code should usually not be visible, or supporting information docu-
ment such as this one where it is desirable to see the code. Nevertheless, it
may still be valuable to go back to the source, for example, to figure out how
some analysis was done, especially if all the code is not exported.

The org-mode source for this document can be found here: =
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#+LATEX_CLASS: elsarticle
#+LATEX_CLASS_OPTIONS: [number, sort&compress, review, 12pt]
#+EXPORT_EXCLUDE_TAGS: noexport
#+OPTIONS: toc:nil ^:{} author:nil

#+latex_header: \usepackage[utf8]{inputenc}
#+latex_header: \usepackage{fixltx2e}
#+latex_header: \usepackage{url}
#+latex_header: \usepackage[version=3]{mhchem}
#+latex_header: \usepackage{graphicx}
#+latex_header: \usepackage{color}
#+latex_header: \usepackage{amsmath}
#+latex_header: \usepackage{textcomp}
#+latex_header: \usepackage{wasysym}
#+latex_header: \usepackage{latexsym}
#+latex_header: \usepackage{amssymb}
#+LATEX_HEADER: \usepackage[linktocpage,
#+LATEX_HEADER:   pdfstartview=FitH,
#+LATEX_HEADER:   colorlinks,
#+LATEX_HEADER:   linkcolor=blue,
#+LATEX_HEADER:   anchorcolor=blue,
#+LATEX_HEADER:   citecolor=blue,
#+LATEX_HEADER:   filecolor=blue,
#+LATEX_HEADER:   menucolor=blue,
#+LATEX_HEADER:   urlcolor=blue]{hyperref}
#+latex_header: \usepackage{attachfile}
#+latex_header: \usepackage{longtable}
#+LATEX_HEADER: \usepackage{minted}
#+LATEX_HEADER: \usemintedstyle{emacs}
#+LATEX_HEADER: \newminted{python}{fontsize=\footnotesize}

\begin{frontmatter}
\title{Core-level shifts in Cu-Pd alloys as a function of bulk composition and structure}

\author[cmu]{Jacob Boes}
\author[cmu]{Peter Kondratyuk}
\author[cmu]{Chunrong Yin}
\author[cmu]{James B. Miller}
\author[cmu]{Andrew J. Gellman}
\author[cmu]{John R. Kitchin\corref{cor}}
\ead{jkitchin@andrew.cmu.edu}

\address[cmu]{Department of Chemical Engineering, Carnegie Mellon University, Pittsburgh, PA 15213}

\cortext[cor]{Corresponding author}
\end{frontmatter}

\tableofcontents

* Introduction
This document contains supporting data for the work, "Core-level shifts in Cu-Pd alloys as a function of bulk composition and structure." To make our work transparent and reproducible, we have stored most of the data used in this work in the JSON data format (http://www.json.org). The remaining data can be found in the tables at the end of this paper. The JSON file can be found here:

\attachfile{data.json}{(double-click to open)}.

JSON is a human-readable, language-independent data format. Code for parsing and generating JSON data is readily available in a large variety of programming languages including C, C++, Java, Python, Perl, etc... We have used Python to read and write JSON data for all the examples below. Data inside the JSON file can also be viewed using online resources such as the viewer found here: http://www.jsoneditoronline.org/. Although there are many ways to interface with the data stored in the JSON file, we utilize the ASE database tool specifically designed for storing information about atoms objects. Further documentation on the ASE database and its features can be found here: https://wiki.fysik.dtu.dk/ase/ase/db/db.html. We organize information from the VASP calculations using descriptive keywords, which define the purpose of each calculation. A full list of the keywords used to categorize each calculation can be found in the code block below. Examples of how data is pulled from the database using this tool can be seen throughout the rest of the supporting information file.

#+BEGIN_SRC python
from ase.db import connect
from textwrap import fill
db = connect('data.json')

# Select all entries in the ASE database.
entries = db.select()

for entry in entries:
    print entry.keywords

#all_keywords = []
#for entry in entries:
#    all_keywords.extend(entry.keywords)

# print fill('\n'.join(set(all_keywords)))
#+END_SRC

#+RESULTS:
#+begin_example
[u'fcc', u'GS', u'72atom', u'1cl', u'0.88Cu']
[u'fcc', u'GS', u'72atom', u'1cl', u'0.75Cu']
[u'fcc', u'GS', u'72atom', u'1cl', u'0.62Cu']
[u'fcc', u'GS', u'72atom', u'1cl', u'0.50Cu']
[u'fcc', u'GS', u'72atom', u'1cl', u'0.38Cu']
[u'fcc', u'GS', u'72atom', u'1cl', u'0.25Cu']
[u'fcc', u'GS', u'72atom', u'1cl', u'0.17Cu']
[u'fcc', u'GS', u'72atom', u'1cl', u'1.00Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'1.00Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'0.88Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'0.75Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'0.62Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'0.50Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'0.38Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'0.25Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'0.17Cu']
[u'fcc', u'GS', u'72atom', u'0cl', u'0.00Cu']
[u'fcc', u'GS', u'24atom', u'1cl', u'1.00Cu']
[u'fcc', u'GS', u'24atom', u'1cl', u'0.50Cu']
[u'fcc', u'GS', u'24atom', u'1cl', u'0.75Cu']
[u'fcc', u'GS', u'24atom', u'1cl', u'0.25Cu']
[u'fcc', u'GS', u'24atom', u'1cl', u'0.17Cu']
[u'fcc', u'GS', u'24atom', u'1cl', u'0.62Cu']
[u'fcc', u'GS', u'24atom', u'1cl', u'0.88Cu']
[u'fcc', u'GS', u'24atom', u'1cl', u'0.38Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'1.00Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'0.00Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'0.75Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'0.25Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'0.50Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'0.62Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'0.88Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'0.38Cu']
[u'fcc', u'GS', u'24atom', u'0cl', u'0.17Cu']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I0C0', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I0C0', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I1C0', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I1C0', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I2C0', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I2C0', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I2C1', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I2C1', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I2C2', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I2C2', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I3C0', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I3C0', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I3C1', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I3C1', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I3C2', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I3C2', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C0', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C0', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C1', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C1', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C2', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C2', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C3', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C3', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C4', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I4C4', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I5C0', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I5C0', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I5C1', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I5C1', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I5C2', u'0cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'ensam', u'I5C2', u'1cl']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'0cl', u'0']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'0cl', u'1']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'0cl', u'2']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'0cl', u'3']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'0cl', u'4']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'0cl', u'5']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'1cl', u'0']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'1cl', u'1']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'1cl', u'2']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'1cl', u'3']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'1cl', u'4']
[u'fcc', u'GS', u'54atom', u'0.50lat', u'dis', u'1cl', u'5']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.88Cu']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.75Cu']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.62Cu']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.38Cu']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.25Cu']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.12Cu']
[u'fcc', u'RN', u'64atom', u'1cl', u'1.00Cu']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'32']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'33']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'34']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'35']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'36']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'37']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'38']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'39']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'40']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'41']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'42']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'43']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'44']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'45']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'46']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'47']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'48']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'49']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'50']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'51']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'52']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'53']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'54']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'55']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'56']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'57']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'58']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'59']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'60']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'61']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'62']
[u'fcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'63']
[u'fcc', u'RN', u'64atom', u'0cl', u'1.00Cu']
[u'fcc', u'RN', u'64atom', u'0cl', u'0.00Cu']
[u'fcc', u'RN', u'64atom', u'0cl', u'0.50Cu']
[u'fcc', u'RN', u'64atom', u'0cl', u'0.88Cu']
[u'fcc', u'RN', u'64atom', u'0cl', u'0.75Cu']
[u'fcc', u'RN', u'64atom', u'0cl', u'0.38Cu']
[u'fcc', u'RN', u'64atom', u'0cl', u'0.25Cu']
[u'fcc', u'RN', u'64atom', u'0cl', u'0.12Cu']
[u'fcc', u'RN', u'64atom', u'0cl', u'0.62Cu']
[u'bcc', u'GS', u'72atom', u'0.95frac', u'0cl', u'0.50Cu']
[u'bcc', u'GS', u'72atom', u'0.95frac', u'1cl', u'0.50Cu']
[u'bcc', u'GS', u'72atom', u'1.05frac', u'0cl', u'0.50Cu']
[u'bcc', u'GS', u'72atom', u'1.05frac', u'1cl', u'0.50Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'1cl', u'0.67Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'1cl', u'0.50Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'1cl', u'0.33Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'1cl', u'0.25Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'1cl', u'1.00Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'0cl', u'0.67Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'0cl', u'0.50Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'0cl', u'0.33Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'0cl', u'0.25Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'0cl', u'1.00Cu']
[u'bcc', u'GS', u'72atom', u'1.00frac', u'0cl', u'0.00Cu']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'0cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'0cl', u'1']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'0cl', u'2']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'0cl', u'3']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'0cl', u'4']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'1cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'1cl', u'1']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'1cl', u'2']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'1cl', u'3']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'dis', u'1cl', u'4']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I2C0', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I2C0', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I2C1', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I2C1', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I2C2', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I2C2', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I3C0', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I3C0', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I3C1', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I3C1', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I3C2', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I3C2', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C0', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C0', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C1', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C1', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C2', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C2', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C3', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C3', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C4', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I4C4', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I5C0', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I5C0', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I5C1', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I5C1', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I5C2', u'0cl']
[u'bcc', u'GS', u'54atom', u'0.40lat', u'ensam', u'I5C2', u'1cl']
[u'bcc', u'GS', u'54atom', u'0.35lat', u'dis', u'0cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.35lat', u'dis', u'1cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.45lat', u'dis', u'0cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.45lat', u'dis', u'1cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.55lat', u'dis', u'0cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.55lat', u'dis', u'1cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.50lat', u'dis', u'0cl', u'0']
[u'bcc', u'GS', u'54atom', u'0.50lat', u'dis', u'1cl', u'0']
[u'bcc', u'RN', u'64atom', u'1cl', u'1.00Cu']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'0']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'33']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'34']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'35']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'36']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'37']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'38']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'39']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'40']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'41']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'42']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'43']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'44']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'45']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'46']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'47']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'48']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'49']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'50']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'51']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'52']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'53']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'54']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'55']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'56']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'57']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'58']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'59']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'60']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'61']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'62']
[u'bcc', u'RN', u'64atom', u'1cl', u'0.50Cu-wid', u'63']
[u'bcc', u'RN', u'64atom', u'0cl', u'0.88Cu']
[u'bcc', u'RN', u'64atom', u'0cl', u'0.75Cu']
[u'bcc', u'RN', u'64atom', u'0cl', u'0.62Cu']
[u'bcc', u'RN', u'64atom', u'0cl', u'0.50Cu']
[u'bcc', u'RN', u'64atom', u'0cl', u'0.38Cu']
[u'bcc', u'RN', u'64atom', u'0cl', u'0.25Cu']
[u'bcc', u'RN', u'64atom', u'0cl', u'0.12Cu']
[u'bcc', u'RN', u'64atom', u'0cl', u'1.00Cu']
[u'bcc', u'RN', u'64atom', u'0cl', u'0.00Cu']
#+end_example

* A Brief Note About the Supporting Information Document
The supporting information document was prepared in org-mode (http://orgmode.org) syntax, which was subsequently exported to LaTeX and converted to a PDF. Briefly, org-mode is a plain text format that enables intermingling of text and code, with markup for typical document elements such as headings, links, tables, etc..., and arbitrary inclusion of LaTeX for equations. With the Emacs editor, the code in an org-mode document can be executed in place, and the output captured in the document. For example, tables can be generated by code, or the code for generating a figure can be embedded in the document. The data in tables can be used as input to other code blocks in the document as well. Org-mode enables selective export of the content to various formats including html, LaTeX, and PDF. These features, and many others, make org-mode a convenient platform for reproducible research, where all of the steps leading to conclusions drawn in the work can be documented in one place, but where it may be desirable not to show all the details in every view. For example, in an exported manuscript where code should usually not be visible, or supporting information document such as this one where it is desirable to see the code. Nevertheless, it may still be valuable to go back to the source, for example, to figure out how some analysis was done, especially if all the code is not exported.

The org-mode source for this document can be found here: \attachfile{supporting-information.org}.

* Getting the Computational Details of a Calculation from the JSON file
Here is an example of opening the JSON file using the ASE database tool, and printing the calculation details for a single calculation. First we print all of the information stored and then show how specific information can be taken directly from the database, such as calculator INCAR parameters and total energy of the calculation.

#+BEGIN_SRC python
from ase.db import connect
from textwrap import fill

db = connect('data.json')

# Select a specific entry in the database
example = db.select(['fcc', 'GS', '24atom', '0cl', '1.00Cu'])

# ASE database utilizes generator objects. To access the first,
# and only entry in this generator, we use '.next()'.
example = example.next()

# Here we print all of the information stored in the database
print fill(str(example)), '\n'

# Specific information can be pulled from the database by
# specifying the appropriate sub-dictionary name. This is
# shown for the INCAR parameters:
print 'The INCAR parameters:'
print fill(str(example.calculator_parameters.incar)), '\n'

# Here we print the total energy of the calculation:
print 'The total energy:'
print '{0} eV'.format(example.energy)
#+END_SRC

#+RESULTS:
#+begin_example
{u'GS': 1, u'tags': array([0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0,
0, 0, 0, 0, 0, 0, 0, 0, 0,        0]), u'energy': -89.298417,
u'calculator_parameters': {u'incar': {u'encut': 400.0, u'doc': u'INCAR
parameters', u'prec': u'Normal', u'nsim': 4, u'isif': 3, u'nbands':
160, u'ibrion': 2, u'lplane': True, u'ediffg': -0.02, u'ismear': 1,
u'ediff': 1e-06, u'npar': 4, u'nsw': 10}, u'doc': u'JSON
representation of a VASP calculation.\n\nenergy is in eV\nforces are
in eV/\\AA\nstress is in GPa (sxx, syy, szz,  syz, sxz, sxy)\nmagnetic
moments are in Bohr-magneton\nThe density of states is reported with
E_f at 0 eV.\nVolume is reported in \\AA^3\nCoordinates and cell
parameters are reported in \\AA\n\nIf atom-projected dos are included
they are in the form:\n{ados:{energy:data, {atom index: {orbital :
dos}}}\n', u'potcar': [[u'Cu', u'potpaw_PBE/Cu/POTCAR',
u'a44c591415026f53deb16a99ca3f06b1e69be10b']], u'input': {u'kpts':
array([3, 4, 7]), u'reciprocal': False, u'xc': u'PBE',
u'kpts_nintersections': None, u'setups': None, u'txt': u'-', u'gamma':
False}, u'atoms': {u'cell': array([[  7.27008008e+00,
3.42724757e-02,   7.35232202e+00],        [  5.44549051e+00,
5.39375647e+00,   3.30520765e-02],        [  5.58073992e-03,
3.61208260e+00,   3.68787361e+00]]), u'symbols': [u'Cu', u'Cu', u'Cu',
u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu',
u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu', u'Cu',
u'Cu'], u'tags': array([0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0,
0, 0, 0, 0, 0, 0, 0, 0,        0]), u'pbc': array([ True,  True,
True], dtype=bool), u'positions': array([[  0.00000000e+00,
0.00000000e+00,   0.00000000e+00],        [  2.79036996e-03,
1.80604130e+00,   1.84393680e+00],        [  1.81516350e+00,
1.79791882e+00,   1.10173588e-02],        [  1.81795387e+00,
3.60396012e+00,   1.85495416e+00],        [  3.63032700e+00,
3.59583765e+00,   2.20347177e-02],        [  3.63311737e+00,
5.40187894e+00,   1.86597152e+00],        [  1.81752002e+00,
8.56811893e-03,   1.83808050e+00],        [  1.82031039e+00,
1.81460942e+00,   3.68201731e+00],        [  3.63268352e+00,
1.80648694e+00,   1.84909786e+00],        [  3.63547389e+00,
3.61252824e+00,   3.69303467e+00],        [  5.44784702e+00,
3.60440576e+00,   1.86011522e+00],        [  5.45063739e+00,
5.41044706e+00,   3.70405203e+00],        [  3.63504004e+00,
1.71362379e-02,   3.67616101e+00],        [  3.63783041e+00,
1.82317754e+00,   5.52009781e+00],        [  5.45020354e+00,
1.81505506e+00,   3.68717837e+00],        [  5.45299391e+00,
3.62109636e+00,   5.53111517e+00],        [  7.26536704e+00,
3.61297388e+00,   3.69819573e+00],        [  7.26815741e+00,
5.41901518e+00,   5.54213253e+00],        [  5.45256006e+00,
2.57043568e-02,   5.51424151e+00],        [  5.45535043e+00,
1.83174565e+00,   7.35817832e+00],        [  7.26772356e+00,
1.82362318e+00,   5.52525887e+00],        [  7.27051393e+00,
3.62966448e+00,   7.36919568e+00],        [  9.08288706e+00,
3.62154200e+00,   5.53627623e+00],        [  9.08567743e+00,
5.42758330e+00,   7.38021303e+00]])}, u'data': {u'stress': array([
0.00044062,  0.00117381,  0.00037976,  0.00119491,  0.00035132,
-0.00011941]), u'doc': u'Data from the output of the calculation',
u'volume': 287.452162285601, u'total_energy': -89.298417, u'forces':
array([[ 0.,  0.,  0.],        [ 0.,  0.,  0.],        [ 0.,  0.,
0.],        [ 0.,  0.,  0.],        [ 0.,  0.,  0.],        [ 0.,  0.,
0.],        [ 0.,  0.,  0.],        [ 0.,  0.,  0.],        [ 0.,  0.,
0.],        [ 0.,  0.,  0.],        [ 0.,  0.,  0.],        [ 0.,  0.,
0.],        [ 0.,  0.,  0.],        [ 0.,  0.,  0.],        [ 0.,  0.,
0.],        [ 0.,  0.,  0.],        [ 0.,  0.,  0.],        [ 0.,  0.,
0.],        [ 0.,  0.,  0.],        [ 0.,  0.,  0.],        [ 0.,  0.,
0.],        [ 0.,  0.,  0.],        [ 0.,  0.,  0.],        [ 0.,  0.,
0.]]), u'fermi_level': 3.685}, u'metadata': {u'date.created':
1398438581.016546, u'uuid': u'a01f2baa-cc8b-11e3-b664-003048f5e49e',
u'date.created.ascii': u'Fri Apr 25 11:09:41 2014', u'user.username':
None, u'atoms.resort': array([ 0,  1,  2,  3,  4,  5,  6,  7,  8,  9,
10, 11, 12, 13, 14, 15, 16,        17, 18, 19, 20, 21, 22, 23]),
u'user.email': None, u'user.fullname': None, u'Cu.potential.git_hash':
u'a44c591415026f53deb16a99ca3f06b1e69be10b', u'atoms.tags': array([0,
0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0, 0,
0]), u'Cu.potential.path': u'potpaw_PBE/Cu/POTCAR'}}, u'fcc': 1,
u'numbers': array([29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29,
29, 29, 29, 29,        29, 29, 29, 29, 29, 29, 29]),
u'key_value_pairs': {u'GS': 1, u'_24atom': 1, u'_0cl': 1, u'fcc': 1,
u'_1_00Cu': 1}, u'mtime': 15.038292685183254, u'keywords': [u'fcc',
u'GS', u'24atom', u'0cl', u'1.00Cu'], u'_24atom': 1, u'_1_00Cu': 1,
'id': 26, u'ctime': 14.923533301677663, u'positions': array([[
0.00000000e+00,   0.00000000e+00,   0.00000000e+00],        [
2.79036996e-03,   1.80604130e+00,   1.84393680e+00],        [
1.81516350e+00,   1.79791882e+00,   1.10173588e-02],        [
1.81795387e+00,   3.60396012e+00,   1.85495416e+00],        [
3.63032700e+00,   3.59583765e+00,   2.20347177e-02],        [
3.63311737e+00,   5.40187894e+00,   1.86597152e+00],        [
1.81752002e+00,   8.56811893e-03,   1.83808050e+00],        [
1.82031039e+00,   1.81460942e+00,   3.68201731e+00],        [
3.63268352e+00,   1.80648694e+00,   1.84909786e+00],        [
3.63547389e+00,   3.61252824e+00,   3.69303467e+00],        [
5.44784702e+00,   3.60440576e+00,   1.86011522e+00],        [
5.45063739e+00,   5.41044706e+00,   3.70405203e+00],        [
3.63504004e+00,   1.71362379e-02,   3.67616101e+00],        [
3.63783041e+00,   1.82317754e+00,   5.52009781e+00],        [
5.45020354e+00,   1.81505506e+00,   3.68717837e+00],        [
5.45299391e+00,   3.62109636e+00,   5.53111517e+00],        [
7.26536704e+00,   3.61297388e+00,   3.69819573e+00],        [
7.26815741e+00,   5.41901518e+00,   5.54213253e+00],        [
5.45256006e+00,   2.57043568e-02,   5.51424151e+00],        [
5.45535043e+00,   1.83174565e+00,   7.35817832e+00],        [
7.26772356e+00,   1.82362318e+00,   5.52525887e+00],        [
7.27051393e+00,   3.62966448e+00,   7.36919568e+00],        [
9.08288706e+00,   3.62154200e+00,   5.53627623e+00],        [
9.08567743e+00,   5.42758330e+00,   7.38021303e+00]]), u'composition':
1.0, u'cell': array([[  7.27008008e+00,   3.42724757e-02,
7.35232202e+00],        [  5.44549051e+00,   5.39375647e+00,
3.30520765e-02],        [  5.58073992e-03,   3.61208260e+00,
3.68787361e+00]]), u'pbc': array([ True,  True,  True], dtype=bool),
u'_0cl': 1, u'calculator': u'vasp', u'unique_id':
u'f1a4a3c4f9a54c9878026ba21390287b', u'user': u'jboes'} 

The INCAR parameters:
{u'nsw': 10, u'ediff': 1e-06, u'doc': u'INCAR parameters', u'encut':
400.0, u'nsim': 4, u'isif': 3, u'ibrion': 2, u'nbands': 160, u'prec':
u'Normal', u'ismear': 1, u'lplane': True, u'npar': 4, u'ediffg':
-0.02} 

The total energy:
-89.298417 eV
#+end_example

* Implementation of ICORELEVEL in VASP
Calculation of the CLS in VASP requires the use of the ICORELEVEL-tag. This section is designed to outline some of the possible functionalities of this tag and also has a few working examples. The documentation for the ICORELEVEL tag can be found on the VASP website: http://cms.mpi.univie.ac.at/vasp/vasp/ICORELEVEL_tag_core_level_shifts.html. This brief description makes reference to another article, Ref. citenum:kohler-2004-densit-funct, and references there in. Although these articles document the results of using the ICORELEVEL-tag, they do not provide specific details of the implementation.

ICORELEVEL has three setting: 0, 1, and 2. The default is 0 which runs the calculation normally. A setting of 1 will run the calculation normally, but at the end of each self consistent iteration the core level Eigen energies will be printed into the OUTCAR file. These values can be found quickly by performing a grep for 'the core state eigenenergies are'. The core-level Eigen energies are needed for CLS calculation methods other than complete screening (CS). Since the CS method only utilizes the total energy of a calculation, the 1 setting is not necessary for the purposes of this study.

The 2 setting will replace a number of core electrons from a species specified in the POSCAR/POTCAR file with a valence electron and then allow the valence electrons to relax. The remaining core electrons are not allowed to relax in VASP. The implications of this have not yet been fully explored. Specifying which electron will be removed is done using the CLNT-, CLN-, CLL-, and CLZ-tags. Details of these tags are included below.

- CLNT = The species. This an integer, N, which refers to Nth species in the POSCAR/POTCAR file. This species will need to be singled out in these input files which is discussed further in the examples provided below. NOTE: a value of 0 or 1 can be used to specify the first species in the POSCAR/POTCAR file.
- CLN = The n quantum number of the excited core electron. i.e. for the 2p_{3/2} electron, cln=2 (2nd shell electron)
- CLL = the l quantum number of the excited core electron. i.e. for the 2p_{3/2} electron, cll=1 (an electron in a p-orbital)
- CLZ = electron count. This is a float, typically 0-1. Floats are allowed for implementation of the transition state method. For the second step in CS, a value of 1 is typical. A value of 0 is the same as icorelevel=1

For specific examples of how these calculations are implemented see the following code blocks:

#+BEGIN_SRC python
from jasp import *

# This code demonstrates a standard DFT calculation using JASP
with jasp('CuPd/0cl',
          xc='PBE',            # Specify INCAR parameters
          encut=400,
          kpts=(8, 8, 8),
          ibrion=-1,
          ediff=1e-6,
          atoms=atoms) as calc:
    try:
        calc.calculate()
    except(VaspQueued, VaspSubmitted):
        pass

# This code shows the modifications to a standard JASP
# calculation to excite a core electron
with jasp('CuPd/1cl',
          xc='PBE',            # Specify INCAR parameters
          encut=400,
          kpts=(8, 8, 8),
          ibrion=-1,
          ediff=1e-6,
          setups={'0': 'Cu'},  # Create separate entry in POTCAR for atom index 0
          icorelevel=2,        # Perform core level shift calculation
          clnt=0,              # Excite atom index 0
          cln=2,               # 2p3/2 electorn for Cu core level shift
          cll=1,
          clz=1,
          atoms=atoms) as calc:
    try:
        calc.calculate()
    except(VaspQueued, VaspSubmitted):
        pass
#+END_SRC

* Effects of ion-ion interaction
To gain some understanding of the effects caused by ion-ion interaction, 24 and 72 atom unit cells were created for similar compositions of relaxed ground state FCC CuPd compositions. A comparison of the core level shifts calculated for these structures are shown below in Figure ref:fig-ion. Comparison between these two structures shows up to 0.1 eV change in CLS energies of the 24 atom and 72 atom unit cell. This change is considered small on the overall trend observed.

#+caption: Effects of ion-ion interaction between 24 and 72 atom super-cells for various identical structures of CuPd alloy. Computationally calculated Cu CLS (red) as compared to experimental results (black).
#+label: fig-ion
#+attr_latex: :width 4in :placement [H]
#+attr_org: :width 400
[[./images/ion-int.png]]

#+BEGIN_SRC python :results silent :var d0=gellman
from ase.db import connect
import numpy as np
import matplotlib.pyplot as plt

# Import Gellman experimental data
d0x = np.array([entry[0] for entry in d0])
d0y = np.array([entry[1] for entry in d0])

# Loads the ASE database
db = connect('data.json')

# 24 atom unit cell
# Select reference energy of ground and ionized pure Cu
keys = ['fcc', 'GS', '24atom']

CLS24, COMP24 = [], []
for k in db.select(keys + ['1cl']):
    comp = k.keywords[-1]

    Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
    Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + ['0cl', comp]).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    COMP24.append(1.0 - k.composition)
    CLS24.append(cls1 - cls0)

# 72 atom unit cell
# Loads reference energy of ground and ionized pure Cu
keys = ['fcc', 'GS', '72atom']

CLS72, COMP72 = [], []
for k in db.select(keys + ['1cl']):
    comp = k.keywords[-1]

    Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
    Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + ['0cl', comp]).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    COMP72.append(1.0 - k.composition)
    CLS72.append(cls1 - cls0)

plt.figure()
plt.scatter(COMP24, CLS24, c='r', marker='^', label='24 atom')
plt.scatter(COMP72, CLS72, c='r', marker='s', label='72 atom')
plt.scatter(d0x, d0y, c='k', facecolor='none', label='Experimental')
plt.xlim(0, 1)
plt.xlabel('Bulk composition of Pd ($x_{Pd}$)')
plt.ylim(-1.2, 0.0)
plt.ylabel('Cu 2p$_{3/2}$ Core Level Shift (eV)')
plt.legend(loc='best')
plt.tight_layout()
plt.savefig('./images/ion-int.png')
#+END_SRC

* CLS widening at 50 at.\% composition
It is well known that the local chemical environment can effect the CLS of an alloy. Since the method we use to calculate the CLS is based on the ionization of a single atom, the resulting CLS may not fully represent the averaged CLS in a random alloy. We demonstrate this effect below for the 50% Pd composition of a randomly configured CuPd alloy. Figure ref:fig-fccwid shows a histogram of the Cu-shifts measured for 32 Cu atoms randomly ordered in a 64 atom fcc supercell, and Figure ref:fig-bccwid shows the same result in a 64 atom bcc supercell.

#+caption: Peak widening of 50\% Pd composition randomly configured bulk configuration of CuPd FCC alloy.
#+label: fig-fccwid
#+attr_latex: :width 4in :placement [H]
#+attr_org: :width 500
[[./images/fcc-wid.png]]
#+BEGIN_SRC python :results silent
from ase.db import connect
import numpy as np
import matplotlib.pyplot as plt

# loads the ASE database and select certain keywords
db = connect('data.json')
keys = ['fcc', 'RN', '64atom']

CLS = []
for k in db.select(keys + ['1cl', '0.50Cu-wid']):
    Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
    Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    CLS.append(cls1 - cls0)

CLS = np.array(CLS)

hist, bins = np.histogram(CLS, bins=8,
                          range=(round(min(CLS), 1),
                                 round(max(CLS), 1)))

width = 1 * (bins[1] - bins[0])
center = (bins[:-1] + bins[1:]) / 2
plt.bar(center, hist, align='center', width=width, color='r')

plt.xlabel('Cu 2p$_{3/2}$ Core level shift (eV)')
plt.ylabel('Frequency (counts)')
plt.tight_layout()

plt.savefig('images/fcc-wid.png')
#+END_SRC


#+caption: Peak widening of 50\% Pd composition randomly configured bulk configuration of CuPd BCC alloy.
#+label: fig-bccwid
#+attr_latex: :width 4in :placement [H]
#+attr_org: :width 500
[[./images/bcc-wid.png]]

#+BEGIN_SRC python :results silent
from ase.db import connect
import numpy as np
import matplotlib.pyplot as plt

# loads the ASE database and select certain keywords
db = connect('data.json')
keys = ['bcc', 'RN', '64atom']

CLS = []
for k in db.select(keys + ['1cl', '0.50Cu-wid']):
    Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
    Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    CLS.append(cls1 - cls0)

CLS = np.array(CLS)

hist, bins = np.histogram(CLS, bins=8,
                          range=(round(min(CLS), 1),
                                 round(max(CLS), 1)))

width = 1 * (bins[1] - bins[0])
center = (bins[:-1] + bins[1:]) / 2
plt.bar(center, hist, align='center', width=width, color='m')

plt.xlabel('Cu 2p$_{3/2}$ Core level shift (eV)')
plt.ylabel('Frequency (counts)')
plt.tight_layout()

plt.savefig('images/bcc-wid.png')
#+END_SRC

* Distinction between randomly ordered FCC and BCC
We have also performed a similar widening study on a randomly ordered BCC structure at 50\% Pd composition. These results are shown in Figure ref:fig-bccwid. Comparing Figures ref:fig-fccwid with ref:fig-bccwid, little difference is seen between the two distributions. This suggests that the effects of a change in structure on CLS energies are not nearly as important as those from atomic ordering.

We also see that there is a dramatic difference in the CLS seen in the B2 phase from the randomly configured alloy. There also appears the be relatively little difference between the Cu-shifts calculated between the ordered FCC and B2 phases. These results suggest that the compuational tools may not be able to easily distinguish between ordered phase types - only that an ordered phase exists.

#+caption: Distinction between FCC (blue) and BCC (magenta) widening studies at 50 at.\% Pd. Results are compared with experimental data (black) and ground state configuration CLS (squares) for FCC and BCC structures. The ground state BCC structure is the B2 phase.
#+label: fig-wid-compare
#+attr_latex: :width 4in :placement [H]
#+attr_org: :width 400
[[./images/wid-compare.png]]

#+BEGIN_SRC python :results silent :var d0=gellman
from ase.db import connect
import numpy as np
import matplotlib.pyplot as plt

# Import Gellman experimental data
d0x = np.array([entry[0] for entry in d0])
d0y = np.array([entry[1] for entry in d0])

# loads the ASE database and select certain keywords
db = connect('data.json')

keys = ['fcc', 'RN', '64atom']

CLSfcc = []
for k in db.select(keys + ['1cl', '0.50Cu-wid']):
    Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
    Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    CLSfcc.append(cls1 - cls0)

CLSfcc = np.array(CLSfcc)

keys = ['bcc', 'RN', '64atom']

CLSbcc = []
for k in db.select(keys + ['1cl', '0.50Cu-wid']):
    Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
    Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    CLSbcc.append(cls1 - cls0)

CLSbcc = np.array(CLSbcc)

keys = ['fcc', 'GS', '72atom']

Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
x1 = db.select(keys + ['1cl', '0.50Cu']).next().energy

cls0 = x0 - Cu0
cls1 = x1 - Cu1

CLSfgs = cls1 - cls0

keys = ['bcc', 'GS', '72atom', '1.00frac']

Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
x1 = db.select(keys + ['1cl', '0.50Cu']).next().energy

cls0 = x0 - Cu0
cls1 = x1 - Cu1

CLSbgs = cls1 - cls0

plt.figure()

plt.scatter(d0x, d0y, c='k', facecolor='none')
plt.plot(0.5, CLSfgs, marker='s', c='r')
plt.plot(0.5, CLSbgs, marker='s', c='m')
prox1 = plt.matplotlib.lines.Line2D([0],
                                    [0],
                                    linestyle="none",
                                    color='k',
                                    marker='o',
                                    mfc='none')

bp = plt.boxplot(CLSfcc,
                 notch=True,
                 positions=[0.5],
                 widths=[0.025],
                 sym='ro')

plt.setp(bp['boxes'], color='red')
plt.setp(bp['medians'], color='red', lw=2)
plt.setp(bp['fliers'], color='red')
plt.setp(bp['whiskers'], color='red')
plt.setp(bp['caps'], color='red')

prox2 = plt.matplotlib.lines.Line2D([0], [0], color='r')

bp = plt.boxplot(CLSbcc,
                 notch=True,
                 positions=[0.5],
                 widths=[0.025],
                 sym='mo')

plt.setp(bp['boxes'], color='m')
plt.setp(bp['medians'], color='m', lw=2)
plt.setp(bp['fliers'], color='m')
plt.setp(bp['whiskers'], color='m')
plt.setp(bp['caps'], color='m')

prox3 = plt.matplotlib.lines.Line2D([0], [0], color='m')

plt.xlabel('Bulk composition of Pd ($x_{Pd}$)')
plt.ylabel('Cu 2p$_{3/2}$ Core Level Shift (eV)')
plt.xlim(0, 1)
plt.ylim(-1.2, 0)
plt.legend([prox1, prox2, prox3],
           ['experimental', 'FCC widening', 'BCC widening'],
           numpoints=1, loc='best')
plt.tight_layout()

plt.savefig('./images/wid-compare.png')
#+END_SRC

* Vegard's law for BCC CuPd
To simulate the 40 at. % Pd environment of CuPd alloy, we must choose a normalized unit-cell volume that is representative of that composition. Volume is often shown to correlate linearly with the bulk composition of an alloy. We verify this computationally below by plotting the volumes of the ground state configurations of the BCC lattice against their compositions. These configurations are shown in Figure ref:fig-vgd plotted against a linear correlation between the normalized volumes of the pure component metals. The volumes of the ground state configurations are in good agreement with Vegard's law. Based on this result, we calculate the lattice constant of the 40 at.\% Pd structure using the linear relationship. The resulting normalized volume is shown by the red dot in Figure ref:fig-vgd.

#+caption: Vegard's law compared with normalize volumes of ground state configurations for the BCC structure.
#+label: fig-vgd
#+attr_latex: :width 4in :placement [H]
#+attr_org: :width 400
[[./images/BCC-VGlaw.png]]

#+BEGIN_SRC python
from ase.db import connect
import numpy as np
import matplotlib.pyplot as plt

# The ground state configurations
db = connect('data.json')

keys = ['bcc', 'GS', '72atom', '1.0frac', '0cl']

COMP, NORMV = [], []
for k in db.select(keys):

    volume = k.calculator_parameters.data.volume
    count = len(k.positions)

    COMP.append(1 - k.composition)
    NORMV.append(volume / count)

fit = np.poly1d(np.polyfit([min(COMP), max(COMP)],
                           [min(NORMV), max(NORMV)],
                           1))
X = np.linspace(0, 1)

# This is the lattice constant we expect for an alloy at 40 at.% Pd
c40 = (fit(0.4) * 2) ** (1./3)

print r"Vegard's law predicts 40 at.\% Pd to be {0:1.2f} Ang/atom".format(c40)

plt.figure()
plt.plot(X, fit(X), 'k-', label="Vegard's law")
plt.plot(COMP, NORMV, 'ko', label='Ground state configs')
plt.plot(0.4, fit(0.4), 'ro', label='Volume at 40% Pd')
plt.xlabel('Bulk composition , x$_{Pd}$')
plt.ylabel(r'Volume per atom ($\AA$/atom)')
plt.legend(loc='best', numpoints=1)
plt.tight_layout()
plt.savefig('./images/BCC-VGlaw.png')
#+END_SRC

#+RESULTS:

* Analysis of single impurity distance from excited atom in B2 phase
Here we analyze the effects of adding a single Cu impurity in the B2 structure on the CLS of a Cu atom. In a 54 atom super-cell there are four unique positions to place a Cu impurity relative to an excited Cu atom. Each of these positions represents a unique distance from the excited electron. Figure ref:fig-imp shows the resulting CLSs calculated for a B2 phase structure with a single Cu impurity at each of these four unique sites. As the Cu impurity gets closer to the excited electron, the CLS becomes increasingly positive. This effect is strongest at the first nearest neighbor to the excited Cu atom and drops off rapidly.

#+caption: Effect on CLS of a single Cu impurity with distance from the excited atom in the B2 phase.
#+label: fig-imp
#+attr_latex: :width 4in :placement [H]
#+attr_org: :width 400
[[./images/impurity.png]]

#+BEGIN_SRC python :results silent
import matplotlib.pyplot as plt
from ase.db import connect

# loads the ASE database and select certain keywords
db = connect('data.json')

keys = ['bcc', 'GS', '54atom', '0.40lat', 'dis']

CLS, DIST = [], []
for k in db.select(keys + ['1cl']):
    dist = k.keywords[-1]

    Cu0 = db.select(['bcc', 'GS', '1.00frac', '0cl', '1.00Cu']).next().energy
    Cu1 = db.select(['bcc', 'GS', '1.00frac', '1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + [dist, '0cl']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    DIST.append(dist)
    CLS.append(cls1 - cls0)

plt.figure()
plt.plot(DIST[1:], CLS[1:], 'ko', label='Single impurity')
plt.plot([DIST[1], DIST[4]], [CLS[0], CLS[0]], 'k--', label='CLS w/o impurity')
plt.xlabel('Cu impurity at Nth nearest neighbor to excited Cu atom')
plt.ylabel('Core level shift (eV)')
plt.xticks([1, 2, 3, 4], ['1st', '2nd', '3rd', '4th'])
plt.legend(loc='best')
plt.tight_layout()
plt.savefig('./images/impurity.png')
#+END_SRC

* Figures in the Manuscript
** Phase Diagram
This figure shows the EBSD data superimposed on the phase diagram, with the computational convex hull for the fcc and bcc lattices.

#+BEGIN_SRC python :results silent :var d0=fcc d1=bcc
import matplotlib.pyplot as plt
import matplotlib.gridspec as gridspec
import matplotlib.image as mpimg
from matplotlib.offsetbox import OffsetImage, AnnotationBbox
from matplotlib.path import Path
import matplotlib.patches as patches
import numpy as np

# Import energies of FCC grounds states calculated by ATAT
d0x = np.array([entry[0] for entry in d0])
d0y = np.array([entry[1] for entry in d0])

# Import energies of BCC grounds states calculated by ATAT
d1x = np.array([entry[0] for entry in d1])
d1y = np.array([entry[1] for entry in d1])

# Removed the first composition since
# it is treated differently in the plot
g1 = np.array([0.2433, 0.3193, 0.3372, 0.3646, 0.3833,
               0.4219, 0.4519, 0.4725, 0.4829, 0.6920])

images = ['5.png', '24.png', '32.png', '34.png', '36.png',
          '38.png', '42.png', '45.png', '47.png', '48.png', '69.png']

mix0 = [d0x[2], d0x[2]]
mix1 = [d1x[1], d1x[1]]
mix2 = [d1x[2], d1x[2]]
mix3 = [d0x[5], d0x[5]]

zoom = 1.0  # Scales the size of the images
imageb = []
for img in images:

    # Make image into an array of colors
    image = mpimg.imread('images/{0}'.format(img))

    # Rescale each image based on zoom
    imageb.append(OffsetImage(image, zoom=zoom))


# BEGIN FIGURE
fig = plt.figure(figsize=(6, 5))

# Makes two subplots: ax0 - below, ax1 - above
gs0 = gridspec.GridSpec(1, 1, top=0.35, bottom=0.09,
                        right=0.98, left=0.1)
gs1 = gridspec.GridSpec(1, 1, top=0.98, bottom=0.37,
                        right=0.98, left=0.1, wspace=0.1)
ax0 = fig.add_subplot(gs0[0])
ax1 = fig.add_subplot(gs1[0])

# Plot the grounds state data for FCC and BCC
spl0, = ax0.plot(mix0, [0.001, d0y[2]], 'k--')
spl2, = ax0.plot(mix2, [0.001, d1y[2]], 'k--')
spl3, = ax0.plot(mix3, [0.001, d0y[5]], 'k--')

spl0.set_clip_on(False)
spl2.set_clip_on(False)
spl3.set_clip_on(False)

# Adding annotation
ax0.text(0.725, -1.0, 'BCC',
         size=12, color='g', weight='bold',
         horizontalalignment='left',
         verticalalignment='center')
ax0.text(0.725, -0.8, 'FCC',
         size=12, color='r', weight='bold',
         horizontalalignment='left',
         verticalalignment='center')

ax0.plot(d0x, d0y, 'r*-', label='FCC', zorder=5, ms=10)
ax0.plot(d1x, d1y, 'g*--', label='BCC', zorder=5, ms=10)

# Places an image on the plot at the xy coordinates.
arsty = 'arc,angleA=-90,armA=85'

ax1.text(0.785, 1130, 'at%', ha='center', size=10)

ax1.text(0.25, 1130, '5.0', ha='center', size=10)
ax1.add_artist(AnnotationBbox(imageb[0], xy=(0.25, 1020), pad=0))

del imageb[0]

for i, ib in enumerate(imageb):
    ax1.text(0.30 + 0.05*i, 1130,
             '{0:1.0f}'.format(g1[i]*100),
             ha='center',
             size=10)
    ax1.add_artist(AnnotationBbox(ib,
                                  xy=(g1[i], 800),
                                  xybox=(0.30 + 0.05*i, 1020),
                                  pad=0,
                                  arrowprops=dict(arrowstyle='->',
                                                  color='0.5',
                                                  zorder=5,
                                                  connectionstyle=arsty)
                                 )
                  )

ax1.scatter(g1, g1**0*800, c='r', marker='s', zorder=5, s=25)

# Plotting the fits
ax1.plot([0.2925, 0.345], [673.15, 673.15], 'k-', lw=2)

# Draw the Bezier curves used to estimate the phase boundries
verts = [[(0.4, 871.3), (0.31, 871.3), (0.3, 673.15), (0.3, 673.15)],
         [(0.4, 871.3), (0.36, 871.3), (0.346, 673.15), (0.346, 673.15)],
         [(0.2925, 673.15), (mix0[0], 500), (mix0[0], 0), (mix0[0], 0.0)],
         [(0.346, 673.15), (0.346, 500), (mix2[0], 400), (mix2[0], 0.0)],
         [(0.4, 871.3), (0.49, 871.3), (mix2[0], 0), (mix2[0], 0.0)],
         [(0.4, 871.3), (0.6, 871.3), (mix3[0], 0), (mix3[0], 0.0)]]

codes = [Path.MOVETO, Path.CURVE4, Path.CURVE4, Path.CURVE4]

for i, vert in enumerate(verts):
    path = Path(vert, codes)
    patch = patches.PathPatch(path, facecolor='none', lw=2)
    ax1.add_patch(patch)

# Plotting the predicting phase boundry at 0 K
ax1.scatter([mix0[0], mix2[0], mix3[0]],
            [0, 0, 0],
            c=['r', 'g', 'r'], marker='*',
            s=90, zorder=4)

# This code sets the zero line and then makes the dashed line a bit more solid
zero, = ax1.plot([0, 1], [0, 0], 'k--', lw=1.5)
dashes = [10, 10, 50, 10]  # 10 points on, 10 off, 50 on, 10 off
zero.set_dashes(dashes)

# Adding annotation to the phase regions
ax1.text((mix0[0] + mix2[0]) / 2.2, 300, 'mixed\nFCC/BCC',
         size=10,
         horizontalalignment='center',
         verticalalignment='center')
ax1.text((mix2[0] + mix3[0]) / 2.05, 300, 'mixed\nFCC/BCC',
         size=10,
         horizontalalignment='center',
         verticalalignment='center')
ax1.text((mix1[0] + mix2[0]) / 2.05, 670, 'B2',
         size=10,
         horizontalalignment='center',
         verticalalignment='center')

# Set parameters for each subplot
ax1.set_xlim(0.20, 0.80)
ax1.set_ylim(-10.0, 1200.0)
ax1.xaxis.tick_top()
ax1.tick_params(labeltop='off')
ax1.set_ylabel('Temperature (K)')
# Position the y-label properly
ax1.yaxis.set_label_coords(0.03, 0.7, transform=fig.transFigure)

ax0.set_xlim(0.20, 0.80)
ax0.set_ylim(-0.15, -0.02)
ax0.legend(loc='best', prop={'size': 10})
ax0.tick_params(labelleft='off')
# Position the y-label properly
ax0.yaxis.set_label_coords(0.06, 0.20, transform=fig.transFigure)
ax0.set_xlabel('Pd composition, $x$')  # label graph
ax0.set_ylabel('Formation\nenergy (a.u.)')

for ext in ['png', 'eps', 'pdf']:
    plt.savefig('../images/phase.{0}'.format(ext), dpi=300)

plt.show()
#+END_SRC

** Experimental Data
This figure shows the anomalous CLS observed in this work, with comparisons to previous literature results (red triangles cite:martensson-1981-elect-cu, red squares cite:cole-1997-deter-charg).

#+BEGIN_SRC python :results silent :var d0=gellman d1=ref-15 d2=ref-5
import numpy as np
import matplotlib.pyplot as plt

# Import Gellman experimental data
d0x = np.array([entry[0] for entry in d0])
d0y = np.array([entry[1] for entry in d0])

# Import experimental data from reference 15
d1x = np.array([entry[0] for entry in d1])
d1y = np.array([entry[1] for entry in d1])

# Import experimental data from reference 5
d2x = np.array([entry[0] for entry in d2])
d2y = np.array([entry[1] for entry in d2])


# These phase boundries are read directly from the phase diagram
mix0 = 0.32790035
mix1 = 0.36635768
mix2 = 0.4411529

# This is the boundary we predict
mix3 = 0.55


# Create the figure
plt.figure(figsize=(6, 4))

# Plotting the data
plt.scatter(d0x, d0y, c='w', marker='s', s=25,
            label='This work')
plt.scatter(d1x, d1y, c='r', marker='^', s=25,
            label='Martensson et. al.')
plt.scatter(d2x, d2y, c='r', marker='D', s=25,
            label='Cole et. al.')

# Plotting the phase boundry lines
plt.plot([mix0, mix0], [-1.2, 0.0], 'k--')
plt.plot([mix1, mix1], [-1.2, 0.0], 'k-')
plt.plot([mix2, mix2], [-1.2, 0.0], 'k-')
plt.plot([mix3, mix3], [-1.2, 0.0], 'k--')

plt.xlabel('Pd composition, $x$')
plt.ylabel('Cu 2p$_{3/2}$ Core level shift (eV)')
plt.xlim(0, 1)
plt.ylim(-1.2, 0.0)
plt.legend(loc='best', scatterpoints=1, prop={'size': 10})
plt.tight_layout()

for ext in ['png', 'eps', 'pdf']:
    plt.savefig('../images/experiment.{0}'.format(ext), dpi=300)
#+END_SRC

** He+ Sputtered Experimental Data
This figure illustrates that sputtered samples do not show the CLS anomaly, but annealed samples do show the anomaly.

#+BEGIN_SRC python :results silent :var d0=gellman0 d1=gellman1
import numpy as np
import matplotlib.pyplot as plt

# Import Gellman experimental data annealed at 800 K
d0x = np.array([entry[0] for entry in d0])
d0y = np.array([entry[1] for entry in d0])

# Import Gellman experimental data sputtered with He+
d1x = np.array([entry[0] for entry in d1])
d1y = np.array([entry[1] for entry in d1])


# These phase boundries are read directly from the phase diagram
mix0 = 0.32790035
mix1 = 0.36635768
mix2 = 0.4411529

# This is the boundary we predict
mix3 = 0.55


# Create the figure
plt.figure(figsize=(6, 4))

# Plotting the data
plt.scatter(d0x, d0y, c='w', marker='s', s=25)
plt.scatter(d1x, d1y, c='r', marker='s', s=25)

# Adding annotation
plt.text(0.56, -1.0, 'Annealed 800 K',
         size=12, color='k', weight='bold',
         horizontalalignment='left',
         verticalalignment='center')
plt.text(0.56, -0.55, 'He$^{+}$ Sputtered',
         size=12, color='r', weight='bold',
         horizontalalignment='left',
         verticalalignment='center')

plt.xlabel('Pd composition, $x$')
plt.ylabel('Cu 2p$_{3/2}$ Core level shift (eV)')
plt.xlim(0, 1)
plt.ylim(-1.2, 0.0)

plt.tight_layout()

for ext in ['png', 'eps', 'pdf']:
    plt.savefig('../images/sputtering.{0}'.format(ext), dpi=300)
#+END_SRC

** Computational Comparison
This figure compares the CLSs measured in this work with previously computed CLS cite:olovsson-2006-core-level.

#+BEGIN_SRC python :results silent :var d0=gellman d1=cs-method
from ase.db import connect
import numpy as np
import matplotlib.pyplot as plt


# Import Gellman experimental data
d0x = np.array([entry[0] for entry in d0])
d0y = np.array([entry[1] for entry in d0])

# Import computational CS data from Olovsson et. al.
d1x = np.array([entry[0] for entry in d1])
d1y = np.array([entry[1] for entry in d1])


# loads the ASE database and select certain keywords
db = connect('data.json')

keys = ['fcc', 'RN', '64atom']

CLSfcc = []
for k in db.select(keys + ['1cl', '0.50Cu-wid']):
    Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
    Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    CLSfcc.append(cls1 - cls0)

CLSfcc = np.array(CLSfcc)

keys = ['bcc', 'GS', '72atom', '1.00frac']

Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
x1 = db.select(keys + ['1cl', '0.50Cu']).next().energy

cls0 = x0 - Cu0
cls1 = x1 - Cu1

CLSbgs = cls1 - cls0

keys = ['fcc', 'GS', '72atom']

Cu0 = db.select(keys + ['0cl', '1.00Cu']).next().energy
Cu1 = db.select(keys + ['1cl', '1.00Cu']).next().energy
x0 = db.select(keys + ['0cl', '0.50Cu']).next().energy
x1 = db.select(keys + ['1cl', '0.50Cu']).next().energy

cls0 = x0 - Cu0
cls1 = x1 - Cu1

CLSfgs = cls1 - cls0

# Figure
# ------------------------------------------------------------------------
fig = plt.figure(figsize=(6, 4))
ax1 = fig.add_subplot(111)

ax1.scatter(d0x, d0y, c='w', marker='s', s=25,
            label='This work (expt.)')
ax1.scatter(d1x, d1y, c='r', marker='o', s=25,
            label='Olovsson et. al.')
ax1.scatter(0.5, CLSbgs, c='g', marker='*', s=90,
            label='This work (comp. B2)')
ax1.scatter(0.5, CLSfgs, c='r', marker='*', s=90,
            label='This work (comp. ordered FCC)')

ax1.legend(loc='best', scatterpoints=1, prop={'size': 10})


# These phase boundries are read directly from the phase diagram
mix0 = 0.32790035
mix1 = 0.36635768
mix2 = 0.4411529
mix3 = 0.55

# Plotting the phase boundry lines
plt.plot([mix0, mix0], [-1.2, 0.0], 'k--')
plt.plot([mix1, mix1], [-1.2, 0.0], 'k-')
plt.plot([mix2, mix2], [-1.2, 0.0], 'k-')
plt.plot([mix3, mix3], [-1.2, 0.0], 'k--')

ax1.set_xlabel('Pd composition, $x$')
ax1.set_ylabel('Cu 2p$_{3/2}$ Core Level Shift (eV)')

ax1.set_xlim(0, 1)
ax1.set_ylim(-1.2, 0.0)

ax2 = ax1.twiny()

bp = ax2.boxplot(CLSfcc,
                 notch=True,
                 positions=[0.5],
                 widths=[0.02],
                 sym='wo',
                 patch_artist=True)

for item in ['medians', 'fliers', 'whiskers', 'caps']:
    for obj in bp[item]:
        obj.set(color='r')

plt.tick_params(
    axis='x',          # changes apply to the x-axis
    which='both',      # both major and minor ticks are affected
    bottom='off',      # ticks along the bottom edge are off
    top='off',         # ticks along the top edge are off
    labeltop='off')    # labels along the bottom edge are off

plt.xlim(0, 1)
plt.ylim(-1.2, 0.0)

plt.tight_layout()

for ext in ['png', 'eps', 'pdf']:
    plt.savefig('../images/result.{0}'.format(ext), dpi=300)
#+END_SRC

** Cu Impurities around excited fcc 50% Pd ground state
This figure illustrates that adding excess Cu atoms compared to the stoichiometric number has a significant effect on the CLS of a Cu atom.

#+BEGIN_SRC python :results silent
import matplotlib.pyplot as plt
from ase.db import connect
import matplotlib.gridspec as gridspec

# loads the ASE database and select certain keywords
db = connect('data.json')

keys = ['bcc', 'GS', '54atom', 'ensam']

CLS, IMP = [], []
for k in db.select(keys + ['1cl']):
    name = k.keywords[-2]

    Cu0 = db.select(['bcc', 'GS', '72atom', '0cl', '1.00Cu']).next().energy
    Cu1 = db.select(['bcc', 'GS', '72atom', '1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + [name, '0cl']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    IMP.append(int(name[1]))
    CLS.append(cls1 - cls0)

Cu0 = db.select(['bcc', 'GS', '72atom', '0cl', '1.00Cu']).next().energy
Cu1 = db.select(['bcc', 'GS', '72atom', '1cl', '1.00Cu']).next().energy

x0 = db.select(['bcc', 'GS', '54atom', '0cl', '1']).next().energy
x1 = db.select(['bcc', 'GS', '54atom', '1cl', '1']).next().energy

cls0 = x0 - Cu0
cls1 = x1 - Cu1

IMP.append(1)
CLS.append(cls1 - cls0)

Cu0 = db.select(['bcc', 'GS', '72atom', '0cl', '1.00Cu']).next().energy
Cu1 = db.select(['bcc', 'GS', '72atom', '1cl', '1.00Cu']).next().energy

x0 = db.select(['bcc', 'GS', '54atom', '0cl', '0']).next().energy
x1 = db.select(['bcc', 'GS', '54atom', '1cl', '0']).next().energy

cls0 = x0 - Cu0
cls1 = x1 - Cu1

IMP.append(0)
CLS.append(cls1 - cls0)

keys = ['fcc', 'GS', '54atom', 'ensam']

CLSf, IMPf = [], []
for k in db.select(keys + ['1cl']):
    name = k.keywords[-2]

    Cu0 = db.select(['bcc', 'GS', '72atom', '0cl', '1.00Cu']).next().energy
    Cu1 = db.select(['bcc', 'GS', '72atom', '1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + [name, '0cl']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    IMPf.append(int(name[1]))
    CLSf.append(cls1 - cls0)

fig = plt.figure()

gs0 = gridspec.GridSpec(1, 1, top=0.98, bottom=0.09,
                        right=0.52, left=0.1)
gs1 = gridspec.GridSpec(1, 1, top=0.98, bottom=0.09,
                        right=0.98, left=0.54, wspace=0.1)
ax1 = fig.add_subplot(gs0[0])
ax2 = fig.add_subplot(gs1[0])

ax1.scatter(IMP, CLS, c='g', marker='o', s=25)

# Adding annotation
ax1.text(0.15, -0.65, 'a) $x = 0.4$ BCC',
         size=16, weight='bold',
         horizontalalignment='left',
         verticalalignment='bottom')

ax1.set_ylim(-1.15, -0.6)
ax1.set_xlim(-0.1, 5.1)
ax1.set_ylabel('Cu 2p$_{3/2}$ Core Level Shift (eV)')


ax2.scatter(IMPf[0:], CLSf[0:], c='r', marker='o', s=25)


# Adding annotation
ax2.text(0.15, -0.65, 'b) $x = 0.5$ FCC',
         size=16, weight='bold',
         horizontalalignment='left',
         verticalalignment='bottom')


ax2.set_ylim(-1.15, -0.6)
ax2.set_xlim(-0.1, 5.1)
ax2.set_yticklabels([])

ax2.set_xlabel('Nearest-neighbor Cu atoms')
ax2.xaxis.set_label_coords(0.53, 0.04, transform=fig.transFigure)


for ext in ['png', 'eps', 'pdf']:
    plt.savefig('../images/impurity.{0}'.format(ext), dpi=300)
#+END_SRC

** Strain Effects on CLS
Here we study the effect that strain has on CLS in the ordered B2 phase.

#+BEGIN_SRC python
import matplotlib.pyplot as plt
import numpy as np
from ase.db import connect

db = connect('data.json')

# Import data for Vegard's Law
keys = ['bcc', 'GS', '72atom', '1.00frac', '0cl']

COMP, NORMV = [], []
for k in db.select(keys):

    volume = k.calculator_parameters.data.volume
    count = len(k.positions)

    COMP.append(1 - k.composition)
    NORMV.append(volume / count)

fit = np.poly1d(np.polyfit([min(COMP), max(COMP)],
                           [min(NORMV), max(NORMV)],
                           1))

keys = ['bcc', 'GS', '54atom']

CLS, NORMV = [], []
for k in db.select(keys + ['dis', '1cl', '0']):
    lat = k.keywords[-4]

    Cu0 = db.select(['bcc', 'GS', '72atom', '0cl', '1.00Cu']).next().energy
    Cu1 = db.select(['bcc', 'GS', '72atom', '1cl', '1.00Cu']).next().energy
    x0 = db.select(keys + [lat, 'dis', '0cl', '0']).next().energy
    x1 = k.energy

    cls0 = x0 - Cu0
    cls1 = x1 - Cu1

    CLS.append(cls1 - cls0)

    volume = k.calculator_parameters.data.volume
    count = len(k.positions)

    NORMV.append(volume / count)

fig = plt.figure(figsize=(3.25, 4))
ax1 = fig.add_subplot(111)

ax1.set_xlabel('Pd composition, $x$')
ax1.set_ylabel('Cu 2p$_{3/2}$ Core level shift (eV)')
ax1.set_xticks([0.3, 0.4, 0.5, 0.6])
ax1.set_xlim(0.3, 0.6)

ax2 = ax1.twiny()

ax2.set_xlabel(r'Volume per atom ($\AA^3$/atom)')
ax2.set_xlim(fit(0.3), fit(0.6))
ax2.set_xticks([13.1, 13.6, 14.1])

ax2.scatter([NORMV[0], NORMV[1], NORMV[2], NORMV[3]],
            [CLS[0], CLS[1], CLS[2], CLS[3]],
            c='g', marker='o', s=25)
ax2.scatter(NORMV[4], CLS[4],
            c='g', marker='*', s=90)

plt.tight_layout()

for ext in ['png', 'eps', 'pdf']:
    plt.savefig('../images/strain.{0}'.format(ext), dpi=300)
#+END_SRC

#+RESULTS:

** Abstract Figure

#+BEGIN_SRC python :results silent :var d0=gellman
import numpy as np
import matplotlib.pyplot as plt

# Import Gellman experimental data
d0x = np.array([entry[0] for entry in d0])
d0y = np.array([entry[1] for entry in d0])


# Create the figure
plt.figure(figsize=(6, 4))

# Plotting the data
plt.scatter(d0x, d0y, c='w', marker='s', s=25)

# Plotting the phase boundry lines
plt.fill_between([d0x[74], d0x[86]], 0.0, -1.2, facecolor='blue', alpha=0.3)

plt.text(0.66, -1.0, 'Annealed 800 K',
         size=12, color='k', weight='bold',
         horizontalalignment='left',
         verticalalignment='center')

plt.text(d0x[74] + (d0x[86] - d0x[74]) / 2.0, -0.3, 'B2\nphase\npresent',
         size=12, color='k', weight='bold',
         horizontalalignment='center',
         verticalalignment='center')

plt.xlabel('Pd composition, $x$')
plt.ylabel('Cu 2p$_{3/2}$ Core level shift (eV)')
plt.xlim(0, 1)
plt.ylim(-1.2, 0.0)
plt.tight_layout()

for ext in ['png', 'eps', 'pdf']:
    plt.savefig('../images/abstract.{0}'.format(ext), dpi=100)
#+END_SRC
* Tables
#+CAPTION: Experimental CLS data from the Gellman group
  #+ATTR_LATEX:  :placement [H] :environment longtable
#+TBLNAME: gellman
| Pd composition | CLS (eV) |
|----------------+----------|
|      0.0269813 |   -0.035 |
|      0.0297052 |   -0.043 |
|      0.0298903 |   -0.039 |
|      0.0306752 |   -0.031 |
|      0.0320379 |   -0.037 |
|      0.0327642 |   -0.044 |
|      0.0335744 |   -0.043 |
|      0.0356661 |   -0.046 |
|      0.0371202 |   -0.031 |
|      0.0373192 |   -0.068 |
|      0.0397335 |   -0.039 |
|      0.0406291 |   -0.047 |
|      0.0410614 |   -0.047 |
|      0.0420247 |   -0.044 |
|      0.0426483 |   -0.037 |
|      0.0432437 |   -0.069 |
|      0.0470047 |   -0.053 |
|      0.0486784 |   -0.071 |
|      0.0501848 |   -0.068 |
|      0.0513886 |   -0.065 |
|      0.0556464 |   -0.059 |
|      0.0560298 |   -0.071 |
|      0.0573344 |   -0.062 |
|      0.0599001 |   -0.065 |
|      0.0599441 |   -0.077 |
|      0.0605434 |   -0.070 |
|      0.0652239 |   -0.078 |
|      0.0653107 |   -0.061 |
|      0.0742488 |   -0.088 |
|      0.0744329 |   -0.091 |
|      0.0745899 |   -0.085 |
|      0.0751520 |   -0.087 |
|      0.0785503 |   -0.094 |
|      0.0787241 |   -0.103 |
|      0.0813005 |   -0.101 |
|      0.0853100 |   -0.105 |
|      0.0952431 |   -0.113 |
|      0.0993672 |   -0.117 |
|      0.1079250 |   -0.134 |
|      0.1086790 |   -0.131 |
|      0.1118760 |   -0.136 |
|      0.1162570 |   -0.141 |
|      0.1163720 |   -0.134 |
|      0.1186510 |   -0.143 |
|      0.1191040 |   -0.153 |
|      0.1211770 |   -0.146 |
|      0.1287410 |   -0.173 |
|      0.1409070 |   -0.182 |
|      0.1416260 |   -0.183 |
|      0.1445900 |   -0.187 |
|      0.1569620 |   -0.210 |
|      0.1600410 |   -0.207 |
|      0.1609820 |   -0.229 |
|      0.1637550 |   -0.228 |
|      0.1654820 |   -0.243 |
|      0.1864910 |   -0.254 |
|      0.1922910 |   -0.263 |
|      0.1933480 |   -0.264 |
|      0.2040620 |   -0.297 |
|      0.2108350 |   -0.286 |
|      0.2161710 |   -0.295 |
|      0.2200070 |   -0.306 |
|      0.2285980 |   -0.331 |
|      0.2341590 |   -0.327 |
|      0.2486840 |   -0.335 |
|      0.2694640 |   -0.372 |
|      0.2730900 |   -0.371 |
|      0.2899790 |   -0.404 |
|      0.2953090 |   -0.421 |
|      0.2955210 |   -0.442 |
|      0.3058850 |   -0.439 |
|      0.3085280 |   -0.437 |
|      0.3128480 |   -0.431 |
|      0.3437190 |   -0.500 |
|      0.3598750 |   -0.669 |
|      0.3600180 |   -0.564 |
|      0.3914210 |   -0.753 |
|      0.3989420 |   -0.781 |
|      0.4327220 |   -0.842 |
|      0.4957900 |   -0.894 |
|      0.5055460 |   -0.900 |
|      0.5251070 |   -0.862 |
|      0.5311500 |   -0.919 |
|      0.5443070 |   -0.895 |
|      0.5480690 |   -0.780 |
|      0.5535330 |   -0.836 |
|      0.5561730 |   -0.927 |
|      0.5706780 |   -0.810 |
|      0.5783010 |   -0.782 |
|      0.5857750 |   -0.812 |
|      0.6018300 |   -0.801 |
|      0.6033790 |   -0.802 |
|      0.6137170 |   -0.859 |
|      0.6201390 |   -0.793 |
|      0.6271850 |   -0.833 |
|      0.6400550 |   -0.843 |
|      0.6709160 |   -0.875 |
|      0.6880810 |   -0.878 |
|      0.6932410 |   -0.876 |
|      0.6993090 |   -0.898 |

#+CAPTION: Experimental CLS data from the Gellman group annealed at 800 K
#+ATTR_LATEX:  :placement [H] :environment longtable
#+TBLNAME: gellman0
| Pd composition | CLS (eV) |
|----------------+----------|
|       0.970620 |   -0.957 |
|       0.965044 |   -0.966 |
|       0.963994 |   -0.956 |
|       0.959141 |   -0.953 |
|       0.955608 |   -0.964 |
|       0.953451 |   -0.948 |
|       0.952483 |   -0.942 |
|       0.947701 |   -0.957 |
|       0.947293 |   -0.942 |
|       0.939694 |   -0.914 |
|       0.929381 |   -0.919 |
|       0.928183 |   -0.936 |
|       0.909846 |   -0.941 |
|       0.908060 |   -0.896 |
|       0.885838 |     -0.9 |
|       0.870965 |   -0.887 |
|       0.837957 |   -0.888 |
|       0.826530 |   -0.889 |
|       0.826178 |   -0.877 |
|       0.775287 |   -0.859 |
|       0.761052 |   -0.856 |
|       0.760694 |   -0.869 |
|       0.759647 |    -0.85 |
|       0.693820 |   -0.821 |
|       0.688780 |   -0.848 |
|       0.679913 |   -0.819 |
|       0.619330 |   -0.799 |
|       0.606321 |   -0.805 |
|       0.591953 |   -0.787 |
|       0.559281 |   -0.759 |
|       0.551321 |   -0.761 |
|       0.536408 |   -0.733 |
|       0.535554 |   -0.749 |
|       0.523631 |   -0.737 |
|       0.518219 |   -0.734 |
|       0.508245 |   -0.847 |
|       0.499943 |   -0.727 |
|       0.496518 |   -0.727 |
|       0.494415 |   -0.726 |
|       0.491134 |   -0.724 |
|       0.486196 |   -0.803 |
|       0.483744 |   -0.847 |
|       0.481042 |   -0.758 |
|       0.480636 |   -0.804 |
|       0.479485 |   -0.724 |
|       0.461502 |   -0.842 |
|       0.460475 |   -0.838 |
|       0.434494 |   -0.792 |
|       0.424751 |   -0.789 |
|       0.391747 |    -0.73 |
|       0.386842 |   -0.716 |
|       0.375641 |   -0.636 |
|       0.361235 |   -0.596 |
|       0.332138 |   -0.501 |
|       0.315523 |   -0.408 |
|       0.315459 |   -0.447 |
|       0.295892 |   -0.442 |
|       0.286464 |   -0.406 |
|       0.260972 |   -0.368 |
|       0.241481 |   -0.359 |
|       0.236447 |   -0.354 |
|       0.217134 |   -0.321 |
|       0.201240 |   -0.291 |
|       0.187263 |   -0.266 |
|       0.180347 |   -0.271 |
|       0.167832 |    -0.23 |
|       0.147873 |    -0.21 |
|       0.126934 |   -0.169 |
|       0.117163 |   -0.147 |
|       0.106729 |   -0.146 |
|       0.084420 |   -0.123 |
|       0.070176 |   -0.092 |
|       0.056352 |   -0.104 |
|       0.052974 |   -0.102 |
|       0.042454 |   -0.059 |
|       0.034982 |   -0.073 |
|       0.027697 |   -0.073 |
|       0.027649 |   -0.041 |
|       0.019983 |   -0.017 |
|       0.016671 |   -0.024 |
|       0.012179 |   -0.029 |
|       0.011053 |   -0.027 |
|       0.010077 |   -0.004 |
|       0.005538 |   -0.005 |
|       0.003187 |    0.005 |
|       0.002711 |   -0.001 |
|       0.002689 |    0.013 |
|       0.002680 |    0.013 |
|       0.002549 |   -0.004 |
|       0.002514 |   -0.001 |
|       0.002503 |    0.018 |
|       0.002453 |   -0.002 |
|       0.002417 |    0.024 |
|       0.002398 |    0.017 |
|       0.002390 |    0.014 |
|       0.002370 |    0.007 |
|       0.002368 |   -0.002 |
|       0.002332 |     0.02 |
|       0.002312 |    0.002 |
|       0.002241 |    0.003 |
|       0.002224 |    0.016 |
|       0.002204 |   -0.008 |
|       0.002088 |    0.013 |
|       0.002082 |    0.019 |
|       0.001961 |    0.003 |
|       0.001957 |    0.014 |
|       0.001936 |    0.011 |
|       0.001930 |    0.005 |
|       0.001929 |    0.004 |
|       0.001634 |    0.001 |
|       0.001569 |    0.011 |
|       0.001508 |        0 |

#+CAPTION: Experimental CLS data from the Gellman group annealed at 800 K and sputtered with He+
#+ATTR_LATEX:  :placement [H] :environment longtable
#+TBLNAME: gellman1
| Pd composition | CLS (eV) |
|----------------+----------|
|       0.970010 |   -0.868 |
|       0.963072 |    0.112 |
|       0.958901 |    0.119 |
|       0.948199 |   -0.936 |
|       0.934726 |   -0.917 |
|       0.920189 |   -0.849 |
|       0.904226 |   -0.873 |
|       0.902070 |    0.112 |
|       0.878280 |    0.285 |
|       0.873952 |    -0.82 |
|       0.860939 |   -0.711 |
|       0.855476 |   -0.851 |
|       0.796308 |   -0.757 |
|       0.779666 |    0.284 |
|       0.777827 |   -0.803 |
|       0.739604 |   -0.815 |
|       0.707311 |   -0.763 |
|       0.683702 |   -0.794 |
|       0.670810 |    -0.72 |
|       0.659100 |    -0.76 |
|       0.635587 |   -0.719 |
|       0.625711 |   -0.725 |
|       0.589491 |   -0.643 |
|       0.587265 |    0.111 |
|       0.582688 |   -0.735 |
|       0.574745 |   -0.718 |
|       0.572542 |   -0.667 |
|       0.541924 |   -0.669 |
|       0.533617 |   -0.734 |
|       0.517108 |   -0.665 |
|       0.512565 |    -0.66 |
|       0.479262 |   -0.659 |
|       0.469572 |    -0.69 |
|       0.468380 |   -0.678 |
|       0.467112 |   -0.721 |
|       0.464322 |   -0.712 |
|       0.460976 |   -0.676 |
|       0.458345 |   -0.701 |
|       0.427268 |   -0.625 |
|       0.411424 |   -0.674 |
|       0.408883 |   -0.704 |
|       0.398039 |   -0.614 |
|       0.389279 |   -0.623 |
|       0.368202 |   -0.528 |
|       0.362499 |   -0.592 |
|       0.320597 |   -0.519 |
|       0.315641 |   -0.489 |
|       0.313963 |   -0.489 |
|       0.286363 |   -0.418 |
|       0.276247 |    -0.38 |
|       0.268089 |   -0.357 |
|       0.264348 |   -0.444 |
|       0.243958 |   -0.367 |
|       0.240136 |   -0.303 |
|       0.227346 |   -0.344 |
|       0.218997 |    -0.33 |
|       0.205084 |   -0.278 |
|       0.190394 |   -0.289 |
|       0.187310 |   -0.217 |
|       0.181756 |    -0.23 |
|       0.174281 |   -0.245 |
|       0.163896 |   -0.224 |
|       0.153409 |   -0.255 |
|       0.148057 |   -0.177 |
|       0.145305 |    -0.19 |
|       0.130202 |   -0.173 |
|       0.120032 |   -0.137 |
|       0.115373 |   -0.151 |
|       0.112777 |   -0.176 |
|       0.101079 |   -0.114 |
|       0.090852 |   -0.143 |
|       0.079278 |   -0.094 |
|       0.076086 |   -0.137 |
|       0.070458 |   -0.095 |
|       0.064294 |   -0.097 |
|       0.052721 |   -0.057 |
|       0.051671 |   -0.069 |
|       0.043731 |   -0.067 |
|       0.039242 |   -0.021 |
|       0.037079 |   -0.043 |
|       0.035688 |   -0.027 |
|       0.030497 |   -0.023 |
|       0.026987 |   -0.047 |
|       0.020494 |   -0.006 |
|       0.018899 |   -0.047 |
|       0.014944 |    0.007 |
|       0.012090 |    0.001 |
|       0.010152 |   -0.006 |
|       0.009648 |    0.006 |
|       0.009396 |    0.002 |
|       0.009141 |    0.002 |
|       0.009062 |   -0.001 |
|       0.008566 |    0.029 |
|       0.008015 |   -0.002 |
|       0.007929 |   -0.014 |
|       0.007349 |    0.001 |
|       0.007300 |    0.004 |
|       0.007010 |   -0.002 |
|       0.006850 |   -0.017 |
|       0.006839 |   -0.008 |
|       0.006726 |    0.002 |
|       0.006706 |    0.014 |
|       0.006656 |   -0.001 |
|       0.006598 |   -0.021 |
|       0.006523 |   -0.011 |
|       0.006378 |   -0.007 |
|       0.006197 |   -0.004 |
|       0.006100 |    0.002 |
|       0.006076 |    0.008 |
|       0.006071 |        0 |
|       0.006053 |   -0.016 |
|       0.006047 |   -0.001 |
|       0.006030 |    0.033 |
|       0.005964 |   -0.004 |
|       0.005942 |   -0.013 |
|       0.005930 |   -0.025 |
|       0.005911 |   -0.004 |
|       0.005907 |   -0.018 |
|       0.005827 |   -0.027 |
|       0.005618 |   -0.001 |
|       0.005575 |    0.002 |
|       0.005545 |    0.019 |
|       0.005545 |   -0.024 |
|       0.005267 |   -0.009 |
|       0.004978 |    0.004 |
|       0.004831 |   -0.008 |
|       0.004178 |   -0.003 |
|       0.003656 |        0 |


#+CAPTION: Experimental CLS data read from figure cite:martensson-1981-elect-cu
#+ATTR_LATEX:  :placement [H]
#+TBLNAME: ref-15
| Pd composition | CLS (eV) |
|----------------+----------|
|          0.000 |      0.0 |
|          0.067 |   -0.025 |
|          0.166 |   -0.063 |
|          0.262 |   -0.212 |
|          0.250 |   -0.244 |
|          0.290 |   -0.298 |
|          0.387 |   -0.400 |
|          0.433 |   -0.453 |
|          0.400 |   -0.482 |
|          0.450 |   -0.475 |
|          0.500 |   -0.588 |
|          0.650 |   -0.698 |
|          0.670 |   -0.748 |
|          0.780 |   -0.837 |
|          0.826 |   -0.868 |
|          0.946 |   -0.976 |

#+CAPTION: Experimental CLS data read from figure cite:cole-1997-deter-charg
#+ATTR_LATEX:  :placement [H]
#+TBLNAME: ref-5
| Pd composition | CLS (eV) |
|----------------+----------|
|            0.2 |    -0.25 |
|            0.5 |    -0.70 |

#+CAPTION: BCC Cluster expansion ground states
#+ATTR_LATEX:  :placement [H]
#+TBLNAME: bcc
| Pd comp. | Normalized energy (eV/atom) | Energy (eV/atom) | ATAT Structure |
|----------+-----------------------------+------------------+----------------|
| 0.000000 |                    0.030315 |         0.031500 |              0 |
| 0.333333 |                   -0.115639 |        -0.115863 |            131 |
| 0.500000 |                   -0.127902 |        -0.127745 |              3 |
| 0.666667 |                   -0.085447 |        -0.083958 |              7 |
| 0.750000 |                   -0.061554 |        -0.061584 |             15 |
| 1.000000 |                    0.040240 |         0.040956 |              1 |

#+CAPTION: FCC Cluster expansion ground states
#+ATTR_LATEX:  :placement [H]
#+TBLNAME: fcc
| Pd comp. | Normalized energy (eV/atom) | Energy (eV/atom) | ATAT Structure |
|----------+-----------------------------+------------------+----------------|
| 0.000000 |                    0.000000 |         0.010429 |              0 |
| 0.125000 |                   -0.054559 |        -0.049823 |            470 |
| 0.250000 |                   -0.104835 |        -0.103771 |             27 |
| 0.375000 |                   -0.117808 |        -0.113541 |            455 |
| 0.500000 |                   -0.117016 |        -0.114034 |              3 |
| 0.625000 |                   -0.097850 |        -0.094601 |            625 |
| 0.750000 |                   -0.073519 |        -0.066942 |             28 |
| 0.833333 |                   -0.052152 |        -0.046461 |             80 |
| 1.000000 |                    0.000000 |         0.001212 |              1 |

#+CAPTION: Computational CLS data read from figure in cite:olovsson-2002-core-level using CS method
#+ATTR_LATEX:  :placement [H]
#+TBLNAME: cs-method
| Pd composition | CLS (eV) |
|----------------+----------|
|           0.15 |   -0.243 |
|            0.2 |   -0.314 |
|           0.25 |   -0.382 |
|            0.3 |   -0.471 |
|            0.4 |   -0.626 |
|            0.5 |   -0.773 |
|            0.6 |   -0.878 |
|            0.7 |   -0.986 |
|           0.75 |   -1.015 |
|            0.8 |   -1.063 |
|            0.9 |   -1.142 |

#+CAPTION: Computational CLS data read from figure in cite:olovsson-2002-core-level using IS method.
#+ATTR_LATEX:  :placement [H]
#+TBLNAME: is-method
| Pd composition | CLS (eV) |
|----------------+----------|
|            0.1 |   -0.162 |
|           0.15 |   -0.243 |
|            0.2 |   -0.328 |
|           0.25 |   -0.395 |
|            0.3 |   -0.491 |
|            0.4 |   -0.654 |
|            0.5 |   -0.789 |
|           0.53 |   -0.821 |
|            0.6 |   -0.894 |
|            0.7 |   -0.989 |
|           0.75 |   -1.031 |
|           0.77 |   -1.047 |
|            0.8 |   -1.069 |
|            0.9 |   -1.145 |

bibliographystyle:elsarticle-num
bibliography:supporting-information.bib
*  Bibtex entries						   :noexport:

#+BEGIN_SRC text :tangle supporting-information.bib
@article{cole-1997-deter-charg,
  author =	 {Cole, R. J. and Brooks, N. J. and Weightman, P.},
  title =	 {Determination of Charge Transfer in the
                  {Cu}$_{x}${Pd}$_{1-x}$ Alloy System},
  journal =	 {Phys. Rev. B},
  volume =	 56,
  pages =	 {12178--12182},
  year =	 1997,
  doi =		 {10.1103/PhysRevB.56.12178},
  url =		 {http://link.aps.org/doi/10.1103/PhysRevB.56.12178},
  issue =	 19,
  numpages =	 0,
  month =	 {Nov},
  publisher =	 {American Physical Society},
}

@article{kohler-2004-densit-funct,
  author =	 {Lukas K\"{o}hler and Georg Kresse},
  title =	 {Density Functional Study of {CO} on {Rh}(111)},
  journal =	 {Physical Review B},
  year =	 2004,
  volume =	 70,
  number =	 16,
  pages =	 165405,
  doi =		 {10.1103/physrevb.70.165405},
  url =		 {http://dx.doi.org/10.1103/PhysRevB.70.165405},
}

@article{martensson-1981-elect-cu,
  author =	 {N. M\aartensson and R. Nyholm and H. Cal\'{e}n and
                  J. Hedman and B. Johansson},
  title =	 {Electron-spectroscopic studies of the
                  {Cu}$_{x}${Pd}$_{1-x}$ alloy system: Chemical-shift
                  effects and valence-electron spectra},
  journal =	 {Physical Review B},
  volume =	 24,
  number =	 4,
  pages =	 {1725-1738},
  year =	 1981,
  doi =		 {10.1103/physrevb.24.1725},
  url =		 {http://dx.doi.org/10.1103/PhysRevB.24.1725},
}

@article{olovsson-2002-core-level,
  author =	 {W Olovsson and I.A Abrikosov and B Johansson},
  title =	 {Core Level Shift in Random {CuPd} and {AgPd} Alloys
                  By the Complete Screening Picture},
  journal =	 {Journal of Electron Spectroscopy and Related
                  Phenomena},
  volume =	 127,
  number =	 {1-2},
  pages =	 {65-69},
  year =	 2002,
  doi =		 {10.1016/s0368-2048(02)00173-1},
  url =		 {http://dx.doi.org/10.1016/S0368-2048(02)00173-1},
}

@article{olovsson-2006-core-level,
  author =	 {Olovsson, Weine and G\"{o}ransson, Christian and
                  Marten, Tobias and Abrikosov, Igor A.},
  title =	 {Core-Level Shifts in Complex Metallic Systems From
                  First Principle},
  journal =	 {physica status solidi (b)},
  volume =	 243,
  number =	 11,
  pages =	 {2447-2464},
  year =	 2006,
  doi =		 {10.1002/pssb.200642165},
  url =		 {http://dx.doi.org/10.1002/pssb.200642165},
}
#+END_SRC
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3. Getting the Computational Details of a Calculation from the

JSON file

Here is an example of opening the JSON file using the ASE database tool,

and printing the calculation details for a single calculation. First we print

all of the information stored and then show how specific information can be

taken directly from the database, such as calculator INCAR parameters and

total energy of the calculation.

from ase.db import connect

from textwrap import fill

db = connect(’data.json’)

# Select a specific entry in the database

example = db.select([’fcc’, ’GS’, ’24atom’, ’0cl’, ’1.00Cu’])

# ASE database utilizes generator objects. To access the first,
# and only entry in this generator, we use ’.next()’.

example = example.next ()

# Here we print all of the information stored in the database

print fill(str(example)), ’\n’

# Specific information can be pulled from the database by
# specifying the appropriate sub-dictionary name. This s
# shown for the INCAR parameters:

print ’The INCAR parameters:’

print fill(str(example.calculator_parameters.incar)), ’\n’

# Here we print the total energy of the calculation:
print ’The total energy:’

print ’{0} eV’.format(example.energy)

{u’GS’: 1, u’tags’: array([O, O, O, O, O, O,
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0, 0, 0, O,



0, 0, 0, 0, 0, 0, 0, 0, O, 0]), u’energy’: -89.298417,
u’calculator_parameters’: {u’incar’: {u’encut’: 400.0, u’doc’: u’INCAR
parameters’, u’prec’: u’Normal’, u’nsim’: 4, u’isif’: 3, u’nbands’:
160, u’ibrion’: 2, u’lplane’: True, u’ediffg’: -0.02, u’ismear’: 1,
u’ediff’: 1e-06, u’npar’: 4, u’nsw’: 10}, u’doc’: u’JSON
representation of a VASP calculation.\n\nenergy is in eV\nforces are
in eV/\\AA\nstress is in GPa (sxx, syy, szz, syz, sxz, sxy)\nmagnetic
moments are in Bohr-magneton\nThe density of states is reported with
E_f at 0 eV.\nVolume is reported in \\AA"3\nCoordinates and cell
parameters are reported in \\AA\n\nIf atom-projected dos are included
they are in the form:\n{ados:{energy:data, {atom index: {orbital :
dos}}H\n’, u’potcar’: [[u’Cu’, u’potpaw_PBE/Cu/POTCAR’,
u’a44c591415026£53deb16a99cal3f06b1e69bel0b’]], u’input’: {u’kpts’:
array([3, 4, 7]), u’reciprocal’: False, u’xc’: u’PBE’,
u’kpts_nintersections’: None, u’setups’: None, u’txt’: u’-’, u’gamma’:
False}, w’atoms’: {u’cell’: array([[ 7.27008008e+00,

3.42724757e-02,  7.35232202e+00], [ 5.44549051e+00,
5.39375647e+00, 3.30520765e-02] , [ 5.58073992e-03,
3.61208260e+00,  3.68787361e+00]]1), u’symbols’: [u’Cu’, u’Cu’, u’Cu’,
u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’,
u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’, u’Cu’,
u’Cu’], u’tags’: array([lO, O, O, O, O, O, O, O, O, O, O, O, O, O, O,
0o, 0, 0, 0, 0, O, O, O, 0]), u’pbc’: array([ True, True,
True], dtype=bool), u’positions’: array([[ 0.00000000e+00,
0.00000000e+00, 0.00000000e+00] , [ 2.79036996e-03,
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1.80604130e+00, 1.84393680e+00] , [ 1.81516350e+00,
1.79791882e+00, 1.10173588e-02], [ 1.81795387e+00,
3.60396012e+00, 1.85495416e+00], [ 3.63032700e+00,
3.59583765e+00, 2.20347177e-02], [ 3.63311737e+00,
5.40187894e+00, 1.86597152e+00] , [ 1.81752002e+00,
8.56811893e-03, 1.83808050e+00] , [ 1.82031039e+00,
1.81460942e+00, 3.68201731e+00] , [ 3.63268352e+00,
1.80648694e+00, 1.84909786e+00] , [ 3.63547389e+00,
3.61252824e+00, 3.69303467e+00] , [ 5.44784702e+00,
3.60440576e+00, 1.86011522e+00], [ 5.45063739e+00,
5.41044706e+00, 3.70405203e+00] , [ 3.63504004e+00,
1.71362379e-02, 3.67616101e+00], [ 3.63783041e+00,
1.82317754e+00, 5.52009781e+00] , [ 5.45020354e+00,
1.81505506e+00, 3.68717837e+00] , [ 5.45299391e+00,
3.62109636e+00, 5.53111517e+00] , [ 7.26536704e+00,
3.61297388e+00, 3.69819573e+00] , [ 7.26815741e+00,
5.41901518e+00, 5.54213253e+00] , [ 5.45256006e+00,
2.57043568e-02, 5.51424151e+00] , [ 5.45535043e+00,
1.83174565e+00, 7.35817832e+00], [ 7.26772356e+00,
1.82362318e+00, 5.52525887e+00] , [ 7.27051393e+00,
.62966448e+00, 7.36919568e+00] , [ 9.08288706e+00,
5.53627623e+00], [ 9.08567743e+00,

3

3.62154200e+00,
5.42758330e+00, 7.38021303e+00]]1)}, u’data’: {u’stress’: array([
0

.00044062, 0.00117381, 0.00037976, 0.00119491, 0.00035132,

-0.00011941]), u’doc’: u’Data from the output of the calculation’,
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u’volume’: 287.452162285601, u’total_energy’: -89.298417, u’forces’:

array([[ 0., 0., 0.1, [ 0., 0., 0.1, [ 0., O.,

0.1, (0., 0., 0.1, (0., 0., 0.1, (0., O.,
0.1, (0., 0., 0.1, [ 0., 0., 0.1, [ 0., O.,
0.1, (0., 0., 0.], [ 0., 0., 0.1, [ 0., O.,
0.1, Lo., 0., 0.1, (0., 0., 0.1, [O0., O.,
0.1, (0., 0., 0.1, [ 0., 0., 0.1, [ 0., O.,
0.1, (0., 0., 0.], [ 0., 0., 0.1, (0., O.,
0.1, (0., 0., 0.], [ 0., 0., 0.1, 0., O.,
0.11), u’fermi_level’: 3.685}, u’metadata’: {u’date.created’:

1398438581.016546, u’uuid’: u’a0l1f2baa-cc8b-11e3-b664-003048f5e49¢’,
u’date.created.ascii’: u’Fri Apr 25 11:09:41 2014’, u’user.username’:
None, u’atoms.resort’: array([ O, 1, 2, 3, 4, 5, 6, 7, 8, 9,
10, 11, 12, 13, 14, 15, 16, 17, 18, 19, 20, 21, 22, 23]),
u’user.email’: None, u’user.fullname’: None, u’Cu.potential.git_hash’:
u’a44c591415026£53deb16a99cal3f06b1le69belOb’, u’atoms.tags’: array([0,
o, o, o, o0, 0, 0, 0, 0, 0, 0, 0, 0, O, O, O, O, O, O, O, O, O, O,

0]), u’Cu.potential.path’: u’potpaw_PBE/Cu/POTCAR’}}, u’fcc’: 1,
u’numbers’: array([29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29,
29, 29, 29, 29, 29, 29, 29, 29, 29, 29, 29]),
u’key_value_pairs’: {u’GS’: 1, u’_24atom’: 1, u’_0Ocl’: 1, u’fcc’: 1,
u’_1_00Cu’: 1}, u’mtime’: 15.038292685183254, u’keywords’: [u’fcc’,
u’GS’, u’24atom’, u’0cl’, u’1.00Cu’], u’_24atom’: 1, u’_1_00Cu’: 1,
’id’: 26, u’ctime’: 14.923533301677663, u’positions’: array([[
0.00000000e+00, 0.00000000e+00, 0.00000000e+00] , [
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.79036996e-03,
.81516350e+00,
.81795387e+00,
.63032700e+00,
.63311737e+00,
.81752002e+00,
.82031039e+00,
.63268352e+00,
.63547389e+00,
.44784702e+00,
.45063739e+00,
.63504004e+00,
.63783041e+00,
.45020354e+00,
.45299391e+00,
.26536704e+00,
.26815741e+00,
.45256006e+00,
.45535043e+00,
.26772356e+00,
.27051393e+00,
.08288706e+00,
.08567743e+00,

.35232202e+00] ,

3
3.
5

.80604130e+00,
.79791882e+00,
.60396012e+00,
.59683765e+00,
.40187894e+00,
.56811893e-03,
.81460942e+00,
.80648694e+00,
.61252824e+00,
.60440576e+00,
.41044706e+00,
.71362379e-02,
.82317754e+00,
.81505506e+00,
.62109636e+00,
.61297388e+00,
.41901518e+00,
.57043568e-02,
.83174565e+00,
.82362318e+00,
.62966448e+00,

62154200e+00,

.42758330e+00,

o N oo N o o w0 w o1 W w

7.

.84393680e+00] ,
.10173588e-02] ,
.85495416e+00] ,
.20347177e-02],
.86597152e+00] ,
.83808050e+00] ,
.68201731e+00],
.84909786e+00] ,
.69303467e+00] ,
.86011522e+00] ,
.70405203e+00] ,
.67616101e+00] ,
.52009781e+00] ,
.68717837e+00] ,
.563111517e+00] ,
.69819573e+00] ,
.54213253e+00] ,
.51424151e+00],
.35817832e+00] ,
.52525887e+00] ,
.36919568e+00] ,
.53627623e+00] ,
38021303e+00]]), u’composition’:
.0, u’cell’: array([[ 7.27008008e+00, 3.42724757e-02,

[ 5.44549051e+00, 5.39375647e+00,
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3.30520765e-02], [ 5.58073992e-03, 3.61208260e+00,
3.68787361e+00]]1), u’pbc’: array([ True, True, True], dtype=bool),
u’_0cl’: 1, u’calculator’: u’vasp’, u’unique_id’:

u’fl1a4a3c4f9a54c9878026ba21390287b’, u’user’: u’jboes’}

The INCAR parameters:

{u’nsw’: 10, u’ediff’: 1e-06, u’doc’: u’INCAR parameters’, u’encut’:
400.0, uw’nsim’: 4, w’isif’: 3, u’ibrion’: 2, u’nbands’: 160, u’prec’:
u’Normal’, u’ismear’: 1, u’lplane’: True, u’npar’: 4, u’ediffg’:

-0.02}

The total energy:
-89.208417 eV

4. Implementation of ICORELEVEL in VASP

Calculation of the CLS in VASP requires the use of the ICORELEVEL-
tag. This section is designed to outline some of the possible functionalities
of this tag and also has a few working examples. The documentation for the
ICORELEVEL tag can be found on the VASP website: http://cms.mpi.
univie.ac.at/vasp/vasp/ICORELEVEL_tag_core_level_shifts.html. This
brief description makes reference to another article, Ref. 1, and references
there in. Although these articles document the results of using the ICORELEVEL-
tag, they do not provide specific details of the implementation.

ICORELEVEL has three setting: 0, 1, and 2. The default is 0 which runs

the calculation normally. A setting of 1 will run the calculation normally,

19
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but at the end of each self consistent iteration the core level Eigen energies
will be printed into the OUTCAR file. These values can be found quickly by
performing a grep for ’the core state eigenenergies are’. The core-level Eigen
energies are needed for CLS calculation methods other than complete screen-
ing (CS). Since the CS method only utilizes the total energy of a calculation,
the 1 setting is not necessary for the purposes of this study.

The 2 setting will replace a number of core electrons from a species spec-
ified in the POSCAR/POTCAR file with a valence electron and then allow
the valence electrons to relax. The remaining core electrons are not allowed
to relax in VASP. The implications of this have not yet been fully explored.
Specifying which electron will be removed is done using the CLNT-, CLN-,
CLL-, and CLZ-tags. Details of these tags are included below.

e CLNT = The species. This an integer, N, which refers to Nth species in
the POSCAR/POTCAR file. This species will need to be singled out
in these input files which is discussed further in the examples provided
below. NOTE: a value of 0 or 1 can be used to specify the first species
in the POSCAR/POTCAR file.

e CLN = The n quantum number of the excited core electron. i.e. for

the 2pg/s electron, cln=2 (2nd shell electron)

e CLL = the |l quantum number of the excited core electron. i.e. for the

2p3/2 electron, cll=1 (an electron in a p-orbital)

e CLZ = electron count. This is a float, typically 0-1. Floats are allowed
for implementation of the transition state method. For the second step

in CS, a value of 1 is typical. A value of 0 is the same as icorelevel=1
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For specific examples of how these calculations are implemented see the

following code blocks:

from jasp import *

# This code demonstrates a standard DFT calculation using JASP
with jasp(’CuPd/Ocl’,
xc="PBE’, # Specify INCAR parameters
encut=400,
kpts=(8, 8, 8),
ibrion=-1,
ediff=1e-6,
atoms=atoms) as calc:
try:
calc.calculate()
except (VaspQueued, VaspSubmitted):

pass

# This code shows the modifications to a standard JASP
# calculation to excite a core electron
with jasp(’CuPd/1cl’,
xc="PBE’, # Specify INCAR parameters
encut=400,
kpts=(8, 8, 8),
ibrion=-1,
ediff=1le-6,

setups={’0’: ’Cu’}, # Create separate entry in POTCAR for atom indez 0

icorelevel=2, # Perform core level shift calculation
clnt=0, # Ezcite atom index O

cln=2, # 2p3/2 electorn for Cu core level shift
cll=1,

clz=1,

atoms=atoms) as calc:
try:
calc.calculate()
except (VaspQueued, VaspSubmitted):

pass
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5. Effects of ion-ion interaction

To gain some understanding of the effects caused by ion-ion interaction,
24 and 72 atom unit cells were created for similar compositions of relaxed
ground state FCC CuPd compositions. A comparison of the core level shifts
calculated for these structures are shown below in Figure 1. Comparison
between these two structures shows up to 0.1 eV change in CLS energies of
the 24 atom and 72 atom unit cell. This change is considered small on the

overall trend observed.

0.0 ‘ . : ‘
%\b a asa 24 atom
%, smm 72 atom
[+ .
-0.2} %9 o0o Experimental |
®a
- &
> ®o
= 04 °
e 2
= o
n o
Q ]
o
3 o6l . N
g o
(=]
@]
2 o
2 -0} ° ° 200
o L] Og
a ] ] o®
(=) o o
o
-1.0f 1
A
] L] .
A
—-1.2 L L A I I
0.0 0.2 0.4 0.6 0.8 1.0

Bulk composition of Pd (z,)

Figure 1: Effects of ion-ion interaction between 24 and 72 atom super-cells for various
identical structures of CuPd alloy. Computationally calculated Cu CLS (red) as compared

to experimental results (black).

from ase.db import connect
import numpy as np

import matplotlib.pyplot as plt
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# Import Gellman experimental data
dOx = np.array([entry[0] for entry in d0])
dOy = np.array([entry[1] for entry in d0l)
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# Loads the ASE database

db = connect(’data.json’)

# 24 atom unit cell

# Select reference energy of ground and tonized pure Cu

keys = [’fcc’, ’GS’, ’24atom’]

CLs24, cOMP24 = [1, []

for k in db.select(keys + [’1cl’]):

comp = k.keywords[-1]

Cu0

Cul = db.select(keys + [’1cl’, ’1.00Cu’]) .next().energy

x0

x1 = k.energy

clsO = x0 - Cu0
clsl = x1 - Cul

COMP24 . append (1.0 - k.composition)

CLS24.append(clsl - cls0)

# 72 atom unit cell

# Loads reference energy of ground and ionized pure Cu

keys = [’fcc’, ’GS’, ’72atom’]

CLS72, cOMP72 = [1, []

for k in db.select(keys + [’1cl’]):

comp = k.keywords[-1]

Cu0 = db.select(keys + [’0cl’, ’1.00Cu’]).next().energy
Cul = db.select(keys + [’1cl’, >1.00Cu’]) .next().energy

x0

x1 = k.energy

db.select(keys + [’0cl’, ’1.00Cu’]) .next().energy

db.select(keys + [’0cl’, compl).next().energy

db.select(keys + [’0cl’, compl).next().energy
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plt.figure()

plt.scatter(COMP24, CLS24, c=’r’, marker=’"’, label=’24 atom’)
plt.scatter(COMP72, CLS72, c=’r’, marker=’s’, label=’72 atom’)
plt.scatter(dOx, dOy, c=’k’, facecolor=’none’, label=’Experimental’)
plt.x1im(0, 1)

plt.xlabel(’Bulk composition of Pd ($x_{Pd}$)’)

plt.ylim(-1.2, 0.0)

plt.ylabel(°Cu 2p$_{3/2}$ Core Level Shift (eV)’)
plt.legend(loc=’best’)

plt.tight_layout()

plt.savefig(’./images/ion-int.png’)

cls0 = x0 - Cu0

clsl = x1 - Cul

COMP72.append (1.0 - k.composition)
CLS72.append(clsl - cls0)

6. CLS widening at 50 at.% composition

It is well known that the local chemical environment can effect the CLS
of an alloy. Since the method we use to calculate the CLS is based on the
ionization of a single atom, the resulting CLS may not fully represent the
averaged CLS in a random alloy. We demonstrate this effect below for the
50% Pd composition of a randomly configured CuPd alloy. Figure 2 shows a
histogram of the Cu-shifts measured for 32 Cu atoms randomly ordered in a
64 atom fcc supercell, and Figure 3 shows the same result in a 64 atom bcc

supercell.

24



10

11

12

13

14

15

16

17

18

Frequency {(counts)

0
-0.80 -0.75 -0.70 -0.65 -0.60 -0.55 -0.50 -0.45
Cu 2p;, Core level shift (eV)
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Figure 2: Peak widening of 50% Pd composition randomly configured bulk configuration

of CuPd FCC alloy.

from ase.db import connect
import numpy as np

import matplotlib.pyplot as plt

# loads the ASE database and select certain keywords
db = connect(’data.json’)

keys = [’fcc’, ’RN’, ’64atom’]

CLs = [I

for k in db.select(keys + [’1cl’, ’0.50Cu-wid’]):
Cu0 = db.select(keys + [’0cl’, >1.00Cu’]) .next().energy
Cul = db.select(keys + [’1cl’, ’1.00Cu’]).next().energy
x0 = db.select(keys + [’0cl’, ’0.50Cu’]) .next().energy
x1 = k.energy

clsO = x0 - Cu0
clsl = x1 - Cul
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CLS.append(clsl - cl1s0)

CLS = np.array(CLS)

hist, bins = np.histogram(CLS, bins=8,

range=(round (min(CLS), 1),
round (max(CLS), 1)))

width = 1 * (bins[1] - bins[0])

center = (bins[:-1] + bins[1:]) / 2

plt.bar(center, hist, align=’center’, width=width, color=’r’)

plt.xlabel(’Cu 2p$_{3/2}$ Core level shift (eV)’)

plt.ylabel (’Frequency (counts)’)
plt.tight_layout()

plt.savefig(’images/fcc-wid.png’)

Frequency {(counts)

-0.7 -0.6
Cu 2p;, Core level shift (eV)

Figure 3: Peak widening of 50% Pd composition randomly configured bulk configuration

of CuPd BCC alloy.
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from ase.db import connect
import numpy as np

import matplotlib.pyplot as plt

# loads the ASE database and select certain keywords

db = connect(’data.json’)

keys = [’bcc’, ’RN’, ’64atom’]

CLS = [1

for k in db.select(keys + [’1cl’, ’0.50Cu-wid’]):

Cu0

Cul

x0 = db.select(keys + [’0cl’, ’0.50Cu’]) .next().energy

x1 = k.energy

clsO = x0 - Cu0
clsl = x1 - Cul

CLS.append(clsl - cls0)

CLS = np.array(CLS)

hist, bins = np.histogram(CLS, bins=8,

range=(round (min(CLS), 1),
round (max(CLS), 1)))

width = 1 * (bins[1] - bins[0])
center = (bins[:-1] + bins[1:]) / 2

plt.bar(center, hist, align=’center’, width=width, color=’m’)

db.select(keys + [’0cl’, ’1.00Cu’]).next().energy
db.select(keys + [’1cl’, ’1.00Cu’]) .next().energy

plt.xlabel(’Cu 2p$_{3/2}$ Core level shift (eV)’)

plt.ylabel(’Frequency (counts)’)
plt.tight_layout ()

plt.savefig(’images/bcc-wid.png’)
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7. Distinction between randomly ordered FCC and BCC

We have also performed a similar widening study on a randomly ordered
BCC structure at 50% Pd composition. These results are shown in Figure
3. Comparing Figures 2 with 3, little difference is seen between the two
distributions. This suggests that the effects of a change in structure on CLS
energies are not nearly as important as those from atomic ordering.

We also see that there is a dramatic difference in the CLS seen in the B2
phase from the randomly configured alloy. There also appears the be rela-
tively little difference between the Cu-shifts calculated between the ordered
FCC and B2 phases. These results suggest that the compuational tools may
not be able to easily distinguish between ordered phase types - only that an

ordered phase exists.
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Figure 4: Distinction between FCC (blue) and BCC (magenta) widening studies at 50 at.%
Pd. Results are compared with experimental data (black) and ground state configuration
CLS (squares) for FCC and BCC structures. The ground state BCC structure is the B2
phase.

from ase.db import connect
import numpy as np

import matplotlib.pyplot as plt

# Import Gellman experimental data

dox

np.array([entry[0] for entry in d0])

dO0y = np.array([entry[1] for entry in d0])

# loads the ASE database and select certain keywords
db = connect(’data.json’)

keys = [’fcc’, ’RN’, ’64atom’]

CLSfcc = [1

for k in db.select(keys + [’1cl’, ’0.50Cu-wid’]):
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CLSE

keys

CLSb

Cu0
Cul

db.select(keys + [’0cl’, ’1.00Cu’]) .next().energy
db.select(keys + [’1cl’, ’1.00Cu’]) .next().energy

x0 = db.select(keys + [’0cl’, ’0.50Cu’]).next().energy

x1 = k.energy

clsO = x0 - Cu0
clsl = x1 - Cul

CLSfcc.append(clsl - cls0)

cc = np.array(CLSfcc)

= [’bcc’, ’RN’, ’64atom’]

cc = [1

for k in db.select(keys + [’1cl’, ’0.50Cu-wid’]):

CLSb

keys

Cu0

Cul
x0

clsO
clsl

Cu0 = db.select(keys + [’0cl’, ’1.00Cu’]) .next().energy

Cul

x0

x1 = k.energy

clsO = x0 - CuO
clsl = x1 - Cul

CLSbcc.append(clsl - c1s0)

cc = np.array(CLSbcc)

= [’fcc’, ’GS’, ’72atom’]

db.select(keys + [’1cl’, ’1.00Cu’]) .next().energy
= db.select(keys + [’0cl’, ’0.50Cu’]) .next().energy

= db.select(keys + [’0cl’, >1.00Cu’]).next() .energy

= db.select(keys + [’1cl’, ’1.00Cu’]) .next().energy

db.select(keys + [’0cl’, ’0.50Cu’]) .next().energy

db.select(keys + [’1cl’, ’0.50Cu’]) .next() .energy

= x0 - Cu0
= x1 - Cul
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CLSfgs = clsl - clsO

keys = [’bcec’, ’GS’, ’72atom’, ’1.00frac’]

Cu0

Cul = db.select(keys + [’1cl’, ’1.00Cu’]) .next().energy

x0 = db.select(keys + [’0cl’, ’0.50Cu’]) .next().energy

x1

clsO = x0 - Cu0
clsl = x1 - Cul

CLSbgs = clsl - clsO

plt.figure()

db.select(keys + [’0cl’, ’1.00Cu’]) .next().energy

db.select(keys + [’1cl’, ’0.50Cu’]) .next().energy

plt.scatter(dOx, dOy, c=’k’, facecolor=’none’)

plt.plot(0.5, CLSfgs, marker=’s’, c=’r’)
plt.plot(0.5, CLSbgs, marker=’s’, c=’m’)
proxl = plt.matplotlib.lines.Line2D([0],

[o1,

linestyle="none",

color="k’,

marker=’o’,

mfc=’none’)

bp = plt.boxplot(CLSfcc,
notch=True,
positions=[0.5],
widths=[0.025],

sym=’ro’)

plt.setp(bp[’boxes’], color=’red’)
plt.setp(bp[’medians’], color=’red’, lw=2)
plt.setp(bp[’fliers’], color=’red’)
plt.setp(bp[’whiskers’], color=’red’)
plt.setp(bp[’caps’], color=’red’)
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prox2 = plt.matplotlib.lines.Line2D([0], [0], color=’r’)

bp = plt.boxplot(CLSbcc,
notch=True,
positions=[0.5],
widths=[0.025],

sym="mo’)

plt.setp(bp[’boxes’], color=’m’)
plt.setp(bp[’medians’], color=’m’, lw=2)
plt.setp(bp[’fliers’], color=’m’)
plt.setp(bp[’whiskers’], color=’m’)

plt.setp(bpl[’caps’], color=’m’)

prox3 = plt.matplotlib.lines.Line2D([0], [0], color=’m’)

plt.xlabel(’Bulk composition of Pd ($x_{Pd}$)’)
plt.ylabel(’Cu 2p$_{3/2}$ Core Level Shift (eV)’)
plt.x1im(0, 1)
plt.ylim(-1.2, 0)
plt.legend([proxl, prox2, prox3],
[’experimental’, ’FCC widening’, ’BCC widening’],
numpoints=1, loc=’best’)

plt.tight_layout ()

plt.savefig(’./images/wid-compare.png’)

8. Vegard’s law for BCC CuPd

To simulate the 40 at. % Pd environment of CuPd alloy, we must choose
a normalized unit-cell volume that is representative of that composition.
Volume is often shown to correlate linearly with the bulk composition of an
alloy. We verify this computationally below by plotting the volumes of the
ground state configurations of the BCC lattice against their compositions.

These configurations are shown in Figure 5 plotted against a linear correlation
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between the normalized volumes of the pure component metals. The volumes
of the ground state configurations are in good agreement with Vegard’s law.
Based on this result, we calculate the lattice constant of the 40 at.% Pd
structure using the linear relationship. The resulting normalized volume is

shown by the red dot in Figure 5.

16.0 . i .
—— Vegard's law

155/ ® Ground state configs
& \olume at 40% Pd

14.5} 1

14.01 1

13.5}1 8

Volume per atom (A/atom)

12,5 1

0.0 0.2 0.4 0.6 0.8 1.0
Bulk composition , xp;

Figure 5: Vegard’s law compared with normalize volumes of ground state configurations

for the BCC structure.

from ase.db import connect
import numpy as np

import matplotlib.pyplot as plt

# The ground state configurations

db = connect(’data.json’)

keys = [’bcc’, ’GS?, ’72atom’, ’1.0frac’, ’0cl’]

COMP, NORMV = [1, []
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fit

k in db.select(keys):

volume = k.calculator_parameters.data.volume

count = len(k.positions)

COMP . append(1 - k.composition)
NORMV . append (volume / count)

= np.polyld(np.polyfit([min(COMP), max(COMP)],
[min(NORMV), max(NORMV)],
1)

np.linspace(0, 1)

# This is the lattice constant we exzpect for an alloy at 40 at.) Pd

c40

= (£it(0.4) * 2) ** (1./3)

print r"Vegard’s law predicts 40 at.\% Pd to be {0:1.2f} Ang/atom".format (c40)

plt
plt
plt
plt
plt
plt

plt.

plt

plt.

.figure()

.plot(X, fit(X), ’k-’, label="Vegard’s law")

.plot (COMP, NORMV, ’ko’, label=’Ground state configs’)
.plot (0.4, £it(0.4), ’ro’, label=’Volume at 40% Pd’)
.xlabel(’Bulk composition , x$_{Pd}$’)
.ylabel(r’Volume per atom ($\AA$/atom)’)
legend(loc=’best’, numpoints=1)

.tight_layout ()

savefig(’./images/BCC-VGlaw.png’)

Analysis of single impurity distance from excited atom in B2

phase

Here we analyze the effects of adding a single Cu impurity in the B2

structure on the CLS of a Cu atom. In a 54 atom super-cell there are four

unique positions to place a Cu impurity relative to an excited Cu atom. Each

of

these positions represents a unique distance from the excited electron.
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10

Figure 6 shows the resulting CLSs calculated for a B2 phase structure with
a single Cu impurity at each of these four unique sites. As the Cu impurity
gets closer to the excited electron, the CLS becomes increasingly positive.
This effect is strongest at the first nearest neighbor to the excited Cu atom

and drops off rapidly.

-1.045 ‘

& & Single impurity
- - CLS w/o impurity
-1.06 - 1

—-1.08f 4

-1.10} g

Core level shift (eV)

—-1.12¢ 8

-1.14¢ 1

-1.16 - -
1st 2nd 3rd 4th

Cu impurity at Nth nearest neighbor to excited Cu atom

Figure 6: Effect on CLS of a single Cu impurity with distance from the excited atom in

the B2 phase.

import matplotlib.pyplot as plt

from ase.db import connect

# loads the ASE database and select certain keywords

db = connect(’data.json’)

keys = [’bcc’, ’GS’, ’b4atom’, ’0.40lat’, ’dis’]

CLS, DIST = [1, [1
for k in db.select(keys + [’1cl’]):
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plt.

plt
plt
plt
plt
plt
plt
plt

plt.

dist = k.keywords[-1]

Cu0 = db.select([’bcc’, ’GS’, ’1.00frac’, ’0cl’, ’1.00Cu’]) .next().energy
Cul = db.select([’bcc’, ’GS’, ’1.00frac’, ’1cl’, ’1.00Cu’]) .next().energy

x0 = db.select(keys + [dist, ’0cl’]).next().energy

x1 = k.energy

cls0 = x0 - Cu0

clsl = x1 - Cul

DIST.append(dist)
CLS.append(clsl - cl1s0)

figure()

.plot(DIST[1:], CLS[1:], ’ko’, label=’Single impurity’)

.plot ([DIST[1], DIST[4]], [CLS[0], CLS[0]], ’k--’, label=’CLS w/o impurity’)
.xlabel(’Cu impurity at Nth nearest neighbor to excited Cu atom’)
.ylabel(’Core level shift (eV)’)

.xticks([1, 2, 3, 4], [’1st’, ’2nd’, ’3rd’, ’4th’])

.legend(loc="best’)

.tight_layout ()

savefig(’./images/impurity.png’)

10. Figures in the Manuscript

10.1. Phase Diagram

This figure shows the EBSD data superimposed on the phase diagram,

with the computational convex hull for the fcc and bee lattices.

import matplotlib.pyplot as plt

import matplotlib.gridspec as gridspec

import matplotlib.image as mpimg

from matplotlib.offsetbox import OffsetImage, AnnotationBbox

from matplotlib.path import Path

import matplotlib.patches as patches
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import numpy as np

# Import energies of FCC grounds states calculated by ATAT
dOox = np.array([entry[0] for entry in d0])
dOy = np.array([entry[1] for entry in d0])

# Import energies of BCC grounds states calculated by ATAT
dix = np.array([entry[0] for entry in di])
dly = np.array([entry[1] for entry in dil)

# Removed the first composition since

# it is treated differently in the plot

gl = np.array([0.2433, 0.3193, 0.3372, 0.3646, 0.3833,
0.4219, 0.4519, 0.4725, 0.4829, 0.6920])

images = [’5.png’, ’24.png’, ’32.png’, ’34.png’, ’36.png’,
’38.png’, ’42.png’, ’45.png’, ’47.png’, ’48.png’, ’69.png’]

[d0x[2], d0x[2]]
mixl = [dix[1], dix[1]]
[d1x[2], di1x[2]]

mix0

mix2

mix3 = [d0x[5], d0x[5]]

zoom = 1.0 # Scales the size of the images
imageb = []

for img in images:

# Make image into an array of colors

image = mpimg.imread(’images/{0}’.format (img))

# Rescale each tmage based on zoom

imageb.append (0ffsetImage (image, zoom=zoom))
# BEGIN FIGURE

fig = plt.figure(figsize=(6, 5))

# Makes two subplots: az0 - below, axl - above
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45

46

47

48

49

50

51

52

53

54

55

56

57

58

59

60

61

62

63

64

65

66

67

68

69

70

71

72

73

74

75

76

7

78

79

80

81

82

gs0

gridspec.GridSpec(1l, 1, top=0.35, bottom=0.09,

right=0.98, left=0.1)

gsl = gridspec.GridSpec(1l, 1, top=0.98, bottom=0.37,

right=0.98, left=0.1, wspace=0.1)

ax0 = fig.add_subplot(gs0[0])

axl = fig.add_subplot(gs1[0])

# Plot the grounds state data for FCC and BCC

spl0, = ax0.plot(mix0, [0.001, dOy[2]1]1, ’k--7)

spl2, = ax0.plot(mix2, [0.001, diy[2]1], ’k--7)

spl3,

ax0.plot(mix3, [0.001, dOy[5]], ’k--’)

splO.set_clip_on(False)

spl2.set_clip_on(False)

spl3.set_clip_on(False)

# Adding annotation

ax0.text(0.725, -1.0,

’BCC’,

size=12, color="g’, weight=’bold’,

horizontalalignment=’left’,

verticalalignment=’center’)

ax0.text(0.725, -0.8,

PFCCY

size=12, color="r’, weight=’bold’,

horizontalalignment=’left’,

verticalalignment=’center’)

ax0.plot(dOx, dOy, ’r*-’, label=’FCC’, zorder=5, ms=10)

ax0.plot(dix, dly, ’g#--’, label=’BCC’, zorder=5, ms=10)

# Places an image on the plot at the Ty coordinates.

arsty = ’arc,angleA=-90,armA=85’

axl.text(0.785, 1130,

axl.text(0.25, 1130,

axl.add_artist(AnnotationBbox (imageb[0], xy=(0.25, 1020), pad=0))

del imageb[0]

’at’,’, ha=’center’, size=10)

’5.0°, ha=’center’, size=10)
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87

88

89

90

91

92

93
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95

96

97

98

99

100

101

102

103

104

105

106

107

108

109

110

111

112

113

114

115

116

117

118

119

120

for i, ib in enumerate(imageb) :
axl.text(0.30 + 0.05%i, 1130,
’{0:1.0f}’ . format (g1 [i]*100),
ha=’center’,
size=10)
axl.add_artist(AnnotationBbox(ib,
xy=(gi[i], 800),
xybox=(0.30 + 0.05%i, 1020),
pad=0,
arrowprops=dict (arrowstyle=’->’,
color=’0.5",
zorder=>5,

connectionstyle=arsty)

axl.scatter(gl, gil**0%800, c=’r’, marker=’s’, zorder=5, s=25)

# Plotting the fits
axl.plot([0.2925, 0.345], [673.15, 673.15], ’k-’, 1lw=2)

# Draw the Bezier curves used to estimate the phase boundries

verts = [[(0.4, 871.3), (0.31, 871.3), (0.3, 673.15), (0.3, 673.15)],
[(0.4, 871.3), (0.36, 871.3), (0.346, 673.15), (0.346, 673.15)]1,
[(0.2925, 673.15), (mix0[0], 500), (mix0[0], 0), (mix0[0], 0.0)1,
[(0.346, 673.15), (0.346, 500), (mix2[0], 400), (mix2[0], 0.0)],
[(0.4, 871.3), (0.49, 871.3), (mix2[0], 0), (mix2[0], 0.0)],
[(0.4, 871.3), (0.6, 871.3), (mix3[0], 0), (mix3[0], 0.0)]]

codes = [Path.MOVETO, Path.CURVE4, Path.CURVE4, Path.CURVE4]
for i, vert in enumerate(verts):

path = Path(vert, codes)

patch = patches.PathPatch(path, facecolor=’none’, lw=2)

ax1.add_patch(patch)

# Plotting the predicting phase boundry at 0 K
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122

123
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125
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128
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130
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133

134

135

136

138

139

140

141

142

143

144

145

146

147

148

149

150

151

152

153

154

156

157

158

axl.scatter([mix0[0], mix2[0], mix3[0]],
o, o, o1,
c=[’r’, ’g’, ’r’], marker=’%*’,

s=90, zorder=4)

# This code sets the zero line and then makes the dashed line a bit more soltid
zero, = axl.plot([0, 1], [0, 0], ’k--’, lw=1.5)
dashes = [10, 10, 50, 10] # 10 points on, 10 off, 50 on, 10 off

zero.set_dashes(dashes)

# Adding annotation to the phase regions

axl.text ((mix0[0] + mix2[0]) / 2.2, 300, ’mixed\nFCC/BCC’,
size=10,
horizontalalignment=’center’,
verticalalignment=’center’)

axl.text ((mix2[0] + mix3[0]) / 2.05, 300, ’mixed\nFCC/BCC’,
size=10,
horizontalalignment=’center’,
verticalalignment=’center’)

axl.text((mix1[0] + mix2[0]) / 2.05, 670, ’B2’,
size=10,
horizontalalignment=’center’,

verticalalignment=’center’)

# Set parameters for each subplot
axl.set_x1im(0.20, 0.80)
axl.set_ylim(-10.0, 1200.0)
axl.xaxis.tick_top()
axl.tick_params(labeltop=’off’)
axl.set_ylabel (’Temperature (K)’)
# Position the y-label properly

axl.yaxis.set_label_coords(0.03, 0.7, transform=fig.transFigure)

ax0.set_x1im(0.20, 0.80)
ax0.set_ylim(-0.15, -0.02)
ax0.legend(loc="best’, prop={’size’: 103})
ax0.tick_params(labelleft=’off’)

# Position the y-label properly
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160

161

162

163

164

165

166

10

11

12

13

14

15

16

17

18

19

20
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22

23

ax0.yaxis.set_label_coords(0.06, 0.20, transform=fig.transFigure)
ax0.set_xlabel(’Pd composition, $x$’) # label graph

ax0.set_ylabel (’Formation\nenergy (a.u.)’)

for ext in [’png’, ’eps’, ’pdf’]:
plt.savefig(’../images/phase.{0}’.format (ext), dpi=300)

plt.show()

10.2. Experimental Data

This figure shows the anomalous CLS observed in this work, with com-

parisons to previous literature results (red triangles [2], red squares [3]).

import numpy as np

import matplotlib.pyplot as plt

# Import Gellman experimental data
dOx = np.array([entry[0] for entry in d01)
d0y = np.array([entry[1] for entry in d0])

# Import experimental data from reference 15
dix = np.array([entry[0] for entry in d1])

dly = np.array([entry[1] for entry in di])

# Import experimental data from reference 5
d2x = np.array([entry[0] for entry in d2])
d2y = np.array([entry[1] for entry in d2])

# These phase boundries are read directly from the phase diagram
mix0 = 0.32790035
mixl = 0.36635768
mix2 = 0.4411529

# This is the boundary we predict

mix3 = 0.55
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# Create the figure

plt

.figure(figsize=(6, 4))

# Plotting the data

plt.scatter(dOx, d0y, c=’w’, marker=’s’, s=25,

label="This work’)

plt.scatter(dix, dily, c=’r’, marker=’"’, s=25,

label=’Martensson et. al.’)

plt.scatter(d2x, d2y, c=’r’, marker=’D’, s=25,

label=’Cole et. al.’)

# Plotting the phase boundry lines

plt.plot([mix0, mix0], [-1.2, 0.0], ’k--’)
plt.plot([mix1, mix1], [-1.2, 0.0], ’k-’)
plt.plot([mix2, mix2], [-1.2, 0.0], ’k-’)
plt.plot([mix3, mix3], [-1.2, 0.0], ’k--’)
plt.xlabel(’Pd composition, $x$’)

plt.ylabel(’Cu 2p$_{3/2}$ Core level shift (eV)’)
plt.x1im(0, 1)

plt.ylim(-1.2, 0.0)

plt.legend(loc=’best’, scatterpoints=1, prop={’size’: 10})
plt.tight_layout ()

for ext in [’png’, ’eps’, ’pdf’]:

plt.savefig(’../images/experiment.{0}’ .format (ext), dpi=300)

10.3. He+ Sputtered FExperimental Data

This figure illustrates that sputtered samples do not show the CLS anomaly,

but annealed samples do show the anomaly.

import numpy as np

import matplotlib.pyplot as plt
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# Import Gellman experimental data annealed at 800 K

dOx = np.array([entry[0] for entry in d0])
d0y = np.array([entry[1] for entry in d0])

# Import Gellman experimental data sputtered with He+

dix = np.array([entry[0] for entry in d1])
dly = np.array([entry[1] for entry in di])

# These phase boundries are read directly from the phase diagram

mix0 = 0.32790035
mixl = 0.36635768
mix2 = 0.4411529

# This is the boundary we predict

mix3 = 0.55

# Create the figure

plt.figure(figsize=(6, 4))

# Plotting the data

plt.scatter(dOx, dOy, c=’w’, marker=’s’, s=25)

plt.scatter(dix, dly, c=’r’, marker=’s’, s=25)

# Adding annotation

plt.text(0.56, -1.0, ’Annealed 800 K’,
size=12, color="k’, weight=’bold’,
horizontalalignment=’left’,
verticalalignment=’center’)

plt.text(0.56, -0.55, ’He$"{+}$ Sputtered’,
size=12, color="r’, weight=’bold’,
horizontalalignment=’left’,

verticalalignment=’center’)

plt.xlabel(’Pd composition, $x$’)

plt.ylabel(’Cu 2p$_{3/2}$ Core level shift (eV)’)

plt.x1im(0, 1)
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plt.ylim(-1.2, 0.0)

plt.tight_layout()

for ext in [’png’, ’eps’, ’pdf’]:

plt.savefig(’../images/sputtering.{0}’.format (ext), dpi=300)

10.4. Computational Comparison

This figure compares the CLSs measured in this work with previously

computed CLS [4].

from ase.db import connect
import numpy as np

import matplotlib.pyplot as plt

# Import Gellman experimental data

dOx = np.array([entry[0] for entry in d01)

dO0y = np.

# Import computational CS data from Olovsson et. al.
dix = np.array([entry[0] for entry in d1])
dly = np.array([entry[1] for entry in di])

# loads the ASE database and select certain keywords

array([entry[1] for entry in d0])

db = connect(’data.json’)

keys = [’fcc’, ’RN’, ’64atom’]

CLSfcc = []
for k in db.select(keys + [’1cl’,
Cu0

db.select(keys + [’0cl’,

Cul db.select(keys + [’1cl’,
x0 = db.select(keys + [’0cl’,

x1 = k.energy

’0.50Cu-wid’]):

’1.00Cu’]) .next () . energy
’1.00Cu’]) .next () .energy
’0.50Cu’]) .next () .energy
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26

27 clsO = x0 - Cu0

28 clsl = x1 - Cul

29

30 CLSfcc.append(clsl - cls0)
31

32 CLSfcc = np.array(CLSfcc)

33

34 keys = [’bcc’, ’GS’, ’72atom’, ’1.00frac’]

35

36 Cu0 = db.select(keys + [’0cl’, ’1.00Cu’]) .next().energy
37 Cul = db.select(keys + [’1cl’, ’1.00Cu’]).next().energy
38 x0 = db.select(keys + [’0cl’, ’0.50Cu’]) .next().energy
39 x1 = db.select(keys + [’1cl’, ’0.50Cu’]).next().energy
40

41 clsO = x0 - CuO

42 clsl = x1 - Cul

43

44  CLSbgs = clsl - clsO

45

46 keys = [’fcc’, ’GS’, ’72atom’]

47

48 Cu0 = db.select(keys + [’0cl’, ’1.00Cu’]) .next().energy
49 Cul = db.select(keys + [’1cl’, ’1.00Cu’]) .next().energy
50 x0 = db.select(keys + [’0cl’, ’0.50Cu’]).next().energy
51 x1 = db.select(keys + [’1cl’, ’0.50Cu’]) .next() .energy
52

53 clsO = x0 - Cu0

54 clsl = x1 - Cul

55

56 CLSfgs = clsl - clsO

57

58 # Figure

59 # -

60 fig = plt.figure(figsize=(6, 4))
61 axl = fig.add_subplot(111)

62

63 axl.scatter(dOx, dOy, c=’w’, marker=’s’, s=25,
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64 label=’This work (expt.)’)

65 axl.scatter(dix, dly, c=’r’, marker=’o’, s=25,

66 label=’0Olovsson et. al.’)

67 axl.scatter(0.5, CLSbgs, c=’g’, marker=’%’, s=90,

68 label=’This work (comp. B2)’)

69 axl.scatter(0.5, CLSfgs, c=’r’, marker=’x’, s=90,

70 label=’This work (comp. ordered FCC)’)

71

72 axl.legend(loc=’best’, scatterpoints=1, prop={’size’: 103})
73

74

75 # These phase boundries are read directly from the phase diagram

76 mix0 = 0.32790035

77 mix1 0.36635768

78 mix2 = 0.4411529

79 mix3 = 0.55

80

81 # Plotting the phase boundry lines

82 plt.plot([mix0, mix0], [-1.2, 0.0], ’k--7)
83 plt.plot([mix1l, mix1], [-1.2, 0.0], ’k-’)
84 plt.plot([mix2, mix2], [-1.2, 0.0], ’k-’)
85 plt.plot([mix3, mix3], [-1.2, 0.0], ’k--7)
86

87 axl.set_xlabel(’Pd composition, $x$’)

88 axl.set_ylabel(’Cu 2p$_{3/2}$ Core Level Shift (eV)’)
89

90 axl.set_x1im(0, 1)

91 axl.set_ylim(-1.2, 0.0)

92

93  ax2 = axl.twiny()

94

95 bp = ax2.boxplot(CLSfcc,

96 notch=True,

97 positions=[0.5],
98 widths=[0.02],

99 sym="wo’,

100 patch_artist=True)
101
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102 for item in [’medians’, ’fliers’, ’whiskers’, ’caps’]:

103 for obj in bp[item]:
104 obj.set(color="r’)
105

106  plt.tick_params(

107 axis=’x’, # changes apply to the z-azis

108 which="both’, # both major and minor ticks are affected
109 bottom=’off’, # ticks along the bottom edge are off

110 top=’off’, # ticks along the top edge are off

111 labeltop=’off’) # labels along the bottom edge are off
112

113 plt.x1im(0, 1)

114  plt.ylim(-1.2, 0.0)

115

116  plt.tight_layout()

117

118  for ext in [’png’, ’eps’, ’pdf’]l:

119 plt.savefig(’../images/result.{0}’.format(ext), dpi=300)

10.5. Cu Impurities around excited fecc 50% Pd ground state

This figure illustrates that adding excess Cu atoms compared to the sto-

ichiometric number has a significant effect on the CLS of a Cu atom.

1 import matplotlib.pyplot as plt
2 from ase.db import connect

3 import matplotlib.gridspec as gridspec

5 # loads the ASE database and select certain keywords

6 db = connect(’data.json’)

8 keys = [’bcc’, ’GS’, ’b4atom’, ’ensam’]

10 CLS, IMP = [1, []
11 for k in db.select(keys + [’1cl’]):
12 name = k.keywords[-2]

13
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Cu0
Cul

db.select([’bcc’,

’GS?, ’72atom’, ’0cl’, ’1.00Cu’]).next().energy
db.select([’bcc’, ’GS’, ’72atom’, ’1cl’, ’1.00Cu’]).next().energy

x0 = db.select(keys + [name, ’0cl’]).next().energy

x1 = k.energy

clsO = x0 - Cu0
clsl = x1 - Cul

IMP.append (int (name[1]))

CLS.append(clsl - cl1s0)

Cu0 = db.select([’bcc’,

’GS?,

’72atom’, ’0cl’, >1.00Cu’]) .next().energy

Cul = db.select([’bcc’, ’GS’, ’72atom’, ’1cl’, ’1.00Cu’]).next().energy

x0

db.select([’bcc’, ’GS’, ’bdatom’, ’0cl’, ’1’]).next().energy

x1 = db.select([’bcc’, ’GS’, ’bdatom’, ’1cl’, ’1’]).next().energy

clsO = x0 - Cu0
clsl = x1 - Cul

IMP.append (1)
CLS.append(clsl - c1s0)

Cu0 = db.select([’bcc’, ’GS’, ’72atom’, ’0cl’, ’1.00Cu’]) .next().energy

Cul = db.select([’bcc’,

’GS?,

’72atom’, ’1cl’, >1.00Cu’]) .next().energy

x0 = db.select([’bcc’, ’GS’, ’b4atom’, ’0cl’, ’0’]).next().energy

x1 = db.select([’bcc’, ’GS’, ’bdatom’, ’1cl’, ’0’]).next().energy

clsO = x0 - Cu0
clsl = x1 - Cul

IMP.append(0)
CLS.append(clsl - c1s0)

keys = [’fcc’, ’GS’, ’b4atom’, ’ensam’]

CLsf, IMPf = [1, []
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53

54
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59
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67
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69

70

71

72

73

74

75

76

77

78

79

80

81

82

83

84

85

86

87

88

89

for k in db.select(keys + [’1cl’]):

name = k.keywords[-2]

Cu0 = db.select([’bcc’, *GS’, ’72atom’, ’0cl’, ’1.00Cu’]) .next().energy
Cul = db.select([’bcc’, ’GS’, ’72atom’, ’1cl’, ’1.00Cu’]) .next().energy
x0 = db.select(keys + [name, ’0cl’]).next().energy

x1 = k.energy

clsO = x0 - CuO
clsl = x1 - Cul

IMPf . append (int (name[1]))
CLSf .append(clsl - cls0)

fig = plt.figure()

gs0 = gridspec.GridSpec(1l, 1, top=0.98, bottom=0.09,
right=0.52, left=0.1)

gsl gridspec.GridSpec(1l, 1, top=0.98, bottom=0.09,
right=0.98, left=0.54, wspace=0.1)

axl = fig.add_subplot(gs0[0])

ax2 = fig.add_subplot(gs1[0])

axl.scatter (IMP, CLS, c=’g’, marker=’o’, s=25)

# Adding annotation

axl.text(0.15, -0.65, ’a) $x = 0.4$ BCC’,
size=16, weight=’bold’,
horizontalalignment="1left’,

verticalalignment=’bottom’)

axl.set_ylim(-1.15, -0.6)
axl.set_x1im(-0.1, 5.1)
axl.set_ylabel(’Cu 2p$_{3/2}$ Core Level Shift (eV)’)

ax2.scatter (IMP£f[0:], CLSf[0:], c=’r’, marker=’o’, s=25)
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90
91  # Adding annotation

92 ax2.text(0.15, -0.65, ’b) $x = 0.5$ FCC’,

93 size=16, weight=’bold’,

94 horizontalalignment=’left’,
95 verticalalignment=’bottom’)
96

97

98 ax2.set_ylim(-1.15, -0.6)

99 ax2.set_x1lim(-0.1, 5.1)

100 ax2.set_yticklabels([])

101

102  ax2.set_xlabel(’Nearest-neighbor Cu atoms’)

103  ax2.xaxis.set_label_coords(0.53, 0.04, transform=fig.transFigure)
104

105

106 for ext in [’png’, ’eps’, ’pdf’]:

107 plt.savefig(’../images/impurity.{0}’.format(ext), dpi=300)

10.6. Strain Effects on CLS

Here we study the effect that strain has on CLS in the ordered B2 phase.

1 import matplotlib.pyplot as plt
2  import numpy as np

3 from ase.db import connect

5 db = connect(’data.json’)

7  # Import data for Vegard’s Law
8 keys = [’becc’, ’GS?, ’72atom’, ’1.00frac’, ’0cl’]

10 COMP, NORMV = [], []
11 for k in db.select(keys):

12
13 volume = k.calculator_parameters.data.volume
14 count = len(k.positions)
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fit

keys

CLS,

for

fig

ax1l

axl.
axl.

axl.

axl

ax2

COMP.append(1 - k.composition)

NORMV . append(volume / count)

= np.polyld(np.polyfit([min(COMP), max(COMP)],
[min (NORMV), max(NORMV)],
1))

= [’bec’, ’GS’, ’54atom’]

NORMV = [1, [1

k in db.select(keys + [’dis’, ’1cl’, ’0’]):
lat = k.keywords[-4]

Cu0
Cul

x0 = db.select(keys + [lat, ’dis’, ’0cl’, ’0’]) .next().energy

x1 = k.energy

clsO = x0 - Cu0
clsl = x1 - Cul

CLS.append(clsl - cl1s0)

volume = k.calculator_parameters.data.volume

count = len(k.positions)

NORMV . append (volume / count)

plt.figure(figsize=(3.25, 4))
= fig.add_subplot(111)

set_xlabel(’Pd composition, $x$’)
set_ylabel(’Cu 2p$_{3/2}$ Core level shift (eV)’)
set_xticks([0.3, 0.4, 0.5, 0.6])

.set_x1im(0.3, 0.6)

= axl.twiny()

o1

db.select([’bcc’, ’GS’, ’72atom’, ’0cl’, ’1.00Cu’]).next().energy
db.select([’bcc’, ’GS’, ’72atom’, ’1cl’, ’1.00Cu’]).next().energy
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10

11

12

13

14

15

16

17

18

19

20

ax2.
ax2.

ax2.

ax2

ax2

plt

for

set_xlabel(r’Volume per atom ($\AA"3$/atom)’)
set_x1im(£it(0.3), £it(0.6))
set_xticks([13.1, 13.6, 14.1])

.scatter ([NORMV[0], NORMV[1], NORMV[2], NORMV[3]],

[cLs[o]l, cLs[1], CcLs[2], cLs[3]],

c=’g’, marker=’o’, s=25)

.scatter (NORMV[4], CLS[4],

c=’g’, marker=’*’, s=90)

.tight_layout ()

ext in [’png’, ’eps’, ’pdf’]:

plt.savefig(’../images/strain.{0}’ .format(ext), dpi=300)

10.

7. Abstract Figure

import numpy as np

import matplotlib.pyplot as plt

# Import Gellman experimental data

dox
doy

= np.array([entry[0] for entry in dO])

np.array([entry[1] for entry in d0])

# Create the figure

plt.

figure(figsize=(6, 4))

# Plotting the data

plt.

scatter(dOx, dOy, c=’w’, marker=’s’, s=25)

# Plotting the phase boundry lines

plt.

plt.

fill_between([d0x[74], d0x[86]1]1, 0.0, -1.2, facecolor=’blue’, alpha=0.3)

text(0.66, -1.0, ’Annealed 800 K’,
size=12, color=’k’, weight=’bold’,

horizontalalignment="1left’,
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29
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35

plt

plt.

plt
plt
plt
plt

for

verticalalignment=’center’)

.text(dox[74] + (d0x[86] - dox[74]) / 2.0, -0.3, ’B2\nphase\npresent’,

size=12, color="k’, weight=’bold’,
horizontalalignment=’center’,

verticalalignment=’center’)

xlabel (’Pd composition, $x$’)

.ylabel(’Cu 2p$_{3/2}$ Core level shift (eV)’)
.x1im(0, 1)

.ylim(-1.2, 0.0)

.tight_layout ()

ext in [’png’, ’eps’, ’pdf’]:
plt.savefig(’../images/abstract.{0}’.format(ext), dpi=100)

11.

Tables

Table 1: Experimental CLS data from the Gellman group

Pd composition CLS (eV)

0.0269813 -0.035
0.0297052 -0.043
0.0298903 -0.039
0.0306752 -0.031
0.0320379 -0.037
0.0327642 -0.044
0.0335744 -0.043
0.0356661 -0.046
0.0371202 -0.031

Continued on next page
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Table 1: Experimental CLS data from the Gellman group

Pd composition CLS (eV)

0.0373192 -0.068
0.0397335 -0.039
0.0406291 -0.047
0.0410614 -0.047
0.0420247 -0.044
0.0426483 -0.037
0.0432437 -0.069
0.0470047 -0.053
0.0486784 -0.071
0.0501848 -0.068
0.0513886 -0.065
0.0556464 -0.059
0.0560298 -0.071
0.0573344 -0.062
0.0599001 -0.065
0.0599441 -0.077
0.0605434 -0.070
0.0652239 -0.078
0.0653107 -0.061
0.0742488 -0.088
0.0744329 -0.091

Continued on next page
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Table 1: Experimental CLS data from the Gellman group

Pd composition CLS (eV)

0.0745899 -0.085
0.0751520 -0.087
0.0785503 -0.094
0.0787241 -0.103
0.0813005 -0.101
0.0853100 -0.105
0.0952431 -0.113
0.0993672 -0.117
0.1079250 -0.134
0.1086790 -0.131
0.1118760 -0.136
0.1162570 -0.141
0.1163720 -0.134
0.1186510 -0.143
0.1191040 -0.153
0.1211770 -0.146
0.1287410 -0.173
0.1409070 -0.182
0.1416260 -0.183
0.1445900 -0.187
0.1569620 -0.210

Continued on next page
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Table 1: Experimental CLS data from the Gellman group

Pd composition CLS (eV)

0.1600410 -0.207
0.1609820 -0.229
0.1637550 -0.228
0.1654820 -0.243
0.1864910 -0.254
0.1922910 -0.263
0.1933480 -0.264
0.2040620 -0.297
0.2108350 -0.286
0.2161710 -0.295
0.2200070 -0.306
0.2285980 -0.331
0.2341590 -0.327
0.2486840 -0.335
0.2694640 -0.372
0.2730900 -0.371
0.2899790 -0.404
0.2953090 -0.421
0.2955210 -0.442
0.3058850 -0.439
0.3085280 -0.437

Continued on next page
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Table 1: Experimental CLS data from the Gellman group

Pd composition CLS (eV)

0.3128480 -0.431
0.3437190 -0.500
0.3598750 -0.669
0.3600180 -0.564
0.3914210 -0.753
0.3989420 -0.781
0.4327220 -0.842
0.4957900 -0.894
0.5055460 -0.900
0.5251070 -0.862
0.5311500 -0.919
0.5443070 -0.895
0.5480690 -0.780
0.5535330 -0.836
0.5561730 -0.927
0.5706780 -0.810
0.5783010 -0.782
0.5857750 -0.812
0.6018300 -0.801
0.6033790 -0.802
0.6137170 -0.859

Continued on next page
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Table 1: Experimental CLS data from the Gellman group

Pd composition CLS (eV)

0.6201390 -0.793
0.6271850 -0.833
0.6400550 -0.843
0.6709160 -0.875
0.6880810 -0.878
0.6932410 -0.876
0.6993090 -0.898

Table 2: Experimental CLS data from the Gellman group
annealed at 800 K

Pd composition CLS (eV)

0.970620 -0.957
0.965044 -0.966
0.963994 -0.956
0.959141 -0.953
0.955608 -0.964
0.953451 -0.948
0.952483 -0.942
0.947701 -0.957
0.947293 -0.942
0.939694 -0.914

Continued on next page
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Table 2: Experimental CLS data from the Gellman group
annealed at 800 K

Pd composition CLS (eV)

0.929381 -0.919
0.928183 -0.936
0.909846 -0.941
0.908060 -0.896
0.885838 -0.9
0.870965 -0.887
0.837957 -0.838
0.826530 -0.889
0.826178 -0.877
0.775287 -0.859
0.761052 -0.856
0.760694 -0.869
0.759647 -0.85
0.693820 -0.821
0.688780 -0.848
0.679913 -0.819
0.619330 -0.799
0.606321 -0.805
0.591953 -0.787
0.559281 -0.759
0.551321 -0.761

Continued on next page
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Table 2: Experimental CLS data from the Gellman group
annealed at 800 K

Pd composition CLS (eV)

0.536408 -0.733
0.535554 -0.749
0.523631 -0.737
0.518219 -0.734
0.508245 -0.847
0.499943 -0.727
0.496518 -0.727
0.494415 -0.726
0.491134 -0.724
0.486196 -0.803
0.483744 -0.847
0.481042 -0.758
0.480636 -0.804
0.479485 -0.724
0.461502 -0.842
0.460475 -0.838
0.434494 -0.792
0.424751 -0.789
0.391747 -0.73
0.386842 -0.716
0.375641 -0.636

Continued on next page
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Table 2: Experimental CLS data from the Gellman group
annealed at 800 K

Pd composition CLS (eV)

0.361235 -0.596
0.332138 -0.501
0.315523 -0.408
0.315459 -0.447
0.295892 -0.442
0.286464 -0.406
0.260972 -0.368
0.241481 -0.359
0.236447 -0.354
0.217134 -0.321
0.201240 -0.291
0.187263 -0.266
0.180347 -0.271
0.167832 -0.23
0.147873 -0.21
0.126934 -0.169
0.117163 -0.147
0.106729 -0.146
0.084420 -0.123
0.070176 -0.092
0.056352 -0.104

Continued on next page
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Table 2: Experimental CLS data from the Gellman group
annealed at 800 K

Pd composition CLS (eV)

0.052974 -0.102
0.042454 -0.059
0.034982 -0.073
0.027697 -0.073
0.027649 -0.041
0.019983 -0.017
0.016671 -0.024
0.012179 -0.029
0.011053 -0.027
0.010077 -0.004
0.005538 -0.005
0.003187 0.005
0.002711 -0.001
0.002689 0.013
0.002680 0.013
0.002549 -0.004
0.002514 -0.001
0.002503 0.018
0.002453 -0.002
0.002417 0.024
0.002398 0.017

Continued on next page
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Table 2: Experimental CLS data from the Gellman group
annealed at 800 K

Pd composition CLS (eV)

0.002390 0.014
0.002370 0.007
0.002368 -0.002
0.002332 0.02
0.002312 0.002
0.002241 0.003
0.002224 0.016
0.002204 -0.008
0.002088 0.013
0.002082 0.019
0.001961 0.003
0.001957 0.014
0.001936 0.011
0.001930 0.005
0.001929 0.004
0.001634 0.001
0.001569 0.011
0.001508 0
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Table 3: Experimental CLS data from the Gellman group
annealed at 800 K and sputtered with He+

Pd composition CLS (eV)

0.970010 -0.868
0.963072 0.112
0.958901 0.119
0.948199 -0.936
0.934726 -0.917
0.920189 -0.849
0.904226 -0.873
0.902070 0.112
0.878280 0.285
0.873952 -0.82
0.860939 -0.711
0.855476 -0.851
0.796308 -0.757
0.779666 0.284
0.777827 -0.803
0.739604 -0.815
0.707311 -0.763
0.683702 -0.794
0.670810 -0.72
0.659100 -0.76

Continued on next page

64



Table 3: Experimental CLS data from the Gellman group
annealed at 800 K and sputtered with He+

Pd composition CLS (eV)

0.635587 -0.719
0.625711 -0.725
0.589491 -0.643
0.587265 0.111
0.582688 -0.735
0.574745 -0.718
0.572542 -0.667
0.541924 -0.669
0.533617 -0.734
0.517108 -0.665
0.512565 -0.66
0.479262 -0.659
0.469572 -0.69
0.468380 -0.678
0.467112 -0.721
0.464322 -0.712
0.460976 -0.676
0.458345 -0.701
0.427268 -0.625
0.411424 -0.674

Continued on next page
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Table 3: Experimental CLS data from the Gellman group
annealed at 800 K and sputtered with He+

Pd composition CLS (eV)

0.408883 -0.704
0.398039 -0.614
0.389279 -0.623
0.368202 -0.528
0.362499 -0.592
0.320597 -0.519
0.315641 -0.489
0.313963 -0.489
0.286363 -0.418
0.276247 -0.38
0.268089 -0.357
0.264348 -0.444
0.243958 -0.367
0.240136 -0.303
0.227346 -0.344
0.218997 -0.33
0.205084 -0.278
0.190394 -0.289
0.187310 -0.217
0.181756 -0.23

Continued on next page
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Table 3: Experimental CLS data from the Gellman group
annealed at 800 K and sputtered with He+

Pd composition CLS (eV)

0.174281 -0.245
0.163896 -0.224
0.153409 -0.255
0.148057 -0.177
0.145305 -0.19
0.130202 -0.173
0.120032 -0.137
0.115373 -0.151
0.112777 -0.176
0.101079 -0.114
0.090852 -0.143
0.079278 -0.094
0.076086 -0.137
0.070458 -0.095
0.064294 -0.097
0.052721 -0.057
0.051671 -0.069
0.043731 -0.067
0.039242 -0.021
0.037079 -0.043

Continued on next page
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Table 3: Experimental CLS data from the Gellman group
annealed at 800 K and sputtered with He+

Pd composition CLS (eV)

0.035688 -0.027
0.030497 -0.023
0.026987 -0.047
0.020494 -0.006
0.018899 -0.047
0.014944 0.007
0.012090 0.001
0.010152 -0.006
0.009648 0.006
0.009396 0.002
0.009141 0.002
0.009062 -0.001
0.008566 0.029
0.008015 -0.002
0.007929 -0.014
0.007349 0.001
0.007300 0.004
0.007010 -0.002
0.006850 -0.017
0.006839 -0.008

Continued on next page
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Table 3: Experimental CLS data from the Gellman group
annealed at 800 K and sputtered with He+

Pd composition CLS (eV)

0.006726 0.002
0.006706 0.014
0.006656 -0.001
0.006598 -0.021
0.006523 -0.011
0.006378 -0.007
0.006197 -0.004
0.006100 0.002
0.006076 0.008
0.006071 0
0.006053 -0.016
0.006047 -0.001
0.006030 0.033
0.005964 -0.004
0.005942 -0.013
0.005930 -0.025
0.005911 -0.004
0.005907 -0.018
0.005827 -0.027
0.005618 -0.001

Continued on next page
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Table 3: Experimental CLS data from the Gellman group
annealed at 800 K and sputtered with He+

Pd composition CLS (eV)

0.005575 0.002
0.005545 0.019
0.005545 -0.024
0.005267 -0.009
0.004978 0.004
0.004831 -0.008
0.004178 -0.003
0.003656 0
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Table 4: Experimental CLS data read from figure [2]
Pd composition CLS (eV)

0.000 0.0
0.067 -0.025
0.166 -0.063
0.262 -0.212
0.250 -0.244
0.290 -0.298
0.387 -0.400
0.433 -0.453
0.400 -0.482
0.450 -0.475
0.500 -0.588
0.650 -0.698
0.670 -0.748
0.780 -0.837
0.826 -0.868
0.946 -0.976

Table 5: Experimental CLS data read from figure [3]
Pd composition CLS (eV)

0.2 -0.25
0.5 -0.70
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Table 6: BCC Cluster expansion ground states
Pd comp. Normalized energy (eV/atom) Energy (eV/atom) ATAT Structure

0.000000 0.030315 0.031500 0
0.333333 -0.115639 -0.115863 131
0.500000 -0.127902 -0.127745 3
0.666667 -0.085447 -0.083958 7
0.750000 -0.061554 -0.061584 15
1.000000 0.040240 0.040956 1

Table 7: FCC Cluster expansion ground states
Pd comp. Normalized energy (eV/atom) Energy (eV/atom) ATAT Structure

0.000000 0.000000 0.010429 0
0.125000 -0.054559 -0.049823 470
0.250000 -0.104835 -0.103771 27
0.375000 -0.117808 -0.113541 455
0.500000 -0.117016 -0.114034 3
0.625000 -0.097850 -0.094601 625
0.750000 -0.073519 -0.066942 28
0.833333 -0.052152 -0.046461 80
1.000000 0.000000 0.001212 1
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Table 8: Computational CLS data read from figure in [5] using CS method
Pd composition CLS (eV)

0.15 -0.243
0.2 -0.314
0.25 -0.382
0.3 -0.471
0.4 -0.626
0.5 -0.773
0.6 -0.878
0.7 -0.986
0.75 -1.015
0.8 -1.063
0.9 -1.142
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Table 9: Computational CLS data read from figure in [5] using IS method.
Pd composition CLS (eV)

0.1 -0.162
0.15 -0.243
0.2 -0.328
0.25 -0.395
0.3 -0.491
0.4 -0.654
0.5 -0.789
0.53 -0.821
0.6 -0.894
0.7 -0.989
0.75 -1.031
0.77 -1.047
0.8 -1.069
0.9 -1.145
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