
from aflow cce python import CCE
from pprint import pprint

struct file path = "test.POSCAR"

functionals = "PBE,LDA,SCAN"

enthalpies formation dft = [-63.452,-72.084,-72.412]

oxidation numbers = [2,2,2,2,-2,-2,-2,-2,-2,-2,-2,-2,-

,! 2,-2,-2,-2,4,4,4,4]

cce = CCE(aflow executable=’./aflow’)

output = cce.get corrections(struct file path ,

,! functionals=functionals , enthalpies formation dft

,! =enthalpies formation dft , oxidation numbers=

,! oxidation numbers)

pprint(output)
<latexit sha1_base64="gNDbUviYrX31YR0wL/FnywU9sdQ="></latexit><latexit sha1_base64="gNDbUviYrX31YR0wL/FnywU9sdQ="></latexit><latexit sha1_base64="gNDbUviYrX31YR0wL/FnywU9sdQ="></latexit><latexit sha1_base64="gNDbUviYrX31YR0wL/FnywU9sdQ="></latexit>

CCE CORRECTIONS:
functional temperature correction correction

(K) (eV/cell) (eV/atom)
PBE 298.15 +5.954 +0.298
PBE 0 +5.538 +0.277
LDA 298.15 −3.377 −0.169
LDA 0 −3.836 −0.192
SCAN 298.15 −3.678 −0.184
SCAN 0 −4.124 −0.206

CCE FORMATION ENTHALPIES:
functional temperature form. enthalpy form. enthalpy

(K) (eV/cell) (eV/atom)
PBE 298.15    −69.406     −3.470
PBE 0    −68.990 −3.449
LDA 298.15     −68.707 −3.435
LDA 0 −68.248 −3.412
SCAN 298.15 −68.734 −3.437
SCAN 0 −68.288 −3.414
CCE@exp 298.15 −74.230 −3.711

Web interface: http://aflow.org/aflow-online/b g
aflow --get_cce_corrections < test.POSCAR --enthalpies_formation_dft=-63.452,-72.084,-72.412 --functionals=PBE,LDA,SCANa
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atom species oxidation state
1 Ca +2
2 Ca +2
3 Ca +2
4 Ca +2
5 O −2
6 O −2
7 O −2
8 O −2
9 O −2

10 O −2
11 O −2
12 O −2
13 O −2
14 O −2
15 O −2
16 O −2
17 Ti +4
18 Ti +4
19 Ti +4
20 Ti +4

atom species anion   coord. number
1 Ca O 8
2 Ca O 8
3 Ca O 8
4 Ca O 8

17 Ti O 6
18 Ti O 6
19 Ti O 6
20 Ti O 6

aflow --get_oxidation_numbers < test.POSCAR

aflow --get_cation_coord_nums< test.POSCAR
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