d aflow --get_cce_corrections < test POSCAR --enthalpies_formation_dft=-63.452,-72.084,-72.412 --functionals=PBE,LDA,SCAN

b CCE CORRECTIONS: g Web interface: http://aflow.org/aflow-online/
functional temperature correction correction Input Type
PRE 298(:(5) (8:/5/0965“4? (e\-/l-/giggé) Input POSCAR Input PARTCAR WYCKOFF-CAR Example PARTCAR Example
PBE 0 +5.538 +0.277 CalO3Til [ORC,ORC,0P20] (STD_PRIM doi: [ORC,0RC,0P20] (STD_PRIM doi:10.1016/j.commatsci.2010.05.010)
LDA 298.15 -3.377 -0.169 1.000000
L DA 0 ~3.836 ~0.192 5.40437323203565 0.00000000000000 0.00000000000000
0.00000000000000 5.50130298943901 0.00000000000000
SCAN 298.15 —3.678 —0.184 0.00000000000000 0.00000000000000 7.68913377703374
SCAN 0 -4 124 -0.206 CaOTi
412 4
CCE FORMATION ENTHALPIES: Direct(20) [A4B12C4]
functional temperature form. enthalpy form. enthalpy 0.99109818123130 0.95761138037929 0.75000000000000 Ca
(K) (eV/cell) (eV/atom) 0.49109818123130 0.54238861962071 0.25000000000000 Ca
PBE 298.15 ~69.406 ~3.470 0.00890181876870 0.04238861962071 0.25000000000000 Ca
' ' ' 0.50890181876870 0.45761138037929 0.75000000000000 Ca
PBE 0 —68.990 —3.449 0.42284651250479 0.01940866384669 0.75000000000000 O
LDA 298.15 —68.707 —-3.435 0.92284651250479 0.48059133615331 0.25000000000000 O
LDA 0 -68.248 -3.412 0.57715348749521 0.98059133615331 0.25000000000000 O
SCAN 290815 -68.734 -3.437 0.07715348749521 0.51940866384670 0.75000000000000 O
SCAN 0 ~-68.288 3414 0.79046174873977 0.21007888535980 0.54052881659701 O
0.29046174873977 0.28992111464018 0.45947118340299 O
CCE@exp 298.15 —74.230 —3.711 0.20953825126023 0.78992111464018 0.04052881659701 O

0.70953825126023 0.71007888535982 0.95947118340299 O

C aflow __get oXxidation numbers < testPOSCAR 0.20953825126023 0.78992111464018 0.45947118340299 O
_ _ 0.70953825126023 0.71007888535982 0.54052881653701 O
0.79046174873977 0.21007888535980 0.95947118340299 O

d atom species oxidation state 0.29046174873977 0.28992111464018 0.04052881659701 O
1 Ca +2 0.50000000000000 0.00000000000000 0.00000000000000 Ti
2 Ca +2 0.00000000000000 0.50000000000000 0.00000000000000 Ti
3 Ca +2 0.50000000000000 0.00000000000000 0.50000000000000 Ti
4 Ca 9 0.00000000000000 0.50000000000000 0.50000000000000 Ti
5 O -2 Coordination Corrected Enthalpies (CCE)
6 @) -2 More Info on CCE
7 O —2 Activate CCE: Select functionals: Add formation enthalpies - Add oxidation numbers
8 O -2
9 O -2 CCE PBE -63.452
10 O -2
11 O -2 LDA -72.084
12 O -2 SCAN “72.412
13 O -2
15 O -2
16 O -2 h
17 Ti +4 from aflow_cce_python import CCE
18 Ti +4 from pprint import pprint
19 Ti +4
20 T +4 struct_file_path = "test.POSCAR"
functionals = "PBE,LDA,SCAN"
€ aflow --get_cation_coord_nums< test POSCAR enthalpies_formation_dft = [-63.452,-72.084,-72.412]
oxidation_numbers = [2,2,2,2,-2,-2,-2,-2,-2,-2,-2,-2,-
f atom species anion coord. number — 2,-2,-2,-2,4,4,4,4]
1 Ca O 8
2 Ca O 8 cce = CCE(aflow_executable='./aflow’)
3 Ca O 8 output = cce.get_corrections(struct_file_path,
4 C_a O 8 — functionals=functionals, enthalpies_formation_dft
1; P 8 g — =enthalpies_formation_dft, oxidation_numbers=
! — oxlidation_numbers)
19 Ti O 6 :
20 T 0 6 pprint (output)



