Fe_delta_dir=0.00 — POSCAR_delta=0.00

.| POSCAR

phonopy -c POSCAR_delta=0.00 -d --dim="2 2 2"

1. KROK

., POSCAR-0.96

POSCAR-0.98
POSCAR-1.00

POSCAR-1.02
POSCAR-1.04

POSCARO001 . POSCARO001-0.96

POSCARO001-0.98
POSCAR001-1.00

POSCARO001-1.02
POSCARO001-1.04

SPOSCAR . SPOSCAR-0.96
SPOSCAR-0.98
SPOSCAR-1.00

SPOSCAR-1.02
SPOSCAR-1.04

2. KROK

VASP

ISIF=0
IBRION=1
NSW=500

Priloha A: Postupovy diagram pro termodynamické vypocty

OUTCAR-0.96
OUTCAR-0.98

VASP

ISIF=0
IBRION=-1
NSW=0

P OUTCAR-1.00
OUTCAR-1.02
OUTCAR-1.04

vasprun.xml-0.96

vasprun.xmi-0.98

> vasprun.xml-1.00

VASP

ISIF=0
IBRION=-1
NSW=0

vasprun.xmi-1.02

vasprun.xmi-1.04

vasprun.xml-0.96

vasprun.xml-0.98

. vasprun.xml-1.00
vasprun.xml-1.02

vasprun.xmi-1.04

3. KROK

/]

% phonopy --fz SPOSCARdir/vasprun.xml-0.96 POSCARO001dir/vasprun.xml-0.96

# phonopy --fz SPOSCARdir/vasprun.xml-0.98 POSCARO001dir/vasprun.xml-0.98
» phonopy --fz SPOSCARdir/vasprun.xml-1.00 POSCARO001dir/vasprun.xml-1.00

/]

phonopy --fz SPOSCARdir/vasprun.xml-1.02 POSCARO0O01dir/vasprun.xmil-1.02
phonopy --fz SPOSCARdir/vasprun.xml-1.04 POSCARO001dir/vasprun.xml-1.04

4. KROK

E(0.96)
E(0.98)
E(1.00)
E(1.02)
E(1.04)

FORCE_SETS-0.96

FORCE_SETS-0.98

FORCE_SETS-1.00

FORCE_SETS-1.02
FORCE_SETS-1.04

phonopy -t -c POSCAR-0.96 mesh.conf
phonopy -t -c POSCAR-0.98 mesh.conf

phonopy -t -c POSCAR-1.00 mesh.conf

phonopy -t -c POSCAR-1.02 mesh.conf
phonopy -t -c POSCAR-1.04 mesh.conf

thermal_properties.yaml-0.96

— thermal_properties.yami-0.98

thermal_properties.yami-1.00

—— thermal_properties.yaml-1.02

— thermal_properties.yaml-1.04

5. KROK

FREE_ENERGY-0.96(T) + E(0.96)
FREE_ENERGY-0.98(T) + E(0.98)

FREE ENERGY-1.00(T) + E(1.00

FREE_ENERGY-1.02(T) + E(1.02)

FREE_ENERGY-1.04(T) + E(1.04)

6. KROK

Aproximace Birch-Murnaghanovou rovnici

—>

7. KROK

E-V (energicka krivka v zavislosti
na objemu) pro urcéitou teplotu T



