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TRIBILCARLIEIS (modern theory of polarization) ITEEAMEIIEBRCER. FEIHEEIRMEG B FIRERERIBerry phase:
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P, 2EEFIIRERE (polarization) BITEHEA, BAIBFRABFHMMRIL (ion-clamped polarization) , MAERNHHFES.
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1. BRI
o ZEMg3Z{tatom.config:
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LATTICE
0.00000000 2.33985674 2.33985674
2.33985674 0.00000000 2.33985674
2.33985674 2.33985674 0.00000000

POSITION

11 0.00000000 0.00000000 0.00000000 1 1 1

9 0.50000000 0.50000000 0.50000000 1 1 1

o NI {Hetot.input:

41

JOB = SCF

IN.PSP1 = Na.SG15.PBE.UPF

IN.PSP2 = F.SG15.PBE.UPF

MP_N123 = 4 4400 0 2 # kmFKT2, ERZkRBELZWEKR, MREMHHEZkR
ECUT = 50

IBPONLY = T

CENTER_OF_CELL = 0.25 0.25 0.25

IHElE, ERERHERKEIMNTESH:



Pel (e*Angstrom)= -.41383659018587E-08 0.11689800490596E-07 0.30020469719359E-08
Ionic dipole moment: ©.23399E+01 ©.23399E+01 0.23399E+01 e*Angst

Erh Pel, lonic dipole moment S BIKEFEES. BFEHBRIE, HfzeA.
lonic dipole momentAI¥EFNEIA-FUMIE(CENTER_OF_CELLSHNIIENIER, SBAR-POMERIAE(0.25,0.25, 0.25).
2. WFRFEzA B LT, HEABRNGEE
o XJLEKITfHatom.configiFHI TS :

2

LATTICE
0.00000000 2.33985674 2.33985674
2.33985674 0.00000000 2.33985674
2.33985674 2.33985674 0.00000000

POSITION

11 0.00000000 0.00000000 0.00000000 1 1 1

9 0.51000000 0.51000000 0.49000000 1 1 1

FEFRIREIESAd = 0.046797 A
o BN {HFetot.inputfRIF—E:

41

JOB = SCF

IN.PSP1 = Na.SG15.PBE.UPF
IN.PSP2 = F.SG15.PBE.UPF
MP_N123 =44 40 00 2

ECUT = 50

IBPONLY = T

CENTER_OF_CELL = ©0.25 0.25 0.25

HHEE, ERmRHERKEIN T EEH:

Pel (e*Angstrom)= -.21073599848632E-08 0.96186320207058E-09 ©.37537513640933E+00
Ionic dipole moment: ©.23399E+01 ©.23399E+01 ©0.20123E+01 e*Angst

SFIRFASE, BTFHoBRIENEILApele] = 0.3754, BFEBHBIREMEAp[ion] = —0.3275, SEBERAEEK
Ap[tot] = 0.0479,

FEFEZABIREERER 2" = 25 = _1.02)¢




