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Electronic states and optical properties of the functional energy materials
HHPRT: KPR F =2 TER =L — R 23K
B —7nbx 0l @R W

AIF 5 R SRAR 2

Tamh CsCI-AICL; 7R I1255 H U CH — R B4y 1-8) /)55 ADMP (Atom-centered Density
Matrix Propagation) (ZLDA A LD K A FI7 A& et Lz,

KT, SHIZ2=y MV DOV A X% 2 {FIZHER L TAA B 5P L 72 (8 X CsAICL) &
HaiTo7,

GAUSSIANO09 % V>, {LES% HSE06 (HSEh1PBE), JLECRE%L & L T Modified def2-SVP
ZH, 0.2 fs @ time step T 700 K TOMRLA A D#LEE, BIIEETDOEZ A 0.7 ps
IO VHAE LTS, FIHEFELE 21T CSAICL D XRD &> TRD B/ Ak
Tz,

ACI-AICl; (A4: alkaline metals) D DR
BRSOV T, 11 ORI To AT
AF > DELEEREE LR DGR DR 72
STWAN (M. P. Tosi, D. L. Price, M.-L.
Saboungi, Annu. Rev. Phys. Chem. 44 173
(1993)),4=Cs TiE, FIG. 1 (TR &BY,
NRATHLEERERINLTWD AICl, 7 =4
VDB FET DT TIE R
MR AICL, 7 =7 A& R A
ol ALClL WEZ G Z L bro
Too 1o 1 AHARASE & LT, Rl ORED
LBRF~LRMITEIL L, B T
WMHENFIEL D DT ENREBEEIND,

FIG. 1 Ionic configurations after 0.7 ps calculated
with ADMP dynamics for molten CsCI-AlCl; at
700 K.
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