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Electronic states and optical properties of the functional energy materials
HHPRT: KPR F =2 TER =L — R 23K
BTTILF—T AN WA &

AIF 5 R SRAR 2

VA1) X i,  CsCI-AICK, — 58RI B LT — RSy 78 /)15 ADMP
(Atom-centered Density Matrix Propagation) (Z&EAAA LD H A F IV A5 MFTLT,

(8 X CsAICly) ZALiE LT- 2=y ML CORREIToT,

GAUSSIANO09 % V>, {LES% HSE06 (HSEh1PBE), JLECRE%L & L T Modified def2-SVP
ZHUN, 0215 @ time step TORFHIFEEAFE L, WEREL 700K & L7z,

WEAEE SR A T o 72, WA A D 1
ps BODOEIEZ WIHEEE L L, & 51T 1ps
WZhled XA I 7 ADFHEEED T,

FIG. 1 (24 A& U BliED—F 2 7R T,

ACI-AICl; (4: alkaline metals) ¥R (C
BIFDH, 111 OMAATETO AII)AA
DELEEARMEE (M. P. Tosi, D. L. Price,
M.-L. Saboungi, Annu. Rev. Phys. Chem. 44
173 (1993)) IZBWT, 4 = Cs DFAD
LR EBE L 35 AICL, 7 =4 A1
DHOEEL . —HODOMIHERER AICl, 7=
FUME N TE R TH e o 72 ALCl,
WGz & et G, WA NI A T,
AlCly 7 =F U NEEEAL LI E T D
Cs" WFF B, RN E G
EoTWb, AICly 7=F 2 HD Al
Cs"& bAERAICEI 13/ s < CI DF)
TIEREWZD, HEIT CI ORHDIE FIG. 1 Ionic configurations after 1.0 ps following
ZoTWAHIZEFEDLRN, another 1.0 ps of equilibration calculated with

ADMP dynamics for molten CsCl-AlICl; at 700 K

FEF A GREEDHY | BiEE2L)
ML

56





