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¥ FFE RbCL B LA ZnCl, Bk B P& H 2035, 34T T RS M AE R RbyZnCly 1
o TE ARG W T Rb,ZnCly 6 1% 7 20 1 B £, Zn-Cl 71 Rb-Cl MZ R 2 & 5
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Rb,ZnCl, FEE A B — RFIELLAE, 518 T AKX E, HEWMERG 2
MrF. AR In RTFHBAANESCLREF, R EFHEFHMIEAAEAL, 4 Rb
DEFESEFESANCIEF, BIMRQ)BETESFIANCAEF. UEEHRIBK AR
i, RbyZnCly, 84 ZnCl, A& BH—M A NI MES) B 5 —FER W, kK4 B HHEE. E
WEEA 791 K B 5 i . BF A4 & Rb,ZnCly S5 A1 B St 2 —HF B X LE, AMX
FaFAREFRMHE/ERNER, MBFBF TR ZMAEZERIE. FiE,
EREEDEFRFENR ZHRECIEAART T RESEHE LA E X 54
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Rb,ZnCl, # Zn-Cl fi1 Rb-Cl 4R 45 1.
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EHRHLE R, 35 RbCL ZnCl, 45 R#ATHLE.
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# Zn-Cl JA) RDF 5 EXAFS LW % RG4S AN E. T=823 K #5584l Rb-Cl [d] RDF
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B 7 4 W T HER MD BERIEEARN T=300K il T=823K NARN=4H%.
HE7AR, 4 T=300K b, 4 RERFFHE, XRBESMFME. T T=823K b, R E
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Zn-Cl 18] J¥ i 1F DU T8 44 %5 #3 (0460 14 58 38 24, IF DY T 44 (ZnCly)? " EE B e 5E . RMER [ 4
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BTN T B ELIER ZoCh TR B2 (BT A HER). T T RXKERED
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(B 1.5 2), R RE RbZnCl, A& 125 Rb™ B FM(ZnClL)>™ MR 0 B T 4514, F bt
R E P %41, KB M5 E I (ZnCly )2 177 £ X B B 1 5 M 4% =2 45 Rt
Rb,ZnCl, £ 14 i) T B4 4E .

4. T=200,300 K if,Rb,ZnCl, A A BT HBHEFTHERLT RS, RANERRA
SARBTH grocr Ero-rofIE — I8 R JE 2 (&K RDF A% 0), X R T B F K
BB RbyZnCl, B E 4. 2 28 F RbyZnCl, F,Zn R TH 4 MEA CLRTH 3
PR Zn—Cl 8K 4 F 0.2233—0.2254 nm 2 [, Rb(1) B F I 8 MiE4F Cl BT H 5
PR 9 Rb—Cl 84 M 0.3261 ] 0.3727 nm %, Rb(2) R T 9 MEMCLETH 6
b 7R 6 B4 8 4 (0. 3312—0.3861 nm) . A XK B A AIE A LR BT Zn-Cl B2, 8K 13
8 Rb-Cl 2 2% 4z . ## Rb-Cl FC Az 5041 % 6, T SE B & 45 o Rb-Cl Bt iz $U e 78 8—9 2
). 7 DL SR F P A 2 R RS 10, A SCHEAT 9 Rb,ZnCl, 525 R, (XA 2 4 W 3 5 e 42
[ 43 75 B B IR 5 . R e O 45 0 40 T AR L, B L BTN S AR B

I o [ R e BT 5 B BT 9T R RN 4 R0 R R S 1R 44t EXAFS W4 45 R W A LR A 20
WG K.
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MOLECULAR DYNAMICS STUDY ON THE STRUCTURES
OF MOLTEN Rb,ZnCl,

CHENG ZHAO-NIAN DING HONG  LEI YU
( Shanghai Institute of Metallurgy, Academia Sinica, Shanghai 200050)
(Received 24 June 1997)

ABSTRACT
The structures of molten and crystalline states of Rb,ZnCl, have been simulated by molecular
dynamics with the effective potentials which had been applied in the simulations of RbCl and ZnCl,
systems. Six radial distribution functions (RDF) simulated are presented, of which Zn-Cl and Rb-Cl
RDFs are in good accordance with the recent EXAFS experimental results. Based on the instanta-
neous configurations given by the simulations, the local structures in molten and crystalline states
have been studied with bond-order parameter method. The results show that the Zn atom and its
neighboring Cl atoms form a stable tetrahedral structure, and the Zn/Cl tetrahedral structures in

molten Rb,ZnCl, are stabler than those in molten ZnCl,. The presence of a good quantity of stable

Rb,ZnCl, . The simulations for crystalline state did not describe the complex coordinations between

Rb and Cl atoms in detail, which showed that the two-body effective potentials are not enough to

simulate the behaviors of Rb atoms in the crystalline Rb,ZnCl,.

PACC: 6120; 6125; 6160; 6190




