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Table 1 Data of simulation calculation

System LaCly GdCl YCl;

T emperature/ K 1200 950 1020

Density/ (kg*m™ %) 3153.0 3361.0 2560.0
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Table 2 Characteristics parameters of RDFs

System g(r) gl PapfE % dfmm

2.1 BRERESTEIK guo(r)  0.53 0.64  3.857 0.42
TR IR AR 140 A R R T ol LaCli  guealr) — 0.27 0.38  6.780 0.23

v Ne(r, A gaa(r)  0.36 0.49  2.439 0.28

gat( 1) = (NB) 4Tr2 A (2) g calT) 0. 50 0.58  4.621 0.43
XHF No(r, NFRRIBE akp0kiFr- V23 GACly  gewa(r)  0.25 0.37  9.205 0.22
r+ N2VEHEANE BRI, Vv Rtk ga-alr) 0.36 0.46  2.828 0.28
R o VRIS =R 3 00 25 D A28 1) 20 A1 BR R 2 gv-1(r) 0. 50 0.58  4.015 0.40
K1 s, o LaCls %5 3 Bl 42 n) 0 A iR 25 32 06 YCL  gv-afr) 0. 25 0.38  8.875 0.21
A BB FLS A A 2 gaal(r)  0.35 0.44 2,940 0.27
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Table 3 Coordination numbers for

melt in first layer
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Fig. 1 Partial radical distribution functions of simulated melts
(a) —LaClz; (b) —GdCls; (¢) —YCls
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Fig. 2 Coordination number curves for simulated melts
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Fig. 3 Bond-angle distributions of CFM-Cl in melts
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Structural studies on molten rare earth chloride with

molecular dynamics computer simulation
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Abstract: A structure model of rare earths chloride melt was calculated with molecular dynamics method( MD) computer simula-

tion. The partial radical distributions function, coordination number and bond-angle distributions were obtained. It has been found

that there exist complex ions such as MCIg™ . The effects of the ions radius and the temperature to the structure were reported with

the M D simulation.
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