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Fig.1 The partial RDF of NaCl , NaBr and NaCl-NaBr(1:1) melts

a: g(r)va-c1 b: g(r)Nu-Br
1: before mixing 2: after mixing
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Fig.2 Bond-angle (#, /Cl-Na-Cl) dis-
tribution of NaCl- NaBr(1:1)
melt

2.2 RN MEEH

NaCl-NaBr(1:1) # 3 8k a9 B id & T 5) — 48], 4o @ 3 FF .

AR T BT No(GRARIATE TP 89 A58 T48) RS Hinskd fte U,
@it #9, NaCl #ik 4o NaBr 3R 4B, N, <3 # 8B FHEXEr, ¥4 Nat fo
Cl- AL ABTFRA, N, <3RBT (A¥ Br- HFH5) HFTF NatCl, £H

B 3 NaCl-NaBr(1:1) &850 NT$
Fl—M
Fig.3 An example of instantaneous ar-
rangements of inos in NaCl-
NaBr melt
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Molecular Dynamics Study of NaCl-NaBr Melt

Huang Shiping Ma Yanhui Tang Bo Xu Hua Chen Nianyi
(Shanghai Institute of Metallurgy, Chinese Academy of Sciences, Shanghai 200050)

Abstract Molecular dynamics method has been used to study NaCl-NaBr molten salt
mixture, as one of the simplest examples of common cation molten salt systems. It has
been found that some Cl~ and Na' ions in NaCl-NaBr mixture tend to form denser ionic
clusters, while the Br~ jons distribute in the spaces between the Na} Cl; clusters. The
number of ions with N, <3 increases in the mixing process between NaCl and NaBr
melts. The internal energy data of NaCl, NaBr and NaCl-NaBr (1:1) melts estimated
by the molecular dynamics are in agreement with the “experimental data” estimated by
Born-Haber cycle. These internal energy data indicate that the mixing process between
NaCl and NaBr melts is slightly endothermic. This is chiefly due to the increase of the
short-range repulsion energy between Na* jons and halide anions.
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