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LiF-KCl熔盐溶液的Monte Carlo法计算机模拟研究 II: 熔体结构与物性的关系  
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摘要   本文用Monte Carlo法对互易盐系LiF-
KCl熔盐溶液的局部结构作了计算机模拟。计算了该熔盐溶液的总势能和势能分布。在1200K模拟温度下, 
该熔盐溶液中大部份离子组成各种形式的离子团。根据模拟的互易盐系熔盐溶液模型, 
讨论了熔体局部结构和物性之间的关系。 
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Computerized simulation molten LiF-KCl solution by Monte Carlo method II: Relation of 
structure to thermodynamic properties 
XU CHI,JIANG NAICIONG,CHEN NIANYI

 

Abstract  The local structures of LiF-KCl molten solns. were simulated by applying the Monte Carlo method. The total 
potential energies of the melts were calculated and a relationship was established between thermodn. and structure 
properties. 
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