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Molecular Dynamics Simulation

of Structure Phase Transitions in KCaF;

Abstract

Zhou Linxiang, ' Xu Xin

Department of Physics, Xiamen University, China

Department of Chemistry, Xiamen University

Based on parameter—ree interionic potentials of the Gordon—XKim modified electron gas for-

malism extended to molecularions, the structure phase transitions in ionic molecular solids of the per—
ovskites ABX3 are discussed, which take the results of molecular dy namics simulations of KCal3 as an

example. Those include“ double well’ potential, “ puckered’ structure, energy barrier, superionicity,

stable frame and “ sizes” and “ shapes” of ionic molecular group BXe.
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