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Molecular Dynamics Studies of Atomic Diffusion
in a Photostimulable BaFCl Crystal

Toshio KUROBORI*!, Mayumi YOSHIURA*? and Naoko SASAKURA*3

Abstract
We report the preliminary results of a molecular dynamics simulation of atomic dlffusmn

in a photostimulable BaFCI crystal using the Born-Mayer-Huggins potential. Our interest is to

demonstrate the feasibility of observing atomic trajectories and atomic jumps into the various
sites of all the atoms in BaFCl and to obtain results that can be compared with data in NaCl
on atomic mean-square displacement. Moreover, the activation energy for atomic diffusion in

BaFC(Cl is estimated.

Keywords : photostimulated material, barium fluorchalides, molecular djfnarni’cs, diffusion

coefficient, BMH potential, activation energy
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