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Abstract The phase change process of n-hexacosane system was investigated using molecular dynamics (MD)
method. MD simulation results indicated that n-hexacosane molecules gradually turned disorderly with increasing
temperature. The investigation on the microstructures at temperatures revealed that n-hexacosane molecules tended to
arrange with stretching and crossing conformations during the melting process, and gradually taken the cross
conformation as the main conformation,which was consistent with the fundamental of order-decrease. According to the

sharp change of self-diffusion constants with the simulation temperatures, the melting temperature and solidification
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point were 329. 4K and 335. 1K, respectively, which were consistent with the experimental ones.
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