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Abstract
Molecular dynamics is used to simulate the deposition process of MgO molecules on MgO 001 surface and substrate
temperature and molecular incident energy are discussed in terms of their effects on the diffusivity of MgO molecules and the
substrate surface coverage ratio. The simulated results show that with the substrate temperature increasing vacant sites in MgO
film decrease owing to the increase in diffusivity of the deposited molecules on the substrate. At low temperatures the substrate
surface coverage ratio increases with molecular incident energy increasing. At high temperatures the surface coverage ratio

reaches the maximum at an incident energy of 3.0 eV and then it decreases with the increase of incident energy.

Keywords MgO thin film growth molecular dynamics computer simulation surface diffusion
PACC 6855 6120] 6185 6822

* Project supported by the National Natural Science Foundation of China Grant No . 50572013 .

F Corresponding author. E-mail zhanglin@imp. neu. edu.cn



