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Abstract
The diffusion mechanisms of Gd adatom on Cu 110 surface are investigated by means of molecular dynamics. The simula-
tion results show that along 1 10 direction the Gd adatom diffuses by hopping and the frequency of long jumps is very high.
While along 0 0 1 direction the Gd adatom diffuses by exchanging. The frequency of hopping is higher than that of exchanging.
The frequency of hopping and exchanging can be described by Arrthenius equation. The calculated diffusion barrier of hopping is
0.097€eV and that of exchanging is 0.33eV . Moreover the diffusion barrier of hopping is calculated by energy relaxation method.

Keywords molecular dynamics surface diffusion hopping mechanism exchanging mechanism diffusion barrier.
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