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Molecular dynamics simulation of the melting behavior
of shell-symmetric palladium clusters

PAN Yang HUANG ShiFing WAN G WenChuan
(College of Chemicd Engineering, Beijing Universty of Chemicd Technology , Beijing 100029 , China)

Abstract : The melting behaviour of bulk paladium (Pd) , and three islated shell-symmetric 309 atom config-
ured Pd clusters, with cubooctahedra , decahedral and icosahedra geometries, have been investigated by molecu
lar dynamics (MD) smulations, usng the Sutton-Chen many-body potential (SC) for the interaction between
the Pd atoms. The therma , structura and dynamic properties were caculated for bulk Pd and the Pd clusters
during the heating process. From the thermal property analyss, it wasfound that the Pd clusters melt at tenr
peratures much lower than the melting point of bulk Pd, with alittle difference between the three Pd clusters.
From the pair correlation function analyss, it wasfound that the shell segregation vanishes ater melting of the
Pd clusters. Furthermore, dynamic evidence wasfound for the surface pre-melting of the Pd clusters.
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