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A molecular dynamics study of metal coating on SWNT
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Abstract : Metal coating process on single-walled carbon nanotube (SWNTSs) was investigated
using molecular dynamics simulations. The simulations were performed for various metals and the
metal dependent morphologies were observed reflecting the differences in the metal-SWNT
binding energies. Influence of deposition conditions such as initial cluster size and temperature
highlight the roles of molecular dynamics on the resulting metal morphologies.
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Fig. 1 Deposition of isolated metal atoms on an SWNT at

300K. (a)Au (b)Ti, and (c)Fe. Fig. 2 Deposition of isolated metal atoms on SWNT bundle

B at 900K. (a)Au (b)Ti (c)Fe.
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