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Density Functional Calculation of Filling and Wetting of Carbon
Nanotubes
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Abstract With C, S and Se atoms as example, we have studied the filling and wetting of these
atoms into carbon nanotubes by using local density functional theory. The results
suggest that the effect of nanotube length, if longer than 3.6A, is negligible, but that of
nanotube diameter is important. Our studies would be helpful for further use of carbon
nanotubes.
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