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Abstract

Based on a classical molecular dynamics model a novel insertion mechanism of Cg into single wall carbon nanotubes

SWNTs has been demonstrated. The potential barrier of tube-end area of the SWNTs plays an important role in attracting Cg,

into the SWNTs and to encapsulate Cg, in the SWNTs. The Cgy moves freely along the tube axis direction in tube-inner area of the

SWNTs. Finally a series of potential barrier heights of attracting and encapsulating Cgy of SWTNs with different diameters are

calculated indicating that SWNTs cannot attract Cgy unless its diameter is greater than the minimum value 1.238 nm.
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