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Simulation Calculation for SVNT’ s Ports Junctions Process

He X angdong Luo Chenglin

(School of Physics and Technology Nanjing NomalU niversity N anjing 210097, China)

AbstractW e have smulated the junctions ofV—shaped catbon nanotube by tight— bind ng approxm ation w ith m olecu hr
dynan ics (TBMDs). The smulation results in ply hatwith a proper tanperaturg two nanowubesw ill connect toge her to
fom a bng straight nanotube ifmotins of all atoms arew ihout constraint If atoms on the far ends of wo nanotubes are
fxed the pnction of wo nanowbesw ill not be mp lan ented

K ey words uncton of cathon nanotube tight b ind ng approxin ation m okcular dynam ics
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Fig.2 The snapshots of end closure of (4,0)-(4,0) nanotube at 1 000 K
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Fig.3 The closure of (4,0)—(4,0) nanotube at 1 000 K
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Fig.4 The snapshots of end closure of (4,0)-(4,0) nanotube at 7=800 K
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Fig.5 The section of two carbon nanotubes’ initial structure
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Fig.6 The section of two carbon nonotubes’s port connection structure at 7=1 500 K
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