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Abstract

Recent developments of carbon nanotubes are
reviewed[1,2,3,4]l. We use Tersoff carbon potential
for bonded interactions[5] and Lennard-Jones 12-6
potential for non bonding interactions(6] to describe
mechanical properties of the temperature-dependent
armchair single wall carbon nanctube. At first, we
report that through defect number and bonding
energy calculation, how single wall carbon nanotube
is capped in the constant temperature. (300K, 2000K,
3000K, 4000K) At second, we perform MD
simulation, which are performed on the energy

optimized structure of carbon nanotube.
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=% X (multi-wall carbon nanotube)$} # HHake] w

2} zigzag, armchair, chiral YxF8 2 J¥ojzt}[2]
o]} 2 UxFEE ZE P¥(chirality)d AE
(diameter)o] wha}l oJ2] 714 Bl Jde| gakx
A dd & g4 UxFrRE O F2d o3 2537
Ze Hd7H 2A7 AVIE stn, & A7 & B
A g M Holk & Rov[34]
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1 .Tersoff A% 4

Jzd RABAY FAsse] o] U e 2d
o BEIs} F2E oldfEr] P B oEH AT}
A&H 3 gtk 2 ab initioo] 93 FEE A
& oA m Be ADE 8FaE vl YUk

B =RJdAE Tersoffd A8A HA¢ 2 (empirical
potentia) & AHEFo A B W Azl Bi U
wF1uel o8y (mechanical) S4E Yol @i,
Tersoff A9 22 o&3 2o
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Vi=Ff rilAexp(— 2 ry)

—Byexp( —py; vl (2)
@224 2 WA e uhet(repulsive) oA o] #
3 Aoln F ¥A 32 ZA(bonding)oiAe] et
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z ;= ;;E,;[w( ra)w(r; 1"

x{c+ exp(—dcos 6,) 17", (3b)
o] RdlolA AHgHolA WgHT(parameter) E2
+7 29.[5)
A=1393.6eV, By=346.74eV, A;=3.48794,

pi=2.21194, B=1.57124x10""7, n=0.72751,

c=38049, d=4.3484, h=-0.57058,

1, yr<R—D
|34 sin[4- 2(r— R)/D,

R—D<r<R+D
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R=1.951, D=0.154
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