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kcalkcal K63 KK 63 C-C-CCHCHCHCHCHCH22222223molerad molerad 12 kcalnm 12K K3.710CCHC
CH23mole(3)12kcalnm 12KKK3.910CHCHCHCHCHCH222333 mole6kcalnrm7KK1.110CCHC
CH23 mole 6 kcalnm 71.810 K K K CH CH CH CH CH CH 2 2 2 3 3 3 mole The equilibrium bond lengths and
bond anglesare: (4)0.142nm 0. 153nm CCCHCHCHCH2223120.0112.4(5)CCCCHCHCHCHCHCH22
222 3 The MD technique has become an effective tool for studying the physics of condensed matter systems in
which the forces acting on particles in a cell are calculated and the classical Newtonian equations of motion
are solved numerically 16-18 . In general, each particle is allowed to interact with all the other particles in the
simulation. The molecular structure used for the analysis of the SWNT polymer composites in this study is a
representative configuration taken from an equilibrated MD run ( Figure 2 ). The simulation was 3 performed in
a rectangular periodic box ( volume 36 nm ) at constant temperature ( 300K ) and pressure ( 1 atm ) 19-21. The
cell contained one ( 6, 6 ) carbon nanotube of length 49. 61 and...
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