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12-6 Lennard-Jonse

V(a)=c, +¢, cosa + ¢, cos’ a + ¢, cos® a + ¢, cos” a + ¢, cos® a + ¢, cos®

e

trans-trans

(a =t 180° -cis o 0° -trans
o(kJd/mol) 1 2 3 4 5 6
17.987 0.063 0.063 49.670 65.994 0.870 12.318
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Okimasa

[1] Allen M.P. and Tildesley D.J., “Computer Simulation of Liquids”, Oxford (1987).

[2]

[3] URL http://www.questconsult.com/~jrm/thermot

[4] Hayashi.H, PhD Thesis, (1994)
[5] Okimasa.O, Molec. Phys., 93, 1(1998)




