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HTN OPLS WP - JMOD
H (0] CH: H (0] CH: H (0] CH:
q(e) +0.523 | —0.5687 | +0.064 | +0.435 | —0.700 | +0.265 +0.435 —0.700 | +0.265
o (A) 0.0 3.07 3.905 0.0 3.07 3.905 1.295 3.07 3.905
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——HTN
30 , 12
25 HTN 10 e OPLS JMOD
e OQPLS JMOD WP
; = A

IRILF—/(kJ/mol)

\
\

\V4

\

0

30

60

90
AE/

120 150

180

\

0

30 60

90

BE/S

120 150 180

Fig.1 CH2—CH2 D43 +NART v v )L TR/ F—

2 EB N

1 Hayashi.H,Ph,D Thesis, (1994)
2 L.Saiz,J.A.Padro,and E.Guardia,J.Chem.Phys.114,3187 (2001)
3  W.L.Jorgensen,J.Phys.Chem.90,1276 (1986)

4 G.Widmalm and R.W.Pastor,J.Chem.Soc.,Faraday Trans.88,1747 (1992)

Fig.2 CH2—0 O3 F+HNART ¥ ¥ LT RV FX—




	Molecular simulation，SHAKE，alcohol

