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®1 BRGNS RER U AT C, RTEYEE <T>

No = U(kJ/mol) C,(J/mol*K) (TX(K)
125 37.3 74.1 159.2
125 37.0 86.6 160.6
125 32.9 95.8 202.9
125 28.5 87.5 251.5
125 25.9 82.9 278.6
125 24.9 98.3 290.8
125 24.2 82.4 295.9
125 21.5 82.0 323.9
125 20.3 84.5 338.2
125 17.8 77.4 361.1
125 16.4 72.8 372.4
512 21.2 82.8 308.0
34309 22.7 110.9 300.6
exp. [ 33.9 74.1 298

No:BBIEZ P KT, exp. : TRAE.

2.2 HEPKSFIHILAHE
BAEBIRE T HI/K S T2 LA # L By X B U8R B #2501 B9 L AT 4 B R - 34 T
B BNEREESSAMUSHERERINER 2.
%2 TERETKSFH/LAKRE

N <Rou> <Rop> | <ARg>ms | <ARy>ms | </HOH> | <T>
(nm) (nm) (nm) (nm) ) (K)
125 0.09754 0.15350 0.00167 0.00366 103.84 159.2
125 0.09755 0.15349 0.00169 0.00373 103.82 160.60
125 0.09752 0.15331 0.00192 0.00415 103.70 202.9
125 0.09752 0.15319 0.00216 0.00457 103.62 251.5
125 0.09748 0.15311 0.00213 0.00475 103.60 263.6
125 0.09750 0.15311 0.00225 0.00490 103.58 278.6
125 0.09748 0.15310 0.00224 0.00501 103. 60 290.8
125 0.09748 0.15307 0.00229 0.00499 103.58 295.9
125 0.09746 0.15297 0.00238 0.00524 103.51 | 323.9
125 0.09748 0.15293 0.00253 0.00531 103.44 338.2
125 0.09743 0.15275 0.00244 0.00556 103.38 361.1
125 0.09743 0.15271 0.00259 0.00560 103.32 372.4
512 0.09743 0.15282 0.00233 0.00511 103.41 308.0
343151 0.0975 0.1530 0.0023 0.0050 103.5 300.6
L. oo™ 0.0966 0.151 0.0095 0.009 102.8
+£0.0006 | +0.003 +0.0005 +0.002
G op!™! 0.09572 0.1514 104.52

No: Bl BHHK? TR, Lo WAHERE, G . IHERAE.
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PR i
No pi(em™!) » ps(em™?) (TXK)
pa(em™7)

125 - 198 74 - 205 295.9
125 -183 64 - 205 - 338.2
512 -189 65 -190 308.0
343151 - 198 55 -203 300.6
Exp. ") - 167 50 - 266 298

Exp. ¥ -120 70 -210 303
No: B RKS FH, w: X RAHERS, 1o BEMRS, p RHHFRD.
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BT, Ko FRESSRERAERKHINEEH. HBRENTE, 7Kﬁ?$’§ﬁ1i§ﬁ19‘]bﬁﬁl
RO SRR, NMERBEEZH /MK FE.
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Molecular Dynamics Simulation of Liquid Water

GU Jian—-De TIAN An—-Min* YAN Guo — Sen
(Chemistry Department of Sichuan University, Chengdu 610064)

Abstract The microcanomical ensemble of liquid water was studied by using molecular dynamics
simulation at temperatures ranging from 150 to 376K. The structure and the thermodynamic
properties were investigated. Flexible water — water interaction potential MCYL was used in the
simulation. The effects of temperature on the geonetry of water molecules and on the structure of
liquid water were averaged over both the time and space. The analysis of the radial distribution
functions shows that there are 2 ~3 hydrogen bonds formed for each water molecule, and the
molecule in liquid form acts both as donor and receptor. The studies on the vibrational spectra
indicate that network structure of water at lower temperature mingt turn into the small chuster

structure as temperature goes higher.



