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Phase Transition from Ice VIII to Ice VII studied by Molecular Dynamic

Simulation
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Phase Transition from ice VIII to ice VII is studied by molecular dynamics simulation
under high pressure. The orientation ordered ice VIII changed to disordered ice VII at T = 540K

in the NTV N = 128 system.

The entropy change is discussed in this phase transition.
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Fig. 2 Rotational correlation function as a
function of temperature, N = 2(A), N=16(@), N
=54(#), N=128(W).
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Fig. 3 Molar average potential energy PEn vs
temperature, N= 128.
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Fig. 4 Molar heat capacity C» vs. temperature, N
=128.
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Fig. 56 Molar entropy vs. temperature, N=128.
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Fig. 6 Molar Helmholtz energy Am vs.

temperature, N=128.
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Fig. 7 Molecular configurations in ice VIII (left)
and ice VII (right), N=16.
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Fig. 8 Rotational correlation function vs.

temperature, N= 128.
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Fig.9 Molar enthalpy Hn vs. temperature, N =
128.
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Fig.10 Molar heat capacity under constant
pressure vs. temperature, N= 128.
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Fig. 11 Molar entropy vs. temperaure, N=128.
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Fig. 12 Molar Gibbs energy Gm vs. temperature, N =128.
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Fig. 13 Change of entropy around phase transition ]S.
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Fig.14 Pair molecular interaction energy u(z) vs.
molecular distance r.
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