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Molecular Dynamics Simulations of Water and Methanol Cluster
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Clusters of methanol and water are generated by rapid cooling of gas state by NTV

molecular dynamics simulation.

The thermodynamic properties and the pair correlation

functions are examined at many temperatures. The methanol-water bond breaks at T=120 K in the

case of 30 water molecules and one methanol.
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Fig.2 Molecular configuration at 50K in the final state.
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Fig.3 Temperature changes of molar potential energy
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Fig.4 Pair correlation function at 45K
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Fig.5 Pair correlation function at 50K
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Fig.7 Molecular configuration at 123K in the final state.
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Fig.8 Temperature changes of molar potential energy
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Fig.9 Pair correlation function at 117K
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Fig.10 Pair correlation function at 123K
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Fig.11 Molecular configuration at 386K in the final
state.

Fig.12 Molecular configuration at 400K in the final
state.
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Fig.13 Temperature changes of molar potential energy
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Fig.14 Two-body correlation function in 386K
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Fig.15 Two-body correlation function in 400K
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