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Model vs First Principles MDModel vs. First Principles MD
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Model Types and Number of

T. Tadano, Y. Gohda, S. Tsuneyuki, in preparation.

Parameters

Relative Error for Each ModelRelative Error for Each Model



Non Equilibrium Molecular Dynamicsq y

17T. Tadano, Y. Gohda, S. Tsuneyuki, in preparation.



Tentative ResultsT. Tadano, Y. Gohda, S. Tsuneyuki, in preparation.
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Thermal Conductivity vs Anharmonicity
Tentative ResultsT. Tadano, Y. Gohda, S. Tsuneyuki, in preparation.
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