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A study on thermal properties at single-atom scale

Fujiwara, Kunio

3,600,000

(CV )

A theoretical and numerical analysis technique for calculating the

three-dimensional spatial distribution of the transport quantities at the single-atom scale has been
constructed in this study. The model was the solid-liquid interfacial system with LJ potential, and
a precise distribution of the stress and energy flux was shown in the solid-liquid interface.As a
result, it was found that the heat flux and stress showed linearity. Also, as a result of
constructing a new methodology that interprets heat flow based on physical quantities obtained by a
single interaction, it was shown that the thermal conductivity depends significantly on the local
heat flux information. Furthermore, it was shown that the information of the
single-interection-based stress makes it possible to consider the thermophysical properties from a
more detailed point of view.
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