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Elucidation of thermal transport across interface based on heat flux at
single-atom scale

Fujiwara, Kunio

3,300,000

i This study aimed to elucidate effects of the heat flux at single-atom
scale on a macroscopic thermal transport across a solid-liquid interface. Classical molecular

dynamics analysis was conducted for a solid-liquid interfacial system with atomic-scale structures.
Developing a technique to calculate heat flux at singe-atom scale, this study revealed a

relationship between the heat flux at single-atom scale and the macroscopic thermal transport across
a solid-liquid interface.
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Fig. 1. Calculation model.
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Fig. 2. Heat flux distribution in the vicinity of the adsorbed atom.
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Fig. 3. Thermal transport from surface and adsorbed atom.
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Fig. 4. Interfacial thermal resistance of aflat surface and a surface with adsorbed atom.
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Fig. 5. Details of the thermal transport form surface atom and adsorbed atom.
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