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Establishing analysis methods for characterizing heat transport via numerical
calculation
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Numerical calculations at the molecular scale have been used for various
materials in numerous previous studies. In this research, we focused on interfaces and their thermal
transport properties and put effort to developing methods that allow for easier and more accurate

analysis. Specifically, we developed new methods for the solid-liquid work of adhesion that is
related to wetting thermal transport properties of the interface and examined their validity in
complex systems. In addition we proposed and implemented correct methods for calculating the thermal
flux of complex molecules, and explored methods for evaluating the thermal transport efficiency of
complex interface shapes.
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