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Development of new computational approach to predict Ludwigé#8211;Soret effect
in mixture of charged particles using molecular dynamics simulation
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In this study, we aim to clarify the mechanism by which the Soret
coefficient, which is a physical quantity that characterizes the degree of thermomigration
phenomenon, is determined in a molecular mixture system with a local charge such as an ionic liquid
or an aqueous solution. We proceeded with the research from both sides of implementing the
calculation method and our own code. Molecular dynamics simulations when two types of molecules with

different mass, diameter, and intermolecular interaction are mixed have become feasible, and the
basis for verifying the calculation method of Soret coefficient has been laid. In addition, we
created a group of tools for reading force field parameters and atomic coordinate time series with
the aim of being able to analyze calculation results with general-purpose software in the future.
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