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Study on intermolecular interaction using MD simulation and machine learning
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In this study, we aim to develop a new method to characterize intermolecular interactions for its
application in pharmaceutical development and material design. Specifically, by combining
molecular dynamics (MD) simulations and machine learning, we aim to elucidate detailed
characteristics of intermolecular interactions in proteins and materials. As an achievement this year,
the application to the HCN isomerization reaction exemplifies that our machine learning-based
analytical method is a potent tool for deepening the understanding of reaction dynamics. We

continue to verify the applicability of the method and extend it further.
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