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Due to the development of machine learning technology, artificial
intelligence has surpassed human intelligence in areas such as image recognition, chess, and Go. In
this study, we aim to introduce such machine learning techniques into molecular science to obtain
deeper insight into the characteristic dynamics of the protein systems. In this study, we first
developed a machine learning technique to predict the dynamics of a simple model system. We
gradually increased the complexity of the target system and eventually succeeded in developing a

machine learning technique to analyze the antigen-antibody interface.
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Figure 1: Henon-Heiles 2D AR T > 71 L i
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