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Integration of computational chemistry and machine learning for guantitative
prediction of microscopic properties of polymers
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We developed a simulation method for pol¥merization process that can
reproduce microscopic properties such as tacticity of product polymers. We developed a program for
the Red Moon method, which combines molecular dynamics simulation and Monte Carlo methods to
construct complex systems generated by multiple types and iterations of chemical reactions.
Furthermore, by analyzing the behavior of guest molecules in the nanochannels of metal organic
frameworks, we succeeded in obtaining molecular-level insight into the precision polymerization of
polymers carried out in the nanochannels .
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