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This study aims to explore methods to support drug development by utilizing the supercomputer
TSUBAMES3.0, combining MD simulations and quantum chemical calculations. In this year, the
primary goal was to gain fundamental insights into the reactivity of duocarmycin, a promising
pharmaceutical compound. Initially, we focused on the solvolysis of duocarmycin-like molecules to
verify whether their reactivity could be qualitatively predicted using molecular orbital (MO)
calculations. The results showed that the MO calculations closely matched the trends observed in
previously reported experimental data. The obtained data will be important for constructing molecular
models that can be utilized in MD calculations and further research.
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