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Atomistic Simulations for Functional Materials and Biological Systems

We conduct research to elucidate biological phenomena and material properties at the atomic and molecular levels
through molecular simulations on supercomputers. In particular, our work focuses on analyzing how molecules
change over time in systems such as drug—protein interactions, photo- and electro-responsive materials, and
catalytic reactions. In addition, we utilize Al and data science to analyze large-scale simulation data and explore
new molecules and materials. His research seeks to understand phenomena that are difficult to observe
experimentally and to examine them from theoretical and computational perspectives, ultimately contributing to
drug discovery and the development of energy and environmental materials.

Research Topics in My Group
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OEC in Photosystem II — TTA kinetic constants
Computational Biomedical Science New Theories and Methods
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Large-scale Fragment MO
Data-driven MD Simulations Large-scale FPMD Simulations
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