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In this study, molecular simulations and NMR experiments were used to
analyze the functions of various molecular engines. In collaboration within this group, we clarified
the molecular recognition mechanism of TrkA, a biological molecular engine, and its inhibitor, TP1
peptide. In collaboration with group A01-1, molecular simulations of synthesized molecular engines

such as synthesized ion channels and ionophores were performed to clarify their functional
mechanisms. In collaboration with group B01-1, molecular simulations of the kinesin-microtubule
system were performed to elucidate the mechanical response mechanism. In collaboration with groups
A01, C01-1, the photointermediates of microbial rhodopsin during a light-activated state were
identified and characterized by light-irradiated NMR spectroscopy.
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