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Theoretical investigation of the intermediate structures of catalytic cycles by the
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This study revealed many electronic properties, such as oxidation states and spin
states of the metalloenzymes, which are directly associated with the mechanism of the catalytic reaction.
We also revealed rich information contained in the wavefunctions on the catalytic ability of the cluster
through an analysis for quantum entropy along the catalytic cycle. The results have brought us one step
closer understanding how multi-nuclear complexes exhibit exceptional catalytic ability in metalloenzymes.
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