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In this study, we have aimed to develop an evaluation method of a new solvent
effects using QW/MC/FEP method in the Ir-catalyzed transfer hydrogenation. First, we theoretically
investigated the Ir-catalyzed transfer hydrogenation of l—phenzl ethanol using DFT calculation. This
reaction found out that second step which is the secondary alchol dehydrogenation is rate-determining
step. Next, we performed a measurement experiment of rate constant for reaction. The important results
are summarized as follows: (1) After HCI arise from this catalyst, Cp*Ir complex becomes the active
species. (2) HCI is significantly promotes the reactivity. We finish the program introduction to PowerMC,
currently are performing test calculation.
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