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[Abstract] We focus on the Michael addition catalyzed by the rare-earth metal complex
with the chiral N,N’-dioxide derivative ligand reported by Wang et al. This reaction gave the
opposite enantiomer by changing the metal center from Sc®" to Y*'. To understand the
mechanism, we gathered the transition states (TSs) using an automated reaction path search
method called the artificial force induced reaction (AFIR) method. In this presentation, we
will discuss the reason of the enantioselectivity based on the TSs of the stereodetermining
step.
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