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Data-Driven Design of Chiral N-Heterocyclic Carbene Ligand for Copper-Catalyzed
Asymmetric Reaction ('Grad. Sch. Med. Sci., Kanazawa Univ., RIKEN CSRS) OMasakiyo
Mukai,' Kazunori Nagao,' Shigeru Yamaguchi,? Hirohisa Ohmiya'

We demonstrated design of chiral NHC ligands showing improved enantioselectivity in
copper-catalyzed asymmetric 1,2-addition reactions of a silylboronate to aldehyde through the
molecular field analysis (MFA) using virtual screening data and corresponding transition state
structures.
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