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Relationship between ee values of ligand and product.
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∆Gsol in kcal/mol, B3LYP-D3/def2-TZVP-SMD(Acetonitrile)//B3LYP-D3/def2-SVP

The relaxed potential energy surfaces corresponding to Cu-Cδ bond 

coupling between INT5 with INT2 on triplet (black line) and broken-

symmetry singlet state (red line) surfaces. 
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Distortion and interaction analyses for TS1S (left) and TS1R (right).

Abbreviations at the subscript of ΔE are defined as following. “dis”
and“int” denote the distortion energy and interaction energy,

respectively. “sub” and “cat” indicate the electronic energy

contributed from the substrate (radical) and catalyst, respectively.
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∆Gsol in kcal/mol, ωB97X-D/6-311G(d,p)-def2TZVP-CPCM(Perfluorobenzene)//ωB97X-D/6-31G(d)-SDD
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Stahl, S. S. et.al., Nat. Catal. 2020, 3, 358−367
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2.3 基于离子型成键机制

Stahl, S. S. et.al., Nat. Catal. 2020, 3, 358−367

∆Gsol in kcal/mol,M06-L/def2-TZVP-SDD-SMD(ε =10.6)//B3LYP-D3(BJ)/631G(d,p)-SDD-SMD
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∆Gsol in kcal/mol,M06-L/def2-TZVP-SDD-SMD(MeNO2)//B3LYP-D3(BJ)/6-31G(d,p)-SDD
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