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Elucidation of London Dispersion Interaction @E
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SAPTO/def2-QZVPP, 1,6-COT optimized with B3LYP(D3)/def2-QZVPP.

J. M. Schiimann, J. P. Wagner, A. K. Eckhardt, H. Quanz, P. R. Schreiner, J. Am. Chem. Soc. 2021, 143, 1, 41-45. 2
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Diphenylthiourea — Computational Data
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DLPNO-CCSD(T)/def2-TZVP//B3LYP-D3(BJ)/def2-TZVPP, PCM model THF

L. Rummel, M. H. J. Domanski, H. Hausmann, J. Becker, P. R. Schreiner, Angew. Chem. Int. Ed. 2022, 61, €202204393. 4
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Diphenylthiourea — Computational Data

B3LYP-D3(BJ)/def2-TZVPP, isovalue s of 0.2, ranging from sign(A,)p = -0.05 a.u. to +0.05 a.u.

E. R. Johnson, S. Keinan, P. Mori-Sanchez, J. Contreras-Garcia, A. J. Cohen, W. Yang, J. Am. Chem. Soc. 2010, 132, 6498-6506; L.
Rummel, M. H. J. Domanski, H. Hausmann, J. Becker, P. R. Schreiner, Angew. Chem. Int. Ed. 2022, 61, e202204393.
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Diphenylthiourea — Computational Data
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Corey-Chaykovsky Reaction
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Corey-Chaykovsky Reaction — Experimental Data

1. Stability of the Carbonyl Group.
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O. llla, M. Namutebi, C. Saha, M. Ostovar, C.C. Chen, M.F. Haddow, S. Nocquet-Thibault, M. Lusi, E.M. McGarrigle, V.K. Aggarwal, J. Am.

Chem. Soc. 2013, 135 (32), 11951-11966.
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Corey-Chaykovsky Reaction — Experimental Data .,,";Q.

2. Stability of the Ylide.
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Corey-Chaykovsky Reaction — Experimental Data
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Corey-Chaykovsky Reaction — Experimental Data
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Corey-Chaykovsky Reaction — Experimental Data
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Corey-Chaykovsky Reaction — Experimental Data
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Corey-Chaykovsky Reaction — Experimental Data
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Corey-Chaykovsky Reaction — Experimental Data
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