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In 2021, Chen and co-workers developed asymmetric three-component, 1,2-
oxytrifluoromethylation of styrenes with N-hydroxy-1,3-benzo-oxazine by chiral vanadyl(V)
complexes derived from N-salicylidene-L-z-leucinate. In this study, we performed density
functional theory (DFT) computations for the purpose of elucidating the reaction mechanisms
and enantioselectivities. These DFT results suggest that the substituent at the C3 position of
the vanadyl catalyst has a great effect on the enantioselectivity.
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