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Theoretical Study of Zinc(II) Chloride-Catalyzed Grignard Addition Reaction of Nitriles
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Recently, we improved the alkyl addition reaction of nitriles using Grignard reagents by
using zinc(II)ates, which were derived from Grignard reagents and zinc(II) chloride catalyst.
We could obtain the products in good yields under the mild reaction conditions. In this study,
we theoretically investigate the reactivity of zinc chloride catalysts using density functional
theory. We will discuss the interactions between nucleophiles and solvent molecules.
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