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Reaction Mechanisms of Isocyanide Insertion into the W-alkyl Linkage of CpW(NO) (n- C.H 11) (1]3—
CHZCHCHMe) Complex
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With the aid of density functional theory calculations, the mechanistic study on the insertion of CN of methylisonitrile into the M-C bond of
CpW(NO)(C-H 1)(n3 -CH,CHCHMe). (A) has been performed. It is found that the methylisonitrile insertion into metal-alkyl linkage is in fact a process
of the aliyi (-C5H,,) migration into methylisonitrile. In comparison with the allyl group, the alkyl (-C;H,;) migration into methylisonitrile is
more favorable both kinetically .and thermodynamically. The mechanism.for the reversible transformation between the insertion .product B and it'

S
cyclic isomer C has been proposed. C is found to be a Fischer carbene complex with the metal center having a d6 -configuration.
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