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Mechanistic Study on Reaction of [Cp*Rh(CO)ZMe]BF4 with nbd
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The product of the reaction of [Cp*Rh(CO),Me]BF, with nbd is a potential catalyst for the catalytic alternating
copolymerization of CO and alkenes. The mechanism for the reaction has been completely studied by using density
functional theory (DFT). The energetics and structures involved in this reaction have been fully discussed. Our results
of calculations reveal that the methyl migration is the rate-determining step with the calculated activation enthalpy

being AH¥ = 71.67 kJ - mol L, well in agreement with the experimental observations (AHi =72 & 2KkJ -mol’l). The relief
of ring strain in nbd after coordinating to the metal center and the chelation effect involved in the product play a
crucial role for the stabilization of product, which makes the reaction much favorable thermodynamically.
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