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In this study, we focus on the reactivity of N-heterocyclic carbene (NHC) -coordinated cyclometallated
palladium complex and organoboron compound, and experimentally and computationally investigate the
correlation between the decomposition process of organoboron compound and the catalytic structure in the

SMC reaction.
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Calculations at the B3LYP/6-31G(d)+lanl2dz level

Figure 1
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