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The catalytic hydrosilylation of unsaturated molecules: Solving the discrepancy
between the proposed reaction mechanisms and experimental results
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Transition metal-catalyzed hydrosilylation is an essential technology for the
industrial production of silicones, and is utilized as a reduction reaction in
synthetic organic chemistry. The Chalk-Harrod and modified Chalk-Harrod
cycles are widely accepted in organometallic textbooks as mechanisms for the
hydrosilylation reactions, however, they are not consistent in explaining several
unique experimental results which we accumulated over the years. In this
presentation is described how the DFT calculations resolve these discrepancies.
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