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Theoretical study of cross-coupling reaction catalyzed by a transition metal complex
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To understand Suzuki cross-coupling reaction in the presence of transition metal complexes, all
activation energies have been estimated with the help of DFT calculations. The large-scale
calculations corresponding to one step of the total synthetic route for the natural occurring
compound, Vancomycin, have been faithfully performed. The results showed the transmetalation
step was rate-determining in the coupling reaction. Through the studies, we confirmed that
TSUBAME had a potential to realize a computational screening research for coupling reaction

catalysts included in the industrial processes.
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