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Theoretical study of C-C cross-coupling reaction catalized by a transition metal complex
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Using several DFT calculations, activation energies of C-C coupling reactions with transition metal
complexes have been investigated. In this study, we focused on the reductive elimination step included
in the coupling reaction. As the result of that, a suitable calculation condition was found for screening
search of transition metal catalysts. In addition, a problem was found that the activation energies in
solutions depend on the calculation method. It was confirmed that TSUBAME had a potential to

realize a screening search for transition metal catalyst designs scheduled for the future application.
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