©
2017 2019

Si-H

Quagtum Chemical Study of the Mechanism of the Si-H Bonds Activated by Lewis
Acids

SAKATA, Ken

3,600,000

Si H
B(C6F5)3 n 1
Si H 2

B(C6F5)3 n1i 2

The Si-H bonds activated by the Lewis acids have been quantum-chemically
studied. In the hydrosilylation catalyzed by tris(pentafluorophenyl)borane B(C6F5)3, the n
1-complex between silane and B(C6F5)3 has been known to be the key intermediate for the Si-H bond
activation. By using the force decomposition analysis, we examined the manner of the interactions
at the n 1 -complex between B(C6F5)3 and silane. The effect of an electron correlation (or
dispersion) to the interaction has been revealed.
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