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Photoinduced C—O Bond Homolysis with Zirconocene Catalyst [2] (Graduate School of
Advanced Science and Engineering, Waseda University) OKazuhiro Aida, Marina Hirao,
Aiko Funabashi, Eisuke Ota, Junichiro Yamaguchi

We have developed a photoinduced ring-opening reaction of epoxides with zirconocene
catalyst. This reaction proceeded under mild conditions where structurally complex natural
products were tolerated. The regioselectivity of ring-opening is reverse to that with titanocene
catalyst. We investigated the observed regioselectivity of this reaction using computational
approach. The results suggested the regioselectivity-determining step is changed to hydrogen
atom transfer in our catalysis, which is different from the traditional reaction with titanocene.
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