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Computational Study on Antioxidation Mechanisms of Catechins.

Masaaki Kurihara*, Kazunari Kondo, Kiyoshi Fukuhara, Masatake Toyoda and Naoki Miyata

All C-H and O-H bond dissociation enthalpies (BDE's) in catechins ((-)-epicatechin, (-)-epigallocatechin)
were calculated by semi-empirical molecular orbital calculation using the SPARTAN program. The BDE's
of benzyl hydrogens (C-2 position in catechins) were found to be quite low. This suggests that abstraction
of benzyl hydrogen is a crucial step for antioxidative activity. This is corroborated by the reported results of
LC/MS and spectrophotometric analysis of reaction intermediates from catechins treated with AAPH.
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