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A quantum chemical study of RCH=CH2 epoxidation by peroxyacid
HONG SANGUO,FU XIAOYUAN

Abstract MINDO/3 MO method has been used to study the reactions of peroxyformic acid with ethylene and
substituted ethylenes. The results show that the reactions of RCH=CH2 (R = H, Me, CHO, NO2) with peroxyformic
acid are electrophilic reactions. The activation energy decreases with R being electron donating substituent, while it
increases by electron withdrawing substituents. Besides, when R = H, the transition structure (TS1) possesses local
symmetry, asfor R = Me, CHO, NO2, this symmetry no longer exists.
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