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STRUCTURES OF o-CHLOROMETHYLSULFIDE RADICAL
AND ITS CAPTODATIVE EFFECT

Li Weixing*
(Department of Chemical Engineering, Zhejiang Institute of Teclnology,
Hangzhou 310014)
Zhou Xunjun
(Department of Chemistry, Hangzhou University, Haugzhcy 310028)
Cai Cungieng
(Department of Chemiciry, Zhejiang University, Hangzhou 310027)

ABSTRACT

a—chlorosuliide is one of the important organosulfur compounds. In this article,
the structural parameters of a-chloromethylsulfide and its free radical are calculated
by ab initio method at STO-3G and 4-31G levels. The CI-C-S-C dihedral angles of
the most stable structures both for the molecule and the free radical are about 60°.
(However the bond length of C—S bond and C—Cl bond in free radical are shorter
than those in molecule. The AEX and AEJ; are —4.08 and —2,44 k] « mol~! respec-
tively, it meansec that the electron-donating group,SCH,,and electron-withdrawing
group, Cl, lcad to a minute extra stabilization, when they are bearing on the same

carbon atom.
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