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Some influnencing gructure-activity relationship
of C3 position of quinolones

L 1JiangBo® ZHANGJingchang” L IN Rui-sen? YU Qing-sen? CAO We-liang”
( 1) Department of gpplied chemistry , Beijing university of chemica technology ,Beijing 100029 ;
2) Department of chemistry of Zhgjiang University , Hangzhou 310027)

Abgtract : Nalidixic acid and its anaogues (with C-3 carboxyl group substituted by other groups) were optimized
by molecular orbital AM1 method . The results showed that the biological activities are closly related to the
steric conformation and distribution of eectrostatic potential of carboxyl group: The coplanatity between the
group of CG3 podtion and the parent nucleus and the coplanatity between the group of C3 postion and C-4 keto
group are very important for biologica activities. It isas important that the two oxygen atoms of G 3carboxyl
(or smulating carboxylic acid) have strongly negative electrostatic potentia at the plane of quinolone ring.
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