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Table 1 Compounds and their activiy values
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4.68
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4.00
4.68
3.57
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4.09
4.16
4.20
3.92

2
Fig. 2 Contour maps of CoMFA model
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CoMFA STUDIES ON HALOGENATED BENZENE
AND THEIR DERIVATIVES

ZHANG Ling ZHANG Ai-qian HAN Shuokui WANG Liarrsheng

(State Key Laboratory of Pollution Control and Resource Reuse, School of the Environment, Nanjing University, Nanjing, 210093)

ABSTRACT

Comparative moleaular field analysis (CaMFA) is a 3D quantitative strudure adivity relationr
ship (3D-QSAR) approach superior to other QSAR as their predictive capability. In this paper,
24 toxicity data of halogenated benzene and their derivatives to Photobaderium Phophoreum are
studied by COMFA, while the obtained CoMFA model has good self- consistency and predictive ca-
pacity. The results show that, compared to electrostatic effect, steric is the dominant factor which
affect the toxicity; besides, the activities of the compounds is enhanced by the volume of sub-
stituents.

Keywords: comparative molecular field analysis ( COMFA) , halogenated benzene, Photo-

bacterium Phophoreum, toxicily.



