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3D-QSAR study on anti-mast cell degranulation of isoquinoline compounds

Chen Haifeng,Li Qiang,Zeng Baoshan,Dong Xicheng,Y uan Shengang,Chen Minbo,Zheng Chongzhi,Sun Renshan,Cheng
Tianmin,Su Y ongping,Liu Rongging

Shanghai Inst Organ Chem., CAS.Shanghai (200032);Lab of Comp Chem, CA S.Shanghai (200032)

Abstract A set of isoquinoline compounds of anti-mast cell degranulation were investigated by using 3D-QSAR. Their
pharmacophore model was identified by DISCO program. According to the pharmacophore model, 3D- QSAR models for
the activity and toxicity were built respectively by CoMFA. The crossvalidated R*2~cv and the non-crossvalidated R"2
(correlation coefficient) for the structure-activity and structure- toxicity models are 0.654 and 0.662, 0.900 and 0.983
respectively. The confidence levels of these models are all over 99% by referring statistics F table. These models show
relevant and high predictability. New bioactive lead compounds were designed on the basis of these models. Their
predicted activities are the higher and the predicted toxicity are lower than known compounds. Synthesis of these new
compoundsisin progress.
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