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用定量构效关系分析进行酪氨酸激酶抑制剂的结构类型衍化 

郭宗儒;后藤了;杨光中;寺田弘 

中国医学科学院药物研究所,北京100050;*德岛大学药学部,德岛,日本 

摘要： 

用QSAR方法分析了取代的亚苄丙二腈类衍生物的定量构效关系,结果表明苯环上的两个或两个以上的羟基与侧链上

可极化的共轭链的存在是酪氨酸激酶抑制剂的必要结构。与其它类型的抑制剂作构效分析,衍化出对这类酶有抑制

作用的基本结构。 
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THE LEAD GENERATION OF PROTEIN TYROSINE KINASE INHIBITORS BY 
QUANTITATIVE STRUCTURE-ACTIVITY RELATIONSHIP ANALYSIS

ZR Guo;S Goto;GZ Yang;H Terada

Abstract: 

Analysis of the quantitative relationship between a series of substitutedbenzylidenemalononitriles and the 
inhibitory action on protein tyrosine Kinases were car-ried out using the Hansch- Fujita method. The 
results indicate that the presence of two orthree hydroxy groups attached to a phenyl ring, which 
connects an extended (trans form)conjugated chain, is essential to the inhibition. Compared with the 
structure of other kindsof inhibitors, a presumable basic structure for inhibiting the enzyme was 
generated.
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