
药学学报 1983, 18(1) 25-32 DOI:     ISSN:  CN: 

本期目录 | 下期目录 | 过刊浏览 | 高级检索                                                            [打印本页]   [关闭] 

论文 扩展功能 

本文信息

Supporting info 

PDF(337KB)

[HTML全文] 

参考文献 

服务与反馈

把本文推荐给朋友   

加入我的书架 

加入引用管理器 

引用本文 

Email Alert 

文章反馈 

浏览反馈信息 

本文关键词相关文章

倍半萜

抗癌剂

分子轨道

本文作者相关文章

王玉珠

周淑兰

PubMed

Article by 

Article by 

用分子轨道法对倍半萜类抗癌剂构效关系的研究 

王玉珠;周淑兰 

沈阳药学院制药系合成药物研究室 

摘要： 

本文列举35种倍半萜类抗癌剂的结构和活性,从中归纳出有强抗癌活性的必要条件是分子中必须具有含共轭π键的活
性基团。采用CNDO分子轨道法模拟地计算了这些活性基团的ELUMO ,发现其ELUMO愈低,其母体的抗癌活性就愈

高,并且这些ELUMO与RNA、DNA分子中碱基的ELUMO的差值较小。作者据此提出了倍半萜类抗癌剂的两个亲电活

性基团分别与RNA或DNA的双股核苷酸链上的碱基发生电荷转移络合的抗癌机理。 
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STRUCTURE-ACTIVITY RELATIONSHIPS OF SESQUITERPENOID ANTITUMOR AGENTS 
USING MOLECULAR ORBITAL METHOD

WANG YU-zhu and ZHOU Shu-lan 

Abstract: 

The structures and activities of 35 sesquiterpenoid antitumor agents are discussed, and found that each 
compound must have an active group with a conjugated π-bond. The values of their ELUMO  are 
imitatively calculated using CNDO method. It is evident that the smaller the value of the ELUMO , the 
more active the original antitumor compounds, The differences between the values Of ELUMO  of the 
bases in DNA (and in RNA) and those of ELUMO  of the imitative sesquiterpenoids are so small that the 

charge can be transferred between them. It is postulated that this charge transfer complexing between 
the two electrophilic groups in sesquiterpenoids and the bases in double helix of DNA or/and RNA may 
contribute to the antitumor mechanism of this class of compounds.
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