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  本刊中 包含“As a new set of a
mino acid descriptors, VHSE(pri
nciple component score vector
of hydrophilicity, steric, and ele
ctronic variables) scales were a
pplied to QSAR studies on 21 o
xytocin analogues. Firstly, step
wise multiple regression combi
ned with partial least squares
was used to screen variables.
According to the result of exter
nal validation, an optimal varia
ble subset with 9 variables wa
s obtained. Then, this optimal v
ariable subset was employed t
o establish PLS model on all 21 
samples with the results of the 
squared multiple correlation co
efficient(R2), leave-one-out cro

ss-validation R2, and n-fold cro

ss-validation(n=5) R2 were 9
2.6%, 78.3%, and 79.4%, resp
ectively. The results show that
oxytocic activity was closely rel
ated to the hydrophobic, steric, 
and electronic properties in po
sitions 3 and electronic propert
y in position 8 of oxytocin anal
ogues.”的 相关文章 
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摘要   基于氨基酸物化性质的描述子矢量VHSE, 对21个后叶催产素类似物进行结构表征. 经逐步回归与偏最小

二乘相结合的变量筛选技术, 根据模型的外部预测结果, 筛选得到一个最优的9变量组合. 应用该变量组合对21个

后叶催产素类似物的促宫缩活性进行偏最小二乘建模, 模型复相关系数R2为92.6%, 留一法和留组法交互验证Q2

分别为78.3%和79.4%. 结果表明, 后叶催产素的促宫缩活性主要与第3号氨基酸残基的疏水性、立体结构和电

性性质以及第8号氨基酸残基的电性特征密切相关. 
关键词   As a new set of amino acid descriptors, VHSE(principle component score vector of hy
drophilicity, steric, and electronic variables) scales were applied to QSAR studies on 21 oxytoci
n analogues. Firstly, stepwise multiple regression combined with partial least squares was us
ed to screen variables. According to the result of external validation, an optimal variable subs
et with 9 variables was obtained. Then, this optimal variable subset was employed to establis
h PLS model on all 21 samples with the results of the squared multiple correlation coefficient
(R2), leave-one-out cross-validation R2, and n-fold cross-validation(n=5) R2 were 92.6%, 7
8.3%, and 79.4%, respectively. The results show that oxytocic activity was closely related to t
he hydrophobic, steric, and electronic properties in positions 3 and electronic property in posit
ion 8 of oxytocin analogues.   
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