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The Bayesian Regularized Neural Network Prediction Model for Indolealkylamines
Affinity to 5-HT,;,,;, Receptors
WEN Qiu-ling, YANG Bo, DAI Kang ( College of Pharmacology , South-Central University for Nationalities ,

Wuhan 430074 , China)
ABSTRACT Objective
indolealkylamines and by the method of Bayesian regularized neural network ( BRNN). This model was used to predict activities
Methods One hundred and fifteen QSAR indices were used to elucidate the
structural characters of indolealkylamines, which included topological, geometrical and hydrophobicity indices and so on. 115

A quantitative structure-activity relationship ( QSAR) model was built on the base of 45
(anti-migraine) of 5-HT;,,, receptor agonists.

variables were compressed by principle component analysis (PCA), and several PCA variables were chosen as input ones of
model. BRNN model was trained and LEAVE-ONE-OUT (LOO) was used as a cross-validation method. Results In the
present study, we obtained an optimized model with ten nerve centers in the hidden layer. The correlation coefficience for
predicted vs experimental value was 0.990 5 for 5-HT,,; and 0.988 7 for 5-HT,,.
structures of indolealklyamines have good relationship with the affinity to the receptors. They also show that the BRNN model

Conclusions The results indicate that the

exhibites a good predictive ability and is robustness. We expect that this method may be widely applied in the area of new drug
design for anti-migraine.
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Fig. 2  Relationship between neurral network perfor-
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Sedative and Hypnotic Effects of Different Extracts from Semen Ziziphus Spinosa and

Fructus Schisandrae Chinensis

WANG Xiao-wen, LU Tu-lin, MAO Chun-qin, XU Jia-jia ( Nanjing University of Traditional Chinese

Medicine , Nanjing 210046, China)
ABSTRACT Objective

Schisandrae Chinensis extracts.

Methods

To study the sedative and hypnotic effects of different Semen Ziziphus spinosa and Fructus

The water extract, alcohol extract and alcohol-water extract of Semen Ziziphus

spinosa and Fructus Schisandrae Chinensis were prepared. The mice were randomly divided into blank group, contrast group and



