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Abstract

A quantitative structure-activity relationship (QSAR) study to predict the pharmacological activity (ECso) of
some 3H-pyrido[2,3-d]pyrimidin-4-ones as SST2 agonists using multiple linear regression (MLR) methods and
Support Vector Machine (SVM) was performed. At first, the structure of desired compounds was drawn and
optimized by Hypercam software. The drawn compounds were entered into Dragon software to calculate
molecular descriptors and the number of 1481 descriptors was calculated for each molecule. Stepwise regression
method was used to select the most suitable descriptors. The selected descriptors are Mor24v, G2e, G3e, FO8[N-
0], FO8[N-F], which show the effect of electronegativity, the geometric distance of pairs of binary atoms, and
the van der Waals volume. After selecting the most appropriate descriptors, two methods, MLR and SVM, were
used to model and predict the medicinal activity of the compounds. The performance of each model was

evaluated by several statistical parameters. The obtained results show the superiority of SVM method over
MLR.

Keywords: Quantitative structure-activity relationship, 3H-pyrido[2,3-d]pyrimidin-4-ones, multiple linear regression,
support vector machine.
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