

The present work has focused on the application of SAR/QSAR, The molecular modeling methods (quantum methods, empirical methods) were used to determine   the   structural   parameters, electronics and energy associated with molecules studied. The HSAB (Hard and Soft Acids and Bases) principle helped to determine the reactivity as well as the effect of substituting groups on the molecules. The Rules-of-Thumb and structure activity/property relationship also have been applied in pyrazines identify successfully the compounds related to good oral absorption. For the QSAR studies, we used MLR and ANN statistical modeling. Our predicted activities are in good agreement with the experimental ones.

