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Summary

Diabetes is a chronic condition, and type 2 is the most common, which results from a deficiency in
insulin secretion and/or its effectiveness on tissues. Diabetes represents one of the health burdens
borne by the state budget. Therefore, there is always an urgent need to develop new medicines that
work through different mechanisms that can provide alternative treatments for type 2 diabetes.
Alpha-glucosidase inhibitors target the treatment of type 2 diabetes. Therefore, new molecules were
designed as potential a-glucosidase inhibitors using molecular modeling according to the preparation
of data available for the alpha-glucosidase enzyme from the PDB website, where the 3wy2 form was
chosen as a template crystal form for the target protein for this study, and 14 were designed. A
compound derived from the pyrazole nucleus, whose derivatives have shown great importance in the
treatment of type 2 diabetes. After that, the docking of these compounds was studied according to
the protocol followed in the CDocker algorithm. Based on the results of the study, the compounds
that achieved high affinity and significant associations with amino acid residues in The target site,
then filter these compounds according to their molecular properties and Lipinski's rules, in addition
to filtering them according to their pharmacokinetic and toxicological properties (ADMET).

Keywords: diabetes, alpha-glucosidase, molecular modeling, CAAD, pyrazole, docking, ADMET.
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