

A combined methods (3D QSAR, Molecular docking, Drug-likeness and ADME) were applied to a series of thienopyrimidine derivatives to investigate their activity. The idea of 3-D QSAR is that the differences in the target propriety, e.g., biological activity, are often closely related to equivalent changes in shapes and intensities of interaction. The molecular docking also provided information on the active site of the target which is crucial for the development of lead molecules with inhibitory activity against the gram-positive bacterium. We have obtained satisfactory results, with promising potential for the design of new candidates to be novel antimicrobial.


