[bookmark: _GoBack]This study mainly focused on the computer-aided drug design process, such as modeling of structure-based pharmacophores, virtual screening, ADMET, molecular docking, and dynamic simulation approaches to identify possible inhibitors of the protease enzyme to treat HIV 1, the combination of the pharmacophore model and drug design strategies (3D QSAR and molecular docking) provided information on the interaction patterns required for the HIV1 protein protease. In addition of our suggested compounds, these results may also provide important information for further research on novel inhibitors of HIV1 protease protein.
