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Summary

Acquired immunodeficiency disease (AIDS), caused by the human immunodeficiency virus (HIV), is one of the most widespread and
dangerous diseases in the world, with an estimated 85 million infections and 40 million deaths worldwide since its discovery in 1981.
HIV-1 infections represent about 90% of all infections around the world. Intense efforts have been made to combat this dangerous
epidemic, most notably antiretroviral drugs (ART) such as protease enzyme inhibitors, but these drugs face many obstacles, the most
important of which are drug resistance exhibited by mutant viruses, low bioavailability, and toxic side effects. This study aims to design
HIV-1 Protease inhibitors that overcome these hurdles by applying different molecular modeling strategies. The Pubchem database was
first scanned to identify the lead compound by Tanimoto chemical similarity coefficients, and then the compounds were filtered through
several stages of pharmacokinetic and molecular docking studies in order to identify the lead compound. Finally, the resulting lead

.compound was developed by changing the reciprocals in order to obtain the final inhibitors
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