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Abstract

This article investigates the optoelectronic and biological properties of Hypoxylonol-F. The
importance of this drug lies in its potential biological activities, which include antiviral,
antibacterial, and anticancer properties. Electronic and optical calculations were performed
using Density Functional Theory and the Full-Potential Linearized Augmented Plane Wave
method. Additionally, molecular docking was conducted to investigate the inhibitory effect of
this compound on HIV and HTLV proteases. Electronic calculations show that Hypoxylonol-F
is an insulator with an indirect band gap of about 2.03 electron volts, indicating the stability of
the compound. The p orbitals of carbon atoms play an active role at the Fermi level and
participate in bonding with other compounds. This compound exhibits high absorption in the
Extreme ultraviolet region. It is also shown that the binding between the Hypoxylonol-F ligand
and HTLV protease occurs at a lower energy. The binding energy obtained from docking
calculations is consistent with the Density Functional Theory density of states diagram.

Key words: HIV, HTLV, Hypoxylonol-F, Density Functional Theory, Molecular Docking, Electronic
and Optical Properties



