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	ABSTRACT

Monocarbonyl analogues of curcumin are among the pharmaceutical scaffolds exhibiting a range of pharmacological actions, such as antibacterial, anticancer, antioxidant, and antityrosinase properties [1].  In this study, quantum chemical electronic structure, Hirshfeld surface and molecular docking studies of (1E,4E)-1,5-Bis(4-toxyphenyl)penta-1,4-dien-3-one that is a curcumin analogue were performed. The intermolecular interactions were analyzed using the Hirshfeld surface method. In order to understand molecular stability, quantum chemical descriptors calculated at the time-dependent density functional theory (TD-DFT) were investigated by visualization of frontier molecular orbitals. All calculations of the compound were conducted with the Gaussian16W package program [2] at the three-parameter hybrid functional of Becke based on the correlation functional of Lee, Yang, and Parr (B3LYP). Quantum chemical calculations show good agreement between calculated and experimental parameters obtained from the literature. The antibacterial activity of the title compound docked into the active sites of the target protein was studied from docking parameters.
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