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ABSTRACT

The Density Functional Theory (DFT) technique is popularly employed in establishing organic
molecules’ structural properties and reactivities. The DFT studies include energy minimisation (geometry
optimisation), frontier molecular orbitals (FMO) analyses, theoretical UV spectral computation, natural
bond orbital (NBO) evaluation, non-linear optical (NLO) studies, and molecular electrostatic potential
(MEP) maps generation.

Topological analyses using Multiwfn 3.8 software are performed to evaluate the Pauli repulsion in
atomic orbitals (as shown by ELF (Electron Localisation Function) maps), the areas of strong and weak
pi-delocalisation in the molecules (as depicted in LOL (Localised Orbital Locator) maps) and the weak
non-covalent intra-molecular interactions (as indicated in colour maps of RDG (Reduced Density
Gradient)). Pharmacological evaluation is performed using SwissADME, ADMETLab 2.0, and
PreADMET online tools. Molecular docking is performed using AutoDock Tools 1.5.6 with select
anticancer target proteins to predict the bioactivity potential of the title molecules.
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