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Ahstract 

httns://doi.org/10.22034/jaoc.2021.278742.1011 
The present investigation describes antimicrobial, computationa), study of (Ej 2-(1lH- i5s1dtS) ? imethylene)-2,3-dihydro- 1H-inden-1-onc (IMDHI) nolecule. The spectroscopic characterizatitsf mathods such 1H NMR, and 13C NMR techniques were used to confirLI the Lrucrurt" t tht ISDi1?: molecule. Antimicrobial activity of the IMDHI molecule was evaluated against two Gram-ngative (E. coi PVulgaris) and two Gram-positive (S. aureus & B. subtilis) bacteria whereas antifungal i/;t. gatifit rertormed against A.Niger and C.albicans fungal species. The IMDHI molecufe is found to dsspiay a strog activity against E. coli, P.Vulgaris, and, B. subtilis bacterial strains. The density untifial theor; 1211 calculations were performed using the Gaussian-03 package. The B3LYP/6-31(fd p) basset Wa it the evaluation of the molecular structure, electronic propertieS, and chemcal reacti:ty projeerti: . ionization potential, electron affinity, electronegativity, chemical hardness and ottisess, ti electrophilicity, and chemical potential were calculated using HOM0 and LUMO 4erHy valize, I Iavestigate the electron distribution, Mulliken atomic charges and noleclar electrostatic ptertial 
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Suríaces were discussed. 


