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ABSTRACT

Investigations {experimental anid theoredcal) on the molecatar structure and vikratienal chametensie ol

ionone; (3ER4-2, 6, 6 Trimethylevelohes-1-en-1-p1) bui-3-en-2-one is reporied an this worke (o
comparison, experimental FI-IR and FT-Raman speetral dakie wene ey good agreerent with e resulls
obtgined from the computations] method, The equilibrium geometry and sibraticnal speeira are cculaned
by using DFT (H3LYP) with o 6-311G (d, ) basis sel wsing GALSSLAN (9Quantum cheamial
caleulations of the equilibrivm: geomeiry and the complete vibeshonal assignmetts of wassoumbers using
potentiol enerpy distribution ('ED) were carried oot The FHOMOL UMD grergies show that e chenncal
activity of the molecule and malecular elecirostatic prtentinl meps (MEPS) aeriviiy gonfinn toe saperioats

of the mameral, Elecirophilic and pugleophilic imeractions were predicied from the Fukus Sunchod
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