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OP8: Synthesis, Characterization and DFT Study of (32)-3-(4-
Chlorobenzylidene)-1-Methylpyrrolidin-2-One

B.B. Waghmare'", B.S. Jagdale?
Department of Chemistry M.S.G. Arts, Science and Commerce College, Malegaon, Nashik
Maharashtra, India
’Department of Chemistry, L.V.H. Arts, Science and Commerce College, Panchavati, Nashik
Maharashtra India.
*Corresponding Author - Tel-+91 9420343752, Email: bhagyashri207 @gmail.com

A Chalcone (3Z)-3-(4-chlorobenzylidene)-1-methylpyrrolidin-2-one (I), was synthesized.
Compound I was characterized by proton and carbon-13 nuclear magnetic resonance ('H- and
13C- NMR), Fourier transform infrared (FTIR) and mass (LC-MS) spectroscopic methods.
Density Functional Theory (DFT) calculations for compound I were performed at B3LYP/6-
311++G (d, p) level. Optimized geometry, frontier molecular orbital’s (HOMO, LUMO), and
IR and NMR parameters of compound I were obtained. The evaluations reveal that the
calculation results support the experimental results.

Keywords: Chalcone, DFT, Optimized geometry, frontier molecular orbitals.
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