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2a tm'\ deals with the synthesis and density functional theory study (DI7T) ot a Bigmell
hyl-2-ox0-4-phenyl-1,2.3 4- -tetrahydropyrimidine-S-carboxylate — (MOPTHPG) i
°Tr{°t kas been carried out by the reaction of benzaldehyde, ethyl acetvacetate and
<\.‘;b(‘ C under stirring condition in presence of catalytic amount of sulfamic acid The
nesized chalcene is affirmed on the basis of 'H NMR and "'C NMR. The geometiy ol d
nized by using the density functional theory method at the B3LYP/6-311G(d.p) ) basis
ed geometrical parameters like bond length and bond angles have been computed
pa'u'neters have been determined and examined. Molecular electrostatic surface
urface plot analysis has been carried out at the same level of theory. Mulliken atomi
1scussed in the present study.
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2. Experimental Methods
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further purification. The melting point was determined in open capillary
and uncorrected. 'H NMR and '*C NMR spectra were recorded on a
sophisticated multinuclear FT-NMR spectrometer mudel Advance-l|
(Bruker) with 'H frequency 500 MHz and ''C frequency 12 5 MHz using
DMS0-d6 as a solvent. The reaction was monitored bv thin-layer
chromatography using aluminium sheets with silica gel 60 F254 (Merck)

2.2 Procedure for the Synthesis of Ethyl 6-Methyl-2-oxo-4-phenyl-1,2,3,4-
tetrahydropyrimidine-5-carboxylate (MOPTHPC)

As shown in Scheme 1, a mixture of benzaldehyde (0.01 mol), urea (0.01
mol), and ethyl acetoacetate, (0.01 mol) were mixed in 10 mL ethanol in
the conical flask and catalytic amount of sulfamic acid were added to 1t
The resulting mixture was stirred on a magnetic stirrer at 70-80 °C tor the
required time which was monitored by TLC. The crude product wuas
transferred into a beaker containing crushed ice, stirred, filtered. dried
naturally. and recrystallized from ethanol to furnished pure white solid
(m.p. 196°C-198 °C).
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scheme 1 Synthesis of MOPTHPC

2.3 Computational Details

All of the calculations for this work have been pertonmed e DI
(B3LYP) methods with 6-311G(d,p) basis sets using the Gaussian 03\
program [47). The geometry optimization of the title compound and
corresponding energy were calculated with a 0-311G(dp]) basis set by
assuming C1 point group symmetry  Accordingly. the  optimizedd
geomutrlml parameters, encrgy, atomic charges, dipole moment. and
other thermodynamic parameters  were  calculated  theoreticalhy
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