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Synthesis and characterization of molybdenum complexes with mixed
carbonyl/amine ligands

The synthesis and structural investigation and reaction of Schiff
bases and their molybdenum carbonyl complexes have received a
renewed attention in recent years, because of their biological activities.
Therefore, this study has been devoted to search for potent Schiff bases
which can be developed as safer drugs. In this respect, we have
synthesized a number of Schiff bases .

Moreover, more elaborate efforts are needed in this direction. The
present work is devoted to the preparation of ligands derived
ethylenediamine and anisaldehyde, benzaldehyde, 2-
thiophenecarboxaldehyde, 4-methylbenzaldehyde or 4-
(dimethylamino)benzaldehyde. The isolated complexes derived from
the interaction of these ligands with Mo(CO)4 were characterized by
conventional physical and chemical methods. The potential coordination
sites were determined using the infrared and 1H NMR spectra. The
structures of the isolated solid complexes were proposed on the basis of
the spectral (IR, 1H,13C NMR, MS and UV-Vis.). Also, computation
studies based on DFT method were carried out for all the compounds to
predict the host-gust interaction between the Schiff base and various
metal cations. The molecular structure along with atom numbering of
Schiff bases with their molybdenum carbonyl complexes were
performed with evaluation of different quantum chemical parameters
like (ELUMO) the energy of the lowest unoccupied molecular orbital and
(EHOMO) energy of the highest occupied molecular orbital. Other
properities, like (binding, spin polarization, kinetic, electrostatic,
exchange-correlation, dipole moment and sum of atomic) energies were
calculated.

SRR BYERIN
2l laas o gy -- Jasall and llase fos il



