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ABSTRACT A new oxadiazole derivative, namely, 2-phenyl-5-(2-((1E,2E )-3-phenylallylidenc)hydraziney])—1,3.4—
oxadiazole, was synthesized and coordinated with some transition metal ions (CrlIl, Coll, Nill, and Cull). These complexes
were characterized by a set of spectroscopic techniques such as protonnuclear magnetic resonance, Fourier-transform infrared
Spectroscopy, and mass spectra. The optimized geometric structures and the molecular orbitals (highest occupied molecular
orbital and lowest unoccupied molecular orbital) were computed using density functional theory at B3LYP/6-31G+(d,p)
level by the Gaussian program. The magnetic susceptibility results were in agreement with the theoretical optimization.
These experimental and computational simulations suggested octahedral geometries for Cr(I1I) and tetrahedral geometry for
Co(Tl) and square planar geometry for Ni(TT) and Cu(TI). Computational simulations showed that the oxadiazole-Schiff bage
Was a promising corrosion inhibitor.
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