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Abstract
Organic derivatives of group (15) elements have attracted attention not only because of the

structural aspects but also from biological point of view. These compounds show the

bactericidal and fungicidal effects, which have got wonderful applications in textile

industry. Recent publications reveal a renewed interest in the antifungal, antibacterial and

cytotoxic studies of organoantimony di(N-phenylglycinate) and salicylates derivatives.

This work deals with the comparative study of some structural parameters by quantum chemical calculations using semiempirical PM3 method of two antimony molecules Triphenylantimony(V)-o-salicylate and tris(p-fluorophenyl) antimony SbPh3(O2CR)2[R=C6H4OH-o] di(N-phenylglycinate) [(p-FC6H4)3Sb(O2CCH2NHC6H5)2] known to be bioactive molecules. The study of vibrational spectra suggested that the both the compounds might have secondary bonding interaction between the central antimony atom and the carbonyl oxygen atoms. The potential energy distribution (PED), atomic charge distribution, geometry optimization and thermo-chemistry, of various modes of vibration are calculated by PM3 method which gives some indications about the active sites which help in finding the possibility of addition of other atoms to these molecules and consequently give rise to new bioactive molecules.
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