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Semikarbazit bilesiklerinde oksijen atomunun yerine kikirt atomu varsa bu bilesiklere
tiyosemikarbazit denir. Semikarbazonlar keton veya aldehitin ve semikarbazitin kondensasyon
reaksiyonu ile olusur. Bazi semikarbazonlar ve tiyosemikarbazonlar ve bunlarin metal
komplekslerinin anti-viral ve anti-kanser etki gosterdigi bilinir. Bu calismada; isatin-3-(N-(2-
florofenil)) tiysemikarbazon [I2FPTH2] ve isatin-3-(N-(2- klororofenil)) tiyosemikarbazon
[I2CPTH2] ligandlarn sentezlenerek ligandlarin yapilan FT-IR, UV-Visible, elementel analiz
(CHNS), 1H-NMR, 13C-NMR yontemleriyle; ligandlarin Zn(II) kompleksleri sentezlenerek
komplekslerin yapilar FT-IR, UVVisible, 1H-NMR, 13C-NMR yontemleriyle; Ni(II) kompleksleri
sentezlenerek komplekslerin yapilari ise FT-IR, UV-Visible spektrumlari yardimiyla aydinlatildi.
Ligandlarin reaksiyon mekanizmasi yari deneysel metot AM1 ile calisildi. Ligandlar ile elde
edilen Cinko(II) ve Nikel(II) komplekslerinin elektronik ve geometrik parametreleri RHF ve
B3LYP metodu 3-21G(d,p), 3-21G*(d,p), 6-31G(d,p), 6-311G(d,p), 6-311+G(d,p), 6-
311++G(d,p), 6-311++G(2d,2p) temel setleri kullanilarak hesaplandi. Ligandlarin NBO
(dogal bag orbitali) analiz calismasi yapildi. Ligandlarin ve Zn(II) ve Ni(II) komplekslerinin
teorik ve deneysel FT-IR, UV, NMR caligmalar yapild.
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A thiosemicarbazide is an analog with a sulfur atom in place of the oxygen atom, a
semicarbazone is called formed by a condensation reaction between a ketone or aldehyde
and semicarbazide. Some semicarbazones, and thiosemicarbazones are known to have anti-
viral and anti-cancer activity. In this study, being synthesized isatin-3-N(2-
flourophenyllthiosemicarbazone), isatin-3- N(2-chlorophenyllthiosemicarbazone) and their
zinc(IT) and nickel(II) complexes were synthesized and their structure were characterized by
elemental analysis, infrared, ultraviolet, 1H-NMR and 13C-NMR. Reaction mechanism of
ligands were studied by semi-empirical method-AM1. The electronic and geometric
parameters of ligands and their metal complexes were calculated at the level of the RHF and
B3LYP method by using 3-21G, 3-21G*, 6-31G(d,p), 6-311G(d,p), 6-311+G(d,p), 6-
311++G(d,p), 6-311++G(2d,2p) basis sets. NBO analysis of ligands were studied and
theoretical and experimental FT-IR, UV and NMR studies for ligands and their Zinc(II) and
Nickel(II) complexes were carried on.



