OZET

BIYOLOJIK AKTIVITEYE SAHIP BAZI N-SUBSTITUE
TIYOSEMIKARBAZON TUREVLERININ VE
METAL KOMPLEKSLERININ SENTEZLERI,

YAPILARININ AYDINLATILMASI VE TEORIK CALISMA

ULUDAG, Lokman
Nigde Universitesi
Fen Bilimleri Enstitiisii
Kimya Ana Bilim Dali

Danisman :Prof. Dr. Fatma KANDEMIRLI

Aralik 2014, 194 sayfa

Tiyosemikarbazon tiirevleri kimyasal 6zelliginden dolay1 antitiimor, antibkteriyel, ve
antiviral gibi biyolojik aktviteye sahip oldugu icin ilgi ¢ekicidir. Isatin tiirevleriyle gecis
metallerinin bir¢ok koordinasyon bilesigi, liganttan daha fazla biyolojik aktivite
ozelligine sahiptir.

Bu calismada; 1-(isatin)-4-(3’-metoksifenil)-3-tiyosemikarbazon, 1-(5’-floroisatin)-4-
(3’-metoksifenil)-3-tiyosemikarbazon, 1-(5’-metoksiisatin)-4-(3’-metoksifenil)-3-
tiyosemikarbazon ligandlar1 ve bunlarin Zn(IT) kompleksleride sentezlenerek yapilari
FT-IR, UV-Visible, elementel analiz (CHNS), 1tH-NMR, 13C-NMR yontemleriyle
aydinlatildi

Ligandlarin reaksiyon mekanizmasi, yari deneysel metot AM1 ile ¢aligildi. Ligandlar ile
elde edilen Zn(I1) komplekslerinin elektronik ve geometrik parametreleri teorik olarak
B3LYP metodu 6-311G(d,p), 6-311G(2d,2p) ve 6-31G(2d,2p) temel setleri kullanilarak
hesaplandi. Ligandlarin ve Zn(II) komplekslerinin NBO (dogal bag orbitali) analiz
calismasi yapildi.
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Thiosemicarbazone derivatives are of considerable interest because of their chemistry and
potentially beneficial biological activities, such as antitumor, antibacterial, antiviral and
antimalarial activities. Many coordination compounds of transition metals with isatin
derivatives show greater activity than the ligands alone.

In this study, being synthesized 1-(isatin)-4-(3’-methoxyphenyl)-3-thiosemicarbazone, 1-
(5’-floroisatin)-4-(3’- methoxyphenyl)-3-thiosemicarbazon, 1-(5’-methoxyisatin)-4-(3’-
methoxyphenyl)-3- thiosemicarbazone and their Zn(Il) complexes were synthesized and
their structure were characterized by elemental analysis, infrared, ultraviolet, tH-NMR
and 13C-NMR. Reaction mechanism of ligands were studied by semi-empirical method-
AML1. The electronic and geometric parameters of ligands and their metal complexes were
calculated at the level of the B3LYP method by using 6-311G(d,p), 6-311G(2d,2p) ve 6-
31G(2d,2p) basis sets. NBO analysis of ligands were studied and theoretical and
experimental FT-IR, UV and NMR studies for ligands and their Zn(Il) were carried on
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