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OZET
Bu calismada Gaussian 03W ve GaussView 3.0 paket programlar1 kullanilarak farkli yapida benzotiyazol

Schiff bazlart igeren 2-Amino-6-(N-izopropil) Amidinbenzotiyazol Hidroklorik (CI11H15CIN4S)
molekiiliiniin elektronik ve spektroskopik dzellikleri teorik olarak incelendi.

C1H;5CIN,S molekiiler yapisi taban halde HF ve B3LYP ve BLYP metotlart ile 6-31G, 6-3 1G", 6-31G"™
ve 6-31G"(d,p) temel setleri kullamldi. Molekiillerin kararli yapilar1 bulundu ve yapisal parametreleri
bag uzunluklari, bag agilar hesaplandi. Bu molekiiliin, infrared titresim frekans degerleri ve 'H ve °C
NMR kimyasal kayma degerleri teorik olarak elde edildi. Elde edilen teorik degerler, deneysel verilerle
karsilagtirildi. Ayrica en yiiksek dolu molekiil orbital enerjileri (eHOMO, eV), en diisiik bos molekiil
orbital enerjileri (eLUMO, eV) denge durumunda HF ve DFT-B3LYP ve DFT-BLYP metotlari ile 6-
31G, 6-31G", 6-31G™" ve 6-31G"'(d,p) temel setleri kullamlarak 12 farkli temel sette incelendi. Bu
enerjiler dikkate alinarak sertlik (n) ve elektronegatiflik () parametreleri hesaplandi. Elde edilen teorik
sonuglar ile deneysel sonuglar karsilastirildiginda, hesaplanan sonuglarin deneysel sonuglar ile iyi uyumlu
olduklar goriildii.
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The Teoretical investigation Of Geometrical, Electronic And Spectroscopic
Properties OF 2-Amino-6-(N-Isopropyl) Amidinobenzothiazole Hydrochloride
(Ci1hysclngs) Molecule

ABSTRACT

In this study electronic and spectroscopic property of some Schiff bases 2-amino-6-(n-1sopropyl)
amidinobenzothiazole hydrochloride (C;;H;5sCIN,;S) molecule has been investigated by using gauss-view
and gaussian 03w, revision 2004 e¢01, gaussian, inc., wallingford ct. package program.

The molecular structures of C;;H;sCIN,S molecule at ground state have been found by HF, B3LYP and
BLYP methods. The stable states of the molecule have been found by using geometrical optimization and
the bond length and bond angles were calculated by using 6-31G, 6-31G", 6-31G"" and 6-31G""(d,p)
basic sets. The infrared vibration frequencies and 'H and *C NMR chemical shift values of these
molecules were theoretically calculated. Obtained theoretical values were compared with experimental
data. The most probable full molecular orbital energy states (eHOMO, eV), the least probable empty
orbital molecular orbital energy states ((eLUMO, eV) have been investigated using HF and B3LYP and
BLYP methods with 6-31G, 6-31/G", 6-31G™" and 6-31G""(d,p) basic sets at 12 different sets at stable
state. The hardness (1) and electro negativity (y) parameters were determined taking into account these
energy values. It was observed that theoretical and experimental values were in a good agreement.
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