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ABSTRACT

In this study, certain theoretical properties of three N-(a,B-Unsaturated acyl)sulphonamides (3)

and seven reactants; Sulfonamides(2) with N-(a,B-unsaturated acyl)benzotriazoles(1) and «,pB-

unsaturated carboxamides(4) with sulfonylbenzotriazoles(5) (Table 1) , calculated in Gaussian09

program [1] using DFT method at B3LYP/6-311++g(d,p) level of theory.

The theoretical data was then compared with that of certain experimental results [2]

Table 1. IUPAC Nomenclature of the Studied Molecules

Q 0 0
1% o $-Ro CONH Y
R ™ Bt + R \(‘)H — RITX N/\(\)R - R1/\/ 2 + R2S gt
R 2 RZ 4 4 5
1 3
Substituents
Molecule IUPAC Name
R* R? R?
3a 4-Methyl-N-[(E)-3-phenyl-2- propenoyl]benzenesulfonamide Ph H Tol
3b N-[(E)-3-(2-Furyl)-2-propenoyl]-4-methylbenzenesulfonamide Fur H Tol
3c 4-Methyl-N-[(E)-3-(2-thienyl)-2-propenoyllbenzenesulfonamide | Thi H Tol
3d N-[(E)-3-Phenyl-2-propenoyl]methanesulfonamide Ph H Me
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OZET

Bu calismada, U¢ N-(a,B-Doymamis acil) molekdlu (3) ve yedi adet Sdlfonamid (2) ile N-(a,B-
doymamis acil)benzotriazol (1) ve N-( a,B-doymamis Karboksiamid(4) ile sulfonilbenzotriazol
reaktantlarinin(5) (Tablo 1) , belirli teorik hesaplamalari Gaussian09 programi [1] kullanilarak
DFT metod ile B3LYP/6-311++g(d,p) seviyesinde hesaplanmistir.

Elde edilen teorik sonuclarin 6nceden elde edilen deneysel verilerle karsilastiriimalar yapiimistir.
[2]

Tablo 1. Calisilan Molekullerin [IUPAC Adlandiriimalari.

I O O
: 3SR S_gs CONH 0,2
RO BUT RON —— RINTNER =T RN T oSy
R 2 RZ R4 4 5
1 3
Substitiuentler
Molekiil IUPAC Adi
R* R°| R’
3a 4-Methyl-N-[(E)-3-phenyl-2- propenoyl]benzenesulfonamid Ph H Tol
3b N-[(E)-3-(2-Furyl)-2-propenoyl]-4-methylbenzenesulfonamid Fur H Tol
3c 4-Methyl-N-[(E)-3-(2-thienyl)-2-propenoyl]benzenesilfonamid Thi H Tol
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