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Triazoline derivatives 
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Molecular 

Descriptor 

Access the following web-servers to compute molecular descriptors: MoDel and e-dragon 

Hydrophobic (πs, π3, π4, π5), steric (MRs, MR3, MR4, MR5) and electronic ( s,  3,  4,  5,;  s,  3,  4, 

 5;σs, σ3, σ4, σ5) where the subscript numbers 3, 4 and 5 correspond to the physiochemical parameters 

of the substituents R3, R4, R5 respectively, while s represents the sum of the physicochemical 

parameters values at R1 and R2 positions. 

Atomic hydrophobicity indexes at the hydrophobic sites in the vicinity of R1 substituent (SS1x) and of 

R4 substituent (SS1y); atomic hydrophobic index at the hydrophobic site in the vicinity of R4 

substituent (SS2y); Atomic refractivity index at steric site in the vicinity of R2 substituent (SS2x) 

http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/


Reference 
3-D QSAR Studies of Triazolinone Based Balanced AT1/AT2 Receptor Antagonists. Bioorganic & 

Medicinal Chemistry 9 (2001) 291-300 
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Benzoyliminothiadiazoline derivatives 

Mode of 

Action 
Antagonist 

QSAR 

Model 1  
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Model 4 

 

Molecular 

Descriptor 

Access the following web-servers to compute molecular descriptors: MoDel and e-dragon 

STERIMOL parameter L10 which indicated the steric effect of ortho substituents represented a moderate 

correlation. Hansch-Fujita substituent constants π1, Hammett constants σ1, and STERIMOL parameter L2 

to eq. 1 resulted in eq. 2 with a good correlation. Swain-Lupton field effect parameters F10. Although eq. 3 

represented a better correlation, however, it would be noted that the contributions of σ₁ and F10 were 

compensated each other. Therefore, we attempted analyses to use Swain-Lupton F₁ and R₁ (resonance 

effect) parameters instead of σ₁. As the results of analyses, it was found that there were contributions of 

neither F10 nor R₁ parameter to the binding affinity, and that the following eq.4 using F1m and F1p 

parameters represented the best correlation. 

http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/


Reference 
Quantitative Structure-Activity Relationships of Benzoyliminothiadiazoline Derivatives as Angiotensin II 

Receptor Antagonists. Bioorganic & Medicinal Chemistry Letters. Vol. 7. No. 4, pp. 385-388, 1997 
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Species 
Human 

Chemical 

Type 
6-substituted quazinolin-4(3H)-ones 

Mode of 

Action 
Antagonist 

QSAR 

Model 1  

 

Molecular 

Descriptor 

R6-substituent size (V), lipophilicity ( ), inductive sigma effect (  ), resonance sigma effect (  ),l* and 

sensitivity of    to electronic demand (  ). 

Reference 
Quinazolinones 2: QSAR and In vivo characterization of AT1 selective AII antagonists. Bioorganic & 

Medicinal Chemistry Letters, Vol 3, No. 6, pp. 1299-1304, 1993 

 


