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Benzoylaminobenzoic acid derivatives 
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Molecular 

Descriptor 

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

In: Indicator variable having value 1 if n = 2 of the aryl nucleus, value 0 if n = 1, present at the same 

position which means A ring is either pentacyclic aromatic carboxylic acid or hexa cyclic aromatic 

carboxylic acid; 

Ix: Indicator variable having value 1 if heteroatom is present at x position of the aryl nucleus, value 0 

if carbon is attached at the same position in A ring; 

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


Ix-R: Indicator variable having value 1 if electronegative atom is present at R on substitution position 

(x) of the aryl nucleus A, value 0 if R is absent at the same position in A ring; 

Ix-OH: Indicator variable having value 1 if electronegative atom at R is specially the OH group at 

substitution position (x) of the aryl nucleus, value 0 if OH is absent at the same position in A ring; 

Iy: Indicator variable having value 1 if heteroatom is present at y position of the aryl nucleus, value 0 

if carbon is attached at the same position in A ring; 

Iarom: Indicator variable having value 1 if phenyl is present at R1 position of the benzene (B) nucleus, 

value 0 if hydrogen is attached at the same position; 

IHETERO: Indicator variable having value 1 if any electronegative group is present at 4th position in 

phenyl ring of R1 substitution present at the benzene B nucleus, value 0 if carbon is attached at the 

same position; 

IN4: Indicator variable having value 1 if nitrogen is present at 4th position in aryl ring of the R1 

substitution of the benzene B nucleus, value 0 if carbon is attached at the same position; 

IpC: Indicator variable having value 1 if the carbon with any substitution is present at 4th position in 

Ring R1, value 0 if carbon without any substitution is present at the same position. 

Reference 
QSAR studies on benzoylaminobenzoic acid derivatives as inhibitors of beta-ketoacyl-acyl carrier 

protein synthase III. European Journal of Medicinal Chemistry 43 (2008) 1071-1080 

 


