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

Topological indices used being: Wiener (W)-, Szeged (Sz)-, PI (Padmakar–Ivan)-, Randic 

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


connectivity (0 , 1  , 2  )-, and Kier and Hall’s valence connectivity (0  v, 1  v, 2  v)-indices. 

The indicator parameters: I1, I2, I3 assumes the value 1 when heterocyclic, halogens, and –NH2 group 

para to –SO2NH2 are, respectively, present in the compounds used. In absence of which the values of 

indicator parameters are zero. 

n is the number of the compounds, R is the correlation co-efficient, Se is the standard error of 

estimation, F is the Fischer F -ratio and Q is the quality factor. 

log K, logarithm of binding constant (K); 2 , Randic connectivity index; I3, indicator parameter for the 

presence (=1) or absence (=0) of –NH2 group para to –SO2NH2; n, number of compounds; Se, 

standard error of estimation; R, multiple correlation coefficient;   
 , adjustable   ; F, Fishers F-ratio; 

Q, quality factor 

Reference 

Carbonic anhydrase inhibitors: the first QSAR study on inhibition of tumor-associated isoenzyme IX 

with aromatic and heterocyclic sulfonamides. Bioorganic & Medicinal Chemistry Letters 14 (2004) 

3283–3290 
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Access the following web-servers to compute molecular descriptors: MoDel and e-dragon 

Topological indices used being: Wiener (W)-, Szeged (Sz)-, PI (Padmakar–Ivan)-, Randic 

connectivity (0 , 1  , 2  )-, and Kier and Hall’s valence connectivity (0  v, 1  v, 2  v)-indices. 

The indicator parameters: I1, I2, I3 assumes the value 1 when heterocyclic, halogens, and –NH2 group 

para to –SO2NH2 are, respectively, present in the compounds used. In absence of which the values of 

indicator parameters are zero. 

n is the number of the compounds, R is the correlation co-efficient, Se is the standard error of 

estimation, F is the Fischer F -ratio and Q is the quality factor. 

log K, logarithm of binding constant (K); 2 , Randic connectivity index; I3, indicator parameter for the 

presence (=1) or absence (=0) of –NH2 group para to –SO2NH2; n, number of compounds; Se, 

standard error of estimation; R, multiple correlation coefficient;   
 , adjustable   ; F, Fishers F-ratio; 

Q, quality factor 

Reference 

Carbonic anhydrase inhibitors: the first QSAR study on inhibition of tumor-associated isoenzyme IX 

with aromatic and heterocyclic sulfonamides. Bioorganic & Medicinal Chemistry Letters 14 (2004) 

3283–3290 
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