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Molecular 

Descriptor 

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

Structural features that influence activity, and corresponding indicator variables, I_str; were introduced 

into the model to account for their presence (I_str = 1 if str is presemt, 0 otherwise) 

I_acid for the presence of a carboxylic acid (-COOH), I_2R for enantiomerically pure 2R isomers, I_PS 

for succinic analogues where the carboxylic ester is one postion away from the substitution center (R3 – 

CH2COOR vs R3 = -COOR in the malonic series), and I_cPe for the presence of a cyclopentyl substitution 

at the 2-position ( as in glycopyrrolate). pA2 activity values for the guines pig ileum assay effective van 

der Waals molecular volume (V). The I indicator variables denote the presence (1) or absence (0) of the 

following structural moleties: I_2OH a 2-hydroxy substituent, I_ 2cHx a 2-cyclohexyl substituent, I_COO 

an ester moety, I_diRng two ring substituents 
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

