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

The ionization potential (IP), electron affinity (EA), charge (q), electron density (C) of an atom in a 

molecule, molecular weight (MW), molar refractivity (MR), indicator parameter (I), difference of 

softness ΔEnm; All molecules having two substitutions at ring “A” were allotted values of I =I and the 

reminder had I = 0. 

Reference In silico QSAR studies of anilinoquinolines as EGFR inhibitors. J Mol Model (2010) 16:263–277 

 

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

