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Molecular 

Descriptor 

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

The Calculated Descriptors and the Abbreviation Used for the Calculations: 

Structural descriptor (Abbreviation): Total number of    -unsaturated carbonyl structures in the 

molecule (sum of ML, ENON and ACYL) (UNC);  -methylene- -lactone (ML); Conjugated ester 

groups (UNA); Conjugated keto or aldehyde functions (ENONE); Number of oxygen atoms 

(ATOM); Number of hydroxyl groups (OH); Octanol water partition coefficient (LOGP); Electron 

affinity (EA); Dipole moment (DIPOL); Molar refractivity (MR); Connectivity Indices (CN0-2); 

Shape Indices (SH1-3); Highest occupied molecular orbital (HOMO); Lowest unoccupied molecular 

orbitals (LUMO1-3). 

Reference 
Quantitative Structure-Activity Relationship of Sesquiterpene Lactones as Inhibitors of the 

Transcription Factor      . J. Med. Chem. 2004, 47, 6042-6054 

 

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

