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Molecular 

Descriptor 

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

2D-descriptors based on atoms and connection information of the molecules; i3D-descriptors used 

three-dimensional coordinate information about each molecule, which are invariant to rotations and 

translations of the conformation; and x3D descriptors which were supported by three-dimensional 

coordinate information require an absolute frame of reference using QuaSAR module; observed 

squared correlation coefficient (r2); Calculated values of descriptors: E_ele; Chi0; SlogP_VSA0; 

SlogP; SlogP_VSA8. 
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

