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Molecular 

Descriptor 

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

χ1A (topological descriptor indicating the average connectivity index chi-1), AECC (topological 

descriptor indicating average eccentricity), Mor28v (3D-MoRSE descriptor-signal 28 weighted by 

atomic van der Waals volumes), and L2m (the 2nd component size directional WHIM index/weighted 

by atomic masses). 

The chemical descriptors, calculated using the PM3 method and HyperChem program, were 

Hydration energy, Dipole Moment, Binding Energy, CoreeCore Interaction, Total Energy, Isolated 

Atomic Energy, LogP, Heat of Formation, Electronic Energy, Polarizability, Refractivity, Volume, 

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


and Mass. 
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