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

LogP: Octanol–water partition coefficient, calculated by Ghose’s atom additive method 

SE: Steric energy (kcal/mol), the optimization to find a low-energy structure 

SIK1: Shape index of order 1 (j1), quantifying the number of cycles in the chemical sample 

SIKA3: Shape index of order 3 (j3), quantifying the degree of branching toward the center of the 

chemical sample 

VCI1: First-order (bond) valence molecular connectivity index (1vV) for the chemical sample 

VDWSURFA: Two-dimensional van der Waals surface area 

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


NORB: Number of rigid bonds 

WNSA1: Surface-weighted charged partial negative surface area, first type 

SFE: Water solvation free energy, calculated by Ghose’s atom additive method 
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