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

Electronic, constitutional, steric, topological, and physicochemical descriptors: 

LUMO: LUMO energy; HOMO: HOMO energy; E: Total energy;  : Hardness; S: Softness;  : 

Electronegativity;  : Electrophilicity; Dp: Dipole moment; MP: Melting point; BP: Boiling point; Pc: 

Critical pressure; Tc: Critical temperature; Vc: Critical volume; PMIX: Principal moment of inertia 

X; PMIY: Principal moment of inertia Y; PMIZ: Principal moment of inertia Z; MR: Molar 

refractivity; HLC: Henry’s law constant; MW: Molecular weight; logP: logP; ClogP: Partition 

coefficient (octanol water); Hs: Number of H-bonding substituents;   : number of aromatic rings; 

HOF: Heat of formation; G: Gibbs energy; Er: Repulsion energy; BIndx: Balaban index; ClsC: 

Cluster count; Diam: Diameter; TIndx: Molecular topological index; Rad: Radius; ShpA: Shape 

attribute; ShpC: Shape coefficient; SDe: Sum of degrees; SVDe: Sum of valence degrees; Tcon: Total 

connectivity; TVCon: Total valence connectivity; Windx: Wiener index. Hs- Number of H-bonding 

substituents; Nπ number of aromatic rings; S-Softness 

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