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Descriptor 

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

n is the number of compounds; r, the correlation coefficient; SEE, standard error of estimation; Q2, 

cross-validated squared correlation coefficient; SPRESS, predictive residual sum of square; SDEP, 

standard error of predictivity; F, F-ratio; D1, dipole moment of X-axis and D3, dipole moment of Z-

axis;  p, Harmett’s constant. 

structural indicator variable I1 expresses 1 for presence of two carbon spacer between biphenyloxy 

and the central ring, I2 expresses 1 for presence of methyl and ethyl group at R2 and 0 for its absence. 

hydrophobic ( ), steric (molar refractivity or MR) hydrogen acceptor (HA), hydrogen Donor (HD) 

and electronic (field effect or  , resonance effect or   and Hammett’s constant or   ); Logarithmic 

partition coefficient (LogP); Connolly accessible area (CAA), Connolly molecular area (CMA), 

Connolly solvent excluded volume (CSEV), exact mass (EM), molecular weight (MW), principal 

moment of inertia X-axis (PMIX); Electronic energy (EE), highest occupied molecular orbital energy 

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


(HOMO), lowest unoccupied molecular orbital energy (LUMO), dipole moment of X-axis (D1), 

dipole moment of Y-axis (D2), dipole moment of Z-axis (D3), resultant dipole (D4), repulsion energy 

(RE), VDW-1, 4-energy (E14), Non-1, 4-VDW energy (EV) and total energy (TE) 
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