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QSAR log AT, = 7.081 (£1.319)w3 — 1.726 (£0.308)Rs — 1.109 (+0.130)
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Access the following web-servers to compute molecular descriptors: MoDel and e-dragon

Hydrophobic (7, 73, 74, 1s), Steric (MRs, MR3, MRy, MRs) and electronic (Fs, F3, Fa, Fs,; Rs, R3, R4,
Rs;0, 03, G4, 65) Where the subscript numbers 3, 4 and 5 correspond to the physiochemical parameters

of the substituents Rs, R4, Rs respectively, while s represents the sum of the physicochemical

Molecular o
parameters values at R; and R, positions.
Descriptor
Atomic hydrophobicity indexes at the hydrophobic sites in the vicinity of Ry substituent (SS1x) and of
R, substituent (SS1y); atomic hydrophobic index at the hydrophobic site in the vicinity of R4
substituent (SS2y)
Atomic refractivity index at steric site in the vicinity of R, substituent (SS2x)
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

