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QSAR pEMR = -1.16 (£ 0.38) Op - 1.05 (£ 0.17)
Model 1 n=7,r=-0805=0317

QSAR | pEMR = 1.43 (+ 1.27) 01 - 0.97 (£ 0.30)
Model 2 n=7,r=045 5=0477

QSAR PEMR = 1.43 (£ 1.27) 01 - 0.97 (£ 0.30)
Model 3 n=7,r=0455=0477

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

Molecular op: Hammett constant for “para” substitution; n is the number of compounds; r is the correlation

Descriptor coefficient; s is the standard deviation. op: a descriptor of the overall electronic effect of R* This is

separated in to its inductive and resonance components as represented by ¢¢ and o°.

Synthesis and QSAR of dequalinium analogues as K+ channel blockers. Investigations on the role of
Reference

the 4-amino group. Bioorganic & Medicinal Chemistry Letters, VVol. 5, No. 6, pp. 559-562. 1995



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

