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Action

QSAR | pRAI = 0.90(£0.17) 7 — 0.58(£0.12) 7> + 0.74(<0.30)
Modell |n=11 R =080 s=067 F=165 Q=038 SDEP=1.01 Optimal == 0.78

QSAR | pRAI = 0.93(£0.15) 7 — 0.51(x0.11) 7> + 1.81(£0.90) 0m + 0.23(%0.36)
Model2 | n=11 R>=088 s=057 F=16.5 Q>=053 SDEP=0.88

QSAR pRAL = 0.87(£0.15) m — 0.48(0.11) 7* + 2.10(%0.89) o, + 0.05(+0.34)
Model3 | =16 R*=0.79 s=0.65 F=151 Q°=0.64 SDEP=0.74

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

7. Aromatic substituent constants for lipophilicity; MR: Molar refractivity; L: Second generation
length STERIMOL parameter; B1: Second generation minimum width STERIMOL parameter; B5:

Molecular

Descriptor
Second generation maximum width STERIMOL parameter; Sb: Austel’s steric branching parameter;

om: Hammett constant for meta substitution; a;,: Hammett constant for para substitution.

Synthesis Pharmocological Characterization and QSAR studies of 2-substituted Indole Melatonin
Reference

Receptor Ligands



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

