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Table S1. Physicochemical and pharmacokinetic parameters of derivatives 15, 18, 22,

23

Compound ID 15 18 22

23 PF-670462*

logP (o/w)

logs

logHERG

Caco-2

logBB

logKHSA

HOA (%)

* Positive controt'ivity Assays.
Legenda

@ Good

O Average

@ Bad

logP (o/w): Predicted octanol/water partition coefficient.
logS: Predicted aqueous solubility (mol dm™3).
logHERG: Predicted ICso value for blockage of HERG K+ channels.
Caco-2: Predicted apparent Caco-2 cell permeability in nm/sec.
logBB: Predicted brain/blood partition coefficient.
logKHSA: Prediction of binding to human serum albumin.

HOA (%): Prediction of human oral absorption on 0 to 100% scale.

Range or recommended
values

-2.0 - 6.5
-6.5 — 0.5
-5
<25 poor, >500 great
-3.0 - 1.2
-1.5-15

>80% is high, <25% is poor
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'H NMR scanned spectra (DMSOd6) of derivatives 1-32.
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