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Table S1. Predicted Solubility for compounds 4, 8e, 20a, 22b and 22¢

Compound ¢ S (Qikprop®, S in mol/l)  cLogS (ALOGPS®)  LogS (Experimental, S in mol/l)

4 -5.19 -4.90 -5.04
8e -4.42 -3.77 -5.05
20a -5.88 -5.08 -4.49
22b -5.87 -4.91 -4.37
22¢ -5.81 -4.90 -3.92

2 QikProp, version 3.5. Schrodinger, LLC, New York, NY, 2012. ® www.vcclab.org/lab/



