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Supplementary Table

Table S1 Chemical structures of the investigated molecules and their plCsy values
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Table S2 Statistical parameters of numerous Y-Randomization tests for the CoMSIA/HD model
Model Q? R? Model Q? R?
Random 1 -0.200 0.061 Random 6 -0.225 0.032
Random 2 -0.110 0.127 Random 7 -0.222 0.043
Random 3 -0.402 0.0098 Random 8 -0.164 0.078
Random 4 -0.276 0.105 Random 9 -0.319 0.001
Random 5 -0.178 0.096 Random 10 -0.202 0.126
Original 0.699 0.931

Supplementary Figure

Fig. S1 Alignment of 31 compounds under investigation.




