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Table S1. Experimental and predictive activities of external set compounds (S1-S142).

Compound Experimental pK; Predicted pK; Residual

S1 9.124 8.701 0.423
S2 9.387 9.537 -0.150
S3 9.795 8.974 0.821
S4 9.229 9.306 -0.077
S5 8.853 8.458 0.395
S6 9.251 8.312 0.939
S7 9.602 8.824 0.778
S8 9.585 9.146 0.439
S9 9.920 9.616 0.304
S10 8.795 9.276 -0.481
S11 9.259 8.796 0.463
S12 8.769 9.256 -0.487
S13 8.346 9.102 -0.756
S14 6.651 7.255 -0.604
S15 7.494 8.091 -0.597
S16 6.931 7.679 -0.748
S17 6.809 7.371 -0.562
S18 6.903 7.715 -0.812
S19 7.619 7.283 0.336
S20 6.850 7.010 -0.160
S21 7.221 7.748 -0.527
S22 6.679 7.257 -0.578
S23 6.818 7.469 -0.651
S24 7.124 6.601 0.523
S25 7.275 7.726 -0.451
S26 5.623 5.992 -0.369
S27 6.183 6.173 0.010
S28 6.293 6.819 -0.526
S29 6.958 7.738 -0.780
S30 7.229 6.461 0.768
S31 7.744 7.594 0.150
S32 6.191 5.783 0.408
S33 8.301 7.454 0.847
S34 7.602 7.271 0.331
S35 7.408 7.357 0.051
S36 6.692 6.854 -0.162
S37 7.481 6.641 0.840
S38 7.347 6.58 0.767
S39 6.337 6.581 -0.244
S40 6.625 7.125 -0.500
S41 6.501 7.125 -0.624
S42 6.522 6.447 0.075
S43 6.777 6.873 -0.096
S44 7.301 8.134 -0.833
S45 6.978 6.797 0.181
S46 6.623 6.818 -0.195

S47 8.327 7.856 0.471
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-0.255
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-0.208
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0.581
0.822
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0.458
0.705
0.307
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-0.630
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-0.334
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-0.200
-0.016
-0.108
-0.877
-0.964
0.122
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