Electronic Supplementary Material (ESI) for Molecular BioSystems.
This journal is © The Royal Society of Chemistry 2014

A Training set B s Test set

0.5

10 =10+

15 18
w &0 L 20+
. -
s 2.5 E 2.5
- - 2.5
; E
&2 -10 = .30
® £
& 35 a5

4.0

1.0 - L]
45 "
T T T T T T T T 4'5 T T L T 1 L] L 1
45 40 35 -30 25 -0 45 10 45 45 A0 A5 A0 25 20 A5 A0 05
Experimental value Experimental value
0~

C D

Fregeency

Froquency

124
04
i ¢
L L Fe
dq
54
A J
o 5 : LE . -—
L .2 1] 0.2 o4 =X}

4% 04 93 03 41 00 01 03 03 04 as 4.8

Him cenber EHn cemier

Figure S1: Correlation between predicted and experimental biological activity obtained by using
the final structure-activity model for training (A) and test (B) set compounds. Residual histogram

frequency statistics are shown for training (C) and test (D) set compounds.



A: Training set Residual Diagnostics
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B: Test set Residual Diagnostics
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Figure SII: Identification of “domain of applicability” of the designed hybrid structure-activity

model for (A) training set (B) test set. I: Residual vs Fitted values plot; II: Q-Q plot.



