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Figure A. Examples of representative pMi&lescriptor relations regarding VmrA resistance to

heteroaromatic&-4.



1 1
Fay FaN
05t - 05r .
0 . - 0 .
fe o “
4 n?‘ A
F Y
A ‘&‘
05 & & - 05k .
r'y
'y
1 A . 1 .
Fy
-15 1 _15 1
0 05 1 0 05 1
R R?

Figure B. Results of the Y-randomization tests. Left: tagtthe PLS model for pMIC(pVCJ6).
Right: testing the PCR model for pMIC(KAM). The pdor the other two models are similar. Ten
random shuffles of the Y-vectors were performedyas recommended by Wold and Eriksson [25]

and as it has become a practise in QSAR stu@¥feis. fromleave-one-out crossvalidation.
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Figure D. PCA scores plot (left) and HCA dendogram of sampléth complete linkage (right)
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Comments for Figure D

Previous exploratory analysis for the predictioh @@g. 3 top, in the text) could not recognize
clearly the agents to which VmrA would be resistawb groups of more elongated (E) and more
branched (B) agents were observed. In the presalysas for the training+prediction data set
relative to KAM32 (Figure D), this E-B discriminati may also be perceived, but more detailed
clustering is visible. Well-defined regions of atgrassigned as G in the previous analysis (Fig. 5
left, in the text), is situated at the right topreer of the PC1-PC2 scores spakk.23aand23b are

close to this group. Other two groups are moredirad 7-10, 14-16) and more lineary( 6, 12, 13,
Xl



17-22, 24, 28, 30) agents to which VmrA is sensitive. This clustgriis clearly shown in the
corresponding HCA dendogram (Fig. C right). It lisac that the PCA-HCA analysis related to the

bothE. coli strains can provide correct VmrA resistance/sefityitassignments for diverse agents.
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