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Results and discussion 

Regression models from Table 1 
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c) 

 
d) 

Fig. S1. Regression machine learning models built by the OCHEM server (http://ochem.eu). a-c) 

Statistical coefficients calculated for regression models by a different MLT; d) Consensus model 

calculated by averaging the previous three models.  
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Evaluation activity of new compounds 

 

Table 2S. Anti-Escherichia coli activity calculated by using the consensus regression model for 26 

virtual compounds 

Comp. No Chemical Structure 
log(1/MIC), M CONSENSUS 

STD 

Estimated 

RMSE 

AD 

 

1 

 5.65 0.99 1.34 FALSE 

2 

 5.51 1.1 1.34 FALSE 

3 

 4.59 0.54 1.34 FALSE 

4b 

 4.64 0.28 0.61 TRUE 

5b 

 4.57 0.25 0.61 TRUE 

6b 

 4.61 0.2 0.41 TRUE 

7a 

 5.05 0.43 0.74 TRUE 
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8 

 5.46 1.12 1.34 FALSE 

9 

 5.54 1.11 1.34 FALSE 

10 

 4.39 0.53 1.34 FALSE 

11 

 4.51 0.55 1.34 FALSE 

12 

 5.52 1.01 1.34 FALSE 

13a 

 5.55 1.09 1.34 TRUE 

14a 

 4.53 0.39 0.61 TRUE 

15a 

 4.60 0.24 0.61 TRUE 

16 

 4.67 0.51 1.34 FALSE 
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17a 

 4.34 0.24 0.61 TRUE 

18a 

 4.88 0.16 0.41 TRUE 

19 

 5.11 0.55 1.34 FALSE 

20 

 5.22 0.66 1.34 FALSE 

21 

 5.25 0.73 1.34 FALSE 

22 

 5.69 1 1.34 FALSE 

23 

 5.07 0.54 1.34 FALSE 

24a 

 4.91 0.21 0.41 TRUE 

25 

 5.02 0.64 1.34 FALSE 
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26b 

 4.61 0.32 0.61 TRUE 
aFinal set compounds are represented in bold. bCompound predicted as high toxic; MIC - minimal 

inhibitory concentration; CONSENSUS-STD - the standard deviation of the predictions, obtained 

from an ensemble of models; RMSE is the root mean square error; AD –applicability domain. 


