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Figure S1. Recovery statistics of targets of 670 drugs by various fingerprints and combined method used in PPB. The 

box plots shows distribution of (a) fraction of known targets found, (b) number of targets predicted and (c) hit rate 

calculated for each of the 670 drugs (outliers are not shown). For each drug analysis was performed at three different 

levels considering all targets (grey), targets with p-value of ≤0.01 (green) and targets with p-value of >0.01 (red). 
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Table S1. Student t-test significance values for pair wise comparison of  target prediction performance of all the 

fingerprints used in PPB.  

 

 Fp/Fpa) APfp Xfp MQN SMIfp Sfp ECfp Ffp1 Ffp2 Ffp3 Ffp4 Comb 

APfp 1 0 0 2.00E-05 0 0 0 0 0 0 0 

Xfp 0 1.00 0.05 0.02 0.08 0.02 0.00 0.25 7.00E-05 0.00 0.00 

MQN 0 0.05 1.00 0.72 2.00E-04 2.00E-05 0.00 0.00 0.00 0.00 0.00 

SMIfp 2.00E-05 0.02 0.72 1.00 4.00E-05 0.00 0.00 0.00 0.00 0.00 0.00 

Sfp 0 0.08 2.00E-04 4.00E-05 1.00 0.61 0.13 0.54 0.02648 0.04 0.00 

ECfp 0 0.02 2.00E-05 0.00 0.61 1.00 0.31 0.26 0.08496 0.13 0.00 

Ffp1 0 0.00 0.00 0.00 0.13 0.31 1.00 0.03 0.49 0.63 0.00 

Ffp2 0 0.25 0.00 0.00 0.54 0.26 0.03 1.00 0.00 0.01 0.00 

Ffp3 0 7.00E-05 0.00 0.00 0.03 0.08 0.49 0.00466 1.00 0.83 0.00 

Ffp4 0 0.00 0.00 0.00 0.04 0.13 0.63 0.01 0.83 1.00 0.00 

Comb 0 0 0 0 0 0 0 0 0 0 1.00 
a) t-test was performed using distribution of “Fraction of targets found” values considering all targets (Figure S1, grey). 

Significance values >0.05 are highlighted in red. 

 
Table S2. Student t-test significance values for pair wise comparison of  target prediction performance of all the 

fingerprints used in PPB.  

 
Fp/Fpa) APfp Xfp MQN SMIfp Sfp ECfp Ffp1 Ffp2 Ffp3 Ffp4 Comb 

APfp 1 0 4.00E-05 0.94436 0 0 0 0 0 0 0 

Xfp 0 1.00 0.00 0.00 0.00 0.00 0.00 0.01 0 0.00 0.00 

MQN 4.00E-05 0.00 1.00 5.00E-05 0 0 0.00 0.00 0.00 0.00 0.00 

SMIfp 0.94436 0.00 5.00E-05 1.00 0 0.00 0.00 0.00 0.00 0.00 0.00 

Sfp 0 0.00 0 0 1.00 0.03 0.01 0.63 0.00034 0.00 0.00 

ECfp 0 0.00 0 0.00 0.03 1.00 0.63 0.01 0.14773 0.35 0.00 

Ffp1 0 0.00 0.00 0.00 0.01 0.63 1.00 0.00 0.34 0.66 1.00E-05 

Ffp2 0 0.01 0.00 0.00 0.63 0.01 0.00 1.00 4.00E-05 0.00 0.00 

Ffp3 0 0 0.00 0.00 0.00 0.15 0.34 4.00E-05 1.00 0.60 0.00 

Ffp4 0 0.00 0.00 0.00 0.00 0.35 0.66 0.00 0.60 1.00 5.00E-05 

Comb 0 0 0 0 0 0 1.00E-05 0 0.00042 5.00E-05 1.00 
a) t-test was performed using distribution of “Fraction of targets found” values considering targets with p-value of ≤0.01 

(Figure S1, green). Significance values >0.05 are highlighted in red. 

 
 

 

Student t-test calculation 

 

Student t-test was performed using R statistical software package version 3.2.5 with the default 

parameter setting (0.95 Confidence interval). The input to the student t-test was two different lists 

(corrosponding to two different fingerprints) of 670 fraction of target found values. The t-test was 

repeated for all the possible pairs of fingerprints used in PPB considering all correctly predicted 

targets (Table S1) and targets with p-value of ≤0.01 (Table S2). 


