
ANNE hERG model 1 
  7 descriptors 
  2 neurons 

(a) Observed pIC50 vs prediction 
(b) SALI curves of train/Verify set 
and Test set for SALI ratio (blue) 
and SALI % (red) 



(d) SALI curves of train/Verify set 
and Test set for SALI %  

(c) SALI curves of train/Verify set 
and Test set for SALI ratio 

ANNE hERG model 1 (2) 



ANNE hERG model 2 
  10 descriptors 
  3 neurons 

(a) Observed pIC50 vs prediction 
(b) SALI curves of train/Verify set 
and Test set for SALI ratio (blue) 
and SALI % (red) 



(d) SALI curves of train/Verify set 
and Test set for SALI % 

(c) SALI curves of train/Verify set 
and Test set for SALI ratio 

ANNE hERG model 2 (2) 



ANNE hERG model 3 
  13 descriptors 
  1 neuron 

(a) Observed pIC50 vs prediction 
(b) SALI curves of train/Verify set 
and Test set for SALI ratio (blue) 
and SALI % (red) 



(d) SALI curves of train/Verify set 
and Test set for SALI % 

(c) SALI curves of train/Verify set 
and Test set for SALI ratio 

ANNE hERG model 3 (2) 



ANNE hERG model 4 
  13 descriptors 
  2 neuronS 

(a) Observed pIC50 vs prediction 
(b) SALI curves of train/Verify set 
and Test set for SALI ratio (blue) 
and SALI % (red) 



(d) SALI curves of train/Verify set 
and Test set for SALI % 

(c) SALI curves of train/Verify set 
and Test set for SALI ratio 

ANNE hERG model 4 (2) 


