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Supplementary Table 1: Performance of models from 5-fold cross validation. 

 

Feature Method Qtotal Q1 Q2 Q3 Q4 

CDK kNN 0.709 0.720 0.616 0.778 0.830 

CDK SVM 0.756 0.705 0.811 0.728 0.739 

CDK ANN 0.747 0.720 0.753 0.765 0.761 

CDK RF 0.703 0.561 0.858 0.593 0.682 

CDK NB 0.529 0.621 0.463 0.506 0.557 

CDK CT 0.570 0.530 0.532 0.568 0.716 

SubFP kNN 0.686 0.705 0.653 0.654 0.761 

SubFP SVM 0.719 0.636 0.795 0.605 0.784 

SubFP ANN 0.69 0.674 0.684 0.617 0.795 

SubFP RF 0.599 0.455 0.937 0.099 0.545 

SubFP NB 0.625 0.621 0.647 0.506 0.693 

SubFP CT 0.646 0.576 0.637 0.580 0.830 

Estate kNN 0.703 0.629 0.721 0.691 0.784 

Estate SVM 0.705 0.667 0.768 0.593 0.727 

Estate ANN 0.684 0.629 0.732 0.617 0.727 

Estate RF 0.605 0.462 0.916 0.173 0.545 

Estate NB 0.603 0.583 0.632 0.531 0.636 

Estate CT 0.668 0.644 0.663 0.605 0.773 

Pubchem kNN 0.711 0.697 0.674 0.765 0.761 

Pubchem SVM 0.745 0.727 0.763 0.691 0.784 

Pubchem ANN 0.713 0.682 0.716 0.716 0.75 

Pubchem RF 0.692 0.682 0.747 0.593 0.682 

Pubchem NB 0.560 0.545 0.605 0.519 0.523 

Pubchem CT 0.648 0.568 0.663 0.642 0.739 

KRFP kNN 0.715 0.742 0.668 0.691 0.795 

KRFP SVM 0.753 0.674 0.832 0.679 0.773 
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KRFP ANN 0.725 0.697 0.726 0.667 0.818 

KRFP RF 0.656 0.492 0.884 0.407 0.636 

KRFP NB 0.654 0.598 0.695 0.568 0.727 

KRFP CT 0.668 0.621 0.637 0.691 0.784 

MACCS kNN 0.715 0.697 0.668 0.728 0.83 

MACCS SVM 0.762 0.720 0.811 0.679 0.795 

MACCS ANN 0.711 0.652 0.747 0.642 0.784 

MACCS RF 0.727 0.682 0.832 0.58 0.705 

MACCS NB 0.597 0.598 0.616 0.481 0.659 

MACCS CT 0.664 0.621 0.637 0.679 0.773 

Full_Des kNN 0.755 0.699 0.750 0.765 0.841 

Full_Des SVM 0.761 0.729 0.823 0.654 0.773 

Full_Des NB 0.609 0.526 0.771 0.412 0.500 

Full_Des RF 0.660 0.609 0.708 0.605 0.682 

Full_Des ANN 0.731 0.707 0.776 0.667 0.727 

Full_Des CT 0.573 0.632 0.557 0.444 0.636 

CT_Des kNN 0.707 0.682 0.753 0.593 0.750 

CT_Des SVM 0.613 0.515 0.763 0.593 0.557 

CT_Des NB 0.599 0.507 0.653 0.482 0.625 

CT_Des RF 0.581 0.455 0.837 0.296 0.477 

CT_Des ANN 0.715 0.720 0.711 0.630 0.796 

CT_Des CT 0.617 0.652 0.653 0.432 0.659 

F20_Des kNN 0.637 0.667 0.647 0.556 0.648 

F20_Des SVM 0.495 0.349 0.790 0.161 0.386 

F20_Des NB 0.430 0.409 0.384 0.309 0.671 

F20_Des RF 0.587 0.530 0.753 0.358 0.523 

F20_Des ANN 0.640 0.545 0.768 0.432 0.693 

F20_Des CT 0.576 0.621 0.584 0.444 0.614 

F100_Des kNN 0.566 0.568 0.579 0.457 0.636 

F100_Des SVM 0.493 0.349 0.763 0.612 0.523 

F100_Des NB 0.448 0.364 0.421 0.469 0.614 

F100_Des RF 0.635 0.644 0.690 0.494 0.636 

F100_Des ANN 0.686 0.667 0.721 0.593 0.727 

F100_Des CT 0.614 0.599 0.642 0.556 0.614 

GS_Des kNN 0.705 0.644 0.711 0.716 0.773 

GS_Des SVM 0.672 0.576 0.832 0.457 0.671 

GS_Des NB 0.646 0.561 0.616 0.728 0.761 

GS_Des RF 0.662 0.614 0.784 0.395 0.716 

GS_Des ANN 0.712 0.689 0.711 0.679 0.773 

GS_Des CT 0.580 0.621 0.590 0.407 0.659 

 

  



Supplemental Table 2: Compounds that contain the key substructures. 

The caption 1 means the compound is 2-hydroxyethan-1-aminium derivatives 

(containing substructure 1) and the caption 2 means the compound is 

N-ethyl-2-hydroxy-N-methylethan-1-aminium derivatives (containing substructure 2). 

 

Localized in lysosome 

 

      

No. 1 2 3 4 5 6 

Subs. (1) (1) (1) (1) (1) (1) 

 

      

No. 7 8 9 10 11 12 

Subs (1) (1) , (2) (1) (1) , (2) (1) (1) 

 

      

No. 13 14 15 16 17 18 

Subs (1) (1) (1) , (2) (1) (1) , (2) (1) 

 

      

No. 19 20 21 22 23 24 

Subs (1) , (2) (1) , (2) (1) (1) , (2) (1) (1) , (2) 

 

      

No. 25 26 27 28 29 30 

Subs (1) (1) (1) (1) (1) (1) 



 

      

No. 31 32 33 34 35 36 

Subs (1) (1) (1), (2) (1) (1) (1) 

Localized in other organelles 

 

      

No. 37 38 39 40 41 42 

Subs (1) (1) (1) (1) (1) (1) 

Loc. Mito. Mito. Mito. Mito. Mito. Nucleus 

 

      

No. 43 44 45 46 47 48 

Subs (1) (1) (1) (1) (1) (1) 

Loc Nucleus Nucleus Nucleus Nucleus Plasma mem. Plasma mem. 

 

  

    

No. 49 50     

Subs (1) (1)     

Loc. Plasma mem. Plasma mem.     

 

  



Supplemental Figure S1 

 

 

Figure S1. The significant substructures drawn by SMARTSviewer. The numeric 

orders are corresponding to the Table 6 and Table 7. 


