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Structural elucidation of the newly identified compounds 
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Figure S. 1. Tanimoto similarity analysis of the 367 experimentally identified compounds 

showing activity within endocytosis assay; the type of the applied fingerprint is Extended 

Connectivity Fingerprint (ECFP). 
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Table S. 1. The confusion matrix of the prediction results of validation data set by GCN 

(SchNet1) architecture. 
 
 

 Activea) Inactivea) 

Activeb) 28 17 

Inactiveb) 11 313 

a) Actual active & inactive labels; b) Predicted active & inactive labels. 

 

 

Table S. 2. Tanimoto similarity of the 10 newly identified compounds with the 367 pre- 

viously confirmed compounds; the type of the applied fingerprint is Extended Connectivity 

Fingerprint (ECFP). 
 
 

Compound Tanimoto similarity 

1 NCGC00115755-02 0.37 

2 NCGC00119962-01 0.34 

3 NCGC00159478-04 0.33 

4 NCGC00411138-01 0.38 

5 NCGC00411588-01 0.38 

6 NCGC00411611-01 0.38 

7 NCGC00411705-01 0.37 

8 NCGC00411718-01 0.38 

9 NCGC00411727-01 0.38 

10 NCGC00411733-01 0.38 

 

 



4  

References 
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