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Figure S1. Precision-recall plot of 3D ligand-based pharmacophore models built on AChE inhibitors. 

  



 

Figure S2. Precision-recall plot of 3D ligand-based pharmacophore models built on adenosine 2a antagonists. 

  



 

Figure S3. Precision-recall plot of 3D ligand-based pharmacophore models built on CYP450 3A4 inhibitors. 

  



 

Figure S4. Performance of 3D ligand-based pharmacophore models built on AChE inhibitors and 

comparison with the best result of similarity search based on 2D pharmacophore fingerprints. 

  



 

Figure S5. Performance of 3D ligand-based pharmacophore models built on adenosine 2a antagonists and 

comparison with the best result of similarity search based on 2D pharmacophore fingerprints. 

  



 

Figure S6. Performance of 3D ligand-based pharmacophore models built on CYP450 3A4 inhibitors and 

comparison with the best result of similarity search based on 2D pharmacophore fingerprints. 

 

 


