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Table T1.  Ensemble docking of CDK5/p25 crystal bound ligands 

 

Protein PDB 

id 

Crystal bound 

Ligands 
GlideScores 

3O0G 

Ligand_3O0G -10.570 

Ligand_1UNH -8.542 

Ligand_1UNG -8.401 

Ligand_1UNL -5.530 

1UNL 

Ligand_1UNL -9.968 

Ligand_1UNG -8.498 

Ligand_3O0G -8.325 

Ligand_1UNH -7.678 

1UNG 

Ligand_1UNG -9.208 

Ligand_1UNH -6.737 

Ligand_1UNL -4.612 

Ligand_3O0G -3.912 

1UNH 

Ligand_1UNH -8.263 

Ligand_3O0G -6.594 

Ligand_1UNL -5.999 

Ligand_1UNG -5.883 
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Table T2.  Ensemble docking of CDK2 crystal bound ligands 

 

Protein 

Structures 

Crystal bound 

Ligands 
GlideScores 

1AQ1 

Ligand_1AQ1 -13.324 

Ligand_2VTP -10.099 

Ligand_1OIT -9.906 

Ligand_1R78 -8.256 

Ligand_2A4L -8.117 

Ligand_2W17 -4.511 

2W17 

Ligand_2W17 -11.763 

Ligand_1OIT -11.185 

Ligand_2A4L -10.681 

Ligand_2VTP -8.965 

Ligand_1R78 -6.146 

Ligand_1AQ1 -1.955 

1OIT 

Ligand_1OIT -11.324 

Ligand_2W17 -10.102 

Ligand_1R78 -9.914 

Ligand_2VTP -8.477 

Ligand_2A4L -6.960 

Ligand_1AQ1 * 

2A4L 

Ligand_2W17 -10.450 

Ligand_1R78 -9.762 

Ligand_2A4L -9.592 

Ligand_1OIT -7.258 

Ligand_2VTP -5.645 

Ligand_1AQ1 -3.240 

2VTP 

Ligand_1OIT -11.279 

Ligand_2VTP -10.470 

Ligand_2W17 -9.874 

Ligand_1R78 -9.102 

Ligand_2A4L -7.590 

Ligand_1AQ1 -7.434 

1R78 

Ligand_2W17 -10.488 

Ligand_2A4L -9.256 

Ligand_1OIT -8.886 

Ligand_1R78 -8.724 

Ligand_2VTP -8.418 

Ligand_1AQ1 -5.067 

* Ligand did not dock in the selected grid 
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Table T3.  Hypotheses generated from E-pharmacophores 

 

E-pharmacophore Hypotheses Pharmacophoric features 

1UNG 

1UNG_hypo 1 A1A2D5H6R8R9 

1UNG_hypo 2 A1A2D5R8R9 

1UNG_hypo 3 A2D5R8R9 

1UNH 
1UNH_hypo 1 A3D4H8R10 

1UNH_hypo 2 A1A3D4H8R10 

1UNL 

1UNL_hypo 1 A2D5D6R11R12 

1UNL_hypo 2 A2D6H8R11R12 

1UNL_hypo 3 A2A4H8D6R11R12 

1UNL_hypo 4 A2D5D6H8R11R12 

1UNL_hypo 5 A2A4D5D6H8R11R12 

3O0G 
3O0G_hypo 1 A1A2D3D4R7R8R9 

3O0G_hypo 2 A1A2D3D4R7R8 
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Figure F1.  IC50 curves (A) and Lineweaver-Burk Plot (B) of 25o 
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Figure F2.  IC50 curves (A) and Lineweaver-Burk Plot (B) of 25s 
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Figure F3.  IC50 curves (A) and Lineweaver-Burk Plot (B) of 25w 
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1
H NMR spectrum of 4 
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13
C NMR spectrum of 4 
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HRMS (TOF) of 4 
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HPLC of 4 

 

Retention time (min) % Area 

19.270 100 
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1
H NMR spectrum of 5 
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13
C NMR spectrum of 5 
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HRMS (TOF) of 5 
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HPLC of 5 

 

 

 

 

Retention time (min) % Area 

13.574 99.9 
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1
H NMR spectrum of 14
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13
C NMR spectrum of 14 



S19 
 

 

HRMS (TOF) of 14 
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HPLC scan of 14 

 

 

Retention time (min) % Area 

12.579 100 
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1
H NMR spectrum of 10 
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13
C NMR spectrum of 10 
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HRMS (TOF) of 10 
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HPLC scan of 10 

 

 

Retention time (min) % Area 

14.286 100 
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1
H NMR spectrum of 24
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13
C NMR spectrum of 24 
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HRMS (TOF) of 24 
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HPLC scan of 24 

 

Retention time (min) % Area 

14.599 99.65 
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1
H NMR spectrum of 25i 
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1
H NMR (D2O wash) spectrum of 25i 
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13
C NMR spectrum of 25i 
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HRMS (TOF) of 25i 
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HPLC scan of 25i 

 

 

 

 

Retention time (min) % Area 

8.463 100 
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1
H NMR spectrum of 25k 



S35 
 

 

1
H NMR (D2O wash) spectrum of 25k 
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13
C NMR spectrum of 25k 
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HRMS (TOF) of 25k 
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HPLC scan of 25k 

 

  

Retention time (min) % Area 

8.711 100 
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1
H NMR spectrum of 25r 
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13
C NMR spectrum of 25r 
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HRMS (TOF) of 25r 
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HPLC scan of 25r 

 

 

 

Retention time (min) % Area 

18.319 100 
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1
H NMR spectrum of 25s 
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13
C NMR spectrum of 25s 
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HRMS (TOF) of 25r 



S46 
 

 

HPLC scan of 25s 

 

Retention time (min) % Area 

17.376 100 
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1
H NMR spectrum of 25t 
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13
C NMR spectrum of 25t 
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HRMS (TOF) of 25t 
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HPLC scan of 25t 

 

Retention time (min) % Area 

17.346 100 
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1
H NMR spectrum of 25u 



S52 
 

 

13
C NMR spectrum of 25u 
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HRMS (TOF) of 25u 
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HPLC scan of 25u 

 

Retention time (min) % Area 

15.413 100 
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1
H NMR spectrum of 25v 
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13
C NMR spectrum of 25v 
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HRMS (TOF) of 25v
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HPLC scan of 25v 

 

 

 

 

Retention time (min) % Area 

11.518 100 
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1
H NMR spectrum of 25w 
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COSY spectrum of 25w 
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13
C NMR spectrum of 25w 
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HRMS (TOF) of 25w 
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HPLC scan of 25w 

 

 

 

 

Retention time (min) % Area 

18.974 97.52 
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1
H NMR spectrum of 25x 
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13
C NMR spectrum of 25x 
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HRMS (TOF) of 25x 
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HPLC scan of 25x 

 

Retention time (min) % Area 

10.969 100 

 

 

 


