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Figure S1. ERRAT analysis of TNAP residues. Only few residues crossed values indicating that their 
spatial orientation may be incorrect. 

 
 
 

 
Figure S2. Verify3D analysis. Average score is in close vicinity to desired value (about 0.2)  

 



 
 

Figure S3. Ramachandran plot of the protein 
 
 
 

  



 
 

Figure S4. System density change in time for compounds 1 and 2 during equilibration prior to TI 
 

Figure S5. System density change in time for compounds 1 and 3 during equilibration prior to TI 
  

Figure S6. System density change in time for compounds 1 and 4 during equilibration prior to TI 
  

Figure S7. System density change in time for compounds 1 and 5 during equilibration prior to TI  

Figure S8. System density change in time for compounds 1 and 6 during equilibration prior to TI 



Figure S9. System density change in time for compounds 1 and 7 during equilibration prior to TI 
 

Figure S10. System density change in time for compounds 1 and 8 during equilibration prior to TI 
 
 
 

Figure S11. Radius of gyration for protein during 20 ns long simulations repeated 10 times (10 ns 
truncated as an equilibration period). Non-bound protein used as a control. 



Figure S12. Radius of gyration for protein during 100 ns simulations repeated 3 times (10 ns 
truncated as an equilibration period). Non-bound protein used as a control. 

 

Figure S13. RMSD of CA atoms of the protein during 20 ns long simulations repeated 10 times (10 
ns truncated as an equilibration period). Non-bound protein used as a control. 



Figure S14. RMSD of CA atoms of the protein during 100 ns simulations repeated 3 times (10 ns 
truncated as an equilibration period). Non-bound protein used as a control. 

 



Figure S15. Solvent-accessible surface area of ligands during 20 ns long simulations repeated 10 
times (10 ns truncated as an equilibration period). 

Figure S16. Solvent-accessible surface area of ligands during 100 ns simulations repeated 3 times 
(10 ns truncated as an equilibration period). 

 



Figure S17. Ligand RMSD during 20 ns long simulations repeated 10 times (10 ns truncated as an 
equilibration period). 

Figure S18. Ligand RMSD during 100 ns simulations repeated 3 times (10 ns truncated as an 
equilibration period). 

 



Figure S19. Differences in a terminal α-helix and protein core distances between initial structure 
and clustered trajectory. Distances are between residues: 6 and 58, 16 and 73, 27 and 470. 

 


