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APPENDICES 

 
AutoDock Vina Usage Command Line  
 
 
Correct Usage of AutoDock Vina: 
 
Input: 
  --receptor arg        rigid part of the receptor (PDBQT) 
  --flex arg            flexible side chains, if any (PDBQT) 
  --ligand arg          ligand (PDBQT) 
 
Search space (required): 
  --center_x arg        X coordinate of the center 
  --center_y arg        Y coordinate of the center 
  --center_z arg        Z coordinate of the center 
  --size_x arg          size in the X dimension (Angstroms) 
  --size_y arg          size in the Y dimension (Angstroms) 
  --size_z arg          size in the Z dimension (Angstroms) 
 
Output (optional): 
  --out arg             output models (PDBQT), the default is chosen based on 
                        the ligand file name 
  --log arg             optionally, write log file 
 
Misc (optional): 
  --cpu arg                 the number of CPUs to use (the default is to try to 
                            detect the number of CPUs or, failing that, use 1) 
  --seed arg                explicit random seed 
  --exhaustiveness arg (=8) exhaustiveness of the global search (roughly 
                            proportional to time): 1+ 
  --num_modes arg (=9)      maximum number of binding modes to generate 
  --energy_range arg (=3)   maximum energy difference between the best binding 
                            mode and the worst one displayed (kcal/mol) 
 
Configuration file (optional): 
  --config arg          the above options can be put here 
 
Information (optional): 
  --help                display usage summary 
  --help_advanced       display usage summary with advanced options 
  --version             display program version 
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A. 1 SiteHound-Web Interface 

A. 2 Graphic Percentile Score of NAMPT Structure 

A. 3 AutoDock Vina Docking Configuration Files 
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A. 4 Molecular docking result of 7 ligands. The binding affinity are all displayed for all 9 binding 
modes generated by AutoDock Vina. 
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A. 5 Highest binding affinity ligand conformation. A) 1QR. B) GNE618. C) 1LJ. D) FK866. E) CHS88. F) Curcumin. 
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A. 6 NAMPT-GNE618 Visualization by Discovery Studio Two monomers included 
in NAMPT structure A (purple) and B (yellow), and GNE618 in between the 

dimer interface. 

A. 7 NAMPT-1LJ Visualization by Discovery Studio Two monomers included in NAMPT 
structure A (purple) and B (yellow), and 1LJ in between the dimer interface. 

A. 8 NAMPT-FK866 Visualization by Discovery Studio Two monomers included in 
NAMPT structure A (purple) and B (yellow), and FK866 in between the dimer interface. 
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A. 9 NAMPT-LTS Visualization by Discovery Studio Two monomers included in 
NAMPT structure A (purple) and B (yellow), and LTS in between the dimer 

interface. 

A. 10 NAMPT-CHS828 Visualization by Discovery Studio Two monomers 
included in NAMPT structure A (purple) and B (yellow), and CHS-828 in between 

the dimer interface. 

A. 11 NAMPT-CURCUMIN Visualization by Discovery Studio Two monomers 
included in NAMPT structure A (purple) and B (yellow), and Curcumin in 

between the dimer interface. 


