Get your docking done in less than twenty steps!

Download the desired PDB ID from the RCSB Protein Data Bank.

Open the PDB file using PyMOL, extract the ligand and export it in a file with mol2
format; save the receptor in a file with pdb format.

OPTIONAL Use H++ server to ckeck the protonation state of ionizable groups in the
receptor. Once the calculation is done, download .top and .crd files from the server,
and use cpptraj to generate a new pdb file.

Using PyMOL, check the structure of the ligand and add hydrogen atoms, if
necessary, with PyMOL’s Builder module.

OPTIONAL Use sgqm program to optimize the geometry of the ligand and to calculate
charges.

Open AutoDock Vina plugin using the route Wizard-Plugings-Legacy Plugins-
Autodock Vina.

Check routes and working directory:
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http://newbiophysics.cs.vt.edu/H++/

9. Once you enter the selection, do not forget to press the Enter key, and then, the
docking box appears:
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11. OPTIONAL Set up flexible residues. Select residues using PyMOL, generate the
receptor and then Select as Flexible. You should see the selected residues on right
hand side window:
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12. Generate ligand:
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14. Run AutoGrid:
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16. Or run AutoDock Vina:
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17. Load and display results:
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18. Table of scores:
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Export. scores as data file

Filename: [scores.dat

Export. scores a8 CSV File

Filenae: [scores.cov

Export. poses a3 FDB File

Filenase: | poses.pdb

20. Write down the center and size of the docking box (will be used later when running
Autodock Vina from script):




