Structural Bioinformatics
Assignment 11
The purpose of this assignment is to familiarize you with more ligand docking tools.  Specifically, you will use the program to dock a ligand to its receptor and predict the binding interactions.  At the end of the assignment you will be asked to send the resulting PDB file.
1)  Download a protein-ligand complex file from the PDB.  Split the protein and ligand into separate files.
2)  Browse to http://bioinfo3d.cs.tau.ac.il/PatchDock/patchdock.html and dock the ligand onto the receptor.  Send me the solution with the lowest energy. 
3) Open the original protein-ligand complex Pymol and check if the solution is right.  Patchdock usually finds the right solution.  However, sometimes it does not correspond to the lowest energy.  Propose a method for reranking the Patchdock solutions.
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