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Binding Mode
Prediction

Crystal structure of the complex between carbo
and the biproduct analog inhibitor L-benzylsucci
(PDB code: | cbx)



Hypothesis

“bad” docking hi near-native binding mode
— flexible binding pocket - rigid binding pocket



“bad” docking ” near-native binding mode
- flexible binding pocket - rigid binding pocket

ProFlex: D.J. Jacobs, A. J. Rader, L. A. Kuhn, and M. F. Thorpe (2001)
Protein Flexibility Predictions Using Graph Theory. Proteins: 44, 150-165


http://www.kuhnlab.bmb.msu.edu/publication_papers/pdf/jacobsproteins2001.pdf
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Crystal structure of the complex between carboxypeptidase A and the biproduct analog inhibitor L-benzylsuccinate, (PDB code: | cbx)
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Competitive scoring function
for binding mode prediction / docking

Robust, no “bad” predictions

New information / signal (cooperativity)



Site Interlock
VW

https://psa-lab.github.io/siteinterlock

Raschka, Bemister-Buffington, and Kuhn 2016.
Proteins. DOI:10.1002/prot.25172. (In press.)
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Chao-Yie Yang R,Wang A,Wang S.
A Systematic analysis of the effect of
small-molecule binding on protein
flexibility of the ligand- binding sites.
] Med Chem 2005;5648-5650.
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