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Docking

Docking is a method which predicts the preferred orientation of one molecule to a second when bound to each other to form a stable complex.

Knowledge of the preferred orientation in turn may be used to predict the strength of association or binding affinity between two molecules using (energy as scoring functions). Docking used to predict the binding orientation of small molecule drug candidates to their protein targets in order to in turn predict the affinity and activity of the small molecule.