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ConformationalFlexibility





IsothermalCalorimetry
Surface PlasmonResonance









HomologyModelling
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Model Construction and Refinement

Target-Template Alignement

Template Selection

Target identification

How to build an homolgymodel



HomologyModelling

- HDAC1 homology model
- HDAC1 X-ray structure (PDB id 4BK,)



MolecularDocking

Searchalgorithm:
moves the ligand  
(flexible)
into the protein pocket 
(rigid) and generates 
different ligand 
conformations.

Scoringfunction:
valuates the quality of 
interactions

Quick structural estimation of interactions
- No full flexibility
- No solvent effects
- Qualitative energy of binding



MolecularDynamics

A realistic biological system is always   
expected to be located in a solvated 
environment. Systems are embedded 
in box of explicit solvent molecules

Generation of representative time-dependent 
molecular conformations (trajectories)

Properties calculations as a function of time. eg. The root-mean-square deviation (RMSD), 
the measure of the average distance between the atoms of superimposed proteins



MolecularDocking

HomologyModelling)

Crystallography:
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