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Proteins



Why	Protein	structure?

q Understand	the	function
q Protein	ligand	interaction	for	drug	discovery	

Protein:	Dihydropholate reductase
Drug:	Trimethoprim



Protein	Data	Bank	(PDB)

q 120057	structures	deposited
q 111438	protein	structures	
q 2518	Membrane	proteins



Protein	sequence

qPrediction	of	domains
qSecondary	structure	prediction



Online	tools	for	protein

q Molecular	weight
q Isoelectic point
q Amino	acid	composition
q Atomic	composition
q Extinction	coefficient

q Half	life
q Instability	index
q Hydrophobicity



Domain	prediction



Secondary	structure	prediction



Functional	analysis	from	structure

Input:	PDB code



Structure	matching

4MN5 4I5S





Nest	analysis

Possible ligand	binding	 sites	




