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functional relationships 
from structural similarity 

finding functional sites by 
3D motif searching

refining NMR structures

supporting site-directed 
mutagenesis

virtual screening and
docking of small ligands

APPLICATIONS

molecular replacement in
X-ray crystallography

fitting into low-resolution
electron density

structure from sparse
experimental restraints
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identifying patches of 
conserved surface residues

studying catalytic 
mechanism

defining antibody epitopes

docking of macromolecules, 
prediction of protein partners

designing chimeras, stable, 
crystallizable variants

C

designing and improving
ligands
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