
1

Electron density based validation
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The real space correlation plot (RSCC) shows in one shot 
where the uncertain regions of the model are located. Low 

correlation = poor fit between model and density 

RSCC determines seriousness of 
geometry outliers 

interesting
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Geometry errors in low RSCC 
region are expected, but outliers 
in good electron density can be 
quite interesting and relevant

Long know – persistently neglected
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Discrete ligand molecules require careful 
validation
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Binding sites are by nature designed to bind something. They will grab 
anything in the crystallization cocktail – and high concentration will 

further increase occupancy. Chemical plausibility and excellent electron 
density are a must for ligand studies!  

Poor density and geometry of ligands
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If only weak electron density supports the ligand 
conformation, then chemical plausibility and correct 

restraints become even more important!

Common problem: bad ligand 
restraint files
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