Electron density based validation
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The real space correlation plot (RSEC) shows in one shot

where the uncertain regions of the model are located. Low
correlafion = poor fit between model and density

Figurn 13-8 Real cormslation
coatiicients, plasticite and location.
stareachemistry ns.

Real space CC

Geametry errors in low RSCC
region are expected, but outliers
in goad electron density can be
quite interesting and relevant
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Long know - persistently neglected

Heal-space solution tothe
problem of full disclosure

SIR — Asdiscussed in Editorials in Narure
and Narure Structural Biolagy*, amhors
submitting rescarch papers that describe
molecular structures to Nature journals are
required upon request to provide structural
coordinates for reviewers o assess the quality
of the work. But in the competitive ficld

v full dischosure of
IO pect review
wcerns.

Monetheless, the local nature of strucrure
ol qmality — about which commaonly
provided ghobal indicators such as B ansd B,
reveal no detail® — in fact requires reviewers
o b bl 80 access and assess the quality in
rebevant aneas of the structure (in particular
arcwandd sites with boand ligands), which
s 1wt possible without dischosure of
coordinates and structre factors,

space correlation plots substantially lowers
the risk of ever-interpretation of poor local
edectron density, enhances information
available for review, and provides authons
with a strong means to demonstrate the
apaaliny of their structures without
compromising their original dasa,
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Figure 12-31 The swestencr that was
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Binding sites are by nature designed te bind semething. They will grab
anything in the crystallization cecktail - and high cencentration will
further increase eccupancy: Chemical plausibility and excellent electron
density are a must fer ligand studiest
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fﬁ Discrete ligand molecules require careful fmﬁ.
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If only weak electron density supports the ligand
confarmatian, then chemical plausibility and correct

restraints become

even more important!
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# restraint files

Figuen 13-12 Cormest molecular

geometry b necessary for comest
astraint fibes. Shown 1 the incormesct
deht enter)
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