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http://www.wwpdb.org/deposition/PDBxDeposit
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How well does the model 

back-predict the data?

Atoms bumping into 

each other

Surprising bond 

angles

Atoms not in electron density





Geometry Fit to density

Using Mogul

RSR: Measure of how well a residue fits 

its local density (Jones et al., 1991)



PDB: 3IB0 (1.4Å)

DIF A701

Ligand diclofenac not 

supported by electron 

density

https://www.ebi.ac.uk/pdbe/

entry/pdb/3ib0/bound/DIF
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Sanity Check

Controlled 

vocabulary



4.5 FTEs for all of Europe and Africa- >4000 structures a year

Ligand matching to dictionary

All identical chemicals have the same code

Taxonomy

Sequence matching to UniProt

Highlight mutations, conflicts, tags etc

Assemblies

Standardising of representations – helping make PDB searchable

Sanity - is that really purified from human hearts?
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PDBx/mmCIF V5

More metadata for EM derived models

all EM categories except em_map

Better audit information

Some data standardisation

work still on-going to clean up data

From 15th July

V4 V5

wwPDB.org



Versioning

Update released entries 

And retain the ID code

Details yet to be finalised

1xyz

1xyz_2   ?
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Historical data in the PDB are noisy

How many ways can you spell ‘engineered’?

Moolecular Replacment?

Ribosomal RNA names

Lots more
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Quality

Gallery
(image shown 

is assembly)



pdbe.org/2az9



pdbe.org/5gaq
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http://wwwdev.ebi.ac.uk/pdbe/widgets/advance-search-test/search
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Thanks!

You, for providing the data!


