
PDB deposition / publication

Validation report from PDB OneDep validation (PDF, XML). 
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Prepare PDB deposition

Add sequence information to the mmCIF file.

Minimum inputs: the model from phenix.refine and a sequence file.



Get PDB validation report

Takes model and X-ray data
files in mmCIF format and
retrieves PDB validation report
in PDF and XML format.



Generate Table 1

Generate the standard table of 
crystallographic statistics 
required by most scientific 
journals. 

If you provide unmerged data, 
the table will include merging 
statistics.



PDB deposition / publication

Table 1 for publicationPDB deposition



PDB deposition
mmCIF

mmCIF format is mandatory for deposition as of 2019



PDB deposition: mmCIF file

• Contains a lot more information than PDB

• Not intended to be human editable 
• You can read it but it is (much) harder than PDB 

• Phenix tools generally produce output in mmCIF format

• Avoid editing by hand
• Easy to make hard-to-recover mistakes  



CIF file confusion

• CIF is a file format

• CIF file can contain:

• Ligand information

• Atomic model

• Reflection data

• Any mixture of three above



PDB deposition: dos and don’ts

• Do not change file content from refinement for any reason:
• Add/remove atoms (hydrogens, water, remove ANISOU)
• Edit labels, header information

• Use Comprehensive validation (Phenix GUI) to address all outstanding issues 
before deposition

• Don’t panic if validation statistics reported by Phenix does not match PDB 
validation report or Coot
• If that happens and presents a problem – start conversation with PDB staff 

and involve Phenix developers
• Different (versions) of geometry libraries

• Once all is deposited and up on the web – check everything: mistakes at PDB end 
happen


