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Introduction 
  Content of the archive 
  Highlights of the 37 year history 
  PDB worldwide management organization 
  Data standards 
  Data deposition and archive management 
  Enabling other integrated forms of delivery  
  New project - PSI SGKB 



Worldwide Protein Data Bank 
www.wwpdb.org 

What is the PDB? 
  Single international repository for all information 

about the structure of large biological molecules 

  Archival database with hundreds of thousands 
of users who depend on the data 
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Archive Contents 
  Public archive 

–  More than 300,000 files in 
PDB, mmCIF, & PDBML/
XML formats (Jan 2008)  

–  Requires over 70 GBbytes 
of storage 

–  Data & chemical dictionaries 
–  Derived data files 

  For each entry 
–  Atomic coordinates 
–  Sequence information 
–  Description of structure 
–  Experimental data 
–  Release status information 

  Internal archive 
–  Depositor correspondence 
–  Depositor contact 

information 
–  Paper records 
–  Documentation 
–  Historical records from Day 

One 
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History of the Archive 
1970s 
   Community discusses how to create archive protein structures 
   Cold Spring Harbor meeting in protein crystallography 
   PDB established at Brookhaven (Oct 1971; 7 structures) 
1980s 
   Number of structures increases as technology improves 
   Community discussions about requiring depositions 
   IUCr guidelines established 
   Number of structures deposited increases 
1990s 
   Structural genomics begins 
   PDB moves to RCSB PDB 
2000s 
   wwPDB formed 
   Mandatory deposition of structure factors and restraints (Feb 2008)  
  > 24 Journals require PDB IDs for publication (2008) 
   50,000th structure released (April 2008) 



Worldwide Protein Data Bank 
www.wwpdb.org 

Nu
m

be
r o

f r
el

ea
se

d 
en

tri
es



Year




Worldwide Protein Data Bank 
www.wwpdb.org 

wwPDB 
  Members 

–  RCSB PDB (Research Collaboratory for Structural 
Bioinformatics) 

–  PDBj (Osaka University) 
–  PDBe (EMBL-EBI) 
–  BioMagResBank 

  MOU signed July 1, 2003 
  Announced in Nature Structural Biology             

November 21, 2003 



wwPDB Resources 

www.wwpdb.org




Worldwide Protein Data Bank 
www.wwpdb.org 

Guidelines and Responsibilities  
  All members issue PDB IDs and serve as 

distribution sites for archival data files 
  One member is the archive keeper (RCSB PDB) 
  All format and data dictionary documentation 

publicly available 
  Strict rules for redistribution of PDB data files 
  All sites can create their own delivery websites 
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Common Data Standards 
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PDB Depositors 1999-2007 
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PDB FTP Traffic 

RCSB PDB 
164.5 million 

data downloads


MSD-EBI 
23.8 million 

data downloads


PDBj 
9.5 million 

data downloads
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Statistics on PDB FTP Users 

  Approximately 200,000,000 data files were 
downloaded in 2007 

  This does not include redistribution (by other 
resources, such as  PDBsum, OCA, Jena, 
Relibase, Accelrys) 

  Also does not include extensive, albeit 
anecdotal, use of PDB behind the firewalls of 
pharmaceutical and biotechnology companies 
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Time-stamped copies of the archive 

  57 Gbytes of data for 2006, released January 2, 2007 
  68 Gbytes of data for July 2007 snapshot 
  Both include 

–  PDB format entries 
–  mmCIF format entries 
–  PDBML format entries  
–  Experimental data 
–  Dictionary, schema, and format documentation
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PDB IDs and DOIs 
  Digital Object Identifiers (DOIs) created for 

each PDB entry 
  DOIs provide credit for a PDB entry in CVs 
  Used as a reference in publications - 

http://dx.doi.org/10.2210/pdb4hhb/pdb 
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Community 
  Depositors 

–  Different methods: X-ray, 
NMR, cryo-EM 

  Users 
–  Structural biologists 
–  Biochemists 
–  Molecular biologists 
–  Computational biologists 
–  Educators 
–  Students 
–  Lay community 
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http://www.rcsb.org/pdb/ 

http://www.ebi.ac.uk/msd 

http://www.bmrb.wisc.edu/ 

http://www.pdbj.org/ 
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wwPDB Funding 

Wellcome Trust, EU,  
CCP4, BBSRC, MRC, EMBL NLM BIRD-JST, MEXT 

NSF, NIGMS, DOE, NLM, NCI,  
NCRR, NIBIB, NINDS, NIDDK 
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Knowledgebase Vision 

The PSI Structural Genomics Knowledgebase         
(PSI SG KB) will turn the products of the PSI effort into 
major advances in knowledge that can be used to 
understand living systems and human disease. 

The PSI SG KB will be a key resource for the 
advancement of biology, biochemistry, functional 
genomics, pharmacology, bioinformatics, chemistry, 
education and clinical medicine. 

Poster –  P04.22.430(C364) 
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PSI SGKB  - http://kb.psi-structuralgenomics.org 
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Integrates query results across the pipeline 
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New PSI-Nature SG KB Homepage 

Coming Soon … 
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