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BioSync

http://biosync.pdb.org

Dictionaries and Schemas
http://mmcif.pdb.org/  -  http://pdbml.pdb.org/

   Current                    Data Dictionaries
http://mmcif.pdb.org/

• PDB data exchange (XML Schema/CIF)

• Including extensions for structural genomics, automated

data extraction, and e-publishing

• DDL2
• mmCIF
• Image data
• Ligand data
• NMR
• Cryo-EM
• Target Registration
• Protein Production

• Modeling
• Crystallization
• Symmetry
• RNAML
• BIOSYNC

PDBML Schemas
http://pdbml.pdb.org/

• New PDBML website

• Schemas provided for the PDB Exchange dictionary

and component dictionaries

• Schemas and data dictionaries are updated

synchronously

     PDBML: the representation of archival macromolecular structure data in

XML. John Wesbrook, Nobutoshi Ito, Haruki Nakamura, Kim Henrick and

Helen M. Berman, Bioinformatics, 21(7), 988-992, 2005.

Software Tools
http://sw-tools.pdb.org/



PDB EXTRACT
http://pdb-extract.pdb.org/

http://sw-tools.pdb.org/

    PDB EXTRACT is a data extraction and validation tool

which automates the assembling mmCIF data files

from the outputs of X-ray and NMR structure

determination applications.

    Automated and accurate deposition of structures solved by X-ray diffraction to the
Protein Data Bank   Huanwang Yang, Vladimir Guranovic, Shuchismita Dutta,
Zukang Feng, Helen M. Bermana* and John D. Westbrook  Acta Cryst (2004). D60,
1833-1839

PDB EXTRACT
http://pdb-extract.pdb.org/

http://sw-tools.pdb.org/

• Data collection and reduction
– HKL, SCALEPACK, d*TREK,SAINT, SCALA

• Molecular replacement
– CNS,CNX,Amore,Morep,EPMR

• Heavy atom phasing
– CNS,CNX,SOLVE,MLPHARE,SHARP/autoSHARP,SHELXD,SHELX,

PHASES,SnB,BnP,Phaser

• Density modification
– CNS,CNX,DM,Solomon,RESOLVE,SHELXE

• Structure refinement
– CNS,CNX,REFMAC,RESTRAIN,SHELXL,TNT,WARP,PHENIX

Access

• RCSB Protein Data Bank Site

• http://www.pdb.org/

• RCSB/PDB Dictionary Resource Site

• http://mmcif.pdb.org /

• PDBML site

• http://pdbml.pdb.org/

• RCSB/PDB Software Download Site

• http://sw-tools.pdb.org /

• PDB Extract site

• http://pdb-extract.pdb.org/

• BioSync

• http://biosync.pdb.org/

Things to consider …

• Don’t let implementation issues stand in the way of
developing data dictionaries (logical vs. physical)…

• It is useful to take advantage of dictionary
validation as early as possible…

• Don’t underestimate legacy data issues…

• Most data collection details are currently at best
‘user verifiable’ and details fall through the cracks..

• Please agree on what additional details need to
be archived and make this electronic.

• BioSync/PDB can collect warehouse standard
features and possibly test data sets

• We will also be happy to adapt any of our parsing,
loading, transforming and extraction tools as
needed…

http://www.pdb.org/
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