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2001年度から、（独）科学技術
振興機構（JST-NBDC：ﾊﾞｲｵ　　
ｻｲｴﾝｽﾃﾞｰﾀﾍﾞｰｽｾﾝﾀｰ）の支援
を受けて活動中




PDBjの活動 
１）“Data-in” の活動：wwPDBの一員として

・品質管理がなされた登録作業の実施

・新たな統一的登録システムの開発

・新たな共通フォーマットの開発(XML, RDF) 
２）“Data-out” の活動：共通データの

・ダウンロードサイト（毎週アプデート）の運営

・種々のサービスや二次データベースの提供

・データベース統合化環境の開発・提供

・上記環境での配列→構造→機能の同定・推定




世界中で決定された構造の約１／４の登録処理をPDBjで実施
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PDBjのData-inの活動 



•  Enables workload balancing and increased productivity 
•  Better quality assurance of ligand chemistry and polymer sequences 
•  PDBx/mmCIF is the master file format 
•  Validation suites based on recommendations from expert task

 forces; X-ray validation pipeline is available as a stand-alone server 
•  System will support all accepted experimental methods 

Global PDB 
system 

for multiple 
experimental 

methods 

新しいデータ処理システムの開発 
データ増大・高品質化に対処 



http://pdbj.org/ 
PDBjのData-out活動 

大阪大学　 
蛋白質研究所


NBDC北海道
データセンター


ポータルを二重化




http://pdbj.org/ 

Graphic viewer: jV 
http://pdbj.org/jV/ 

Molecular surface DB: eF-site 
http://ef-site.hgc.jp/eF-site/ 

Amino acid sequence (FASTA) 

Data viewer at PDBj 

Kinjo et al. NAR 40, D453 (2012)


PDBjへのアクセス 



EM Navi: 電子顕微鏡画像EMDB
 Yorodumi: PDBとEMDBの統合化 

PDBjのサービス・ツール 

GIRAF:類似リガンド結合部位


ProMode:基準振動解析 eF-site：分子表面DB
 eF-seek：類似分子表面検索






ED map (電子密度マップ)




PDBの新たなフォーマット: PDBx/mmCIF  
•  問題点: PDBフォーマットは 40 年前に開発されたもの
であり、現代科学の要求には適合できなくなっている 

•  記述における現実的な限界  
– 最大 62 の高分子鎖 
– 最大 99,999 の原子数 
– 低分子リガンドにおける結合次数や光学活性を特定できない 
–  NMR, EM（電子顕微鏡）, それらの融合法の記載が困難 
–  メタデータの記載が厄介で柔軟性がない 

•  backward compatibility をできるだけ保持 
•  これまでの PDB フォーマット dataを作れるWeb site 
•  2013年中にスタートの予定  



The Central Role of the Data Dictionary 

PDB Exchange 
Dictionary 

PDBx/mmCIF 
XML Schema 

RDF/OWL 

Validation
 Tools 

Deposition
 Tools 

 Harvesting 
 Tools PDBx Format Tools 

SQL Schema 

PDB 
XML mmCIF 

RDF 



Current Supported Archival Formats 
protein structure format  universe 

PDB (ca. 1974)  
PDBx/mmCIF (ca. 1997)  
PDBML (ca. 2005)  
RDF (ca.  2011) 

PDB PDBx/ 
mmCIF 

PDBML 
& RDF 

In managing the formats, PDBx is the master format. 



REMARK   3  DATA USED IN REFINEMENT.                                            

REMARK   3   RESOLUTION RANGE HIGH (ANGSTROMS) : 1.57                           

REMARK   3   RESOLUTION RANGE LOW  (ANGSTROMS) : 23.00                          

REMARK   3   DATA CUTOFF            (SIGMA(F)) : 0.000                          

REMARK   3   COMPLETENESS FOR RANGE        (%) : NULL                           

REMARK   3   NUMBER OF REFLECTIONS             : 43316                          

REMARK   3                                                                      

REMARK   3  FIT TO DATA USED IN REFINEMENT.                                     

REMARK   3   CROSS-VALIDATION METHOD          : NULL                            

REMARK   3   FREE R VALUE TEST SET SELECTION  : NULL                            

REMARK   3   R VALUE     (WORKING + TEST SET) : NULL                            

REMARK   3   R VALUE            (WORKING SET) : 0.191                           

REMARK   3   FREE R VALUE                     : 0.221                           

REMARK   3   FREE R VALUE TEST SET SIZE   (%) : NULL                            

REMARK   3   FREE R VALUE TEST SET COUNT      : 2189                            

REMARK   3                                                                      


ATOM      1  N   VAL A 363      22.741  -1.397  11.729  1.00 33.32           N   
ATOM      2  CA  VAL A 363      21.557  -0.831  11.024  1.00 32.13           C   
ATOM      3  C   VAL A 363      20.954  -1.757   9.943  1.00 31.73           C   
ATOM      4  O   VAL A 363      19.737  -1.906   9.845  1.00 30.94           O   
ATOM      5  CB  VAL A 363      21.883   0.552  10.391  1.00 33.45           C  

PDB Format Example 

•  Record-oriented with fixed column format 
•  Metadata in semi-structured remarks  
•  Documentation by example 
•  Most widely used and supported archival format 



PDBx/mmCIF Format Example  
•  Name – value pairs    

•  Tables  or  loop_’s 

_exptl.entry_id          1XBB  
_exptl.method            'X-RAY DIFFRACTION'  
_exptl.crystals_number   1   

 loop_ 
_database_PDB_rev.num  
_database_PDB_rev.date  
_database_PDB_rev.date_original  
_database_PDB_rev.mod_type  
_database_PDB_rev.replaces  
_database_PDB_rev.status  
1 2004-11-02 2004-08-30 0 1XBB ?  
2 2005-03-22 ?          1 1XBB ?  
3 2009-02-24 ?          1 1XBB ?  

•  Simple syntax 
•  Named data items  
•  Data seman3cs defined in the PDBx data dic3onary  
•  So:ware support in most popular languages  



PDBML Example 
 <PDBx:entity_polyCategory> 
      <PDBx:entity_poly entity_id="1"> 
         <PDBx:type>polypeptide(L)</PDBx:type> 
         <PDBx:nstd_linkage>no</PDBx:nstd_linkage> 
         <PDBx:nstd_monomer>no</PDBx:nstd_monomer> 
         <PDBx:pdbx_seq_one_letter_code> 
          DIVLTQSPASLSASVGETVTITCRASGNIHNYLAWYQQKQGKSPQLLVYYTTTLADG 
          VPSRFSGSGSGTQYSLKINSLQPEDFGSYYCQHFWSTPRTFGGGTKLEIK 
         </PDBx:pdbx_seq_one_letter_code> 
         <PDBx:pdbx_seq_one_letter_code_can> 
          DIVLTQSPASLSASVGETVTITCRASGNIHNYLAWYQQKQGKSPQLLVYYTTTLADG 
          VPSRFSGSGSGTQYSLKINSLQPEDFGSYYCQHFWSTPRTFGGGTKLEIK 
         </PDBx:pdbx_seq_one_letter_code_can> 
      </PDBx:entity_poly> 
   </PDBx:entity_polyCategory> 

•  Three flavors of XML files: 
•  fully marked-up files 
•  files without atom records 
•  files with a more space efficient encoding of atom 

records 
•  Follows naming and semantics of the PDBx data dictionary 



RDF Example 
<?xml version="1.0" encoding="UTF-8"?> 
<?xml-stylesheet type="text/xml" href="http://pdbj.org/rdf-supp/pdbj-rdf.xsl" ?> 
<rdf:RDF xmlns:PDBo="http://pdbj.org/schema/pdbx-v40.owl#"  
         xmlns:rdfs="http://www.w3.org/2000/01/rdf-schema#"  
         xmlns:rdf="http://www.w3.org/1999/02/22-rdf-syntax-ns#"> 
  <PDBo:PDBID rdf:about="http://pdbj.org/pdb/1GOF"> 
    <rdfs:label>1GOF</rdfs:label> 
  </PDBo:PDBID> 
  <rdf:Description rdf:about="http://pdbj.org/rdf/1GOF/entity/1"> 
    <PDBo:entity.formula_weight>68579.250</PDBo:entity.formula_weight> 
    <PDBo:entity.id>1</PDBo:entity.id> 
    <PDBo:entity.pdbx_description>GALACTOSE OXIDASE</PDBo:entity.pdbx_description> 
    <PDBo:entity.pdbx_ec>1.1.3.9</PDBo:entity.pdbx_ec> 
    <PDBo:entity.pdbx_number_of_molecules>1</PDBo:entity.pdbx_number_of_molecules> 
    <PDBo:entity.src_method>man</PDBo:entity.src_method> 
    <PDBo:entity.type>polymer</PDBo:entity.type> 
    <PDBo:link_to_enzyme rdf:resource="http://purl.uniprot.org/enzyme/1.1.3.9"/> 
    <PDBo:of_datablock rdf:resource="http://pdbj.org/rdf/1GOF"/> 
    <PDBo:referenced_by_entity_keywords rdf:resource="http://pdbj.org/rdf/1GOF/entity_keywords/1"/> 
    <PDBo:referenced_by_entity_poly rdf:resource="http://pdbj.org/rdf/1GOF/entity_poly/1"/> 
    <PDBo:referenced_by_entity_src_gen rdf:resource="http://pdbj.org/rdf/1GOF/entity_src_gen/1"/> 
    <PDBo:referenced_by_struct_asym rdf:resource="http://pdbj.org/rdf/1GOF/struct_asym/A"/> 
    <PDBo:referenced_by_struct_ref rdf:resource="http://pdbj.org/rdf/1GOF/struct_ref/1"/> 
    <rdf:type rdf:resource="http://pdbj.org/schema/pdbx-v40.owl#entity"/> 
  </rdf:Description> 
</rdf:RDF> 

•  Entry point for seman3c web and reasoning systems 
•  Translates data items in PDBx/mmCIF schema into triples 

with URL iden3fiers 
•  Follows naming and seman3cs of the PDBx data dic3onary 
•  hHp://pdbj.org/rdf/<pdbID>/<categoryName>/<pkey1>,… 
•  For example, hHp://pdbj.org/rdf/1GOF/en3ty/1 



Transitional Home for Large Structures 

3J3Q 3J3Y 

Large single entries are now stored separately on 
the wwPDB ftp site, and PDB internally produces 
divided/split PDB format files.  

ftp://ftp.wwpdb.org/pub/pdb/data/large_structures/mmCIF/ 
ftp://ftp.wwpdb.org/pub/pdb/data/large_structures/XML/ 

HIV-1 Capsid 3J3Q – 
• 1356 chains 
• >2M atoms 
• 25 – PDB format entries  



Providing Format Compatibility 
•  Adopt a PDB friendly mmCIF/PDBx style - 

–  All records on a single text line  
–  Columns presented in standard column order. 
–  Tabular presentation with leading record names  

(e.g. ATOM, CELL, REFINE) 

–  Method independent features in left-most column
s  (e.g. identifiers & coordinates) 

–  Method specific features in the right-most columns
 (e.g. ADPs, NMR order/disorder parameters) 

–  Continue to support PDB nomenclature semantics
 (e.g. PDB style chains, residue numbering, and insertion codes) 

•  Large entries will be internally converted to
 divided/split PDB format files.  



ATOM      1  N   GLN A  39      24.690 -27.754  24.275  1.00 60.76           N   
ATOM      2  CA  GLN A  39      23.581 -26.768  24.416  1.00 60.98           C   
ATOM      3  C   GLN A  39      23.990 -25.379  23.905  1.00 59.98           C   
ATOM      4  O   GLN A  39      25.070 -25.209  23.330  1.00 60.25           O   
ATOM      5  CB  GLN A  39      23.136 -26.685  25.878  1.00 60.69           C   
ATOM      6  N   VAL A  40      23.115 -24.395  24.122  1.00 59.58           N   
ATOM      7  CA  VAL A  40      23.342 -23.010  23.690  1.00 57.26           C   
ATOM      8  C   VAL A  40      24.000 -22.152  24.778  1.00 56.00           C   
ATOM      9  O   VAL A  40      23.992 -20.920  24.692  1.00 55.53           O   
ATOM     10  CB  VAL A  40      22.015 -22.337  23.275  1.00 57.32           C  

loop_ 
_atom_site.group_PDB 
_atom_site.id 
_atom_site.auth_atom_id 
_atom_site.type_symbol 
_atom_site.auth_comp_id 
_atom_site.auth_asym_id 
_atom_site.auth_seq_id 
_atom_site.Cartn_x 
_atom_site.Cartn_y 
_atom_site.Cartn_z 
_atom_site.pdbx_PDB_model_num 
_atom_site.occupancy 
_atom_site.pdbx_auth_alt_id 
_atom_site.B_iso_or_equiv 
ATOM       1  N    N  GLN  A   39   24.690  -27.754   24.275  1  1.000  .  60.760 
ATOM       2  CA   C  GLN  A   39   23.581  -26.768   24.416  1  1.000  .  60.980 
ATOM       3  C    C  GLN  A   39   23.990  -25.379   23.905  1  1.000  .  59.980 
ATOM       4  O    O  GLN  A   39   25.070  -25.209   23.330  1  1.000  .  60.250 
ATOM       5  CB   C  GLN  A   39   23.136  -26.685   25.878  1  1.000  .  60.690 
ATOM       6  N    N  VAL  A   40   23.115  -24.395   24.122  1  1.000  .  59.580 
ATOM       7  CA   C  VAL  A   40   23.342  -23.010   23.690  1  1.000  .  57.260 
ATOM       8  C    C  VAL  A   40   24.000  -22.152   24.778  1  1.000  .  56.000 
ATOM       9  O    O  VAL  A   40   23.992  -20.920   24.692  1  1.000  .  55.530 
ATOM      10  CB   C  VAL  A   40   22.015  -22.337   23.275  1  1.000  .  57.320 
ATOM      11  N    N  ALA  A   41   24.560  -22.804   25.797  1  1.000  .  54.570 

PDB 

PDBx/mmCIF 



PDBx/mmCIF Software Support 
•  Phenix and Refmac – produce native PDBx files for deposition  
•  MMDB  - macromolecular object library in CCP4 
•  iotbx.cif/ucif  - CCTBx C++/Python IO library with dictionary validation 
•  CCIF – CCP4 C++ library with FORTRAN support and dictionary validation 
•  CBFLib - ANSI-C library for CIF &  imgCIF files 
•  mmLIB - Python toolkit supporting CIF & mmCIF 
•  BioPython - Python toolkit for computational biology 
•  PyCifRW  - Python CIF/mmCIF parsing tools 
•  BioJava  -  Java mmCIF IO package  
•  STAR::Parser – Perl mmCIF parser and molecular object library 
•  RCSBTools  - C++/Python parsing and dictionary validation tools plus

 many other supporting format conversion and data management
 applications  

•  Visualization -  Chimera, Jmol, OpenRasMol  
PDB actively working with community developers to help fill in 

missing functionalities.   Two workshops scheduled in Fall 2013 …  
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