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登録 





Coordinates 

Structure Factors 
“Precheck” “Validate” “Deposite” 













Required Information 

Deposition 
  Contact Authors 
  Structural Genomics 
  Release Status 
  Title 
  Related Entries 
 
Authors 
  Entry Authors 
  Contact Authors 
  Citation 

Chemical/Biological Features 
  Molecule Names 
  Molecule Details 
  Sequence 
  Genetically Manipulated 
Source 
  Natural Source 
  Synthetic Source 
 
Structure Features 
  Keywords 
  Biological Assembly 



Crystallization 
  Methods and 
Conditions 
 
Crystal Data 
  Unit Cell 
  Space Group 
 
Data Collection 
  Crystals  
  Radiation Source 
  Radiation Detector 
  Collection Temperature 
  Collection Protocol 
  Reflections 
  Reflection Shells 

Refinement 
  Refinement Statistics 
  Resolution Shells 
  RMS Deviations 
  Coordinates Error 
 
Software 
  Programs 
  Biological Assembly 
 
Upload Supplemental 
Information 
  Supersede/Obsolete 
Information 
  Ligand Information  
  Virus Matrices 
 



 できるだけ多くのデータを入力して下さい
（便利なツールがいくつか用意されてい
ます） 

 論文がアクセプトされたら，速やかに連
絡してください 



Data Format 



An example of PDB file 
HEADER    HYDROLASE                               21-AUG-00   1FN8               
TITLE     FUSARIUM OXYSPORUM TRYPSIN AT ATOMIC RESOLUTION                        
COMPND    MOL_ID: 1;                                                             
COMPND   2 MOLECULE: TRYPSIN;                                                    
COMPND   3 CHAIN: A;                                                             
COMPND   4 EC: 3.4.21.4;                                                         
COMPND   5 MOL_ID: 2;                                                            
COMPND   6 MOLECULE: GLY-ALA-ARG;                                                
COMPND   7 CHAIN: B;                                                             
COMPND   8 ENGINEERED: YES                                                       
SOURCE    MOL_ID: 1;                                                             
SOURCE   2 ORGANISM_SCIENTIFIC: FUSARIUM OXYSPORUM;                              
SOURCE   3 ORGANISM_COMMON: FUNGUS;                                              
SOURCE   4 MOL_ID: 2;                                                            
SOURCE   5 SYNTHETIC: YES                                                        
KEYWDS    BETA BARREL                                                            
EXPDTA    X-RAY DIFFRACTION                                                      
AUTHOR    W.R.RYPNIEWSKI,P.OESTERGAARD,M.NOERREGAARD-MADSEN,M.DAUTER,            
AUTHOR   2 K.S.WILSON                                                            
REVDAT   1   07-FEB-01 1FN8    0                                                 
JRNL        AUTH   W.R.RYPNIEWSKI,P.OESTERGAARD,M.NOERREGAARD-MADSEN,            
JRNL        AUTH 2 M.DAUTER,K.S.WILSON                                           
JRNL        TITL   FUSARIUM OXYSPORUM TRYPSIN AT ATOMIC RESOLUTION AT            
JRNL        TITL 2 100 AND 283 K: A STUDY OF LIGAND BINDING                      
JRNL        REF    ACTA CRYSTALLOGR., SECT.D     V.  57     8 2001               
JRNL        REFN   ASTM ABCRE6  DK ISSN 0907-4449  

プレゼンター
プレゼンテーションのノート
This is an example of a PDB file.  As you can see, it start with lines including some annotation information.



An example of PDB file 
CRYST1   58.390   86.700   46.270  90.00  90.00  90.00 P 21 21 2     4   
ORIGX1      0.017126  0.000000  0.000000        0.00000 
ORIGX2      0.000000  0.011534  0.000000        0.00000                  
ORIGX3      0.000000  0.000000  0.021612        0.00000                  
SCALE1      0.017126  0.000000  0.000000        0.00000                  
SCALE2      0.000000  0.011534  0.000000        0.00000                  
SCALE3      0.000000  0.000000  0.021612        0.00000                  
ATOM      1  N   PRO A   1      29.061  39.981   4.981  1.00 28.69       
ATOM      2  CA  PRO A   1      29.970  38.922   4.561  1.00 29.08       
ATOM      3  C   PRO A   1      29.325  38.106   3.429  1.00 29.19       
ATOM      4  O   PRO A   1      28.097  38.168   3.298  1.00 29.87       
ATOM      5  CB  PRO A   1      30.106  38.013   5.789  1.00 29.07       
ATOM      6  CG  PRO A   1      28.749  38.112   6.413  1.00 28.59       
ATOM      7  CD  PRO A   1      28.387  39.600   6.246  1.00 29.21       
ATOM      8  N   GLN A   2      30.153  37.412   2.681  1.00 28.13       
ATOM      9  CA  GLN A   2      29.636  36.572   1.593  1.00 27.95       
ATOM     10  C   GLN A   2      29.861  35.139   2.082  1.00 27.28       
ATOM     11  O   GLN A   2      31.038  34.773   2.266  1.00 27.61       
ATOM     12  CB  GLN A   2      30.373  36.787   0.305  1.00 28.43       
ATOM     13  CG  GLN A   2      30.346  35.501  -0.539  1.00 29.40       
ATOM     14  CD  GLN A   2      30.921  35.844  -1.899  1.00 29.51       
ATOM     15  OE1 GLN A   2      31.894  35.283  -2.340  1.00 30.56       
ATOM     16  NE2 GLN A   2      30.288  36.839  -2.518  1.00 30.01       
 



その他のフォーマット 

 mmCIF 
 PDBML 



mmCIF 
mmCIF (macromolecular crystallographic 

information format) was developed under the 
auspices of  the International Union of 
Crystallography for macromolecular 
structures from the Crystallographic 
Information Format (CIF) widely used for small 
molecules. PDB currently distributes all the 
entries both in mmCIF and the conventional 
PDB format. An enhanced version of mmCIF 
was also developed recently. 

mmCIF is a list of data items which consist a pair 
of name and value. 



_entry.id                        1GOF 
_cell.length_a                   98.000 
_cell.length_b                   89.400 
_cell.length_c                   86.700 
_cell.angle_alpha                90.00 
_cell.angle_beta                117.80 
_cell.angle_gamma                90.00 
_symmetry.space_group_name_H-M   'C 2        '  
 
loop_ 
_atom_site.label_seq_id 
_atom_site.group_PDB 
_atom_site.type_symbol  
_atom_site.label_atom_id  
_atom_site.label_comp_id  
_atom_site.auth_seq_id  
_atom_site.label_asym_id  
_atom_site.Cartn_x  
_atom_site.Cartn_y  
_atom_site.Cartn_z  
_atom_site.occupancy 
_atom_site.B_iso_or_equiv 
_atom_site.id 
1  ATOM  N  N    ALA   1  A  38.840   0.236   1.012  1.00 34.65  1 
1  ATOM  C  CA   ALA   1  A  38.356  -0.999   0.357  1.00 42.26  2 
1  ATOM  C  C    ALA   1  A  37.098  -1.547   1.056  1.00 41.25  3 
1  ATOM  O  O    ALA   1  A  36.619  -0.946   2.028  1.00 29.44  4 
1  ATOM  C  CB   ALA   1  A  39.398  -2.114   0.379  1.00 40.70  5 
2  ATOM  N  N    SER   2  A  36.610  -2.666   0.495  1.00 32.67  6 
2  ATOM  C  CA   SER   2  A  35.411  -3.244   1.202  1.00 34.90  7 
2  ATOM  C  C    SER   2  A  35.683  -4.740   1.081  1.00 38.30  8 
2  ATOM  O  O    SER   2  A  36.827  -5.147   0.747  1.00 28.59  9 
2  ATOM  C  CB   SER   2  A  34.063  -2.660   0.823  1.00 24.49  10 
2  ATOM  O  OG   SER   2  A  33.031  -3.308   1.686  1.00 20.37  11 



mmCIF as templates 
As mmCIF is a list of data items which consist 

a pair of name and value, very similar to 
elements (pairs of tag and content) of 
XML, it is easier to covert into an XML 
format than the conventional PDB format. 

 
         _name value 
                 ↓ 
        <tag> content </tag> 



PDBML: an XML for PDB 
To design PDBML the following points were 

considered: 
 Use Macromolecular Crystallographic 

Information Format (mmCIF) as the 
template 

 For compatibility, use the name and 
structure of mmCIF as much as possible 

 The scheme is defined in XML Schema, 
which is far more flexible and strict than 
the conventional DTD (Document Type 
Definition). 

プレゼンター
プレゼンテーションのノート
More of uniformity with other databases rather than internal consistency.



An example of PDBML 

 < P D B x : e n t i t y C a t e g o r y >  
   < P D B x : e n t i t y  i d = " 1 " >  
     < P D B x : t y p e > p o l y m e r < / P D B x : t y p e >  
     < P D B x : s r c _ m e t h o d > m a n < / P D B x : s r c _ m e t h o d >  
     < P D B x : p d b x _ d e s c r i p t i o n > C R A M B I N  
        < / P D B x : p d b x _ d e s c r i p t i o n >  
     < P D B x : f o r m u l a _ w e i g h t > 4 7 4 3 . 5 0 3  
        < / P D B x : f o r m u l a _ w e i g h t >                    
     < P D B x : p d b x _ n u m b e r _ o f _ m o l e c u l e s > 1  
        < / P D B x : p d b x _ n u m b e r _ o f _ m o l e c u l e s >  
   < / P D B x : e n t i t y >  
< / P D B x : e n t i t y C a t e g o r y >  



Problems of PDB format 
1. Limitation of “Fixed format” 
 
2. Confusion of “Mixed formats” 
 
New Headers 
 
 FTNOTE   1 CIS PROLINE - PRO A    7 
 
 CISPEP   1 SER A    6    PRO A    7          0        -0.71 
 
Change of Format 
 
 ATOM  1  N   ALA A  1  38.840   0.236   1.012  1.00 34.65 1GOF 219 
  
 ATOM  1  N   GLN A  1  81.540  63.203  82.187  1.00 52.88    N   
 



PDB Remediation Project 

Thorough check of the PDB contents 
by all wwPDB members. 

New dataset was released on 1 August 
2007. 

 
  

Henrick K, et.al., Nucleic Acid Res., 36, D426-433 
(2008) 



構造の「質」は，登録者（depositors）に依
存しているが… 

電子密度は，（実験的に）最も良い解析の質の指標で
ある． 

2008年2月1日より，構造因子の登録が必須となってい
る． 



フォーマットのupdate: v3.2 
フォーマットのupdate: v3.2 

 SPLIT レコードの新設： 

 巨大な蛋白質複合体の原子座標の記載 

 情報の追加： 

 複合体情報：PISA/PQS 

 SITEレコード：実験/リガンド近傍原子 

 低分子リガンドのdictionary: CCD  

 （Chemical Compound Dictionary   
http://www.wwpdb.org/ccd.html）の整備 

 

プレゼンター
プレゼンテーションのノート
SITE: less than 3.7 A (CCP4: contact.f )



Example: Vault by Kato et al. (2zuo, 2zv4, 
2zv5)  

 

プレゼンター
プレゼンテーションのノート
Atom number: MAX 99,999, Vault: more than 10,000,000 Da (39 chains: 241,956)Chain number: A-Z: 26, a-M: 13 , total 39 for a half of Vault



Example: Vault by Kato et al. (2zuo, 2zv4, 
2zv5)  

プレゼンター
プレゼンテーションのノート
99,999



Example: Vault by Kato et al. (2zuo, 2zv4, 
2zv5)  



(2011年7月) データの修正:v3.3 
PDB Exchange Dictionaryのバージョン4.0準拠 

 生物学的単位の見直し： 
 PISA/PQS 

 TLS refinement： 
 refmac5でのTLS refinement後の

データの扱い 
 ペプチドインヒビター，抗生物質  
 non-standard crystal frame 

 REMARK 285 THE ENTRY COORDINATES 
 REMARK 285 ARE NOT PRESENTED IN THE STANDARD 

CRYSTAL FRAME. 

プレゼンター
プレゼンテーションのノート
SITE: less than 3.7 A (CCP4: contact.f )



(2011年7月) データの修正:v3.3 
PDB Exchange Dictionaryのバージョン4.0準拠 

 非標準的なポリマー鎖の修正 

 

 Ｘ線／中性子ハイブリッド法： 

 PDBx・mmCIFに正しく記述 
 部分占有率の取り扱い 
 Strain nameをScientific nameから削

除  

 Chemical componentsの修正 

プレゼンター
プレゼンテーションのノート
SITE: less than 3.7 A (CCP4: contact.f )



 
データ登録に関して不明な点があれば，下記サイ
トから御連絡ください． 
 

Ｘ線：http://www.pdbj.org/pdbj_aditmail_j.html 
NMR：http://www.pdbj.org/pdbj_aditnmrmail_j.html 



不明な点があればいつでもご連絡ください 



不明な点があればいつでもご連絡ください 

名前 
電子メールアドレス 
Subject 

本文 



不明な点があればいつでもご連絡ください 
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FAQ 



不明な点があればいつでもご連絡ください 

名前 
電子メールアドレス 
Subject 

本文 

いずれも英語で 
お願いします 
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