
Protein Data Bank (PDB) 

清華大學生物資訊中心 
Bioinformatics Center, NTHU 



Protein Data Bank (PDB) 

 http://www.pdb.org/ 

 Structure data determined by X-ray crystallography 
and NMR 

 The data include the atom coordinate, reference, 
sequence, secondary structure, disulfide 
bond ……etc. 

 



The number of protein structure and 
the last update date 

PDB Statistics 
79697 Structures 
Last Update: Feb 28, 2012  

PDB Statistics 
72550 Structures 
Last Update: Apr 19, 2011  

PDB Statistics 
79851 Structures 
Last Update: Mar 06, 2012  







PDB ID or keyword  
Author 
Structural Genomics Center 
Chemical Name 
Chemical ID 

Search 



Advanced Search Interface  
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Add Query 
here ! 
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1D66 1 2 Click 

Search PDB ID: 1D66 



Structure Summary : 1D66 
PDB ID 





View Structure : 1D66 



Sequence / Structure Details  



Biology and Chemistry Report  



Geometry  

Ramachandran Plot 



Geometry  



Download/Display File  

*Use WordPad to view the text file 



Download/Display File  

 x   y  z 



PDB File Title Section  
HEAD First line of the entry, contains PDB ID code, 

classification, and date of deposition.  HELIX Identification of helical substructures.  

COMPND Description of macromolecular contents of 
the entry.  CRYST1 Unit cell parameters, space group, and Z.  

SOURCE Biological source of macromolecules in the 
entry.  ORIGXn 

Transformation from orthogonal 
coordinates to the submitted coordinates (n 
= 1, 2, or 3). 由直角(orthogonal)座標系，轉換到

submitted座標系，座標系之間的轉換 

AUTHOR List of contributors.  SCALEn 
Transformation from orthogonal 
coordinates to fractional crystallographic 
coordinates (n = 1, 2, or 3).由直角座標系，轉換

到晶圖(crystallographic)座標系，座標系之間的轉換值。 

REVDAT Revision date and related information.  MTRIXn 
Transformations expressing non-
crystallographic symmetry (n = 1, 2, or 3). 
There may be multiple sets of these records.
非晶圖對稱的轉換 

JRNL Literature citation that defines the 
coordinate set.  ATOM Atomic coordinate records for standard 

groups.  

REMARK General remarks, some are structured and 
some are free form.  HETATM Atomic coordinate records for heterogens.  

SEQRES Primary sequence of backbone residues.  TER Chain terminator.  

FORMUL Chemical formula of non-standard groups.  END Last record in the file.  



Molecular Graphics 

• MDL Chime 
• RasMol 
• PyMOL 
• Cn3D 
• Swiss PDB viewer 
• MOLMOL 
• MolScript 
• Raster3D 
• GRASP 
• WebLabViewer 



http://alpha.life.nthu.edu.tw/ 



Thanks for your attentions. 
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