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ÅProtein Data Bank (PDB) 

Å

Å2017 4 13

Å Web

ï http://www.rcsb.org/

ï http://www.ebi.ac.uk/pdbe/

ï http://www.pdbj.org/
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ÅRCSB http://www.rcsb.org/
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Å

ï ñHIV Proteaseò, ñGreen Fluorescent Proteinò, etc.

ÅPDB ID

ïPDB ID 1 3

ID

ï 1HVR, 1J4N, etc.
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Å

ïStructure Summary

ïAnnotations

ïSequence

ïExperiment

9



Å Download Files

Å PDB Format
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1. PDB ID 1HVR

2.

3. Chimera

4. File Ÿ Open

1hvr.pdb
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UCSF Chimera
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UCSF Chimera

Å selection

ï Ctrl

ï Ctrl Shift

ï Ctrl

ï ŷ Ÿ Ÿ2 Ÿ

Ÿ

Å

ï Actions Ÿ Focus
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Å Actions

1. Actions Ÿ Atoms/Bonds

Ÿ show

2. Actions Ÿ Ribbon

Ÿ hide

3. Actions Ÿ Color

Ÿ by element

Å
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Å Actions Ÿ Surface

Ÿ show

Å Tools Ÿ

Surface/Binding 

Analysis Ÿ

Coulombic Surface 

Coloring
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Å Favorites Ÿ

Command Line

Å split Enter

Å Favorites Ÿ Model 

Panel

ÅModel Panel S
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Å Tools Ÿ Sequence Ÿ Sequence

Å

ï

ï Shift
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Å

ïX

ï

2.8 Å 3.5 Å

Å Select Ÿ Residue Ÿ

XK2

Å Tools Ÿ Structure

Analysis Ÿ FindHBond

Ÿ

19



Å

Å XK2

Å Select Ÿ Zone

OK

Ÿ 5 Å

Å Select Ÿ Name Selection
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Å File Ÿ Save Session As

Å File Ÿ Restore 
Session

Å File Ÿ Save Image

Å File Ÿ Close Session
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PDB

ÅPDB

Å Display Files Ÿ PDB Format

22



PDB

Å

HEADER    HYDROLASE(ACID PROTEINASE)              14- FEB- 94   1HVR              
TITLE     RATIONAL DESIGN OF POTENT, BIOAVAILABLE, NONPEPTIDE CYCLIC            
TITLE    2 UREAS AS HIV PROTEASE INHIBITORS                                     
COMPND    MOL_ID: 1;                                                            
COMPND   2 MOLECULE: HIV- 1 PROTEASE;                                            
COMPND   3 CHAIN: A, B;                                                         
COMPND   4 ENGINEERED: YES                                                      
SOURCE    MOL_ID: 1;                                                            
SOURCE   2 ORGANISM_SCIENTIFIC: HUMAN IMMUNODEFICIENCY VIRUS 1;                 
SOURCE   3 ORGANISM_TAXID: 11676;                                               
SOURCE   4 EXPRESSION_SYSTEM: ESCHERICHIA COLI;                                 
SOURCE   5 EXPRESSION_SYSTEM_TAXID: 562                                         
KEYWDS    HYDROLASE(ACID PROTEINASE)                                            
EXPDTA    X- RAY DIFFRACTION                                                     
AUTHOR    C.- H.CHANG                                                            
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PDB

ATOM      1  N   PRO A   1     - 12.735  38.918  31.287  1.00 39.83           N  
ATOM      2  CA  PRO A   1     - 12.709  39.097  29.830  1.00 39.29           C  
ATOM      3  C   PRO A   1     - 13.575  38.051  29.162  1.00 39.78           C  
ATOM      4  O   PRO A   1     - 14.097  37.126  29.753  1.00 38.67           O  
ATOM      5  CB  PRO A   1     - 11.243  39.010  29.398  1.00 37.79           C  
ATOM      6  CG  PRO A   1     - 10.636  38.128  30.469  1.00 38.69           C  
ATOM      7  CD  PRO A   1     - 11.368  38.593  31.729  1.00 37.10           C  
ATOM      8  H2  PRO A   1     - 13.142  39.756  31.758  0.00 15.00           H  
ATOM      9  H3  PRO A   1     - 13.429  38.158  31.502  0.00 15.00           H  
ATOM     10  N   GLN A   2     - 13.682  38.255  27.876  1.00 41.01           N  

ATOM HETATM

N a CA b CB

Chain ID

x, y, z [Å]

occupancy 1.00

B [Å2] X 24



ÅPyMol

ïhttp://www.pymol.org/

ÅRasMol

ïhttp://www.openrasmol.org/

ÅSwiss-PdbViewer

ïhttp://spdbv.vital-it.ch/

ÅUCSF Chimera

ïhttp://www.cgl.ucsf.edu/chimera/
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1. RCSB Green Fluorescent Protein

2. PDB ID 1GFL

Structure Summary

3. PDB

4. Chimera

5. Select Ÿ Chain Ÿ B B

Actions Ÿ Atoms/Bonds Ÿ delete B

split B close

6. Actions Ÿ Focus

26



Ser65-Tyr66-Gly67

7. Tools Ÿ Sequence Ÿ Sequence

Ser65-Tyr66-Gly67

8. Actions Ÿ Atoms/Bonds Ÿ show

9. Actions Ÿ Ribbon Ÿ hide

10. File Ÿ Save Image
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Å File Ÿ

Fetch by ID

PDB ID 2CI2

Fetch

Å

Tools Ÿ High-

Order Structure Ÿ

Unit Cell
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