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Tutorials [1]: How to view structures?

(1) Keyword Search — View Structure
— Download Coordinates
— Examine Several Information
— Other Advanced Usages and Links

(2) Search by PDBID
(3) Search by Author Names

(4) Search by Sequence

(5) Advanced Search




Tutorials [1]: How to view structures?

(1) Keyword Search — View Structure
— Download Coordinates
— Examine Several Information
— Other Advanced Usages and Links

Let’s Search “7Z AN\SX SR EER”
or “Asparagine Synthetase”
using the Keyword Search
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Graphic viewer: |V version 3.8
Access to http://www.pdbj.org/jV/

PDBjViewer (jV)

[Introduction | Basic [zage | Graphics Examples | Download & Install | Acknowledement | 1V wiki | FDB] Home ]

Introduction
PDEjViewer (jV, for short) iz a program to display molscolar graphics of proteins and nucleic acids. |V supports the following fzatures:

* 1V can read and display PDBEML files, the canonical XMI format for the Protein Data Banlk.

» Of course, jV can read and display the traditional PDB format filzs, too.

* HazNlol-hke usabihiy.

* |V can process more than one molecules.

* JV can display pelygons specified by ML, (ML Schema for polveens is available.)

+ Multiple polyegons can be processed simultanesously, and be superimposed onte molecular images.

+ Animation can be rzalized. (Each frame of an animation is made of a single MODEL entity of the traditional PDB format file )
* 1V runs on the Java BEuntime Environment (JEE) so that it can work as a stand-alone application as well as an applet.

* The graphics of |V is basad on OpenGL (JOGL), thersby producing fairly beautiful pictures.

[Fage top | Introduction | Basic Usage | Graphics Examples | Download & Install | Acknowledsment | [V wiki | PDE] Home ]

Basic Usage

You can execote basic operations such as rotation and translation with mouse action. Major actions are deseribed in the following table:

Mouse Operation

Action
Windows, Linux Mac 05 X

rotate around X (horizontal) axis

rotate around Y (vertical) axis left drag drag

rotate around Z (anteroposterior) axis || Shift + right drag (move horizontally) || Shift + Command + drag (move horizentally)

tranzlate along X axis (holizentally)

translate along Y axis (vertically) right drag Command + drag

translate along Z axis (zoom in‘out) Shift + left drag Shift + drag

m




Graphic viewer: |V version 3.8

o

e,

contents

= How to use

= |nstallation

= Trouble shooting
m Links

= Ol version
navigation

= Klain page

= Community portal
m Current events

Recent changes
Random page

= Help

search

| Go || Search |

toolbox

s What links here

Related changes

Special pages
Printable version

Permanent link

Access to |V WIKI

page discussion view source history

2 Login

Main Page

Welcome to jV wiki.

IV version 3 (formerly known as PDBjViewer) is a program to display molecular graphics of protein and nucleic
acids. |\ supports the following features:
= |V can read and display POBML files, the canonical XML format for the Protein Data Bank.
Of course, [V can read and display the traditional PDB format files, too.
RasMal-like usability.
|V can process more than one molecules.

|V can display polygons specified by XML. (XML Schema for polygons & is available.)
Multiple polygons can be processed simultaneously, and be superimposed onto molecular images.
Animation can be realized.

[V runs on the Java Runtime Environment (JRE &'} so that it can work as a stand-alone application as well as
an applet.
The graphics of |\ is based on OpenGL {JOGL &), thereby producing fairly beautiful pictures.

The program V" has been developed by Kengo Kinoshita & (Graduate School of Information Sciences &9,
Tohoku University &) and Haruki Makamura & (Institute for Protein Research é¢, Osaka Univeristy &), with the
support from JST-BIRD .
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T e ster saeier st o ALPDAGFEVVHSLAKMKRQTLGOHDFSAGEGLY THMKALRPDEDRLSPLHSVY VDL
&5 RVMGDGERQOFSTLKSTYEATWAGI KATEAAYSEEFGLAPFLPDQIHFVHSOELLSR
Pobiode _____ . DAKGRFRATAKNI GAVF] VGTGGKI SHGHRHNVRAPDYNDWSTPSFI GHAGI NGNT ~
250250 S00X500 S S - =
Hywn—F == -
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Get Entry Data from our browser, PDBj Mine
(1) Keyword search in Japanese

Japanese JatiEE  ~JIF FAQ  EREh
I,_yj',.g,_f; T A PDRI- Protein Diata Bank lapepild IST RIPOMSEE S+ -FIECSR BMPA i F 2R PORa-18-0] 7

FoEEE e

ADI: POE Dases K[ec REACTION: R00483

ADIT-NMR

Help

{85 ==
Search PDB
[Mine/xP555) Entry EOO483 Eeaction
Latest Released

- HName L-Aspartate:ammonia ligase [(AMP-forming)
Sequence-Mavigy - =

Structure-Navigat Dafinition|ATF + L-Aspartate + NH3 <=> AMP + Pyrophosphate + L-Asparagine

Se3AW

N T S ST A _— NN s T ]

Equation |COO002 + COCO045 + CO0014 <=> CO0020 + COCGO13 + COOLS2

r

Ligand Binding 5
(GIRAF) u] a
EM Mavigator T e i e e _I___
| I K : - . U .

Search NMR Dats Lug T — o, x\ B ©
P e 4 L X A cop1s2
Status Search ' . ! - :

- E ARSI ) oo P el — ,-"'"“ gl | HO=f=i] ‘h—'. P Y i

1 1 | |

NV GraphicView OW  OH OH T L

Protein Globe . ¥ CO0020

ASH

MAFFTash

Structure Predic Pathway
CRNFPRED

RPair EP: AQO11le COOO

Alanine and aspartate metabolism
Cyanoamine acid metabolism

Spanner Hitrogen metaboliszam

5FAS Enzyme

=®F-R-2=1 |ortheleg |[K0: 01914 aspartate——ammonia ligase
eFsite/eFseekie

eFrots LinkDB All DBs |

FProMeode

Melecule of the N
HoA—F ==

PDB Archive/Sna

Archive

%

=> Original format

DBGET integrated database retrieval system, GenomeNet




Several Information for each Entry:
Structural Details

= 3 = T < = : s — =
PDBjC S o« SOCASCG, N TR e b
L X N - - . i . A “
English Statistics Help ContactUs
Home PDB;j (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in collaboration
it with the RCSB in USA and the PDBe in EU. PDB] is supported by JST-BIRD.
Data Deposition >>
ADIT: PDB 130 0 : M
Depositicn Mne Structural Details [12as] About PDBj Mine
Update Information
ADIT-NMR
Reaichize summary |(Structural Details)[ Experimental Datails || Functional Details || Sequence Neighbor || Download/Display | Link
Search PDB E
(Mine/xPSSS) L | [PDBID or Keyword [%] ((search
Latest Released
Search )
Sequence- Entlty
Navigator
Structure- : Number . "
Navigator C’;S’" Description Type DB Name (Accession) F“‘:;f":? H‘gz?cne:al Descriptive key words
SeSAW "I molecules
Ligand Binding ASPARAGINE orps
Sites (GIRAF) SYNTHETASE . "
EM Navigator AB sequence polymer UniProt (P00963) 366337 2 Cocherichia ASPAHTATEAMMONIA
information (FASTA el (AMP-
Search NMR Data in FORMING)
(BMRB) format)
Status Search non-  PDBeChem (ASN)
Siriice and Software ASPARAGINE polymer Chem.Comp.(ASN) 132.1 2
oy ADENOSINE non-  PDBeChem (AMP) 347.2 2
JV: Graphic Viewer MONOPHOSPHATE polymer Chem.Comp.(AMP) ¥
: PDBeChem (HOH)
Protein Globe water water Chem.Comp.(HOH) 18.0 203
ASH
MAFFTash -
Structure |Display chain - A, B, All (in new window) o o
Erecletione Chain-A: [polypeptide(L)] L-ASPARTATECAMMONIA LIGASE (AMP-FORMING)
CRNPHED Number: | 11 21 31 31 51 61 7 81
Spanner sequence: MKTAYIAKQRQISF EERLGLIEVQAP: EV AKWKRQTL
SFAS Structure: xxx
Derived database >> it % s b d
eF-site/eF- 9
i 91 ~40| . JI: 121 131 44|I L 161 J?I'm“n 181
eProtS 3 F— -}
ProMode TR T
Molecule of the o o
Month 191 201 211 221 231 241 251 26l 271 281
KDLGAV | HAGE EDAFEL 0 .
Download >> -_— o A— g— g— -
- —_— p S ¥

PDR

Details of the structure
«Name of the molecule(s)
«Molecular weight(s)
«Keywords

eSecondary structures, etc.




Several Information for each Entry:
Experimental Details

e &

w - N

English Statistics Help Contact Us
Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in L L
— collaboration with the RCSB in USA and the PDBe in EU. PDBj Is supported by JST-BIRD.
Data Deposition >>

ADIT: PDB Deposition s FOB) . . o

: P Mne Experimental Details (X-Ray) [12as] About PDB] Mine
ADIT-NMR Update Information

Search >>

Search PDB (Mine/xPSSS) | | summary || Structural Details [E.xperimentall UB{E;';! Functionz| Details | Sequence Neighbor | Download/Display | Link

s -
it ( PDB 1D or keyword %] (‘search
Sequence-Navigator e Ty .

Structure-Navigator

SeSAW Refinement Statistics
Ligand Binding Sites N
(GIRAF) Cell axes [A] 53.000 126.130 52.860
EM Navigator Cell angles [degree] 90.00 105.59 90.00
X-ray, NMR, EM, Neutron
Status Search Resolution limits [A] 10.0-2.2 (2.30 - 2.20) ] ] ]
Service and Software >> R-work 0.164 (0.244)
JV: Graphic Viewer R-free 0.287 (0.345)
Protein Globe RMSD bond length [A] 0.008
ASH RMSD bond angle [degree] 1.25
MAFFTash
Structure Prediction >> Values in parentheses refer to the highest resolution shell. .
CRNPRED
Spanner Data Collection Statistics
SFAS X
Resolution limits [A] 2.2(2.256-2.2)
Derived datab:
erivey neauam 2 Number of reflections 25168 - - - -
£ SheiRpeEReoh I Number of measurements 4
eProtS 71426 [ )
ProMode Rmerge_|_obs 0.112 (0.238)
Molecule of the Month Completeness [%] 72.1 (53.4)
Download >> Redundancy 2.8(1.7)
PDB Archive/Snapshot Vsigmall) 1.

Archive
TR Values in parentheses refer to the highest resolution shell. . et‘ .

Crystallization Conditions

method pH temparature
"Vapor diffusion, sitiing drop' 75 293 (K)




Several Information for each Entry:
Functional Details

§ - .
PDBj: Sy O

i = y A\ . . s L L

English Statistics Help Contact Us
Home PDBj (Protein Data Bank Japan) maintains a ceniralized archive of macromolecular structures and provides integrated tools, in

Data Deposition >>
ADIT: PDB Deposition
ADIT-NMR

Search >>
Search PDB (Mine/xPSSS)
Latest Released Search
Sequence-Navigator
Structure-Navigator
SeSAW

Ligand Binding Sites
(GIRAF)

EM Navigator
Search NMR Data (BMRB)
Status Search
Service and Software >>
JV: Graphic Viewer
Protein Globe
ASH
MAFFTash
Structure Prediction >>
CRNPRED
Spanner
SFAS
Derived database >>
eF-site/eF-seek/eF-surf
eProts
ProMode
Molecule of the Month
Download >>
PDB Archive/Snapshot
Archive

Links

collaboration with the RCSB in USA and the PDBe in EU. PDBj is supported by JST-BIRD.

M}fé Functional Details [12as] About PDBj Mine

Update Information

Summary | Structural Details | Experimental Details |[Functional Details] Sequence Meighbor | Download/Display || Link

[ PDB 1D or Keyword (3] (‘search

about Functional Details Page

Functional Information from PDB Data

site_id type Number of Residues Details
NU1 SITE 1 AMP BINDING (CATALYTIC) SITE (CHAIN A).
NU2 SITE 1 AMP BINDING (CATALYTIC) SITE (CHAIN B).

AC1 SITE 13
AC2 SITE 13
AC3 SITE 17
AC4 SITE 15

BINDING SITE FOR RESIDUE ASN A 331
BINDING SITE FOR RESIDUE ASN B 331
BINDING SITE FOR RESIDUE AMP A 332
BINDING SITE FOR RESIDUE AMP B 332

(More PDB information ...)
Functional Information from PDB atom coordinates for the "HETATM" binding sites
site_id type Number of Residues Details
ASN_12as_A_331 binding site 17 ASPARAGINE binding site
AMP_12as_A_332 binding site 21 ADENOSINE MONOPHOSPHATE binding site

ASN_12as_B_331 binding site 19 ASPARAGINE binding site
AMP_12as_B_332 binding site 20 ADENOSINE MONOPHOSPHATE binding site

(More HETATOM information ...)
Catalytic Information from CSA
site_id type

CSA1 catalyticsite 3
CSAZ catalyticsite 3

Number of Residues Details
a catalytic site defined by CSA, Medline 9437423
a catalytic site defined by CSA, Medline 9437423

Details of the function
«Gene ontology information
Ligand binding
«Functional site

oEf{C.




Several Information for each Entry:
Sequence Neighbor

English

Home

Data Deposition >>
ADIT: PDB
Deposition
ADIT-NMR

Search >>
Search PDB
(Mine/xPSSS)

Latest Released
Search

Sequence-
Navigator

Structure-Navigator
SeSAW

Ligand Binding Sites
(GIRAF)

EM Navigator
Search NMR Data
(BMRB)

Status Search
Service and Software
>>

JV: Graphic Viewer

Protein Globe

ASH

MAFFTash

Structure

Prediction >>

CRNPRED
Spanner
SFAS

Derived database >>
eF-site/eF-seek/eF-
surf
eProts
ProMode
Molecule of the
Month

Download >>
PDB

Statistics Help Contact Us

PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools,
in collaboration with the RCSB in USA and the PDBe in EU. PDBj Is supported by JST-BIRD

ine Sequence Neighbor [12as] About PDBj Mine

Update Information

Sunmary || Structural Details || Experimental Details || Functional Details || Sequence Neighbor || Download/Display || Link
[ PDB ID or Keyword %] ( search )

Results (1-12) /12

12ASA Exact Matches: 11ASA 12ASB 11ASB

Seq. Identity: 32% Seq. Positives: 43% E-value: 0.083 Score: 34 Compound: HYPOTHETICAL PROTEIN ATU1052

New Search [26z44] | Structural Superposition
12ASA 65 103 (T LACHDF THI-KALRFL N F STLISTUERTNAGT
2GZ4A 28 103 o ACHOLIVETT CEMCMALLHT VIGD-—-2
2GZ4A Exact Matches: 2GZ4B 2GZAD 2GZ4C

Seq. Identity: 34% Seq. Positives: 59% E-value: 1.2 Score: 30 Compound: TBC1 DOMAIN FAMILY MEMBER 22A

New Search [20FzA) | Structural Superposition

12ASA 34 49  LSRUGDGTOONLSGAEMAUDUKUNALP DADFEUUHSLANHROTLGEHD
2QFZA 159 40 S0l oo RGeS DL

Seq. Identity: 34% Seq. Positives: 59% E-value: 1.2 Score: 30 Compound: TBC1 DOMAIN FAMILY MEMBER 22A

New Search (2aFzs] | Structural Superposition
12ASA 34 49 i FEY \TLECHT:
2QFZB 159 49

IOMKVRLE

Seq. Identity: 47% Seq. Positives: 47% E-value: 3.5 Score: 29 Compound: LYSYL-TRNA SYNTHETASE

New Search (3£914] | Structural Superposition
12ASA 267 44 CERLEEMHOALLRGEMPOTIGGS!GQSRLIMLLLQLPKIGEY
3ESIA 439 44 e LEIGUDR RV
3ESIA Exact Matches: 3ESHA 3E9HC 3E9IC 3E9HB 3E9IB 3ESHD 3E9ID

Seq. [dentity: 46% Seq. Positives: 71% E-value: 2.7 Score: 29 Compound: TBC1 DOMAIN FAMILY MEMBER 22B

New Search [30ZxA] | Structural Superposition

12ASA 34 28  LeRUGDSTOONLSSADRUOVKIGLED
3DZXA 136 28 msworsigovTEACRGIQOUGLEE

PDBID list of homologs
eResult of BLAST search

«Seguence Navigator is used.




Several Information for each Entry:
Download/Display

PDBj

English

Home
Data Deposition ==
ADIT: FOB Deposition
ADIT-NMR.
Search =»
Search PDB
{Mine/xPSSS)
Latest Released Search
Sequence-Mavigator
Structure-Navigator
SeSAW
Ligand Binding Sites
(GIRAF)
EM Navigator
Search NMR Dats
[BMRE)
Status Search
Service and Software ==
JV: Graphic Viewer
Frotein Globe
ASH
MAFFTash
Structure Prediction ==
CRNPRED
Spanner
SFAS
Derived database =>
eF-site/eF-seek/e F-surf
eProts
ProMode
Malecule of the Month
Download ==
PDE Archive/Snapshot
Archive

Links

PDBj (Protein Dsts Bank Jspan) maintsins s centrslized srchive of magomolecular stucures and provides integrated tools, in
with the RCSE, the BMRE in USA and the FOB= in EU, FDE] is supported by JST-BIRD

Mine

Download / Display [12as]

Statistics  Help

Sumary || Structural Datails | Experimental Datails | Functional Details || Sequence Neighoor I_I_DM‘"M"N-‘-PH#_" Exterral DB

PDE D arkeyward | szash

FAQ Contact Us

About PDEj Ming
Update Informaticn

file format
all
PDB format
header only
mmCIF
all
XML no-atom
ext-atom

file name
pdb12as.ent.gz(113k)
pdb12as.ent(474k)
pdb12as.ent.gz(Tk)
12as.cif gz(139k)
12as xml.gz(235k)
12as-noatom.xml.gz({32k)
12as-pdbmiplus.xml.gz(36k)
12as-extatom.xml.gz(123k)

=)
w
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e [e||e
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£
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g
=
2
=

oal

davmlaad

dawnlaad

dawmlaad

dawnlaad

davmlaad

dawnlaad

dawnlaad

T

Download or display of
the archival data

«Conventional PDB format
«Conventional PDB header
«mmMCIF
PDBML/PDBMLplus
«PDBML without coordinates
«PDBML for only coordinates

oStructure factor




Data Formats of PDB data

* PDB (conventional and flat)
* PDB Exchange (mmCIF)

— Mechanism for extension based on new demands
 PDBML

— Derived from mmCIF

— All entries converted to XML

— Automatic translation from mmCIF data files
and dictionaries

’)

A 2

1uad lbldllUll I1cicadcu

ﬂ‘-" I\ﬂ V a
J-Sty1es 0

(Westbrook, Ito, Nakamura, Henrick, Berman (2005)
Bioinformatics, 21, 988-992)




Example of PDBML for an atom coordinate.

ATOM 1 N THRA 1

17.047 14.099 3.625 1.00 13.79 | PDB-format

<PDBx:atom_siteCategory>

<PDBx:atom site id="1">
<PDBx:group_PDB>ATOM</PDBx:group_PDB>
<PDBx:type_symbol>N</PDBx:type symbol>
<PDBx: label atom 1d>N</PDBx:label atom id>
<PDBx: label comp_ 1d>THR</PDBx: label comp_i1d>
<PDBx: label asym 1d>A</PDBx: label_asym i1d>
<PDBx: label _entity i1d>1</PDBx:label _entity id>
<PDBx: label seq_ 1d>1</PDBx:label seq id>

<PDBx:Cartn_x>17.047</PDBx:Cartn_x>

<PDBx:Cartn_y>14_.099</PDBx:Cartn_y> Full d . t.
<PDBx:Cartn z>3.625</PDBx:Cartn z> ull-tag description

<PDBx:occupancy>1.00</PDBx:occupancy>

<PDBx:B _1s0o_or_equiv>13.79</PDBx:B _1so_or_equiv>
<PDBx:auth_seq 1d>1</PDBx:auth_seq i1d>
<PDBx:auth_comp_1d>THR</PDBx:auth_comp_i1d>
<PDBx:auth_asym 1d>A</PDBx:auth_asym_ id>
<PDBx:auth_atom 1d>N</PDBx:auth_atom_id>

N YY)

e~ ~e—-

<PDBx:pdbx_PDB_modei num>1</PDBx:pdbx_PDB_modei_ num>

</PDBx:atom site>

<atom record id="1">ATOM 1 AA117?

Separated file for
coordinates

- THR THR N N N 17.047 14.099 3.625 1.00 13.79</atom_record>




Several Information for each Entry:

Link

PDBj

English

Home

Data Deposition >>
ADIT: PDB Deposition
ADIT-NMR

Search >>
Search PDB (Mine/xPSSS)
Latest Released Search
Sequence-Navigator
Structure-Navigator
SeSAW

Ligand Binding Sites
(GIRAF)

EM Navigator
Search NMR Data (BMRB)
Status Search
Service and Software >>
JV: Graphic Viewer
Protein Globe
ASH
MAFFTash
Structure Prediction >>
CRNPRED
Spanner
SFAS
Derived database >>
eF-site/eF-seek/eF-surf
eProls
ProMode
Molecule of the Month
Download >>
PDB Archive/Snapshot
Archive

Links

PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in

collaboration with the RGSB in USA and the PDBe in EU. PDB; is supported by JST-BIRD.

Mine Link [12as]

Summary | Structural Details | Experimental Details || Functional Details | Seguence Meighbor | Download/Display
[ PDB ID or Keyward I#] (" search )

.

.

.

.

.

.

.

.

.

1 Link to other databases
=) (RCSB-PDB, MSD-EBI

RCSB-PDB (Protein Data Bank)

PDBe (Protein Databank in Europe)

CATH (Class, Architecture, Topology and Homologous superfamily)
CE (Combinatorial Extension of the optimal path)

eF-site (electrostatic surface of Functional-site)

FSSP (Fold classification based on Structure-Structure alignment of Proteins)
SCOP (Structural Classification Of Proteins)

UniProt (the universal protein resource) ( UNP - PO0963 )

VAST (Vector Alignment Search Tool)

GDB (Glycoconjugate Data Bank - Hokkaido University)

KEGG (Kyoto Encyclopedia of Genes and Genomes) (EC 6.3.1.1)

EzCatDB (A database of Enzyme Catalytic Mechanisms)

@© 2007 PDB]. All Rights Reserved.
Terms of Use | Newsletter | Previous Workshop | About Us

«CATH, SCOP, FSSP: folds
«UniProt: Sequences
«KEGG: Pathways
oEzCatDB: enzymes

o€1C.




Tutorials [1]: How to view structures?

(2) Search by PDBID (PDBID: 12as)




Get Entry Data from our browser, PDBj Mine

(2) PDBID search

Z 4 e - - % - - — e - . . —— =
[ g ¥ Ny \ LN = S 3 . = | = - -\ w W SR ¥ A G S, LS e .
PDBj- N TR s e 0 | P S T T s i e PDB;j Ly . A e e S e

Japanese simplified Chinese traditional Chinese  Korean Statistics Help Contact Us English Statistics  Help  Contact Us

PDB] (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromalecular structures and provides integrated tools,

Ll and provides Iintegrated tools, in collaboration with the RCSB in USA and the PDBe in EU. PDB] Is

Data Deposition 5> supported by JST-BIRD.
ADIT: PDB Deposition

ADIT-NMR

Deposition

Search >>
Search PDB
(Mine/xPSSS)
Latest Released Search
Sequence-Navigator
Structure-Navigator
SeSAW
Ligand Binding Sites
(GIRAF)

EM Navigator
Search NMR Data
(BMRB)

Status Search

Data Deposition Information >

auta 0
e

PDB Deposition NMR Data Deposition

Search

Search NMR Data ‘J
BMRB

@® Accession number
O Deposition code

Service and Software >>
JV: Graphic Viewer
Protein Globe

ASH -

MAFFTash What's new

Structure Prediction >> 24-Nov-2009
CRNPRED On November 25, 2009, our existing data viewer xPSSS will be integrated into
Spanner PDBj Mine, which has recenily been developed. (more...)
SFAS 22-0ct-2009

Derived database >> On October 22, 2009, PDBjrmain pages and deposition pages in "traditional

ekl - .
s silelak-saakink sitt Chinese" have been released.

eProtS
PreMode

Molecule of the Month

Download >>

PDB Archive/Snapshot

Archive

Links

9-Oct-2009
On October 14, 2008, the weekly data update will be made, in principle, at 9:00
AM (JST) of every Wednesday, which corresponds to 0:00 (UTC). This update is
simultaneously made at every member of the wwPDB: RCSB-PDB, PDBe, and
PDB|.

9-Oct-2009
On October 14, 2009, we will start to use a new data viewer, PDBj Mine, which
has been recently developed by PDBj. Because PDBj Mine uses a relational
database, XPath/XQuery is not available. Our XML-based database, xPSSS, is
still available for another couple of months.

61978
entries available
on 9 Dec.. 2009
00:00(UTC) / 02:00(JST)

Protain Structures

Proie!n

Globe

C@BLLS>

Dutabise Gt b Ll Beiich

in collaboration with the RCSB in USA and the PDBe in EU. PDB; is supported by JST-BIRD.

Data Deposition >>
ADIT: PDB Depaosition
ADIT-NMR

Search >>

Search PDB
(Mine/xPSSS)

Latest Released Search

Sequence-Navigator
Structure-Navigator
SeSAW

Ligand Binding Sites
(GIRAF)

EM Navigator

Search NMR Data
(BMRB)

Status Search
Service and Software >>
JV: Graphic Viewer
Protein Globe

ASH
MAFFTash

Structure Prediction >>

CRNFPRED
Spanner

SFAS

Derived database >>

eF-site/eF-seek/eF-surf
eProts

ProMode

Molecule of the Month

Download >>

PDB Archive/Snapshot
Archive

Links

Mine

Summary [12as]

About PDBj Mine
Update Information

[Sunmiarﬂ Structural Details ||

Experimental Details || Functional Details

Sequence Neighbor || Download/Display || Link

("PDB ID or Keyword 1] (search)

12as sequence information (FASTA format)

FDBIR (download PDB format file )
. ASPARAGINE SYNTHETASE, L-ASPARAGINE,
Deserpiar ADENOSINE MONOPHOSPHATE
ASPARAGINE SYNTHETASE MUTANT C51A,
Title C315A COMPLEXED WITH L-ASPARAGINE AND
AMP
Functional Keywords Hgﬁ?%ﬁSF‘ARAGINE SYNTHETASE, NITROGEN
e Biological source Escherichia coli K12
r“ﬁ,grj‘zm’ﬁ‘f’ers Celiuiar location [UNP - ASNA_ECOLI| Cytoplasm
jV and Jmol require Total number of 2
Java(TM)Plug-in 1.6 or  polymer chains
later. Total molecular weight 74226 (the details in Structural Details Page)
Nakatsu, T., Kato, H. , Oda, J. (deposition date : 1997-
> Authors 12-02, release date : 1998-12-30)
%ﬁ’: Nakatsu, T., Kato, H. , Oda, J.
Crystal structure of asparagine synthetase reveals a
rotated aboutx by 90° Primary citation ::Ilial\?; z;ﬁ{ﬁg?;saer.y relationship to class Il aminoacyl-
250X250 500X500 Nature Struct. Biol., 515 - 19, 1998.(PubMed :
e 9437423) (DOI: 10.1038/nsb0198-15)
% Experimental method  X-RAY DIFFRACTION (2.2[A])
22 CATH, CE ,FSSP,SCOP , VAST, UniProt ( UNP -
i Other Database P00963 ), eF-site, KEGG (EC 6.3.1.1), GDB,
rotated about y by 30 Information EzCatDB

250X250 500X500

PDBID (e.g. 12as) should be ——, Summary for each PDBID s
Input In a box and GO

displ

ayed.




Tutorials [1]: How to view structures?

(1) Keyword Search — View Structure
— Download Coordinates
— Examine Several Information
— Other Advanced Usages and Links

(2) Search by PDBID
(3) Search by Author Names (Oda, J.)

(4) Search by Sequence

(5) Advanced Search




Get Entry Data from our browser, PDBj Mine
(3) Search by Author Name

23R

oo Miie

MineBFaE~—DCInT

Oda, J. aithar nam= -

[Family name, inftial of Given nams") [a.g.) Ito. N

Fillz= {2k >




Get Entry Data from our browser, PDBj Mine
(3) Search by Author Name

Fepfre—327 H#EaEi# s — 2.7 9(PDBj: Protein Data Bank Japan)lt. JST-BIRDMEIESES T, *ERCSE. BMRE, BLUFBLNFDBet L T, £
m S F AL S T — Aeo- SRR SR~ EFh T -7 EL DEE T ELSID 2 0Ea — R L TRENE T,
PRty = ElissEma =l =i
ADIT: PDB Deposition M’fﬂe ﬁﬁﬁ%’\’ iisy PO} Minef==i T
ADIT-HMR 3
12 => (PDBIPED V2T 5 k. FHWHEERELAEEDIT)
Search PDB
(MinexPSS5) 1_16/ 37
Latest Released Search
Sequence-Mavigator 123
Structure-Mavigator
SeSAW DTV paa POE D ar Keyward o, ST0E; —Bes -
Ligand Binding Sites
(GIRAF) Utk
EM Mavigator
Search MMR Dats 2glt HTEFF : GLUTATHIONE BIOSYMNTHETIC LIGASE
[EMRE) o 24 e : STRUCTURE OF ESCHERICHLIA COLI GLUTATHIONE SYNTHETASE AT PH 6.0.
Status Search e i =5 : Matsuda, K., ¥amaguchi, H., Kato, H., Nishioka, T., Katsube, ., Oda, J.
e I RRTF S = E xBEE : X-RAY DIFFRACTION
JV: Graphic Viewsr ¥aH L
Protein Globe 2HH A
;il-liFTash 1g=h b B - : GLUTATHIONE BIOSYNTHETIC LIGASE
i 24 e : STRUCTURE OF ESCHERICHLA COLI GLUTATHIONE SYMNTHETASE ATPH 7.5
Structure Prediction =» “ ] : Matzuda, K., Kato, H., Yamaguchi, H., Nishioka, T., Katsube, ., Oda, J.
CRNFRED ERFE + X-RAY DIFFRACTION
Spanner 538 : 1555-05-16
SFAS @ #mHH : 18996-07-11
kR A=
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(4) Search by Sequence (MKTAYIAKQRQISF)
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Development of other Databases and Services

DB protein Globe (pre-b PDB;j GIRAF - /igal
i rotein Globe (pre-beta) = (beta version 3) 4
graphical user interface (GUI) to the PDB] database. (Description | Tutariall Similarity Search for Ligand Binding Sites at Atomic Resolution [Help] [Electron Microscopy MNavigator
PRI > EM Navigator - Top Page:
_— Note: This service is currently under development. Keyword / ID Search
FOBID; a5 Giiven a query protein structure, GIRAF searches for ligand binding sites in the PDB that are structurally similar to substructures of the query. p—
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Domain:
¥ o 2. ltongxmls | - 7
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'This domain: Input PDB ID:
orupload a PDB file: (F77AEMA) 77 £ LW Tha LA
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Your email address (optional)
(i) (eset)
DB version: 2008-06-13 (186485 ligand binding sites)
In PDB:
" References
- 1. Similarity sc: for local protein structures at atomic resolution by exploiting a database ma MCTIL SYStem.
Kinjo, A. R : Nakanura, H. BIOPHYSICS 3:75-84 (2007) [for the description of the method]
. 2. Comprehensive structural classification of ligand binding motifs in procins » This e is currerthy under construcition. Flease contact ug if vou have probliem. question, or suggestion.
Kinjo, A R : Nakanura, H. Structure (in press) [for the identification of structural motifs] + 2007-06-15. Flgwriaver version upped. The button o open the full screen mode is added on the right comer of movie controler.
# Protein Daia Bank Japan 2008-11-24
(=
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collected. An animation of the
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their mutual screw motions
=, About ). Plug-
» Antibocy with small molecules (I\ga.md.s) eF-seek is aweh + About Java Plug-in cehiiad i Eha narmal mada
LIPOB code only  ©and Cros * Brosite server to search for the similar ligand hinding sites + How to link to a page analysis are also displayed
* Adlive Sitg for the uplnaded coordinate file with POE format of an entry protein directly waty Cnhmc:. D""E"m'c“' I
< properties for each normal
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http://www.pdbj.org/spanner/ http://www.pdbj.org/sfas/
Spanner PDBj l

Spanner is a structural homology modeling program—that is, it threads a specific amino-acid
sequence onto a specific PDB structure, patching up the gaps as best it can.

Sequence to Function Annotation Server

To create a model, you must provide a template structure, as well as an alignment of the sequence
you wish to model onto the template sequence. Spanner will replace matching residues, fill any
gaps caused by inserted or deleted residues, and thermodynamically optimize the resulting
structure.

The resulting PDB, as well as a log file, will be emailed to you when the modeling task finishes. If an Please enter your query
error prevented a homology model from being generated (for example, when the alignment you
provided does not match the template structure), the log file will explain which partof the
modeling sequence failed.

Name:
Seqeunce:

Template PDB structure (PDB format):

FPAIERER ) 7 LEE TWERA

Sequence alignment (FASTA format; first sequence is the template, second sequence is the query):

(Z2ALEER) 77 A LHE  TUELA

Model: | (not necessary if PDB file contains only one model)

Or

Chain: | | (not necessary if PDB file contains only one chain
( v v ) Upload a FASTA-formatted sequence file: { 77 v WERR ) 77 A LHE. TV ELA

Email address for results: .
Select Alignment methods

(STARTL) # Blast © Whole PDB @ Rep. Domains
[ PsiBlast ) Whole PDB @ Rep. Domains
) HHpred @ PDB + SCOP

© 2008-2009 Massachusetts Institute of Technology and Osaka University

Send results to this email address

Homology modeling service
(Mieszko, Standley, Nakamura)

Submit Clear Form

Send feedback About SFAS

Function Annotation from

e TIAQ IC+Aamr~Alay,

Qs mes e Q A
QCYULCICES, SEAD (Slalluicy)




When you have any difficulties/troubles,
please do not hesitate to ask us from:
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