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WORLDWIDE

@PDB The worldwide Protein Data Bank
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International collaboration in wwPDB

1) Curation, data processing, and registration are
made by all the members, collaborating with each
other.

2) We have a single data archive, which is looked after
by one “archive keeper (RCSB)”.

3) Data format and new descriptions are discussed
among the members.

4) Members are encouraged to develop their own
browsers, viewers, and other APIs and services.

(Berman, Henrick & Nakamura (2003) Nat. Struct. Biol. 10, 980)




PDB FTP Traffic (July 2009 - June 2010)

219 M files were downloaded from three wwPDB
members (PDBj, RCSB-PDB, PDBe) during a year.




Protein Data Bank Japan (PDBj)

PDB;j

Japanese Chinese Korean Statistics

http://'www.pdbj.org/ =

ADIT: PDB Deposition
ADIT-NMR
Search >>

Search PDB
(Mine/xPSSS)

At Institute for Protein Research, ==

Osaka Univ. since 2001.

Search NMR Data
(BMRB)

Supported by the Institute for — =-ee--

Bioinformatics Research and i

Structure Prediction >>
CRNPRED

Development, Japan Science and _ =

Technology Agency (BIRD-JST). =

Download >>

PDB Archive/Snapshot
Archive

Links

PDB (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. PDB] is supported
by JST-BIRD

Deposition

Data Deposition Information ==

PDB Deposition et NMR Data Deposition
Search
searchpoe  Vjfie Search NMR Data 'J
BMAB
(PDB 1D or Keyword 1] (Go ) @ Accession number
T O Deposition code
Advanced Search >> L 7
What's new
9-Oct-2009

On October 14, 2009, 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.

25-Sep-2009

The changes to the wwPDB FTP site has been announced as "The advisory notice" at
hitp#www.wwpdb.org/. (September 25, 2009)

18-Mar-2009
PDB Archive Version 3.15 Released (more...)
13-Feb-2009

Help Contact Us

60756
entries available
on 14 Oct., 2009
00:00{UTC) / 09:00{JST)
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Protein Data Bank Japan: PDBj

1. The wwPDB management as one of the
members

2. Curation and data processing for the
deposited data (PDB and BMRB)

3. Data remediation and development of the
format for correct description

4. Addition of experimental information from
literatures

5. Development of query tools and derived
databases as the web service




Data Processed at PDBj and wwPDB

Processed total at PDBj j (17 544 Sept 2011)
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On October 22, 2009, PDB| main pages and depasition pages in "traditional Chinese”
have been released.

3-Oct-2008
On Oclober 14, 2008, the weekly data update will be made, in principle, at 8:00 AM
(4ST) of every Wednesday, which comesponds to 0.00 (UTC). This update is
simultaneously made at every member of the wwPDB: RCSB-PDB, PDBe, and PDB),

3-Oct-2009
On October 14, 2008, we will start 1o use a new data viewer, PDBj Mine, which has
been recently developed by PDB|. Because PDBj Mine uses a relational database,
XPath/XQuery is not available. Our XML-based database, xPS55, is still avallable for
another couple of manths.

25-5ep-2008
The changes to the wwFDB FTP site has been announced as "The advisory nefice” at
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On October 22, 2008, PDB] main pages and deposition pages in "traditional Chinese”
have been released.
9-Oct-2009
On October 14, 2009, the weekly data update will be made, in principle, at 9:00 AM
(JST) of every Wednesday, which coresponds 1o 000 (UTC). This update is
simultanecusly made al every member of the wwPDB: RCSB-PDB, PDBe, and PDB).
9-0ct-2009
On October 14, 2008, we will star 10 use a new data viewer, PDB] Mine, which has
been recently developed by PDBj, Because PDBj Mine uses a relational database,
XPathXCuery is not available. Our XML-based database, xPSSS, is still available far
another couple of months,
25-Sep-2008
The changes to the wwPDEB FTP site has been announced as “The advisory notice” at
hitp:iwww. wwpdb.orgl. (September 25, 2003)
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On October 22, 2009, POB] main pages and deposition pages in "traditional Chinese”
have been released.

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

9-0c1-2009
On October 14, 2009, we will star 1o use a new data viewer, PDB} Mine, which has
been recently developed by PDBj, Because PDBj Mine uses a relalional databass,
XPath/XQuery is not available, Our XML-based database, xPSSS, is still available for
another couple of manths,

25-Sep-2009
The changes to the wwPDB FTP site has been announced as "The advisory notica” at
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Quick Tour of How to Deposite
(X-ray) Structures with ADIT




Before deposition, please check;

e Is it the final structure?

e Coordinates and structure factors (raw
Images In the future?)

e You have a sequence file? (real sequence
used In the experiment, one-letter code,
database ID... If it’s a new protein,
seguence deposition is also required)

e Ligand information (IUPAC name,
Images...)




To make the procedure easler

e Have various log files ready
(crystallisation note, data collection,

scaling...)

e Run preprocessing programs (pdb_extract,
deposit._ mmcif, CCP4 data harvesting...)
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Statistics  Help FAQ Caontact Us

Home PDBj (Protein Data Bank Japan) maintains a cenfralized archive of macromolecular structures and provides integrated fools, in 68998
—_ collaboration with the RCSB. the BMRE in USA and the PDBe in EU. PDB] is supported by JST-BIRD. _ _

— entries available
Deposition on 3 Nov. 2010
00:00{UTC) / 08:00(JST)

Data Deposition >>
ADIT: PDB Deposition

ADIT-NMR
Data Deposition Information ==
Search >>

W O RLDWIDE

"

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

FROTEIN DATA BANK

PDB Deposition NMR Data Deposition £ /||

SesAW Search
Ligand Binding Sites (GIRAF)
EM Navigator Search PDB ine Search NMR Data
Search NMR Data (BMRB) BMAB
Status Search
Service and Software >> [PDB 1D or Keyword ] [ Go | ‘; Ez;zssﬂm r;t;nJ:er o3
JV: Graphic Viewer Advanced Search > Protq]'n
Protein Globe | Go | Globe
ASH 3
MAFFTash What's new
SEALA
structure Prediction >> 6-0ct-2010 >
Effective December 6, 2010, deposition of chemical shift data will be mandatory when submitting NMR entries to the PDB. [] B[:l.\
CRNPRED (more._) Duiabase Cuter for Life Belenca
Spanner
SFAS 19-Aug-_201.0
Validation Report PDFs (mare_ )
Derived database >>
eF-site/eF-seekieF-surf 13-Jul-2010
eProtS. The latest version of jV (jV3.8), the maolecular graphics viewer developed by PDBj, has been released. A new functional
. command "displayatom on/off" has been added, which provides various display methods easily. Please download the
rohode newest version from here.
Maolecule of the Month
30-Jun-2010
Download >> _ Version 2 NMR restrain files have been released.(more. )
PDB Archive/Snapshot Archive 19-May-2010
Links The latest version of jV (j3.7.1) has been released.
7-May-2010
The IP address of F'DBJ ftp server (ftp pdbj org] has been changed to 133 1 158.142_If you access to the PDBJ fip [

'|—|—|—|—|_|_|@—u9-m|~ [“a~ #1008 -~




f PDBj VYalidation & Deposition Portal — Windows Internet Explorer _||:||1|
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Last update: 2009-04-24

Languages: en | ja | ko | zh-cn | zh-tw

Mews | Deposition Tutorial (en, iz, ko, zh-cn, zh-tw) | Validation and Deposition | Policies and Procedures | Contact Us

PDBj Validation & Deposition Portal

Welcome to the PDBj validation/deposition portal.

Need help?

If you have any questions, please{read "Deposition tutorial” firs
validation/deposition service and tudgl are welcome.

If you still need help, please contact us. Questions, comments, and suggestions in

Data Deposition Tools

Search
You may search HET groups using Ligand Expo. If your HET groups are NOT new, you should use the existent ones.
Check sequence database references for proteins or nucleic acids in your structure at UniProtKB. The author is encouraged to submit their sequence

information via SPIN (the UniProtkKB submission toaol) for directly sequenced proteins, or vir submission tools provided by INSDC members (SAKURA at
DDBJ, Webin at EMBL, BankIt at GenBank) if the nucleotide sequence is available.

Validate

Before you deposit the structure data, validate your structure using the validation server at PDB].

Validation
» Server ADIT Validation Server

Deposit

After you validate your structure data, deposit your structure using the structure deposition tool ADIT at PDBj, beta-ADIT or ADIT-NMR at PDBj (for NMR
studies). For other deposition servers at wwPDB member sites, please visit from the wwPDB web site.
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/2 PDBj ADIT Deposition Tool - Windows Internet Explorer o [m] 4]
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ADIT Deposition Tool f\-l-q input Tobl
Need help? -

If you have any questions, please read "Deposition tutorial” first. If you still need help, please contact us. Questions, comments, and suggestions in
validation/deposition service and tutorial are welcome.

If your question is about a particular entry, please include the RCSB ID in your message.

Announcements

If TLS is involved in refinement, Please read "Depositors for using TLS” document.
Please make sure that your depositing coordinate meets wwPDB policy. wwPDB annotation polices document is available from wwPDB web site in
HTML or PDE format.

Structure factor amplitudes/intensities (for crystal structures) and restraints (for NMR structures) are a mandatory requirement for PDB deposition.
This policy is published at wwPDB news.

« Structures solved by Electron Microscopy should deposit their maps to the EMDB (at PDBe or RCSB) first, and should supply the EMD-id as an
associated entry with their ADIT deposition.

Files and information required to deposit X-ray, NMR, and Electron Microscopy, or other methods structures.

-rStart New Session

To start a new ADIT session, select the experimental method and the molecular structure type. Then press the BEGIN button.

Method: [*-ay ~| Structure Type: [Protein =] BEGm
e —— e

~Continue Previous ADIT Session

To continue a session from an earlier date, Enter your session restart ID and press the CONTINUE SESSION button.

Session Restart ID: | CONTINUE SESSION |
(example: 2006-07-01.serverhostname.9999.12345678)

If you have started an ADIT-NMR session, you can continue at ADIT-NMR.

=
[R—hFETENELE [T T T T [@fs=—ast [“a - [®i00% -




/2 Deposition — Windows Internet Explorer - ||:||5|
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PDB. A memeer ofF THE @ IPDB W
e o B e An Information Portal to Biological Macromelecular Structures

PDBj | Contact Us

Validation and Deposition Services Home

Deposition Top | Tutorial | ADIT FAQ | Deposition FAQ | pdb_extract | Ligand Expo

A D Auto Dep

IT ¥ InputTool
|
Running an ADIT Session

L
1. Please review the format requirements before starting the session. C 0 O rd I n ate S

2. You may wish to use pdb_extract to process log files for deposition.
3. Check ligands with Ligand Expo.

Upload coordinate file Select file type: | |ppB

' mmCIE

Upload structure factor fife Select file type: | |mymcIF

Cmiz

© |other ASCII

About ADIT Structure Factors

An ADIT session involves three sjeps:

1 AN 11 ' 1411 ' 77
aamomoenes Precheck” — Validate™ "Deposite

2. Avalidation check
3. The actual deposition of the structural data to the database

Compress (.gz or.Z files

Choose Operation:

|©|precheck | alidate | [Deposit

Precheck confirms that the data files you enter are in a format that can be automatically processed by our software. The format and required data items for coordinate files are
described for the PDB and mmCIF formats. The required mmCIF data items for structure factor data are also described. The precheck identifies any changes that need to be
made in your data files in order to obtain a validation report or to deposit your structure.

The validation check creates a validation report for the structure which includes an RCSE PDB Atlas page. a validation report with stereochemical checks, and, depending on
the type and content of the files uploaded, produces Procheck, Molprobity, NUCheck and SFCheck reports. The validation may take a few minutes depending on the size of your =l
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/2 Data Syntax Check — Windows Internet Explorer 1Ol x|
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PDBJ | Contact Us Validation and Deposition Services Home
Deposition Top | Tutorial | ADIT FAQ | Deposition FAQ | pdb_extract | Ligand Expo
I I -
Data Syntax Check
Click here to e-mail the session restart ID

Coordinate format is OK!

Sequence information:

One polymer chain was extracted from the coordinate section. The detailed residue information

of each chain is listed below. Standard residues are listed as one letter code sequence.

Mon-standard residues are included in parenthesis. Please check the sequence information

carefully. If you think it was incorrctly extracted, please check if TER cards were added correctly.

PDB format requires all polymer chains should have a TER card at the end and no TER cards

should be included at the end of non-polymer residues (such as ions, ligands, waters).

CHRIN &: Total 353 residues, first residue (& RLR), last residue (358 SER)

LEGPEMVRGEVEDVERRY TNLSY IGECAY GMVCSAY DNLNKVRVAIREISPFEHQTYCQRTLREIRILLR b

FREENIIGINDIIRAPTIEQMEDVYIVQDLMETDLYELLETQHLSNDHICYFLYQILRGLEY THSANVLH

RDLEPSNLLLNTTCDLEICDFELARVADEDHDETEFL (TEC) B (PTR) VATRWYRAPE IMLNSEGYTRSI

DIWSVECILAEMLSNRPIFFGREYLDQINEILGILESPSQEDLNCI INLRRARNY LLS LPHRNEVEWNRLE

ENADSRALDLLDRMLT FNPHRRIEVEQRLAHPYLEQYYDPSDEPIAEAPFRFDMELDDLEPREXLEELIFE

ETERFQEGYRS

If a sequence above has missing residues. correct the sequence later during deposition. =l
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/= Vfalidation Report — Windows Internet Explorer

=10l =

m w [P http:/ /pdbdep proteinosaka-uac p/cei-bin/adity adit-direct-driver fufid=001 0-Now-09 21 26 43479608 Session |1 B8 cantext=depesitadbname=msdi femail=an ] | B |[ 42| % | [to Eine

| 77D REE FTOM BREADA WD ALFH
| x Google |G~ clEEl e B v | Jev-s BiToesE 0 | 3o v [FIEER | (wikicEE

o7 BRIZAD PEj Walidation Report | | J ﬁ < [ @ - R=TP T =075

PDBj | Contact Us

Validation and Deposition Services Home

Deposition Top | Tuterial | ADIT FAQ | Deposition FAQ | pdb_extract | Ligand Expo

A D Auto Dep
IT' Input Tool

Validation Report

Click here to e-mail the session restart ID

Please review the Validation Report carefully. If there are any outstanding issues such as sequence link problem, geometry errors, chirality errors efc., please make sure you fix
the problem(s) and start a fresh session with corrected file.

Please note that the geometry errors shown in the Validation Report will also appear in the processed PODB file.

For ligands, please make sure the three lefter codes are correct. Both extra and missing atoms may appear in the Validation Report if incorrect ligand three letter code was used.
If only missing atoms are listed in the Validation Report, either incorrect ligand three letter code was used or part of ligand is missing coordinates (see Ligand Expo).

Thank you for using PDB. The following geometrical and stereochemical
features have been calculated for your structure:

CLOSE CONTACTS

==» Close contacts in same asymmetric unit. Distances smaller than 2.2
Engstroms are considered as close contacts.

Chain Atom Bes Seq Chain Atom Ees Seq Symm Code Distance
HOH 542 - HOH 543
HOH 534 - HOH 537
=02 551 - =02 557
{
{
{

w
—

Dist = 0.69
Dist = 1.00
Dist = 1.00
Dist = 1.00
Dist = 1.00
, 5) Dist = 1.00

-

o
—

-

HOH 532 - HOH 554
HCOH 5B5 - HCOH 586
HOH 5B7 - HOH 588

o
—

-

-
w
—

0o o0 o000
b e e e e
-
Lo
oo in in
wn
el
b e e e

==» Close contacts based on crystal symmetry. Distances smaller than 2.2
Angstroms are considered as close contacts.

PDB. & memser of THe S PDB

evaia ok vpne An Information Portal to Biological Macromelecular Structures

|»

[

[r—timETENELE T [ [ |[@dus—zet

chv|wooE -




/2 Sequence — Windows Internet Explorer ]

61__: w [P0B ./ pdbidep protein osekant ac jp/cei-binyadit /adit-dirsct-driver ufid=201 0-Norv-03 21 1658 5208 Session 11011 dcontext=depos tédbname=msdizemail=anno =] | B3| |42/ X | [ Bine (2]

| 7B REE ZTN BRCANE UMD ALFH)

| x Google |G- Rl B - | @ P @Yoo | P rnd - sgﬁERF@.m;ﬁfsv H O BE~

e BEEAD P Sequence | | R R R AR e »
PDBj | Contact Us 2l

Validation and Deposition Services Home

Deposition Top | Tutorial | ADIT FAQ | Deposition FAQ | pdb_extract | Ligand Expo

A D Auto Dep
IT ¥ InputTool

Please input sequence(s):

Only sequences for proteins, peptides, and nucleic acids should be entered in the boxes below.

= Please enter the sequence of each macromolecular polymer. The sequence should include all residues in the experiment including uncleaved expression tags (like his tags).

as well as residues missing due to disorder.

= If a sequence applies to more than one chain, enter the sequence once and specify the chain IDs with spaces or commas in between each chain ID.

= M- and C-terminal tags can be entered in the "uncleaved N-/C-terminal HIS-tag or cloning artifact” boxes. The N- and C-terminal boxes should be left blank if no tags were
used or if they are already listed in the sequence.

= Toindicate a modified or non-standard residue like selenomethionine. use parenthesis: (MSE). Three letter codes can be found at Ligand Expo.

= The polymer type must be selected.

= Ifthe sequence database reference exists. please select the database name and enter the accession code (GE (GeneBank) for nucleic acids and UNP (UniProt) protein
sequence).

= For Structure Genomics. if the seguence has been or will be deposited to TargetDB. please indicate the Target ID in the "Target identifiers” box. This is for structural
genomics project only.

= One-lefter code for polymer sequence INCLUDING THE RESIDUES MISSING IN THE COORDINATES (mandalcry). Do not repeal terminal tags If already provided in the
boxes above or below.

Click here to e-mail the session restart ID

1st sequence

Uncleaved N-terminal HIS-tag or cloning artifact -
if none, leave the box blank

-

‘ One-letter code for polymer sequence INCLUDING THE RESIDUES MISSING IN THE COORDINATES ‘|AHHHHHHMAAWAGF'EMVRGQVFDVGF‘RYTNLSYIGEGA;I

I N i

-

T T e

cav|E0E -




f," ADIT V12812 * * * * Your Session Restart ID is 2010-Nov-09.21.16 59 5209 Session11011 - Windows Internet Explorer i =] ]

@A - |PI}Bj http:/fpdbdep protein neaka-uac jpcei-binadit/ mk-top-interface-screen—viewufid=2010-Moy-09.21 .1SEQEQUQSession.ﬂ01‘I&blockid='2ERK&context=deposiij Bl || K Ib Bing -
| I7E) RBEE FTN BREANG WD AT

| x Google [Cl+ Rl By | @& dov-oy @Tmosi0 | H i - ?éﬁ]éﬁlj@}ic[:iifév _ O sE~
¢ BREAD PIij ADIT W12812 * * * % Your Session Restart ID iz 2.. | | J - [ v [ e A=THE T E-TT40E) T ?
AlUie Dep

IRpaiToal

Categories Data ltems

DISPLAY AS TABLE

Deposition = =
Contact Authors

Structural Genomics HOW to use the

Release Status

T AUTO DEP INPUT TOOL

Related Entries

Authors » BEGIN ENTERING DATA: For each category, a set of instructions and places to enter data will be displayved in this frame. Fill in any relevant
Entry Authors missing information.

Citation Authors

Citation + RESTART: if you want to restart your session at a later time, record the restart [D for this session: 2010-Nov—09 21 16 .59 5209 Session 11011

[ Click here to e~mail the session restart ID). This [D is also displaved in the title bar of vour browser. When vou are ready to continue, enter this

Chemical/Biological Features - :
code in the appropriate box at the bottom of the ADIT HOME page.

Molecule MNames

Molecule Details s HELP: An explanation for any item can be obtained by selecting the Help button within the table. This information will appear in the bottom frame.
Sequence Fressing the Help button in the top frame will display these instructions. I

Gengtically Manipulated Source

MNatural Source o EXAMPLE: An example for any item can be obtained by selecting the Example button within the table. This information will appear in the bottom

- frame.
Synthetic Source
Structure Features o SAVING YOUR DATA: You must press the Save button in each category after entering data. Switching to ancther category without saving vour
Keywords data will erase the information that vou have entered. =

Biclogical Assembby . .
Crystatiaton This is the HELP frame
Crystal Data

Unit Cell

Space Group For Data Items:
Data Collection

This frame iz used to display dictionary descriptions, examples, tables and diagnostic information.

Crystals o Press the HELP button for advice about how to enter data in the item.
Radiation Source s Press the EXAMPLE button in the item frams to view examples of the item.

Radiation Detector

Collection Temperature

Collection Protocol
Reflections =
ST S [ [ [ [ [ [@A1wsset SR
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| ) REE FRTO BREADE YD ALTH
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< BRIAD Pfj ADIT 12512 % * * * Your Session Restart ID is 2.. | | J - B - EEQ - AR P27

Alte Dep
IRptiToal

Categories

Data ltems

DISPLAY ASTABLE

Deposition
Contact Authors
Structural Genomics
Felease Status

Title

Eelated Entries
Authors

Entry Authors
Citation Authors
Citation
Chemical/Biclogical Features
Molecule Names
Molecule Details

Sequence
Genstically Manipulated Source

MNatural 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

Erter the crystallographic cell parameters for this structure.

Enter Data in Category Unit Cel

Save Unit Cell

| Unit Cell

‘Lengtha Help |Exarnple W
Lengthb teb | Eomoke 2500
‘Lengthc Help |Exarnple W

‘ Angle alpha |Help

Example

IQ0.00

‘ Angle beta Help

Example

IQ0.00

‘ Angle pamma |Help

IQ0.00

Sxarmple
El
Examples of Angle gamma =
{mmCIF item _cellangle_gamma)
Example 1:
0.00

Example 2:

72,96 =l

([ [ @asw [Fa [T -,




Required Information

Deposition Chemical/Biological Features
Contact Authors Molecule Names
Structural Genomics Molecule Details
Release Status Seque_nce |
Title Genetically Manipulated Source
Related Entries NaturaI_Source
Synthetic Source
Authors
Entry Authors Structure Features
Contact Authors Keywords

Citation Biological Assembly




Crystallization Refinement

Methods and Conditions Refinement Statistics
Resolution Shells

Crystal Data RMS Deviations
Unit Cell Coordinates Error
Space Group
Software
Data Collection Programs
Crystals Biological Assembly
Radiation Source
Radiation Detector Upload Supplemental Information
Collection Temperature Supersede/Obsolete Information
Collection Protocol Ligand Information
Reflections Virus Matrices

Reflection Shells




Quantity and Quality
of PDB data




Differences of views

esults PDB files

(or PDBV \fource

Structural Biologists Bioinformatics




Data Quantity

Fill in as many data items as possible
(various small tools available)

Notify us when the paper gets published
so that we can release the entry




Data Quality

but we have done about our
part of It.




Common troubles observed...

« Wrong or missing data items

(“to be published,” species, R-factors etc)
* Redundant definition

(“human” or “homo sapience”)
e Ligand structure and definition




mmCIF-specific troubles

o Lack of validation program of contents
(_ phasing.method “MAGIC*®)
* (Inconsistent) redundancy of data items

non-redundant XML
(PDBj-ML)




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)




What went wrong?




Related Database/Services
at PDB]




PDBj Mine

Japanese

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
SEALA
Structure Prediction >>

~DMDDEMN

simplified Chinese

traditional Chinese Korean

PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and
provides integrated tools, in collaboration with the RCSB, the BMRB in USA and the PDBe in EU. PDB]

is supported by JST-BIRD.

Deposition

Data Deposition Information »~
PDB Deposition ) tese

Search

Search PDB Mn”’e

PDB ID or Keyword [~ |

Advanced Search »>

What's new

6-Oct-2010

Effective December 6, 2010, deposition of chemical shift data will be mandatory when
submitting NMR entries to the PDB. (more...)

Statistics Help FAQ Contact Us

69162
entries available
on 10 Nov., 2010
00:00(UTC) / 09:00(JST)

WORLDWIDE
L

PROTEIN DATA BPANEK

NMR Data Deposition 38 ||}

Search NMR Data ‘J
BMAB

@ Accession number
© Deposition code

Proteln

Globe




- N S & - % x & ay L
; oL AN lﬁ\_ o & ® - o § - \ \(_
| . % - a L - - x
PDB."& el G O W A Y W ETTR k_ s Sy g WS L_ 3
English Statistics Help FAQ Contact Us
Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in

Data Deposition >>
ADIT: PDB
Deposition
ADIT-NMR

PDB;

Mine

Structural Details

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

<Asymmetric unit>

Service and Software
>>

(no rotation) More images...

jV: Graphic Viewer

Summary [12as]

Experimental Details

PDB ID

Descriptor
Title

Functional Keywords

Biological source
Cellular location
Total number of

Structure Viewers
jV3/Jmol

Protein Globke

polymer chains
Total molecular weight

Authors

ASH

MAFFTash (V3 and Jmol require Java
as (TM)Plug-in 1.5 or later.)

SEALA

Functional Details

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

About PDBj Mine
Update Information

Download/Display | External DB

PDB ID or Keyword ~

Sequence Neighbor

12as sequence information (FASTA format)
[ download PDB format file ]

ASPARAGINE SYNTHETASE, L-ASPARAGINE,
ADENOSINE MONOPHOSPHATE

ASPARAGINE SYNTHETASE MUTANT C51A, C315A
COMPLEXED WITH L-ASPARAGINE AND AMP

LIGASE, ASPARAGINE SYNTHETASE, NITROGEN
FIXATION

Escherichia coli K12
[UNP - P00963] Cytoplasm

2

74226 (the details in Structural Details Page)

Nakatsu, T. , Kato, H. , Oda, J. (deposition date :
1997-12-02, release date : 1998-12-30)

Nakatsu, T. , Kato, H. , Oda, J.




Graphic viewer: |V version 3.8
Download from http://www.pdbj.org/jV/

TOP DOWNLOAD Help Links Acknowledgement

PDBj jV version 3

Prodtiriar Data Mk Japan

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

* iV runs on the Java Runtime Environment (JRE) so that it can work as a stand-
alone application as well as an applel.

* The graphics of jV is based on OpenGL (JOGL). thereby producing fairly
beautiful pictures.




Development of other Databases & Services

PDBJ protein Globe (pre-beta)

graphical user interface (GUI) to the PDBj database. [Description | Tutorial]

) <--200m->(+)

V) (scor) (cath

lln PDB:

Protein Folds Browser,
Protein Globe (Kinjo & Standley)

PDBj GIRAF (beta version 3)
Similarity Search for Ligand Binding Sites at Atomic Resolution [Help]

Note: This service is currently under development.

Given a query protein structure, GIRAF searches for ligand binding sites in the PDB that are structurally similar (o substructures of the query.
As aquery, you can specify a PDB ID or upload your own PDB-formatied file. For more information, please refer 1o the help page.

GIRAF query upload

Input PDB 1D

or upload a PDB filc: (F70ERR) 77 14t Twkth

Chain IDs {optional): "3 |(comma-separated multiple IDs [e.g., "A B"] or "all" are allowed.)
Your email address (optional): ~

G

submit ) reset )

DB version: 2008-06-13 (186485 ligand binding sites)

References

1. Similarity search for local protein stractures at atomic resolution by exploiting a database management system
K R.: Nakamura, H. BIOPHYSICS 3:75-84 (2007) [for the description of the method]

2. Comprehensive siructural classification of ligand binding motifs in proteins
Kinjo, A, R.; Nakamura, H. Strucrure (in press) [for the identification of structural motifs]

Protein Data Bank Japan 2008-11-24

il sl

PO > EM Mavigator - Top Page
Keyword / 1D Search

Kaywordts | Bzt

* This ste it curently under construcition. Flease contact us if you have problem, quession. or suggestion
= 2007-06-15, Flowslayer version upped. The Eutton 1o open the full screan mods i added on the riht eomer of movie cantrolier

Ligand Binding Site Search,
GIRAF (Kinjo)

Electron Microscopy Navigator,
EM-Navi (Suzuki)

ef-site

electrostatic surface of Functional-site

About eF-site | Referances | Links | Acknowledgements | Fsadback

175033 Entries, Last Update: 20-Aug-2005

KKeyword Search Category Search

[Pm codo only @ and Trar

Examples of malecular surface

Vhup-F

Protein Molecular Surface

Database, eF-site
(Kinoshita & Nakamura)

TOFP Help FAQ References  Links

ABOUT &F - k:

Molecular function of proteins are determined
by their three dimensional structures, thus the
simulanty of protesn struct
infer their fu
tunction are begun with U
with £mnall molecules (&

PDBj

atree binding stes in gE-gie database
ir own algarithen based on the clique

search aiganthm

Submission STEP-1:
Specify a PDB format file
E-mad address
Karypwrord. *1

Titke: {optional)

Search for Similar Surface, eF-
seek (Kinoshita & Nakamura)

Enter PDB id Chain: " (Search )
Search along the SCOP classification. ( Enter )

PDB; ProMode

Database of normal mode analysis of proteins

<< Navigution

Japanese

No. of protein chains available: 2806

+ What is ProMode?
+ Proteins in the Database

Dynamics data of protein
3D structures obtained by
normal mode analysis are
collected. An animation of the
normal mode vibrations can
be played with a plug-in,
Chime. Dynamic domains and
their mutual screw motions
defined in the normal mode
analysis are also displayed
with Chime. Dynamical
proparties for each norm:

+ Links mode vibration and their time
averages over all mades, for
example, fluctuations of atom
positions, fluctuations of
dihedral angles, and
correlations between atomic movements, are also given
graphically.

+ Gallery(Comparison between proteins | Reference: Hiroshi Wako, Masaki Kato and Shigeru Endo,
In the same superfamily) ProMode: a database of normal mede analyses on protein

PDB id or PDB id + Chain name:

("Quick Search )
+ Proteins{Oligomer) in the Database
+ About Chime Plug-in
+ About Java Plug-in

+ How to link to a page
of an entry protein directly

+ Contact Us

+ Saftware & Dats Downtosd [THN

Protein Dynamics Database,
ProMode (Wako & Endo)



Development of other Databases & Services

A
Staistics Help  Contact Us

PDB| Profein Data Bank Jspar) maindsing 3 cenbaluzg archive of macramalsculsr shuchures and provides inagraled focls, In
1 BIRD.

Data Depositon=>

ADIT.PO8 Dapasilon EaiSACENavigME]

omoan About Sequence Mavigator
Search »>
Latest Reieazed Seaen
Senuence Nadgitor
Structure- Nawgator
SesArr o Entes Naigator, lopat a POB 10 and Chain 104
Ugand Binding Sfles (GIRAF)
£ Harigator OR Iaput an AR Sequence

Bearch NMR Dals (BMRE)
Status Search

Senvice and Software>>
Protein Globe
AcH =
MAFFTasn

V; Graghic Viewsr LISV e

& more clustes)

A p— @ No Clustering O Cluster by E-value 107 Search || Clear Form
eF-sitafeF-seekieF-surl E] (lewes clusters) eF-sitefef-soekieF-surl
P wPris
ProMode Find All Homoings.
oo oo ot oo i Hork,
Pa— [o—
e —— TP st Sanven
About Remediation Dota. About Remediation Data.
ekl i

o g L
Statistics  Help  Cortact Us

POB| (Pralsin Daia Bank Jspan) mairiains 3 cenbalaed archie of macromeiscular struckires snd provides [regrated ools,
POl is -8R0

Data Deposition>:-

ADIT. PDB Deposition ERkehahunn

AD-NHR Protein Structure Search Engine
Soach >

Sesch POB (PS8 About Structure Navigator

Latest Relaased Searen

Sugusnce-Higator Structurs Navigator (Opal-OF)
Sinchure tavgator
Seaan
Ligand Binding Sfies (GIRAF)
EM Havigator Chaln A
Sewrch NMR Dt (BMRE)
Steus Search POB Cade: oR
Sorvico and Soflwane >
Proein Globe PO File:
nsh
T @rotum o-mal (adenss: ) Oretum wsb

. Graghic iewer

Homolog protein search,

Sequence Navigator
(Standley)

Similar fold search,

Structure Navigator
(Standley & Toh)

MAFFTash

alignment of multiple sequences and structures

Paste your sequences and POR 105 plus chain IDs) here: Example;

| Need holp picking PDB IDs1 Use B MAFFTash

OR upload 2 fife (F7ALERIT) 774 L6TE . TUREA

email address roquited

)

About MAFFTash Send feedhack

PDBj

PDBj

T s

oProfs #° 4% By o

B Enéyclopodla of Protein Structures ﬁ

| kS B

s
Cla
—_— eProtS: Encyclopedia of Protein Structures

Wentative)

B lhermical
Functions estative)
Sicuag

= “The eProt  Provin S, s  dicomtry wihpicuresof he proiln e densions sutares, for
) ihe teiary i lecules
important for biology. This Web site bt prepared for non- \pecla!lm o e sisctares. Whea e olecugraphis
oltuare, PIBIVicue, s avalbl i your enpvate sy, Yo ity e ale 1 manipuloethe poten oecles o e disly
nteructively by mouse.(IE S Dfor later) or NN 6.0for laer) are recomimended.)
Table of Contents
o cPuis: A Protcin Structus
© Table of Contents
* Inmmduction o Proteins
o Poicin List
* Clasification by Original eProts
. s i i
e
T .
Classifcatios b £ s

Alignment of Sequence and

Structures. MAFFTash
(Kato, Toh & Standley)

Encyclopedia of Protein
Structures, eProtS
(Kinjyo, Kudo, & 1to)

Functional Annotation
by
Sequence-Derived Structural Alignment Weights

Enter a PDB ID or Upload a PDB-formatted file
2czl |

harukin@pratein.osak:

If your query is a homology model, the following information is requested

| A
{ submit J{ Clear Form J

Function Annotation from
Folds and Sequences,
SeSAW (Standley)

. s
Englsh WHRE 0D BELSDE
g EEEERMET —2) -2(P08) Protein Data Bank Jagarid, JST-BRODEBEE, AIRCSBEETMHEBBALT, THEAFO
AT 2 ARSI (LI T T D DEE T ake s, e bt~ LERIBLTRUET,
T-aBE >
ADIT: PD8 Deposition
Aot 4 B M4 F (Molecule of the Month)
ooy @A =ZATRCSED David §. Goodsel iz L5 Molecule of the Monihi %6 TR BOET,
Search PDE (P S8S)
Latest Released Searth + 107 :2008/11 M SEF 521 CMechanosensiiva Channels)
Sequence-Hagator 1D 200B/10 0 AU 5 £ Poly(4) Polymerase)
Strueture-Navigator « 105 200808 U 3517 — HACibonuclease A
SesAW 104 20088 2L, /275 -+ & SO Selenocysteine Synthase)
Ligand Binding Stes (GIRAR) = 103 :200B/07: 55941l A. (Dengue Virus)
£ Navigator « 102 2008706 ALORHK E 09 (Lactste Dehydrogenase)
Search KR Data (BMRE) « 101 20085 37124 Prions)
Stalus Search « 100 200804 7 L H) 2 BB (T Adienergic Receptors)
e - (58 2008703 79 ~ 2 (Cadherin)
UrERRPIT, + 08 200802, 5 FF 5 ANAC Sral Interering RIS
Frolein Globe « 057 2008001 858 (13 EFE & Circadian Clock Proteins)
AsH
MAFFTash 056 200712 Bk 77 L2 R (BB Oxidosqualene Cyclase)
V. Brsphic Viewsr 095 2007711 SEIEIERS (vullidug Resistance Transporters)
’ A « 034 :2007/10; BT 4L BB Superoxide Dismiutase)
REF B2 >
j_ ) « 093 200709 0T B S SR (Citrate Synthase)
sEsossskiera o 092 200708 BB BELERF O CAnsbolic Stervids, THFIEERD
efris « 091 :2007/07 3222 BF{ Thymine Dimers)
oucha; « 090 2007106 ERER & MBES (Fatty Acid Synthase)
Molecufe oTe Moot « 089 :2007/05 F 2=5 — = 55 $liHE B (Aconitase and lrn Regulatory Pratein 1)
HO-F > « 088 :2007/04. 7521 Clathrin)
O . g ;g;g %bcﬁg(zm Fingers)
L 056 47— La(Exasomes)
BET- 50T « D5 2007101 A% —F2 (Importing)
LV 3
s

Molecule of the Month, MoM
(Goodsell & Kudo)
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