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DISPLAY ASTABLE

‘Related Entries 2|
Authors,

Entry Auth

Citation Authors

Citation

Chemical/Biological

Enter Data in Category Reflections

[Enter the details about the crystallographically unique set of measured reflection data used to determine the
fcoordinates of this deposition.

INote that the collection ntered her
Refinement Statistics’.

may be the values which are to be entered under

Molecule Names

Molecule Details Save Reflections

ally Manipulated

Reflections
Natural Source

Syntheric Source Observed criterion sigma(F) Hilp [ Exampl [0
Structure Features Observed criterion sigma(l) el [Example [0
Biological Assembly i (e e [ [ s
Crystallization

Methods and Conditions Resolution (low) ttlp | Exarpl | 26.65
Crystal Data

Uit Cel Number unique reflections (all) ftlp | xampl | 30552

Space Group

e [Bsample | 52852
e e ion Number unique reflections (observed) |iclp Exampi

i’f‘“ als . Percent possible (observed) Help | Example || 100
—
G Rera oo o ot

M\mm e, e Net Tover average sigma() e [ssamp 24

Refineme
Refmement Staatics
Resolution shells
RMS Deviations
Coordinate Exror

Description of Net I over average sigma(I)
(mmCIF tem _reflns.ndb_netl_over_av_sigmal)

[The ratio of the mean of all the intensities classified as ‘observed to the mean of the standard uncertainties of the
intensities of the ‘observed reflections.
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PDBJ Autodep Input Tool

Auto Dep
Input Tool

Tutorial | ADIT FAQ | Deposition FAQ | Format Information | Contact Us

Send corr

e-mails to in lish!!

We cannot accept any email messages other than in English because correspondence emails are logged and shared with all wwPDB annotators

« Effective February 1, 2008, structure factor amplitudes/intensities (for crystal structures) and restraints (for NMR structures) will be a mandatory requirement for PDE
deposition. This policy is published at http:/jwww.wwpdb.org/news htm

« Please note that wwPDB no longer accepts small peptide less than 24 residues for both NMR and X-ray entries after August 1, 2007. For small peptide structures determined
by NMR, you can use SMSDep by BMRE

Please note that ADITgeta will replace the current ADIT in early 2008.

ADITas indicates file format er olutions,
Simpiis the way for entenng author. e and ctation nformation

the structure; allows easier organization of sequence information and

Files and information required to deposit X-ray. NMR, and Electron Microscopy structures
« Check for ligands using Ligand Expo

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

Method: [ x-ray ~ | Structure Type:  Protein <[ eEein

Please be sure to compress y data files before into ADIT.

All new NMR depositions at PDB] will use ADIT-NMR tool.
For small peptide structures determined by NMR, you can use SMSDep at BMRB.
Continue Previous ADIT Session
To continue a session from an earlier date, Enter your session restart ID and press the CONTINUE SESSION button

AL e L i s e i) i A LS ) G s D et
have to send y: ye po: Is completed.

To send us the file, you simply reply to our receipt mail with your SF/restraints files attached. PDB D and RCS8 ID should be included in the subject of the mail. We
process files.
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.

Questions, comments, and suggestions should be sent to PDB] annotation master In English. If your question is about a particular entry, please include the RCSB ID in your message.
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BMRB.

ADIT-NMR tool for creating individual or combined depositions to BMRB and PDB
Please note the PDB no longer accepts small peptides less than 24 residues as either NMR or X-ray structure entries. However,
R structures for these molecules may be submitted to BMRB through the SMSdep system.

Effective February 1, 2008, structure factor amplitudes/intensities (for crystal structures) and restraints
B 0 c

(for NMR structures) will be a mandatory requirement for PDB deposition. This policy is published at
http://www.wwpdb.org/news.html.

To start a new ADIT-NMR session:

New ADIT-NMR Session

« Press the BEGIN button

To continue with an existing session from an earlier date:

Continue Previous Session

inter your session restart 1D
« Press the CONTINUE SESSION
button.

Sesston Restart ID.
example: CONTINUE SESSION
2006-07-01 serverhostname. 9999, 12345678

To begin a new deposition using a previous depositio

Enter the previous deposition's Restart D
S|

« Press the NEW SESSION button et L Do —
e 200807 0L sermerhestname 0096, 12345678
Please send any questions regarding your PDE entry Lo: deposit@depositrcsb.or
Please send any questions regarding your Pl o Dmrbhelp@bmib wis e
Questions, comments, and suggestions regarding the ADIT-NMR deposition tool itself can be sent to: bmrbhelp@bmib.visc.edi
o resp
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http://nmradit.protein.osaka-u.ac.jp/bmrb-adit/ (NMR)
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http://pdbdep.protein.osaka-u.ac.jp/adit/
http://nmradit.protein.osaka-u.ac.jp/bmrb-adit/
http://pdbdep.protein.osaka-u.ac.jp/
http://pdbdep.protein.osaka-u.ac.jp/validate/

PDBADT—YEEXICEET 55 IR

http://pdbdep.protein.osaka-u.ac.jp/
ok Yakay

wwPDB7o 7 H4 h® “Annotation Documentation”
http://www.wwpfb.org/docs.html

Data Processing and Annotation Procedures Manual
http://deposit.rcsb.org/depoinfo/download/dp.pdf

HARZEICLDEHRDFF|E
http://pdbdep.protein.osaka-u.ac.jp/tutorial/
http://bmrbdep.protein.osaka-u.ac.jp/manual_top.html (NMR)
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7 X JEEEC I A Uniprot CHREZZ R BEHN?
EIC R L/f_EEl’EODE'—F%EBJ:UTEJEﬁEE?U N—HITBEHEDH,

UniProtiCEg&xINTWHI &= fEER
http://www.pir.uniprot.org/
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Edmana 24k, &

EBIDOSPINDS T I /B FR 7! 7% & Bk
http://www.ebi.ac.uk/swissprot/Submissions/spin/

RESECH D SHEE T I /BEEC A =15 /3%
DDBJDSAKURA, EMBL®MWebin, NCBl@Banklt%b\MZﬁ?@Bﬁu

http://sakura.ddbj.nig.ac.jp/
http://www.ebi.ac.uk/embl/Submission/webin.html
http://www.ncbi.nlm.nih.gov/Banklt/
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Validation
Server

http://pdbdep.protein.osaka-u.ac.jp/validate/

FEERFINRAS LI VCHERENINRICH T Sclose contact
EERBLUVESADEBENINSDTH

RLNA

Ramachandran revisitediCE DWW /=d/W A

*2) 74

EREDFHIOIS5ALLEBNT-KDF

Missing Residues/Atoms

Extra Atoms
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1E1E DIREE

Ramachandran revisitedicE DWW /=d/VE

Phi/Psi-chology: Ramachandran revisited
G.J. Kleywegt and T.A. Jones
Structure 4(12), 1395-1400 (1996)

Ramachandran Ramachandran revisited
1965 FIRF 1996
463 DRI\ S 403
463 WRELICAW =& 300014k
Most favored,
Additional allowed, N Inside core
Generously allowed, > Outside core
Disallowed
Gly, Pro FRAINBTRE Gly, Terminal
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http://pdbdep.protein.osaka-u.ac.jp/adit/
http://nmradit.protein.osaka-u.ac.jp/bmrb-adit/ (NMR)

= Auto D
BJ Autodep Input Tool Input Tob!

Frotein Data BankJopan

Tutorial | ADIT FAQ | Deposition FAQ | Format Information | Contact Us,

Send correspondence e-mails to annotators in English!!
We cannot accept any email messages other than in English because correspondence emails are logged and shared with all wwPDB annotators \ﬂ:
>Z — l_l:' 1z
« Effective February 1, 2008, factor fes (for crystal ) and i (for NMR ) will be & y req for PDB
deposition. This policy is published at http:/www.wwpdb.org/news.html

« Please note that wwPDB no longer accepts small peptide less than 24 residues for both NMR and X-ray entries after August 1, 2007. For small peptide structures determined —t E
by NMR, you can use SMSDep by BMRE: [X] I ] N M R

Please note that ADITgeta Will replace the current ADIT in early 2008.

ADITeuts indicates file format errors with suggestions for solutions, automatically validates the structure; checks for consistency between sequence and coordinates; allows easier organization of sequence information and z,
simplifies the way for entering author, title and citation information I \ V4

Files and information required to deposit X-ray, NMR, and Electron Microscopy structures
« Check for ligands using Ligand Expo

Start New Session

To start a new ADIT session, select the experimental methed and the molecular structure type. Then press the BEGIN button
Method: | X-ray v | Structure Type: | protein ~ [ BEsiN

Please be sure to compress your experimental data files before uploading them into ADIT
All new NMR depositions at PDBj will use ADIT-NMR tool.
For small peptide structures determined by NMR, you can use SMSDep at BMRB.

Continue Previous ADIT Session

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

If you have started your session without the structure factor (for crystal )or (for NMR ) files at the beginning of your session, you
have to send your files after your Is

To send us the file, you simply reply to our receipt mail with your SF/restraints files attached.PDB ID and RCSE ID should be included in the subject of the mail. We
«cannot start any annotation process without SF/restraints files

Session Restart ID CONTINUE SESSION
(example: 2006-07-01 serverhostname 8999.12345678)

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

Questions, comments, and suggestions should be sent to PDB] annotation master in English. If your question is about a particular entry. please include the RCSB ID in your message

©FDE;
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PDB-extractz{F 9 (C &8k DFEIL, xtal _pdbsubmission.inpZ=x21TL. HAOIN /-
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DISPLAY AS TABLE

Related Entries A Enter Data in Category Reflections

Authors

Entry Authors [Enter the details about the crystallographically unique set of measured reflection data used to determine the
Citation Authors lcoordinates of this deposition.

Citation

i Categories Data ltems

[Note that the collection characteristics entered here may be different from the values which are to be entered under

Chemical/Biological
ﬂ( ﬁ Features | Refinement Statistics'.
=

Molecule Names

Molecule Details Save Reflections
Sequence
Genetically Manipulated
Source Reflections
Natural Source
Synthetic Source Observed criterion sigma(F) Help | Example |0
SKtrucn:lre Features Observed criterion sigma(I) Help | Example |0
eywords
Biological Assembly Resolution (high) Help |Example ([1.13
Crystallization
— Methods and Cenditions Resolution (low) Help | Example |/26.63
Crystal Data
1 Unit Cell Number unique reflections (all) Help | Example | 38852
SDP::: gloﬂlepction Number unique reflections (observed) |Help | Example | 58852
Crystals Percent possible (observed) Help | Example ||100
Radiation Source
Radiation Detector R-merge I (observed) Help | Example ||0.051
Collection Temperature
Collection Protocol R-sym I (observed) Help | Example
Reflections
Help | E: le ||12.4
Reflections: High Resol. Shell Wi I @t e Sise(l) S g
Refinement — p
AN Refinement Statistics Description of Net I over average sigma(I)
’ I Resolution shells (mmCIF item _reflns.ndb_netl_over_av_sigmal)
RMS Deviations

[The ratio of the mean of all the intensities classified as 'observed' to the mean of the standard uncertainties of the

Coordinate Error intensities of the 'observed' reflections.

Software
Programs

Upload Supplemental
Information ’
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From: PDBj Annotator (XX) <xxxx@adit.protein.osaka-u.ac.p>

Subject: structure of rcsbhXXXXXX
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SubjectiEZ B L7\
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E5II/AF (RELEASE NOW)
EERZ D /N ERBFIC/AR (HOLD FOR RELEASE)
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E5 (/A (RELEASE NOW)
8B %(IC/AB (HOLD FOR 8 WEEKS)
6/ B IC/AF (HOLD FOR 6 MONTHS)
15%:4 /AB (HOLD FOR 1 YEAR)
w3 D H Rk &ERBFIC/AR (HOLD FOR PUBLICATION)
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