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Validation Task Force Report

Structure Cel

A New Generation of Crystallographic Validation
Tools for the Protein Data Bank

Randy J. Read,'* Paul D. Adams,2 W. Bryan Arendall, l11,> Axel T. Brunger,* Paul Emsley,> Robbie P. Joosten,%7
Gerard J. Kleywegt,8° Eugene B. Krissinel,®1° Thomas Liitteke, 811 Zbyszek Otwinowski,'2 Anastassis Perrakis,”
Jane S. Richardson,? William H. Sheffler,’® Janet L. Smith,'4 lan J. Tickle,'®> Gert Vriend,® and Peter H. Zwart2
1CIMR, University of Cambridge, Cambridge CB2 0XY, UK

2| awrence Berkeley Laboratory, Berkeley, CA 94720-8235, USA

3Department of Biochemistry, Duke University, Durham, NC 27710, USA

4Howard Hughes Medical Institute and Departments of Molecular and Cellular Physiology, Neurology and Neurological Sciences,
Structural Biology, and Photon Science, Stanford University, James H. Clark Center, Stanford, CA 94305-5432, USA
SDepartment of Biochemistry, University of Oxford, Oxford OX1 3QU, UK

S6CMBI, NCLMS, Radboud University Nijmegen Medical Centre, 6525 GA Nijmegen, The Netherlands

"Department of Biochemistry, NKI, 1066 CX Amsterdam, The Netherlands

8Department of Cell and Molecular Biology, Uppsala University, Biomedical Centre, SE-751 24 Uppsala, Sweden

9European Bioinformatics Institute, Hinxton, Cambridge CB10 1SD, UK

10STFC Rutherford Appleton Laboratory, Chilton, Didcot OX11 0QX, UK

11 Justus-Liebig University GieBen, Institute of Veterinary Physiology and Biochemistry, 35392 GieBen, Germany

12T Southwestern Medical Center, Dallas, TX 75390-8816, USA

13Department of Biochemistry, University of Washington, Seattle, WA 98195, USA

14 ife Sciences Institute, Department of Biological Chemistry, University of Michigan, Ann Arbor, M| 48109, USA

15Astex Therapeutics, Cambridge CB4 0QA, UK

*Correspondence: rjr27@cam.ac.uk

DOI 10.1016/j.str2011.08.006

Read et al., Structure, 19, 1395-1412 (2011) 6



wwPDB X-ray Validation Pipeline
: Distribuions ‘a

- o | L Validation
External reference files . : XML file

(e.g., Engh & Huber)

Validation pipeline 1.0

MolProbity Xtriage EDS Mogul Percentiles PDF maker

PDF report for depositor &
referees -
Statistics and plots for the
e entry, per chain, per residue,
and list of unusual features

Deposited data
(coordinates &
reflections)

Gore et al., Acta Cryst. D68, 478 (2012)
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Front cover
= Deposition info
= Software info
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wwPDB X-ray Structure Validation Report (3)

PDB ID
Title

Authors
Deposited on
Resolution

Sep 23, 2013 — 12:52 PM BST

1CBS

CRYSTAL STRUCTURE OF CELLULAR RETINOIC-ACID-BINDI
NGPROTEINS T AND II IN COMPLEX WITH ALL-TRANS-RETINOIC
ACID AND A SYNTHETIC RETINOID

Kleywegt, G.J.; Bergfors, T.; Jones, T.A.

1994-09-28

1.80 A (reported)

This is a preliminary version of the new style of wwPDB validation report.
We welcome your comments at validation@mail. wwpdb.org
A user guide is available at http://wwpdb.org/ValidationPDFNotes.html

DISCLAIMER

The following versions of software and data (see references) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.152013

Xtriage (Phenix) : dev-1323

EDS : stable21480

Percentile statisties : 20591

Refmac : 5.8.0049
CCP4 : 6.3.0 (Settle)

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)
Validation Pipeline (wwPDB-VP) : stable21480
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Preliminary wwPDB X-ray Structure
JBC, NSMB, Acta

Sep 23, 2013 - 03:10 PM EDT

DISCLAIMER
This is a preliminary version of the new style of wwPDB validation re
This report is produced by the wwPDB validation pipeline
before deposition or annotation of the structure.
This is not an official wwPDB validation report and is not a proof of deposition.
This report should not be submitted to journals.
‘We welcome your comments at validation@mail. wwpdb.org
A user guide is available at http://wwpdb.org/ValidationPDFNotes.html

The following versions of software and data (see references) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.152013
Xtriage (Phenix) : dev-1439

EDS : stable21480

Percentile statistics : 20591
Refmac : 5.8.0049
CCP4 : 6.3.0 (Settle)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)
Validation Pipeline (wwPDB-VP) : stable21480
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_ Welcome to the Worldwide Protein Data Bank

Access the PDB FTP:
RCSB PDB PDBe PDBj

Archive Download

Chemical Component
Dictionary

Biologically Interesting
Molecule Reference
Dictionary (BIRD)

New Deposition and
Annotation System

Beta Testing

System Information
Validation Reports

Deposit Data to the PDB:
RCSB PDB PDBe
PDBj BMRB
Search for Structures:

RCSB PDB PDBe
PDBj BMRB

PDB Archive Snapshots:
RCSB PDB PDBj

Instructions to Journals

Documentation: Format,
Annotation and Policies,
Remediation

Workshops and Task Forces
X-ray Validation

Home wwPDB Agreement Statistics FAQ News AboutUs f &

The Worldwide Protein Data Bank (wwPDB) consists of organizations that act as deposition,
data processing and distribution centers for PDB data.! Members are: RCSB PDB (USA),
PDBe (Europe) and PDBj (Japan), and BMRB (USA). The wwPDB's mission is to maintain a
single PDB archive of macromolecular structural data that is freely and publicly available to
the global community.

01-October-2013

The wwPDB has established PDBxmmCIF as the new standard format for data
exchange and archiving in structural biology. To help facilitate the transition from PDB to
PDBx/mmCIF format the wwPDB is organizing a programmer's workshop describing the
content and organization of PDBx/mmCIF data, and the available software tools and
libraries supporting PDBx/mmCIF (C/C++, Java, and Python).

MORE
03-September-2013

wwPDB NMR Validation Task Force Recommendations Published

We are pleased to announce that the recommendations of the wwPDB NMR Validation
Task Force have been published in the journal Structure (doi: 10.1016/j.str.2013.07.021).

MORE
02-August-2013

New wwPDB X-ray structure validation reports support depositors, journal
editors and referees.

MORE

“PuiL NEWS
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