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After Solving Structure, what we
should do?
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PDBj Is In charge of processing =
and annotating the depositions
from Asian and Middle-east regions
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OneDep: Unified Deposition Portal for the Protein Data Bank ‘%:neDep
wwPDB Partners - RCSB PDB, PDBe, PDBj, and BMRB
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e taria e T P existing depositions * Chemical

nomenclature
Electron density fit

* Overall guality at a glance
* Residue-property plots

* X-ray fit of model and data H
* NMR ensemble analysis DePos'hon
* NMR chemical shift validation deposit.wwpdb.org

Pre-deposition

Validation

validate.wwpdb.org

Generate atomic
coordinate and
experimental data

Public

files in PDBx/ -
mmCIF format

Preparation Release
Assemble wwpdb.org/deposition 4 fep:/ [t Bdb.or
mandatory data ' PROTEIN DATA BANK JITPMWPGD.OTE
items for deposition - ——
Complete sample polymer sequences OneDep, a unified system for deposition, biocuration, and validation of o Hold until publication
including unobserved regions experimentally determined X-ray, NMR, and 3DEM macromolecular structures, o Hold for a period of timg
Source organism(s) has been developed as a global project by the Worldwide PDB partners o Release immediately
Ligand and non-standard chemical details (wwPDB). The system unifies deposition, biocuration, and validation procedures

across all wwPDB, EMDB, and BMRB deposition centers with a focus on = Journal policies governing
simplifying and improving the process for the Depositor, improving data quality release take precedence ¢
and completeness, and addressing challenges of the increasing number, size, requested embargo perig
and complexity of structures deposited to the Protein Data Bank archive.

Macromolecular assembly
and experimental support
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PDBj
Collection of ORCID IDs EDb)

= Successfully Implemented Apr 11, 2016

= Metrics (Apr 11 — Aug 31, 2016):
= ~8% of Depositions have ORCID ID (374/4713)
= 170 unique ORCID IDs (92 identified as PIs)

= Plans to Increase ORCID Adoption
= Expand to all entry authors to provide ORCID (2017)
= Distribute collected ORCID IDs at ftp archive (2017)
= Mandatory going forward (2018)
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When you want to know the 3D
structure?
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PDBj

File Versioning: Planning Process ™~

Current Issues:

= Loss of connection between PDB ID and Publication
under current wwPDB Obsolete/Supersede Policy

= Enable revisions to entries updated by the
Depositor of Record (e.g., Version 1-0 - 1-1; 1-0 - 2-0)

= wwPDB will NOT assign a new PDB ID going forward
(for Depositor of Record revision only)

= |ntroduce new PDB ID code format

= With PDB prefix and extension of 4 characters
(e.g., from “1ABC" to “PDB_00001ABC")

= Example: PDB_00001ABC XYZ V2-2.cif.gz




PDBj Publication

Nucleic Acids Research Advance Access published October 26, 2016
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Protein Data Bank Japan (PDB;j): updated user
interfaces, resource description framework, analysis

tools for large structures
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Institute for Protein Research, Osaka University, 3-2 Yamadaoka, Suita, Osaka 565-0871, Japan

Received September 15, 2016; Revised October 06, 2016; Editorial Decision October 07, 2016; Accepted October 11, 2016

ABSTRACT

The Protein Data Bank Japan (PDBj, http://pdbj.org),
a member of the worldwide Protein Data Bank (ww-
PDB), accepts and processes the deposited data
of experimentally determined macromolecular struc-
tures. While maintaining the archive in collaboration
with other wwPDB partners, PDBj also provides a
wide range of services and tools for analyzing struc-
tures and functions of proteins. We herein outline the
updated web user interfaces together with RESTful
web services and the backend relational database
that support the former. To enhance the interop-
erability of the PDB data, we have previously de-
veloped PDB/RDF, PDB data in the Resource De-
scription Framework (RDF) format, which is now a
wwPDB standard called wwPDB/RDF. We have en-
hanced the connectivity of the wwPDB/RDF data by
incorporating various external data resources. Ser-
vices for searching, comparing and analyzing the
ever-increasing large structures determined by hy-
brid methods are also described.

major changes regarding user interfaces and analysis tools
as well as additional data provided. The previously de-
scribed Resource Description Framework (RDF) format,
PDB/RDF, is now one of the wwPDB standard formats
called wwPDB/RDF and is enhanced with supplementary
information in order to connect PDB data with other bio-
logical data resources.

USER INTERFACES

User interfaces include interactive (and graphical) web in-
terfaces for humans and RESTful web services for com-
puter programs. We also expose our backend database in
the forms of web services or dump files for enabling very
complex queries. These are described in turn.

Web interface

The web interface of PDBj was updated to provide a uni-
form integrated interface for the available services as well
as to provide a scalable interface for devices ranging from
smartphones to workstations. This update incorporates sev-
eral innovative/renovative features as described below.

We have implemented various functionalities to ease

More information by Drs. Kinjo & Suzuki
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