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Country/Region *2) Depositions

China 1750
Japan 809
Korea 312
India 257
Taiwan 151
Singapore 73
Thailand 41
Hong Kong 34
Malaysia 5
Saudi Arabia 3
Turkey 2
Macao 1

*2) Country/Region a depositor selected on creating a session
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MEIOF UL ADOEERR

Bif. WRIOF U LABRE (Novel Coronavirus disease 2019: COVID-19) OLKXHHRETRAZEBEE Z>TVWET, TR
D#E 71 JLA (Severe Acute Respiratory Syndrome Coronavirus 2: SARS-CoV-2) ZEELENGEEMET S0, METEY
NRTBOWEFREMCHE>TVWET, FUT, BBSEERPDBICERINT V> TWET, PDBjTRAAEOEEE S8, Wi
AAF VA ILAKEN—JEEBLE Ll MBIy b - EEKEEOEREHR TAMEhE s, ARCCOR—JicbBNZhET.

FRIOIANADQT NI BICETERBEFELUTO "SAQHF N—JLBELTWET,

¢ 242; 04 71)LATFOF F—+ (Coronavirus Proteases)
* 246:; SARSIOF V1 LZ2 A1 (SARS-CoV-2 Spike)
« 249: SARSIOF VA JLA2 RNAREHERNAM Y X 5 —+ (SARS-CoV-2 RNA-dependent RNA Polymerase)

@IV Y= YT TR AUESCLLZTIL-TEROIY )62 TEFIL, IXTOPDB IDEEBETRRLTVEY. RES
i 77RO ARIEOBLAEMEOHERTLTED, 73 /EE54100%FEUPDBIY MU —RUHY FHREZLOLEHIRIML
THHNES., BEOIYRU—) 0F 7R} SELKMShEBLHLLWIY -7,

a0+ 74 JLA, 2020. David
S. Goodsell@RCSB PDB (2 &
SREEELE

festH: 2020-09-03

2IYhY— (1436) | [{EMiE (587) BHOTY Y- (14)

The crystal structure of COVID-19 main protease in complex with an inhibitor N3
3C-like proteinase, N-[(5-METHYLISOXAZOL-3-YL)CARBONYLJALANYL-L-VALYL-N~1~-((1R,2Z)-4-(BENZYLOXY)-

BRER

EL N 1436

Eonss -8 25

BRI 2HBOEHWIE
BTRE

PDBIDRIE (0—9,a—z)
PDBIDME (z—+a,9—0)
HREOHWVIE
FREOHLWIR
DMEDE VR

KB OHLWIE
SREOEVIE

NMR 7—#%
(BMRB archive)

(EMDB archive)

& @ AFEM: 4-0X0-1-{[(3R)-2-OXOPYRROLIDIN-3-YL]JMETHYL}BUT-2-ENYL)-L-LEUCINAMIDE

E Liu, X, Zhang, B, Jin, Z, Yang, H, Rao, Z.

288 2020-01-26

488 2020-02-05 [T VN Covid-194H, -swans s orzomus

BIEEHE 2021-03-10

EBREE X-RAY DIFFRACTION (2.16 A) -_E"‘:'“‘]m;:’mm —

3R Structure of Mprofrom SARS-CoV-2 and discovery of its inhibitors. z AR AL |..mm:, -

Nature, 582, 2020 B ©SARS-CoV2  SARS related coronavirus

947 OAll Spike glycoprotein  RNA polymerase

Structure of the 2019-nCoV HR2 Domain

RFEME: Spike protein 52' 204fF P, 1B EETERRLTVET
T@ == Zhu, Y, Sun, F.
2RE 2020-02-04
FN=] 2020-02-26 a‘ o .
MEEHE 2021-03-10 3066
WL RBFE X-RAY DIFFRACTION (2.47 A)
U‘R, 3| AXE Crystal structure of HR2 domain of 2019-nCoV S2 subunit A i i -

To Be Published

9 O EM Navigmar DM BRE 2

All coronavinus
Virus receplor (human)

6LXT Structure of post fusion core of 2019-nCoV S2 subunit

STEMH: Spike protein 52, TETRAETHYLENE GLYCOL, ZINC ION

2 e Zhu, Y, Sun, F. = oty =
a8®A 2020-02-11
288 2020-02-26 3
BEENE 2020-05-06 Rl e —
RBFE X-RAY DIFFRACTION (2.9 A) ~e RRASRlS 2K

TEM NavigatordR 81 THEMAZRE
Inhibition of SARS-CoV-2 (previously 2019-nCoV) infection by a hlghlv potgl

5| AR inhibitor targeting its spike protein that harbors a high

Cell Res., 30, 2020 [~ i

. g- W/ Severe acute respiratory syndrome coronavirus 2 (SARS IO+ 7 JLZ2)
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WWPDB/RDE $|nkjo e;]t_ alt. (?0(12281I2313I.§0|ds§ess. 40, IIt)_453-7Ding.
oKocnl et al. . blomed. semantics, /:.10.
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keywords: (e.g., 'alcohol’)

X-ray Structure

Download XSLT stylesheet for converting PDBML to RDF: PDBML2rdf xsl.gz (gzipped 22KB) b

BMRB/RDF |
http://omrbpub.protein.osaka-u.ac j|5

| e &

| Exp. Information
R | (X-ray, NMR, EM, etc) PPI (interaction)
<rdf:Description rdf:about="http://rdf.wwpdb.org/pdb/1BY4">
<rdf:type rdf:resource="http://purl.uniprot.org/core/Structure_Resource"/>
<database rdf:resource="http://purl.uniprot.org/database/PDB" />

<method rdf:resource="http://purl.uniprot.org/core/X-Ray_Crystallography”/>

<resolution rdf:datatype="http://www.w3.org/2001/XMLSchema#float">2.18</resolution>
</rdf :Description>
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New Archive for X-ray Diffraction Images
https://xrda.pdbj.org

XRD R

X-Ray Diffraction Archive ANT Tb -G REHNE ’
& . B

@neDep ()

XRDaNESZE

The X-Ray Diffraction Archive (XRDa for short) top page.

We welcome depositions of raw X-ray diffraction images corresponding to PDB entries. English &S
To submit new entries, please login using your ORCID ID. 9 s

If you have any questions, please contact us.
Please note that this archive is still under development and thus we appreciate any feedback you might have.

ALT T b —E SEHEE \_. B

X-Ray Diﬁrgction Archive Loginu

2020-04-09 N 2
eDep hier
Latest entries = All entries = Covid-19 entries 7cz9: Crystal structure of multidrug efflux transporter 0qxB from Klebsiella pneumoniae
N Authors: Murakami, S., Okada, U., Yamashita, E.
7CZ9: Crystal structure of multidrug efflux transporter OqxB {
R-work: 0.18020
Structure resolution: 1.85 A
Murakami, S., Okada, U., Yamashita, E. R-free: 0.21690 .
DOI: 10.1038/541467-021-25679-0 % Unit cell edges (A): 128.947 x 128.78 x 137.262 ‘h

Deposition date: 2021-08-06 Unit cell angles (°): 91.28, 90.01, 103.57 “-
I : 2021-09- n
Release date: 2021-09-22 Resolution: 43,28 A - 1.85 A u'

4X8Y: Crystal structure of human PGRMC1 cytochrome b5-lik¢ Space group: Pl "’

Structure resolution: 1.95 A Primary citation &
e Nakane, T., Yamamoto, T., Shimamura, T., Kobayashi, T., Kabe, Y., Suematsu, M.

PDBj website for 7cz9 &
DOI: 10,1038/ncomms11030 @ ent TR
B Download X
Deposition date: 2021-09-16 [ty ¢

Release date: 2021-09-16

7DVE: Crystal structure of FAD-dependent C-glycoside oxidas: D2t2set 0axB efflux Ll .
% Structure resolution: 2.40 A
SWES Senda, M., Watanabe, S., Kumano, T., Kobayashi, M., Senda, T. Number of frames 3800
e d Deposition date: 2021-08-19

Release date: 2021-09-08 Distance (mm) 270

7E18: Crystal structure of SAR-CoV-2 3CL protease complex v

.‘h Oscillation

h(°) 0.1

_— Structure resolution: 1.65 A
& . Senda, M., Konno, S., Hayashi, Y., Senda, T. "n
\"‘ DOI: 10.1021/acs.jmedchem. 1c00665 & — Wavelength (A) 0.9
Deposition date: 2021-08-19 ﬂ-
Release date: 2021-08-19
Equipment DECTRIS EIGER X 16M
7E19: Crystal structure of SAR-CoV-2 3CL protease complex v
- Structure resolution: 2.15 A Beamline SPRING-8 BEAMLINE BL44XU
. Senda, M., Konno, S., Hayashi, Y., Senda, T.
S DOIL: 10,1021/acs jmedchem. 100665 &
S~

Deposition date: 2021-08-19 Data Download & (26.74 GB)
Release date: 2021-08-19

7CDO: Crystal structure of the 2-iodoporphobilinogen-bound §

hydroxymethylbilane synthase Zoatis s

Structure resolution: 2.31 A path: /
Sato, H., Sugishima, M., Wada, K., Hirabayashi, K., Tsukaguchi, M. % L] H1Z FEQ
DOI: 10.1042/8C120200996 ¢ = 0qxB-1 Full data set from single crystal

Deposition date: 2021-07-16
Release date: 2021-07-16

Copyright © 2020-2021 X-Ray Diffraction Archive

&P OSAKA UNIVERSITY
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wwPDB EM Validation Reports Now Publicly Available

The wwPDB archive has now been updated to include validation reports for every released set of EM model coordinates in the PDB
and every released EMDB map entry. Validation reports provide quantitative and visual assessments of structure quality and enable
archive-wide comparisons (https://www.wwpdb.org/validation/validation-reports).

wwPDB EM validation reports were first made available to OneDep depositors in 2019 (http://www.wwpdb.org
/news/news?year=2019#5db841ceea7d0653b99c8839). The current reports are based on recommendations obtained from EM
Validation Task Force (VTF) meetings in 2010 (Structure 20: 205-214, wwpdb.org/task/em) and 2020 (white paper in preparation),
as well as EM Validation Challenge events (https://www.ncbi.nim.nih.gov/pubmed/32002441, https://www.biorxiv.org/content
/10.1101/2020.06.12.147033v1). Examples of recent improvements include images for deposited masks, improved map-model
overlay images, visualization of a (approximate) raw map from two half-maps, and rotationally averaged power spectrum plots. The
underlying methodology is continually improved, based on community requirements, requests and feedback.

The PDB Core Archive holds validation reports that assess each PDB model along with its associated experimental map/tomogram
from EMDB. EM map+model reports can be downloaded at the following wwPDB mirrors:

o wwPDB: ftp://ftp.wwpdb.org/pub/pdb/validation_reports/

e RCSB PDB: ftp://ftp.rcsb.org/pub/pdb/validation_reports/

o PDBe: ftp://ftp.ebi.ac.uk/pub/databases/pdb/validation_reports/

o PDB;: ftp://ftp.pdbj.org/pub/pdb/validation_reports/
The EMDB Core Archive holds validation reports that assess each EMDB map/tomogram entry. EM map-only reports can be
downloaded at the following URLs:

o EMDB: ftp://ftp.ebi.ac.uk/pub/databases/emdb/validation_reports/

o wwPDB: ftp://ftp.wwpdb.org/pub/emdb/validation_reports/

o RCSB PDB: ftp://ftp.rcsb.org/pub/emdb/validation_reports/

o PDB;: ftp://ftp.pdbj.org/pub/emdb/validation_reports/

Additional information about validation reports is available for EM map+model, EM map only, and EM tomograms.

If you have any questions or queries about wwPDB validation, please contact us at validation@mail.wwpdb.org.

¢ OSAKA UNIVERSITY Example of map-model overlay image: EMD-30388/7CWU, SARS-CoV-2 spike proteins trimer in complex with P17 and FCO5 Fabs cocktail
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B & 55 EMPIAR-PDE] - Electron l_+

EI\/IPIAR-1 0248

The 1.54 A structure of Apoferritin by CRYOARM300 with

s site, you are agreel

,mvg‘. cold-FEG
oY No publication information available Contains:
Authors: Kato T, Makino F, Nakane T, Terahara N, Yonekura K,

EMPIAR home {Depesition  REST APl FAQ About EMPIAR Feedback
i Namba K

Deposited: 2019-02-14
EMPIAR, the Electron Mlcroscopy Public Image Archive, is a public resource for raw, 2D electron mlcmscopy images. Quick links Released: 2019-02-19
Here, you can browse * s A mmA = e b ~ o A bn il S R Last modified: 2019-03-26
structure. More ... EHEIAROERT Dataset size: PDBj EBI
htt . H d b H EMDB@EBI
ps://empiar.pdbj.org ===
Deposit your data in Et PDEBj
using the table below. EM Navigator@PDBj
RCSB-PDB
Show entries search: [ | EmpataResoruce@RCSB,EMDE,N
Related oMt
Dataset y Title $ Authors 4 EMDB/PDB% Size§ Resolution$
entries
EMPIAR- Cryo-EM structure of the  Araiso Y, Tsutsumi A, Qiu J, Imai K, 19TB  3.81 EMPIAR citations
10332 X translocator of the outer  Shiota T, Song J, Lindau C, Wenz LS,
mitochondrial Sakaue H, Yunoki K, Kawano S, Suzuki Tricalbins Contribute to Cellular Lipid
& membrane [2057 multi-
w frame micrographs Rod-
I 1 2020/9/1 IET_:I:
each in TIFF format] ozny
— . ukulski
7-—91*/#')’#&-619
EMPIAR- Processed FIB SEM L ith a
103 -L images of a on
parasitophorous vacuole _\\
ng Toxoplasma — I ’ 4 1 2 P B olph P,
gondii ACAP parasites,
| d with CAP.
[1 multi-frame Cryo-electron microscopy structure
micrographs composed and analysis of the P-Rex1-GBy
of 1 frames each in MRC signaling scaffold.
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Welcome to BSMA

1) YA +DO—i% 2 FARAIE (2018/12)

2) ORCID iDEREEIZ & BT —2Z{t(Deposition) D B LA
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V)7 —
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English H##

Login using ORCID

MA for short) top page.

lopment.

wvuwwaru uvpen venformation of a Major Facilitator Superfamily multidrug/H+
antiporter provides insights into switching mechanism

Kumar Magarathinam, Yoshiko Nakada-Nakura, Christoph Parthier, Tohru Terada, Narinobu Juge, Frank
Jaenecke, Kehong Liu, Yunhon Hotta, Takaaki Miyaji, Hiroshi Omote, So Iwata, Norimichi Nomura, Milton T.
Stubbs, Mikio Tanabe

Deposition date: 2019-06-19

BSH O d open confor of a Major Facilitator Superfamily ug/H+ iporter provides insights into
switching mechanism |

Kumar
Nagarathinam;
Yoshiko Nakada-
Nakura; Christoph
Parthier; Tohru
Terada; Narinobu
Juge; Frank
Jaenecke; Kehong
Liu; Yunhon Hotta;
Takaaki Miyaji;
Hiroshi Omote; So
Iwata; Norimichi
Nomura; Milton T.
Stubbs; Mikio
Tanabe

Ik -8R

Occluded

Outward open Inward facing

DOI: 10.1038/541467-018-06306-x &

abstract

Multidrug resistance (MDR) poses a major challenge to medicine. A principle cause of MDR is through active efflux by MDR transporters situated in
the bacterial membrane. Here we present the crystal structure of the major facilitator superfamily (MFS) drug/H+ antiporter MdfA from Escherichia
coli in an outward open conformation. Comparison with the inward facing (drug binding) state shows that, in addition to the expected change in
relative orientations of the N- and C-terminal lobes of the antiporter, the conformation of TMS is kinked and twisted. In vitro reconstitution
experiments demonstrate the importance of selected residues for transport and molecular dynamics simulations are used to gain insights into
antiporter switching. With the availability of structures of alternative conformational states, we anticipate that MdfA will serve as a model system for
understanding drug efflux in MFS MDR antiporters.

77ANIF—T v —

Modification date: 2019-06-21
Release date: 2019-06-21

Mutational analysis of cutinase-like enzyme, Cut190, based on the 3D docking
structure with model compounds of polyethylene terephthalate.

Takeshi Kawabata, Masayuki Oda, Fusako Kawai

Deposition date: 2019-05-14

Modification date: 2019-05-21

Release date: 2019-05-21
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| ANNOUNCEMENT |
Where are
the data?

As the research community embraces data sharing, academic
journals can do their bit to help. Starting this month, all
research papers accepted for publication in Nature and an initial
12 other Nature titles will be required to include information on
whether and how others can access the underlying data.

These statements will report the availability of the ‘minimal
data set’ necessary to interpret, replicate and build on the findings
reported in the paper. Where applicable, they will include details
about publicly archived data sets that have been analysed or gen-
erated during the study. Where restrictions on access are in place
— for example, in the case of privacy limitations or third-party
control — authors will be expected to make this clear.

The new policy (full details of which are available at go.nature.
com/2bf4vqn) builds on our long-standing support for data avail-
ability as a condition of publication. It also extends our support for
data citation, the practice of citing data sets in reference lists in a
similar way to citing papers. Authors are encouraged to cite data
sets that have digital object identifiers (DOIs) assigned to them.

The introduction of data-availability statements follows a trial
at five Nature journals — Nature Cell Biology, Nature Communica-
tions, Nature Geoscience, Nature Neuroscience and Nature Physics
— that began in March 2016. The pilot confirmed differences in
the culture of data sharing and access between different disciplines,
and that the lack of obvious, public, community repositories can
pose a significant barrier to public data deposition. Nevertheless,
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even in disciplines that are not yet so able to embrace openness
and sharing, there is increasing awareness and appreciation that
data deposition can enhance the visibility and reuse of published
research, and that data citation can increase the recognition of
those who create and share data.

This new policy will be implemented across the diverse range of
Nature journals by early 2017. We expect that its implementation
will shed more light on the reasons for disciplinary differences in
data sharing, identify challenges and help to promote the practice
more widely.

It’s not just journals. A broad drive across the research, funding
and publishing communities is under way to make the availability
of research data more transparent. Funders, for example, are also
introducing data-availability statements. The seven UK research
councils require their grant holders to include them. And the
US National Institutes of Health is asking researchers to provide
management plans for their research data.

We expect that offering consistent information on data avail-
ability in our papers will promote data reuse by future researchers.
And where public data archiving is a mandatory requirement of
journals, there is some evidence that including data-availability
statements with persistent links to data in published articles is an
effective approach to ensuring public data availability and policy
compliance (T. H. Vines et al. FASEB . 27, 1304-1308;2013) .

This new policy follows the launch, in July 2016, by our pub-
lisher Springer Nature of an ambitious project to introduce
and standardize research data policies across all of its journals
(see go.nature.com/2by616x). The project sets out a defined com-
mon framework for data policy — which Nature policies align
with — that enables different journals to encourage data sharing
in a way that reflects the circumstances of respective specialist
communities. m
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