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CRYSTALLOGRAPHY

Protein Data Bank

A repository system for protein
crystallographic data will be oper- %
ated jointly by the Crystallographic ;?
Data Centre, Cambridge, and the

PDB7:/‘7HP. X
(0] 5 S v 37717\

POTPHRBEEYMZEDORERE o | ]
Protein Data Bank 50 D% - “\ /% 'l

..-‘

2021.11.24 [wWed] 10:00- 17:05 eemm

Brookhaven National Laboratory. = E’zj;t"a’\ F?.’”’”‘* e
: . BE (e (o) | | LEREwamra SR )
The System WIH be reSponSIble fDI‘ ’Eg‘“ 10:00-10:10 LB ? PITIEH$3 PDBS0 EDER
Storlng atemlc COOrdInateS’ Structure i_ 10:50-“‘00 ::IS%! ‘M“ H::::Mx:::u‘::itofsmall heat shock protein :}ﬁ:
factors an.d e]ectron density maps 'é?;h R Kyeong Kyu Kim @smxsse (mm) 24
. . ':E} L ::mmai:;b 4:25-15:10 Structure of the sodium-dependent
and will make these data available 5 o EESeS .!1'12’&5‘;‘::::.“;?::?:.:ﬁ":fé‘:Ss9‘“‘
on I'BCIUBSt'. DlStFibUtiOH : will be 2;f°';c‘;';;;g;‘:5;;j'db=v°"d
on magnetic tape in machine-read- v e P ﬂnmnuulsmamymnusﬂ
able form whenever possible. There sl el D m*szam:%a;m
will be no charge for the service T 8 i s
other than handling costs. Files ) el @ 3?":2333:'23'"5"37:9"3:'5"“{:&:::?:,"

20214108178 (R)
BARM23:59FT
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Nature New Biology 233, page 223 (1971) o

BARMN23:59F T

A new era in structural buology
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Released Entries By Method/Year (log scale)
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CoreTrustSeal certification renewed through April 2024 (CoreTrustSeal.org)
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e Improve the quality of PDB

structures
.. PDB Versioned FTP Site
. P re S e rV e O r I g I n a | P D B I D S a n d PDB FTP Sites Since October 2017, the wwPDB versions PDB entries and distributes the latest and the prior versions of each entry via a versioned

FTP archive accessible at ftp-versioned.wwpdb.org and its mirrors in the USA, UK and Japan.
PDB Versioned FTP Site >

maintain connections to the FOB Versonad FP St

The PDB Versicned FTP sites are updated every Wednesday at 00:00 UTC.

. L1l = wwPDB: ftp-varsionad.ww.pdb.org
scientific literature R0 P08 U by

PDBj (Japan): ftp-versioned.pdbj.org

® Reasoning captured P —

Changes made to a PDB entry after its initial release are considered to be either “major” or “minor”. Updates to atomic coordinates,
peolymer sequence, or chemical description in the coordinate file trigger a major version increment, retaining the coriginally issued

® The latest versioned file can e S e B
b e aC C e S S e d a t F T P /Groups/audit_group.html). The revision trail is included in the PDBx/mmCIF formatted coordinate files. o

® The latest minor version of
each major version is available
at versioned FTP

ftp-versioned.pdbj.org

—
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® >200 entries versioned
‘ Enabled rapid Correctlon Of :ia)/\‘—y'ayﬁﬂt:m\ﬂi. ATIR—I % cBTE W,

K=

>30 SARS-CoV-2
- O - TrAILE
1-0 2020-02-05Initial release RE ‘
Coordinate replacement, Advisory, Atomic model, Data collection, Database references, Derived calculations, Z 71 JLid&% D
2-0 2020-02-12 -
Refinement description, Structure summary EFHA
2-1 2020-02-19 Database references, Structure summary ;E/—":}M

. T O p re aS 0 n S 2-2 2020-02-26Data collection EM

. C d . t I t 2-3  2020-03-11Source and taxonomy, Structure summary ;;’L;‘;’M
O O r I n a' e CO m p e e n eSS 2-4 2020-03-18 Database references ;LZ"M

Z7AIIEHH

. L i g an d g eo m etry 2-5 2020-04-22 Database references £th

2-6  2020-05-06Database references, Source and taxonomy, Structure summary ;é;’;’w

. L I g an d I d e ntlty 2-7 2020-05-27 Database references m

FEA

Z7AIIEH D
. Ato m CI aS h eS 2-8 2020-06-10 Structure summary Y
771 %
. d 2-9 2020-06-24 Database references ] ‘
D e p OS Ito rS are e n CO u rag e 3.0 2020_07_29Coordinate replacement, Advisory, Atomic model, Author supporting evidence, Data collection, Database ZF7AIIEHD

references, Derived calculations, Refinement description, Structure summary
-
to update their structures | = wuoosmaemms %

First SARS-CoV-2 structure in the PDB (6LU7)
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e PDBI7#—<Tw FTOMND IXFDILEMDMN2023FERICEYLZLLGY FET
e LIBOHET—A2(ZPDBXYMMCIFTOM BRI INFET
e PDBI#4—%w bTEHBEHTEHELGYFET,

Number of New Chemical Component Entries Created Each Year
4000
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0
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o AXFMPDB IDLALMIEIEFZLFT

e BRICBXFMPDBIDTT—4aMREEINTUNET
wwpdb.org/pdb?id=pdb_00006lu7

o BIICIRBtZRAMLTLET ! FPDE =

PDB Entry - 6LU7 (Status - Released)

Summary information:

Title: The crystal structure of COVID-19 main protease in complex with an inhibitor N3
DOI: 10.2210/pdb6lu7/pdb

Primary publication DOI: 10.1038/s41586-020-2223-y

Entry authors: Liu, X,, Zhang, B., Jin, Z., Yang, H., Rao, Z.

Initial deposition on: 26 January 2020

Initial release on: 5 February 2020

Latest revision on: 10 March 2021

Downloads:

Structure coordinates (PDBx/mmCIF)
Structure coordinates (PDBML)
Structure coordinates (PDB)

X-ray diffraction data (PDBx/mmCIF)
Validation report (PDF)

Validation report (XML)

Links to more resources for 6LU7 at:

P SPDB $8PDBe 9

PROTEIN DATA BANK Protein Data Bank in Europe

—
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About PDB/RDF
PDB/RDF PDB/RDF , chem_comp/RDF
PDB ID: (eg. 7TRSA) PoED 3]
property: (e.g., 'PDBo:entity.pdbx_description')
keywords: (e.g., 'alcohol')
WWwW P D B / R D F Download XSLT stylesheet for converting PDBML to RDF: PDBML2rdf xsl.gz (gzipped 22KB)

http://rdf.wwpdb.org/

i F -
o o
o

B "Le & 1- o

Exp. Information ' '
(X-ray, NMR, EM, etc) PPI (interaction)

<rdf:De5crip£ion rdf :about="http://rdf .wwpdb.org/pdb/1BY4"> .. .
<rdf:type rdf:resource="http://purl.uniprot.org/core/Structure_Resource"/> Kinjo et al. (2012) Nucl. Acids Res. 40, D453-D460.
<database rdf:resource="http://purl.uniprot.org/database/PDB"/> Yokochi et al. (2016) J. Biomed. Semantics, 7:16.

<method rdf:resource="http://purl.uniprot.org/core/X-Ray_Crystallography"/>
<resolution rdf:datatype="http://www.w3.org/2001/XMLSchema#float">2.10</resolution>
10

</rdf:Description>
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LET. |
. DX

PDB/RDF PDB entry : 1E6E https://rdf.wwpdb.org/pdb/1E6E

PROTEIN
DATA BANK y@
PDB/RDF, chem_comp/RDF, PRD/RDF

-comp/RDF, PRD/RDF

PREFIX Search PDB/RDF, ch
« rdf: <http://www.w3.0rg/1999/02/22-rdf-syntax-ns# > 1D: ( “ (e.g., '7RSA") DB 1D . - -

« rdfs: <http://www.w3.0rg/2000/01/rdf-schema#> L
+ owl: <http://www.w3.0rg/2002/07/owl# > -

» PDBo: <https://rdf.wwpdb.org/schema/pdbx-v50.owl#> Submit Reset

« PDBr: <https://rdf.wwpdb.org/pdb/> i#& *4$Eﬁ 'J'l."" % $ fl:% $ . 1t $ . |§ ;H'gg E}l: o %

+ de: <http://purl.org/dc/elements/1.1/> All wwPDB/RDF files (RDF/XML format) can be downloaded at https://data.pdbj.org N —_
T—ZERENRIERE WEMODT—R2EER

« dcterms: <http://purl.org/dc/terms/> !
« skos: <http://www.w3.0rg/2004/02/skos/core# > /pdbjplus/data/pdb/rdf/.

The SPARQL endpoint for wwPDB/RDF (along with many other databases) is
available at the NBDC RDF portal: https://integbio.jp/rdf/dataset/pdbj 11
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- RFEZFRLITEEBRETIEEMERRNTEED

T, WEERPICEEICESVERELTT

- BITREREPXTYT— RFOMBEHE A |
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. LAL, FOLIHEBRT—2THIETL -85 1545
TEVDTLEIM? Qf oal

Deposited instance from
coordinates (left) and the closest
match in the dictionary (right)

Local ligand density display (1.5 sigma omit map)
TMP in entry 3HW4 with LLDF=6.77 (RSR=0.41, CC=0.70)

12
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EDITORIAL
natuare Nature Struct. Mol. Biology, 23 (10), 871, 2016

structural &
molecular biology

Where are the data?

Here, we announce two policy changes across Nature journals: data-availability statements in all published papers
and official Worldwide Protein Data Bank (wwPDB) validation reports for peer review.

N TT—

We are now taking a further step and are requesting official wwPDB validation
reports for peer review. These reports are made available by the wwPDB after data

deposition (http://www.wwpdb.org/validation/validation-reports). Other Nature
journals will soon follow suit.
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=  Model Quality Overall Quality Summary

= Bond lengths and angles
. . Metric Percentile Ranks Value
(outlier info, RMS-2) Riree m— 0.185
. . . Clashscore I I ]
- C h I ral Ity’ p I anarlty Ramachandran outliers EEE 0
= Close contacts (including worst clashes, Sidechain outlirs M L
. RSRZ outliers HET 1.2%
M O I P rO b Ity C I aS h SCO re) ;‘::::enlile relative to all X-ray structures Belter
. . . [ Percentile relative to X-ray structures of similar resolution
= Torsion angles (Ramachandran statistics,

protein rotamers)

= Ligand geometry (Mogul analysis) Residue Plots
= Residue Plots e
- Residues with model-quality outliers (0, 1, 2, S T R
>2) -
i L p ER et i R H LR B S

=  Residues with RSR-Z > 5 are highlighted
. Residues not observed

.
~sas-aafpanana-taa-afesesfeille-nele e e s ho b HUERREE
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1]
| J
-

X#x  LEMFRZTW/ELLFR - BRF

Mol | Type | Chain | Res | Atoms

[ Mol | Type | Chain | Res [ Atoms | RSCC | RSR | B-factors(A?) | Q<0.9 |
| 404 | 48/48 | 096 | 0.14 | 31436670 | 0 | 3 [NAP | A [1270[ 48/48 | -0.06
Ligand NAP A 1270

Ligand NAP A 404
W ‘I ‘
Mogul angles:

RSCC | RSR | B-factors(A?)
0.67 | 87,96,100,100 0

3 [NAP | A

i

Mogul bonds:
"bad’” —purple, 'poor’ —violet ‘bad” —purple, "poor’ —violet
Mogul bonds: Mogul angles: ‘ok’ —lime, "good” —green ‘ok’ —lime, 'good’ —green
ok’ —lime, ‘good’ —green "ok’ —slime, 'good’ —green , . .
X "unknown’ —gray unknown’ —gray
“unknown’ —gray "unknown’ —gray %
. \ .
‘..- / . -I/' —t ¥ Va ’ '/-
o d + -d
N O o P

-
‘\_-’ « »
$ly Ut Seatyvse Joe
‘ .' . - CI f /.4 "\f‘/ et d -
- ', ) . -— » l L .- 4 \
—id d ‘e
Mogul torsions: Mogul rings:
‘good’ —rgreen, ‘unknown’ —gray

-"\/' ,‘ ) ~ ' -
‘- f \ °
t’ \ f . .
— 'unusual’ —purple, rare’ —lime
Mogul torsions: Mogul rings: ‘common’ —green, ‘unknown’ —gray
‘rare’ —lime, ‘common’ —green ‘good’ —green, "unknown’ —gray g
‘unknown’ —gray

Electron density around NAP A 1270:

Electron density around NAP A 404: .
2mF,-DF, (at 0.7 rmsd) in grey
mF,-DF, (at 3 rmsd) in purple (negative)

and green (positive)

2mF,-DF, (at 0.7 rmsd) in grey
mF,-DF, (at 3 rmsd) in purple (negative)

and green (positive)

PDB entry 1zk4 (Worse data quality)

15

PDB entry 5zix (Better data quality)
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e EM map volume analysis
O The fit of model to the map at residue level and global visual overlay
O Map analysis and visualization

® NMR restraints assessments
O Distance and dihedral angle restraints with graphical and tabular statistics
O Available for restraints deposited in single NEF/NMR-STAR formats

500 A
Atom inclusion 200
01—\ W Backbone-Backbone
‘E Backbone-Sidechain
g © mmm Sidechain-Sidechain
g0 £ 300 4
2 Q
H b w2 Violated
3 — X .
2 o Sackbone atoms s EEE Consistently violated
£ ___ Al non-hydrogen (1)
2 atoms <2 200 4
5 ___ Recommended contour g
_fv o level 0. =
5
g 100
g
0 B
-0.0’ 00 0.01 0.02 0.03 0.04
Contour level X Y VA

PDB ID 7jia

Intra-residue
Inter-chain

Medium range

PDB ID 7cwu

16
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£ : RSR=0.10, CC=0.95
£ : RSR=0.41, CC=0.70

17




e“b ABAJ‘,
Q? @
@ PDB]j

zr,, nws®>  Protein Data Bank Japan
Acknowledgements I Freees
PROTEIN DATA BANK
AYv7T
 MERES

o BEMf JREE (KIRAPE D SRR - 3i%)
« PDB/EMDBF—9~R—ABEIIL—7
o Hl] BE (KERKZELEHER - #i2)
o F 8 (KRKFELEHICA - FHTHm)
o R® BET (ARAPEQEWREARN - HEHRS)
o ik P (KERAFEAEMREN - HIEHARE)
o Il ¥ (KIRAZEBEMREM - FHEHARE)
o ik FiF (RERAZFEAEMRR - FHHERER)
o & Bt (KERAZEAEMRFN - HIEHARE)
o FIH BE (KRAFEABEMRF - FHIMARERE)
« PDB/EMDBF—9~R—ABELIIN—F
o kO BE (KRAFEOEMERHN - 3i%)
o Bekker, Gert-Jan (KERAXZEBEARF - FEBHR)
o RE METF (KIRAZEQERER - BhE)
o T #F (KERAZEAEWMERN - BITEFIEE)
o THE &t (KIRAFPEBEMREM - FHEHARE)
« BMRBF—9AR—XAEHEE/IL—7
o BER B8 (KIRAFPEBEMHEM - i)
o WRIE RRER (BEEESIAPTSES - 3i%)
o B/A HEF (KRAFEOBEHIRAR - HHR)
o BH RE (KRAFEOBEMREAF - HEMARE)
o Hith & (KIRAZEBEMEM - SHEHARE)
« EMPIARZNL—7
o hiR RE (KERAFEAEMZAR - $SHEHA)
o BiE BR (RKIRAFEOEMRER - FHEIMER)
« PRFE
o BB iR ( (M) E0HEMRERSR - BBHRR)
o Bl IER ( (M) E0HEMRERR - BHRER)
o ARBHE
o it BAR (KRAPEOBMIAH - £EHIR)
o HR # (BROKLZTFAE #i% / XERMEAl T—9YAI VA% — Bltzv % —R) for EMPIAR-PDBj
o B E (MAFRAFEIZEN - #i8)
o JIlif E (RAbAR {EHRIEMER - SEEHIE) for HOMCOS, gmfit and EMPIAR-PDBj
o #hR 183 (RILAZ 1EHWAPMFH - HKB) for EM Navigator
o ik BE (BLFHRABERSERPREEY Y — - LRARS)
o i 18 (PRRAXPZHSRF RSP - 2U2) for ProMode
o B X (EEAPEEER - #3I¥) for ProMode
o Rk R (RREMBERAZAER - #iR)
o AT BE (RIEKFAZRERBZHAAR - B8) for eF-site
o Standley, M.Daron (KFRAZHMAEVIKBIAZRET - $8) for SegNavi, StructNavi, SeSAW, ASH, MAFFTash, Spanner and SFAS
o DRk M (RERAZPHEVIRIRIR - #HB) for MAFFTash

EBRR
o AW BF (KIRAZEAEMRRN - HESHERR)

{FELH: 2020-12-02
18



seop{!‘A B/i[%‘

ey @
Eg % PDB
% ff’

Protein Data Bank Japan
W O R L D LA D E

as a member @

PROTEIN DATA BANK

4‘4 N wg@

WORLDWID

PDB

PROTEIN DATA BANK

The worldwide Protein Data Bank

www.wwPDB.org * info@wwPDB.org

1
¥
1

oATA By,

léBMRB PDBe 13 EMDB l@PDB'
Biological Magnetic Resonance Data Bank Protein Data Bank in Europe Eoctyanicrssopy Dits el g sl Protein Data Bank Japan J

o MRop,
4

\ﬁ,'
<
7 s

o=
o=

PROTEIN DATA BANK




