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About PDB;j

PDRBj (Protein Data Bank Japan) is a project team operating under the Joint Usage and Research act vities of
the Institute for Frotain Research, Osaka Univarsity. Wa maintain the single global PDB/BMRB/EMDB arch ves aof
macromboleculer struztures and previde intecratad tocls, in collaborat on with RCSE FDE in the USA, PDE= In the
FU, BMR3 In the USA, 2nd MDA n the 5L, PDRJ s supparted hy IST-NBDC and AMED-EINDS. PDR's new nja
design incerpurdles cylochrome ¢ (PDBID: 1cyc), which was Lhe lirsL struclure delerminad ir Japar.
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Find the service you need

Cheos2 a xeyword listad dedows or input keywords into the textbox at the right of the kevword list. The bref
explaratien of the matchad services will he disnlayved.

« Click the "Show 2l services' button to Cisplay the explenation tor all services,
*» Input some keywords into the "Word Search Box' to narrow down the search results
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Latest news L

2021-12-01 293 new PCB entries have been released on 2021-12-01
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Worthwide
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L AT s QP e R 25 - H
T BT, R OO ILZBBE (Novel Corcnaviris disease 2019 COVID-10] DifAHHROTEL BB oo SREOEN
FAQ FMAEEOTVET. BRICCOMET1)LA (Severa Acute Respiratory Syndrome Cororavirus 2:
BEILAHE SARS-CoV-2) I LUBAMIRENRII LS, METI L) (VHOMERATIRCHFE>TVEY, €L
- T, RPESNEMEIPDBCES#2Y . TU S TWET, PDEjTHHREOHEEZ@SZEH, R _-OFD/ILZ il J=
PDBj0>3 A - FIFAA) BRA-SEMERUELE, LY N - D SRKRHOBREH TANENZ S, WIICON—SICE8 | ° 20 2'1 (o 1 2 EZ aN S AR S_( :OV_ 2
Dk manxs. PDEID¥M (0-3,2-2) — Jd 20 |1~
e ' Foreh S, T R AN & PDRINBEN (7->a,9-+0)
Settings FEIDOAILADY ) DRI ZREREENTD [SADHTF| R—SATHRLTOET. ) - N
203242, 2020. David SRBOSLE — N _ N
_ v 242: INFIAILATOF P~ (Cornnavirus Proteases) S. Goodsell@RCSB FDB IZ & BB LC— Eg klégl_ § % PDB / I\ | J —_— Lj:
5—4581% (OneDep) ¢+ 246: SARSIOFITIVAZ X/\177 (SARS-CoV-2 S)i<e) DREENEIE ANBOSELE — -
~NLT « 249: SARSIOOF V1)L A2 ENAKTMIRNAAR Y AT 2 (SARS CoV 2 RNA dependent RNA Polymerase) SABIETE LL G
PDR. FMDR. RMREAMES TV RU=) d&T 7, BUEFCIIIN-TEROT NI-E2TRBIL, TATOPDB IDELABEIRZLTOET. TREM SYRRETIL I 1 640 H- PAN 0) O 9 (y L“ AN V4
i B RS AREOR. NAMBEDHERRLTED, V= EEN100%EUPD3IY M—B3LA Y FIRESECEIHHSILTH (@) 1 . ovC —_—]0
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The crystal structure of COVID-19 main protease in complex with an inhibitor .
PDRY/mMmCIFITNT 6LU7 N3 EI] -I—/ \Fﬁ % jiE R.'—'—'
D —7y IR E;@ SFET: 3C like preteinase, N-[(5-METHYLISOXAZOL-3-YL)CARBONYLJALANYL-L-VALYL-N~1-~-((1R,22Z)- in Silico T N -[A 9:F a7
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»/mmCIFLY « % (BSM archive)
. #A Liy, %, Zhang, B, Jin, Z, Yang, H, Rao, Z.
a%& Oy Bk 2020-01-26
4w 9IS k] amA 2020-02-05
~NS 3 R BrENRAQ 2021-03-10
v \ ¢
PO AT T M — RRFE X-RAY DIFFRACTION (2.16 A)
A BT L — . TR EvE Structure of Mprofrom SARS-CoV-2 and discovery of its inhibitors. .
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Full wwPDD X-ray Structure Validation Report (i)

[— 0 e Metric Percentile Ranks Value

¢ WWPDB¢%ELZ L /_I_\_ I\ @%AEE Rfrec D | ol 0.164
Clashscore NN ( I— -
® 1&%\% | J jj\\/ I\\\ Ramachandran outliers I )0

- Sidechain outliers T l] r | 5%

RSRZ outliers I [ i I 2.1 %

Worse Better
e EMY vV
0 Percentile relative to all X-ray structurss

[ Percentile relative to X-ray structures of similar resolution

« NMRHEIEEHR Coordinates
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Carbohydrate

Relationships

o FFURY —LRTFRKDERDHERE (BIRD)

Structural properties

Citation
Experimental details
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i

2t F DECN DR (Branched entity) Ontology
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RDFCHMERY Y —R E A5 1-PDBAF 7 —H A 7

- PDB/RDF X U'VRPT/RDF

« BMRB, EMDB, SASBDB, DOI, ORCID, PubMed, Taxonomy, UniProt, GenBank, EMBL,
PIR, RefSeq, Norine, Enzyme, GO, InterPro, Pfam, CATH, SCOP, ENSEMBL, Glycolnfo

 BIRD/RDF

 Taxonomy, Enzyme, UniProt, Norine, KEGG, NADB, CCDC, PubChem, ChemSpider,
CAS, ChEBI, MeSH, ChemIDplus, CHEMBL, BindingDB, DrugBank, ChemDB

e chem_comp/RDF
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ARS-Cov-200 % ¥ 7AF P—PIc & LTW B LAND
RSRAY0.1LL T D& % 18R

PREFIX vrpto: <http://rdf.wwpdb.org/schema/pdbx-validation-v4.owl#>
SELECT DISTINCT ?pdb_id 7entity_id ?asym_id 7entity_type 7entity_src ?entity_desc ?fw

SPARQLIR LR

pdb id titysym ntity tymtity si entity desc

AW2EN 2 | polymer syn VIR251 479.527
FROM <http://rdf.wwpdb.org/vrpt> ¢CH 2 B polymer syn inhibitor UAW241 387.581
WHERE .G\N 2 B polymer syn UAW243 470.561
{ DR 2 C polymer syn inhibitor UAW247 437.488
?s vrpto:pdbx_sifts_unp_segments.unp_acc "PODTDL" ; «¥FBY O F I« )L RO 7OF7 77— (N 2 C polymer syn Leupeptin 429.578
LB rd={e)d 2 C polymer syn IR,27)-4-(BENZYLOXY)-4-OXO-1-{[( 680.791
(e8ap 2 B polymer syn Z-VAD(OMe)-FMK 485.933
: ?
vrpto:of_datablock ?datablock . , o dPIsB 2 B polymer syn Inhibitor 18 in bound form 554.677
BIND(SUBSTR(STR(?datablock), 27, 4) AS ?pdb_id) «—~PDB |D0)4%E 7dV[ets 2 B polymer syn -R-ALA-VAL-LEU-GLN-SER-GLY-PF 965.085
8=\ 2 D polymer syn Calpain | Inhibitor 385.542
BIND(IRI(CONCAT(?datablock, "/entityCategory™)) AS ?entity_category) V[c:] 2 B polymer syn A-VAL-LYS-LEU-GLN-ASN-ASN-GL 1029.167
?entity_category vrpto:has_entity 7entity . A’ 2 B polymer syn LEUPEPTIN 429.578
?entity vrpto:entity.id ?entity_id ;
vrpto:entity.pdbx_description ?entity_desc ; PDB ID: 6WX4, VIR251 (*ﬁ‘é) W D2Fo-Fc < v -7
vrpto:entity.src_method ?entity_src ;
vrpto:entity.type ?entity_type ; . '
i 7 g ~IYhJ—HOE3FEER

vrpto:entity.formula_weight ?fw .

B (K. 1AV EDESTFIELEY. BER. RNAEDERE)
BINDCIRI(CONCAT(?datablock, "/pdbx_dcc_mapCategory")) AS ?dcc_map_category)

?dcc_map_category vrpto:has_pdbx_dcc_map 7dcc_map .
FILTER EXISTS {
SELECT ?rsr WHERE {
?dcc_map vrpto:pdbx_dcc_map.auth_asym_id ?7asym_id ;
vrpto:pdbx_dcc_map.RSR ?rsr .

FILTER(xsd:float(?rsr) <= 0.1) ‘—ﬂﬁ'%%@RSRfJ‘O113(?@7??71_:?7'{”/9_

+ LIMIT 1
.
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2.2 File Formats

PDB Core Archive files containing atomic and multi-scale coordinates and metadata are
distributed in PDBx/mmCIF as the primary format (defined in https://mmcif.wwpdb.org/).

Identical information 1s also distributed in secondary formats, including PDBML
(ftp://ftp.wwpdb.org/) and RDF (https://rdf.wwpdb.org/pdb). The contents of these files are

defined in PDBML schema (https://pdbml.wwpdb.org/), and RDF schema
(https://rdf. wwpdb.org/pdb), respectively.

A subset of the PDB Core Archive 1s also distributed using the legacy PDB format, where

e PDBML(XML) &M O'RDF7Z—H A1 7 H possible.
Secondary A —XY I\ - '§_ 4 %EE (For the avoidance of doubt, all secondary format files, including so-called legacy PDB,

PDBML, or RDF are products of the archive and not part of the PDB Core Archive.)

Quaternary structure files (characterizing the assembly observed in the experiment) are
distributed in the PDBx/mmCIF or PDB legacy format.

https://www.wwpdb.org/about/agreement
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RSR: Real-space R-factor
RSCC: Real-space corr. coef.
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