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Search BMRB

How to use this form (please read this first)

EHELEAEXTFUZRE

Entry information Citations Molecular assembly Experimental descriptions
NMR parameters Kinetic data _ Thermodynamic data Structure determination
o . — Y -
1. ‘Entry information’ A7 31) ZE R
. —_ — . .. Chem comp Entity Assembly Natural source Experimental source
2. ‘Title’ 7ATLIZ Ubiquitin’ Z A 75
— N -~
3. ’Molecular assembly' jJT: I) %JE*R Assembly Assembly type Entity assembly Bond
4. ‘Physical state’ 7 AT LIZ Assembly db link
‘denatured’ %l jj @ Experimental data reported ~ [ display
5 *ﬁ?\, :9’%%*}{ @ Physical state denatured «| O display
@ Conformational isomer w | O display
8 Chemical exchange state w [ display
© Magnetically equivalent group [ display
@ Entry ID [ display

Database ®BMRB (O metabolomics

Output ®@HTML O CSV

.
lear |



PDBj
BMRB

4375 1H, 13C and 13N Assignments of Ubiguitin Unfolded in 8M Urea, pHZ and Analysis of Chemical shift Dispersion in Unfolded
Proteins

13047 Ubiguitin in & M Urea

el Backbone and stereospecific beta-sidechain assignments of 1H, 13C and 15N for Ubiguitin Unfolded in 8M Urea, pH2 5.
@ 1H, 13C and 13N assignments of Ubiquitin for both folded and denatured states at 238K and 2500 bar

i i ) Member of
_‘ Biological Magnetic Resonance Data Bank = S IS

BMRB A Repository for Data from NMR Spectroscopy on Proteins, Peptides, Nucleic Acids, and other Biomolecules ~ FROTE!N PATA BANK

BMRB Entry 18610

Chem Shift validation: AVS_full, BMRB number (explain)
LACS 18610
8 Accession O Deposition
NMR-STAR v3.1 file: Data Visualizations
bmr18610.str
NMR-STAR v2.1 file:
bmr18610.str
Home
Search Title: 1H, 13C and 15N assignments of Ubiquitin for both folded and denatured states at 258K

validation Tools and 2500 bar PubMed: 23284170

Deposit Data

NMR Statistics o . ) ) o ) .

. Citation: Vajpai, Navratna; Nisius, Lydia; Wiktor, Maciej; Grzesiek, Stephan. "High-pressure NMR
Spectroscopists’ Corner reveals close similarity between cold and alcohol protein denaturation in ubiquitin.” Proc. Natl.
Programmers' Corner Acad. Sci. U.S.A. 110, .-. (2013).

Metabolomics

Authors: Vajpai, Navratna; Nisius, Lydia; Wiktor, Maciej; Grzesiek, Stephan

Assembly members:
Educational Outreach Ubiquitin, polymer, 76 residues, Formula weight is not available

NMR Data Formats Natural source: Common Name: Human Taxonomy ID: 9606 Superkingdom: Eukaryota
Useful NMR Links Kingdom: Metazoa Genus/species: Homo sapiens

Site Map Experimental source: Production method: recombinant technology Host organism: Escherichia
ETP Access coli
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http://bmrb.protein.osaka-u.ac.jp/data_library/Diseases/

BMRB Entries Related to Diseases

These are BMRB entries relating to proteins and nucleic acids responsible for diseases of the human body. Click on an organ in
the body or select a disease category below to see a list of diseases, nucleic acids, proteins, and corresponding BMRB entries.

Non-communicable

Cancer
Connective Tissue
Endocrine
Muscular
Neural

Systemic/Other

Communicable

Bacteria
Eukarya
Prions
Toxins
Viruses




PDBj
BMRB

@ Cancer

MF\B

Disesse __________[Pown ___________________|sMRBemmy

[Acute Myeloid Leukemia |[KRas171GNP |[17785
Mudeophosmin DNADIndngdomain —
B-cell Lymphoma [Bag-1 |[18418 |
[-cell ymphoma G protein-Hrs4368  [melw
\ [BoxL |[18250 |
[c2H2 type zing finger of human B-cell ymphoma G protein  [lozatiolsr
\ ' [First zf-C2H2 domain from human B-cell lymphoma 6 protein | [10306 |
r [cencfecconystimuatingfectr  feeel
\ | [Histone H3 |[18385 |
BreastCancer  [Breasicancerlype i suscepfibllyproten fpi4
I |[Calmodulin C-lobe with ER alpha peptide | [18084 |
[ [cAmoduinN-iobewihERalphapeptide ez
I | [Chemokine receptor CXCR1 | [18170 |
_ [FistSamdomancfosn _
| [Human cyclin-D-binding transcription facter 1 | [18051
_ [MOsLmICIP complex _
Carcinoma |[Ca+2 binding protein S100A4 | [18169
r " Nabhdngmetss —
Esophageal Cancer | [Esophageal cancer-related gene 2 |[iz719
EwngsSagoma — [RenBP2ypezor _
Fibrosarcoma | [Ets variant 6 Q436 | [17741 17742
_ pS3nudearphosphoprotein —
| [Parathyroid-horomone-related protein |B21
_ [MLT-ETO chimeric protein NFR3-PKAcomplex _
\ | MC‘I homology domain (AHD) of AF9 | 18094 |
r— [Coedndmgfasormiterc  [pa
\ | [CrkL signaling protein | 18321 |
[ |MbedlineageleukemiaPHD3Doman [i6s83ie@@s
I | [Monogytic leukemia zinc finger protein | [18142 |
[ [PeETmoffpepideandtheKiXdoman  fieesi
[Liver cancer | [Monomeric DLC2 SAM domain | [15060 |
Mesnoma — [MelnomainhibitorAdtvityProten  [7aisa0
\ |[S100BE72A/CA Complex |faz31 |
[Nephroblastoma — [prenacdsolbleprolent ez
Non-small cell Lung cancer | [Monomeric DLC2 SAM domain | [18353 |
Ovaancencer — [resstcancerteisusceptbiityprotn e
I | [Disabled-2 protein-derived peptide | 18449 |
Pancreaticcancer — |Ailerorgradientprotenz  [\ieisze
Prostate cancer | [MMP23 Matrix Metalloprotease | [15800 |

BMRB entry
___

|Leukemia |[MLV readthrough pseudoknot 17601




Member of

e i
BMRB "

A Repository for Data from NMR Spectroscopy on Proteins, Peptides, Nucleic Acids, and other Biomolecules

gical Magnetic R Data Bank PRI

PROTEIN DATA BANK

BMRB Entry 18610

BMRB number (explain,
18610 | ( Open )
@ Accession ) Deposition

Chem Shift validation: AVS_full,
LACS

NMR-STAR v3.1 file: Data Visualizations
bmr18610.str
NMR-STAR v2.1 file:
bmr18610.sir
(Google search )
Home
Search Title: 1H, 13C and 15N assignments of Ubiquitin for both folded and denatured states at 258K
Validation Tools and 2500 bar  PubMed: 23284170
Deposit Data Authors: Vajpai, Navratna; Nisius, Lydia; Wiktor, Maciej; Grzesiek, Stephan
NMR Statistics
Spectroscopists' Corner Citation: Vajpai, Navratna; Nisius, Lydia; Wiktor, Maciej; Grzesiek, Stephan. "High-pressure NMR
. reveals close similarity between cold and alcohol protein denaturation in ubiquitin." Proc. Natl. Acad
Programmers’ Corner Sci. U.S.A. 110, .- (2013).
Metabolomics
Educati 1 Out h Assembly members:
ucational Outreact Ubiquitin, polymer, 76 residues, Formula weight is not available
NMR Data Formats )
Useful NMR Links Na;ural source: Common Name: Human Taxonomy |D: 9606 Superkingdom: Eukaryota
— Kingdom: Metazoa Genus/species: Homo sapiens
Site Map
ETP Access Experimental source: Production method: recombinant technology Host organism: Escherichia coli
Data sets: Data type Count
« assigned_chemical_shifts ESEITZ D e
o assigned_chem_shift_list_1 15N chemical shifts 115
© assigned chem_shift_list 2 1H chemical shifts 15
Additional metadata:
Assembly || Samples and Experiments || Software || Spectrometers || Hide all
Related Database Links:
BMRB 11505 15047 15410 15689 15866 15907 16228 16582 16626 16763 16880 16885
16695 17059 17181 17239 17333 17430 17760 17919 18582 18583 18584 18611
4245 4375 4983 5101 5367 6457 j M 6488 68 7111
PDB
DBJ BAAQ3983 BAADS8E0 BAA11842 BAA11843 BAAZ3486
EMBL CAA25706 CAA26488 CAA28495 CAA30183 CAA30815
GB AAAD2769:AAA28154 AAA2B997 AAA2B998 AAA28999
PIR
PRE
REF NP_001005123 NP_001006688 NP_001009117 NP_001009202 NP_001009286
SP POC273 POC275 POC276 POCG47 POCG48
TPD  FAA00319
TPG DAA18802 DAA20863 DAAZ20672 DAA24675 DAA28295
‘Contact bmrbhelp@bmrb. wisc.edu if you have any questions about this site W ORLDWI

Capyright @ The Board of Regents of the University of Wisconsin System.

Last Modified: Wednesaay, 14-Aug-2013 23:22:14 CDT

@
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BMRBI ) —18610MD EFIR—
NMR-STARZ7AILMD') 2% (bmr18610.str)

ARV, EEA. TE5|FHXEK.
BV D18 AL IR#R

FET—2tYk

AR DEFEMEER
N F—arR—z2nsrE1?

DBJ (DNA Data Bank of Japan), EMBL,

SP (UniProtkB) ~MSBB:L ,
GB (GenBank), PIR, PRF, REF (NCBI RefSeq) ~®
SR D HEEL THLY,
TPD, TDG (& DDBJ, Genbank 0D 1—H—&£%
T k)— (Third Party Annotation) 39 .
- TLEEDDBDERE4 . DBJ, GBIZZENE
NELRETIE?
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3. B—H (TI4IFTXFINE) HNERINOIRRIZTHES,

4. SVERDBEMDEMER BITFSEBIBHRD DS VDR U
JUNDRERE,

R WaC Lanl?

1. NMR-STARDEEZ VT I RERXM TR, W1 RDF |

2. FIEBRF—2DIEHE, o,

3. FAMEE . ASER. - ] owL
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BMRB/XML&EBMRB/RDF

NMR-STAR data file example of the Assembly category describing
the molecular system (assembly) for BMRB entry bmr15400

B g 1
# Molecular system (assembly) description #
B B e e b e Rt s et e

save_assembly

Assembly.S5T_category assembly
_hssembly.5f_framecode assembly
_Assembly.Entry_ID 15428

Assembly.ID 1

_Assembly.Name
_Assembly.BMRB_code
_hssembly.Mumber_of_components 2
_Assembly.0rganic_ligands

Assembly.Metal_ions .
embly.Non_standard_bonds no
embly.Ambiguous_conformational_states
embly.Ambiguous_chem_comp_sites
Assembly.Molecules_in_chemical_exchange .
_Assembly.Paramagnetic no
_Assembly.Thiol_state .
_Assembly.Molecular_mass 18588
_Assembly.Enzyme_commission_number
_Assembly.Detalls
_hssembly.DB_guery_date
_Assembly.DB_query_revised_last_date

'F153(FTR) cTnC'
_As
_As
As

5
5
5
5

"F153({FTR) cTnC'

A STEHOmMADAHFHEIZENS,
tag-value 3GE(XJL—3FJLDBEDE
FEIF LY,

RGNE 7T N) T4 74 DEAEHET
FIH,

H73) . TATLDERK, BEIINMR-
STARV3.1T 4923+ )—IZE R,

_Atom_chem_shift.Value 4.15

tag

e

NMR-STAR v3.1

=
—

Atom_chem_shift Value 4.15

relation attribute

w

Relational DB
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The corresponding example in a BMRB/XML data file

=Txml version="1.8" encoding="UTF-B" 7=

<BMRBx:datablock datablockMame="15488"

xmlns:BMARBx="http://bmrbpub.protein.osaka-u.ac.jp/schema/mmcif_nmr-star.xsd"

smlns:xsi="http://fwew.w3.org/2001/¥ML5chema—instance"

wsizschemalocation="http:/fbmrbpub.protein.osaka—uw.ac.jpSschema/mmcif_nmr—-star

Asd mmcif_nmr-star.xsd"=

<BMRBx:assemblylategory=
=BMRBx:assembly entry_id="15488" id="1"=
<BMRBx: ambiguous_chem_comp_sites xsi:nil="true"/=

<BMRBx:ambiguous_conformational_states xsi:nil="true" /=

«BMRBx:bmrb_code xsi:mil="true"/=
<BMRBx:db_query_date xsi:nil="true" /=
<BMRBx:db_query_revised_last_date xsi:nil="true"/=
«BMRBx:details=F153(FTR) cTnC=/BMRBx:details=
<BMRBx:enzyme_commission_number xsi:nil="true" /=
<BMRBx:metal_ions xsi:nil="true" /=
«BMRBx:molecular_mass=1B588</BMRBx:molecular_mass>

<BMRBx:molecules_in_chemical_exchange xsi:inil="true" /=

<BMRBx: name=F153{FTR) cTnC</BMRBx:name=

=BMRBx:non_standard_bonds=no</BMRBx:non_standard_bonds=
<BMRBx: number_of_components=2</BMRBx: number_of_components>

<BMRBx:organic_ligands xsi:nil="true"/=
=BMRBx:paramagnetic=no</BMRBx: paramagnetic>
<BMRBx:sf_category=assembly</BMRBx:sf_categorys>
<BMRBx:sf_framecode=assembly=/BMRBx:sf_framecode=
«BMRBx:thiol_state xsiinil="true"/=
=/BMRBx: assembly=
</BMRBx:assemblylategory=

AEHOAFEEICEND,

NMR-STAR v3.1T 473} —IZE&ESNT-
B4 Z R RBNIZHE IR,

XMLAF—T (FA—vMMEETEF) [ NMR-
STARV3.1T 493371 ) —%#EEMIZE#RLT
ERL.

XMLRAF—T I LL FDURLIZEFTE,
http://brmbpub.protein.osaka-

u.ac.jp/schema/mmcif nmr-star.xsd

2 BIZEfE D $EEEEE (X BMRBX,


http://brmbpub.protein.osaka-u.ac.jp/schema/mmcif_nmr-star.xsd
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The corresponding example in a BMRB/RDF data file

<?uml version="1.8" encoding="UTF-B"7=>
=rdf:RDOF xmlns:ixsi="http:/ www.w3.org/ 2001/ ¥MLSchema-instance"
¥mlns:BMRBx="http://bmrbpub.protein.osaka-u.ac.jps/schema/mmcif_nmr-star.xsd"
wmlns:BMRBo="http://bmrbpub.protein.osaka-u.ac.jps/schema/mmcif_nmr-star. owls"
ymlns:rdfs="http: /S www.w3.org/20008/01/ rdf-schema#"
smlns: rdf="http: /fwww.w3.org/19899/82/22-rdf-syntax—ns#"
xmlns:iowl="http:/ www.w3.0rg/2002/07 /owl#" =
=BMRBo:datablock rdf:about="http:/S bmrbpub.protein.osaka-u.ac.jp/rdf/bmr15408" =
<BMRBo: Link_to_bmrbx rdf:resource=s""http://bmrbpub.protein.osaka-u.ac.jp/xml/bmr/bmr15408,xml" /=
zrdfs:seeflso rdf:resource="http:/ www.bmrb.wisc.edu/ftp/pubsbmrbfentry_lists/nmr-star3.1/bmrl5408.5tr" /=
zrdfs:seeflso rdf:resource="http:/sbmrb.protein.osaka-u.ac.jp/ftp/fpubsbmrbsfentry_lists/nmr-star3.1l/bmrl5488.s5tr" />
zrdfs:seeflso rdf:resource="http://bmrb.cerm.unifi.it/ftpSpubsbmrb/entry_lists/nmr-star3.1/bmrl5488.str" /=
<BMRBo:datablockName=15480</BMRBo:datablockName:=
<BMRBo: has_assemblylategory=
<BMRBo:assemblyCategory rdf:about="http://bmrbpub.protein.osaka-u.ac.jp/rdf/bmr15488/assemblyCategory"=
<BMRBo: has_assembly=
<BMRBo:assembly rdf:about="http://bmrbpub.protein.osaka-u.ac.jp/rdf/bmrl54088/assembly/15408,1"=
<BMRBo:of_datablock rdf:resource="http://bmrbpub.protein.osaka-u.ac.jpsfrdf/bmrl15488" /=
<BMRBo: reference_to_entry=
=rdf:Description rdf:about="http://bmrbpub.protein.osaka-u.ac.jp/rdf/bmrls408/entry/15400" =
=BMRBo: referenced_by_assembly rdf:resource="http://bmrbpub.protein.osaka-u.ac.jp/rdf/bmrl154088/assembly/15488,1" /=
=/rdf:Description=
</BMRBo: reference_to_entry=
<BMRBo:assembly.entry_id>154BR0</BMRBo:assembly.entry_id=
<BMRBo:assembly.id>1=/BMRBo:assembly. id>
<BMRBo:assembly.details=F153(FTR)} cTnC</BMRBo:assembly.details>
<BMRBo:assembly.molecular_mass>=1B58@</BMRBo: assembly.molecular_mass>
<BMRBo:assembly.name=F153(FTR) cTnC=/BMRBo:assembly.name:=
<BMRBo:assembly.non_standard_bonds=no</BMRBo:assembly.non_standard_bonds=
<BMRBo:assembly.number_of_components>2</BMRBo:assembly.number_of_componentss>
<BMRBo: assembly.paramagnetic>no</BMRBo:assembly.paramagnetic=
<BMRBo:assembly.sf_category=assembly</BMRBo:assembly.sf_categorys
<BMRBo:assembly.sf_framecode=assembly</BMRBo:assembly.sf_framecodes=
</BMRBo:assembly=
=/BMRBo:has_assemb ly=
</BMRBo:assemblyCategory=
</BMRBo:has_assemblyCategory=

. ﬁ%ﬁﬁél £BHT —AKIBITEND, « A2rOC—[E BMRB/XML DAXF—IELEHLTHE
¢ n':gl's Lnl:ls E E’] &FHL\T'F'*;’%@%EO E‘Z
o FREDEEAIL URI SERTTEE, o FbAD—ILLUL T DOURLIZHFIE,
¢« NMR-STARV3.1T 4933} —IZE&RIN http://brmbpub.protein.osaka-
-FEEEIIA A — (BRI R) u.ac.jp/schema/mmcif _nmr-star.owl
THH, . 7J'JI~EI~>“—0)% AT ZE F'aEIODTﬁ B%#(XBMRBo,
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Translation example of "Entry" category for BMRB entry 15400

 BMRB/XML

BRRREBBRERBERBERRRERERE
# Entry information #
BERREBBRERBERBERREEBBRE

save_entry_information
_Entry.Sf_category
_Entry.Sf_framecode
_Entry.1D
_Entry.Title

entry_information
entry_information
15400

Backbone and side chain chemical shift assignments of the F1
53-to-5-flurotryptophan mutant of human cardiac troponin C

MR

IMRBX :

1="15400"
2006-12-07+09:00</BMRBx :
xsi:nil="true"
="true"
SOLUTION</BMRBx:
="true"
3.0. 8 100</BMRBx :
3 0. B 100</BMRBx :
‘ ="true"
author</BMRBx :

entry_information
entry_information</f
2006-12-07+09:00</

Backbone and side chain chem\cal Shlﬂ: 0551gnments of the F153-to-
5- Flurotryptophan mutant of human cardiac tmpomn C</BMRBx:

original</BMRBx:

_Entry.Version_type new
_Entry.Submission_date 2007-07-20
_Entry.Accession_date 2007-07-20
_Entry.Last_release_date 5
_Entry.Original_release_date 5
_Entry.Origination author
_Entry.NMR_STAR _version 3.0.8.100
_Entry.Original _NMR_STAR_version 3.0.8.100
_Entry.Experimental_method NMR
_Entry.Experimental_method_subtype solution
_Entry.Details 5
_Entry.BMRB_internal_directory_name
bmr15400.str

NMR-STAR v3.1DAT3d

bmr15400.xml

BMRB/RDF

="http://bmrbpub.protein.osaka-u.ac. jp/rdf/bmr15400/entryCategory"

="httu:/.-’bwbpub.p"ote\n.osam--u‘nc‘]p/"d"«"bn"154%fent"y/1540’0‘
="http://bmrbpub.protein.osaka-u.ac. jp/rdf/bmr15400"

15400 RE
2%6 12 B7+09 % BMRBo:

SDLUTION
3.0.8.100</BMRBo: -
3.0.8.100</BMRBo:
author</BMRBo:
entry_information
entry_information
2006-12-07+09:00
Backbone and side chain chemical shu’t assxgnments of the F153-to-5-fluro
tryptophan mutant of human cardiac troponin C</BMRBo: -
B original</BMRBo:

bmr15400.rdf

). 7ATLDEK, FE&E

s XMLZ7AIITIIEREMHZELTELTRE,

« RDFZ7A4ILTlEAOY
ETHDIA—IVrDERE (L,

—TRER, REMICIZEUF () TERKLEZE

SIMERER,

XML, RDFIFIZH#E/L SN TWNBT=O . Rk RES4T ) Y—ILDOF|EHI A EE,
NMR-STAR v3.1 = BMRB/XML D Z# D = D*J—)L BMRBxTool Z#H1=IZEF.
BMRB/XML = BMRB/RDF M ZEH#2MD 1= D*J—JL BMRBoTool Z#f=IZFF,




NMR-STAR format family

Format

Ontology

Validation

Data type check

Type of storage

Standardization

Serialization

Parser libraries

Query languages

Information
content

NMR-STAR

NMR-STAR v3.1
dictionary

Manual annotation,

ADIT-NMR

ADIT-NMR
{sfring based)

Text files (.str)

£
x

n (Mot standardized)

n (Mot standardized)

Conventional or
BEMBE+PDE

NMR-STAR (RDB)

+ Database schema
(D, string)

RDB

£
x

JDBC, ODBC drivers and
various language bindings

SQL

Complete

.
BMRB/XML

BMRB/XML Schema
(direct translation from NMR-STAR

dictionary]

+ XML Schema validation
[Apache Xerces is used with automated

remediation by BMRBxTool)

+ XML Schema data types
{ID, string, integer, real, date,

enumeration]

XML files (.xml), RDB, XML
Database

o WiC

DOM, SAX libraries and
various language bindings

XQuery

"complete” or
"noatom” version

=
BMRB/RDF

BMRB/OWL
[direct translation from NMR-STAR

dictionary)

+ RDF validation
(Redland Raptor and Apache Jena

are usad in BMRBoTool)
XML Schema data types

[direct translation from BMRABAXML)

RDF files (.rdf), RDF triple
store

o WiC

RDF parsing libralies,
RDF triple store

SPARQL

"noatom” version
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NMRT—4®M 1E All{k
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(BMRBxTool) Z{EWLETIE, ETEDHEDLEMN>I=TUr)—ILET226 2k
)—  BEOT—3DETENBLELIVN)—IIEAFD0%IEE,

Statistics on data remediations in BMRB/XML conversion

Number of data remediated Entries (Fraction %)
0 226 (2.6)

1-5 5354 (60.4)

6-10 1093 (12.3)

11-20 1282 (14.5)

21-50 750 (8.5)

51- 154 (1.7)
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BRMB/RDFIZ &Y

BMRB@) 8859~ J—[ZDULNT.,

-7

BIA—TVRDEBAN

EfESNT-T 'Sl

£1292,3294DDBEI DS AR HIN ., &

AD43.8%MPDBARIMD) Y, 2 BIZTBMRBIUMN)—BDoOXRY2 Y,
SHIZEH| T —EIR—ZAAD D %\ (GenBank, NCBI RefSeq, DDBJ,
UniProt, EMBLDIJIE)

Statistics on interlinked RDFs in BMRB/RDF

Database URL Link counts
PDB http://rdf wwpdb.org/pdb/ 127951
BMRB/RDF (related entries)  http://bmrbpub.protein.osaka-u.ac.jp/rdf/ 48342
GenBank http://www .ncbi.nlm.nih.gov/nucleotide/ 28971
NCBI RefSeq http://www ncbi.nlm.nih.gov/refseq/ 22055
DDBIJ http://www.ddbj.nig.ac.jp/ 13614
UniProt http://www uniprot.org/uniprot/ 12944
EMBL http://www.embl.org/ 12401
NCBI Taxonomy http://www .ncbi.nlm.nih.gov/taxonomy/ 10653
BMRB/XML (sources) http://bmrbpub.protein.osaka-u.ac.jp/xml/ 10532
PubMed http://www .ncbi.nlm.nih.gov/pubmed/ 7350
chem_comp http://rdf wwpdb.org/cc/ 4547
PRF http://www prf.or.jp/ 2652
PIR http://pir.georgetown.edu/ 458
Enzyme http://fenzyme .expasy.org/ 322
DOI (digital object identifier) http://dx.doi.org/ 69

A schematic representation of the linked
external databases from BMRB/RDF
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BMRB o
BMRB/XML & BMRB/RDF Publication Server

http://bmrbpub.protein.osaka-u.ac.jp/

BMRB/XML & BMRB/RDF About  Search  Download  NEWS

BMRB/XML & BMRB/RDF Publication Server:

NMR Spectroscopic Data of BioMagResBank in XML and RDF formats

s What is this?

Aims and Policies

BMRB/XML & BMRB/RDF o . . i .
This site provides BioMagResBank (BMRB) data derived from NMR spectroscopy in XML and RDF formats. Corrected data files of the

formats are BMRB/XML and BMRB/RDF, respectively.

@ Last update: July 31, 2013, Next update: September 30, 2013

Aims and Policies

PDBj-BMRB at Osaka University operates a BMRB satellite site, which accepts data depositions and carries out data processing and
annotation in close collaboration with BMRB at University of Wisconsin-Madison. The BMRB is a repository for experimental and
derived data gathered from nuclear magnetic resonance (NMR) spectroscopic studies of biological molecules. As a member of the
Worldwide Protein Data Bank (wwPDB), the BMRB maintains archives of quantitative NMR spectral parameters (e.g. assigned
chemical shifts, J-coupling constants, etc.), derived data (e.g. relaxation parameters, kinetics parameters, NMR restraints used to
determining the structures), time-domain spectral data (FID) and a metabolite NMR spectral database. The BMRB provides data
deposition, validation and visualization tools in collaboration with other wwPDB members (RCSB-PDB in USA, PDBj in Japan, PDBe in
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Available services:

BMRB/XML & BMRB/RDF Publication Server
http://bmrbpub.protein.osaka-u.ac.jp/

File download service via HTTP and rsync

One-stop search service for NMR-STAR v3, BMRB/XML
and BMRB/RDF

Advanced search services using SPARQL since
RESTful APIs for BMRB/XML and BMRB/RDF Sep. 15*, 2013

Bulk Download using rsync protocol

The following rsync commands are useful for mirroring and updating of BMRB/XML and BMRB/RDF

archives, respectively.

BMRB/XML (complete):

% rsync -av --delete rsync://bmrbpub.protein.osaka-u.ac.jp/bmrb-xml .

BMRB/XML (noatom):

¥ rsync -av --delete rsync://bmrbpub.protein.osaka-u.ac.jp/bmrb-xml-noatom .

BMRB/RDF:

% rsync -av --delete rsync://bmrbpub.protein.osaka-u.ac.jp/bmrb-rdf .
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Data exchange via RDF links

BMRB/RDF

@ ANTE

BMRB/XML & BMRB/RDF sout | Search ot

Entry ID: bmr16761

NMR-STAR v3.1:

File: bmr16761.rdf

BMRE/XML (complete): BMRB/XML (noatom): BMRB/RDF:

/EdE A OEG/CEINTR" £dts: L
arcmatic:

rom PUB’s Chemical Component bictionary

at http://sarpdb-
Doumloaded on Tue

Search BMRB Entries

Entry ID

rence to entryl
comp . entry id>16761«</EMREo:chem comp.entry ids
comp . 1d>ATP</BMREES: chem comp.id>

comp . aromatickyes</EMEEo: chem comp.aromatics

rutgers.edu/downloads. html
00:26 Z009</BMREc:chem comp.detailss

cnmp.fDrmal_chargE>D{f§MRBD:chenLcDmp.farmal_charge}
comp. formula>Cl0 H16 N3 013 P3</EMEEo:chem comp.formulas

to chem comp rdf:resource="http://rdf.wpdb.org/cc/ATE" abel="c]

comp . details>Information obtained from PDE's Chemical Compone icti

PDB/RDF

) REEG H-hBy Y@ ANIH

rdiummpdb.ore oo/ ATP

c

43 - Crose

W O RLDWIDE Vs

A

Welcomd the \\ﬁ:m’\ﬁ:: Protein Daragianiy

PROTEIN DATA BANK o
-
chem_comp/RDF chem_comp entry - ATP http:firdf wivpdb orgfccl ATP Download RDF file for this entry PRRRDF Dﬁgfﬂ”;g?ﬂgﬁgi
PREFIX Search PDB/RDF, chem-comp/RDF
o rdf <hitp: e w3 orgd 199902/ 22 rdf-syntax-nst= ID: {eg., 'ATP") [chem comp ID =
w rdfs: <httpe favwine w3 orgf2000/01rdf-schemadt= property:l ____ (e.g.'PDBo chem_comp name")
o ol <http: s w3 orgf200 2107 fowl= K d l— trihosphate"
o POBo: <http:frdf wavpdb orgfschemalpdbiewd 0 o= eywords: (e.g.. riphosphate’)
» PDBr. <http:ifrdfwwpdb.orglpdhl> submit | reset

Subject: http:/rdf.wwpdb.org/cc/ATP

Predicate Object
FPDBo.datablockMName ATP
PDBohas_chem_compCatagory http:fircif wawpdb.orgfe e/ ATPIchen_cormpCategary
FDBohas_cherm_comp_atomCategory http:/frdf wwpdb argfec/ATPIchern_comp_atomCategory
FPDBo:has_chem_comp_bondCategory http:/frdf wwpdb argfcc/ATP/chem_comp_bondCategory

FDBo:has_pdbyx_chem_comp_auditCategory

http:/frdf wwpdh orgfcc/ ATPpdbx_chem_comp_auditCategory

FDBohas_pdbyx_chem_comp_descriptorCategory http: ffrdf wivpdb argfec/ ATRIpdbx_chem_comp_descriptorCategory

FDBohas_pdbx_chem_comp_identifierCategary
owl.zameAs http:/frdf wwpdh orgfcc/atp

http:/frdf wwpdb argfco/ ATP/pdbe_chem_comp_identfisrCategory

rdf.type http:/frdf wiwpdb orgfschemalpdbi-vd 0 owkidatablock
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SPARQL can be used to express queries across diverse

data sources.

B ol iy S i
DR . £ w z. i
1) ) - D _:w/ Ul
Wi L i DINE

R e

[

A s

00®

31 billion RDF resources and 504 million RDF links by September 2011

s o Segmemoer 2014
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2008 2009 2010 201 2012

Source: Oxford University Press

92 databases added every year

Number of databases listed in NAR
g 8 8 8 8 8 8 8

8

0 e ' ' e ' i ' '
19498 1999 2000 2001 2002 2003 2004 2005 2006 2007
Ye%r dullhunk

http://s-web.sfc.keio.ac.jp/conference2013/0301-yamamoto.pdf

201355 AIRTE, 1512 M EFBEET —2RX— XA FETE (Nucleic Acids Research)
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PDBj-BMRBIZBMRB/XML(NMRT—2MDXMLZRI) . BMRB/RDF
(NMRT—4MDRDFFRIR) R F,

 NMR-STAR V3.1
HEXEY . BMRBE . B DL @ I7A+—< v ELTHIA,

Ql

« BMRB/XML
T—AR—XONBEDIERIZF S,
L2 DT, RFEELGEDT—IZEERFELI-Y—ILDORARIZHE.

. BMRB/RDF
ELNEERRONFETBRSZIC. T—EAR—ADFEBFOMR LIZIEGH,

TR TAV 7T EBRT HEMED—DEL T, BMRBD
7—HATENT-NMREERT —2 (T &1t




