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MetaboBank

integrated metabolome data repository

Il;flet[;:lggIJBank is an integrated metabolome data repository and operated
Y

This data repository named MetaboBank contains various metabolome data such as experimental raw data from mass or NMR analysis and those metadata.
The data is assodiated by Resource Description Framework (RDF), which enable to further expansion. MetaboBank is operated by DNA Data Bank of lapan
(DDRI), and accepts and publishes metabolome data widely from general users. It is just like "metabolomics bank" that keeps data from users and returns a

lot of interest.
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1. Metabolights (EBI)
2. MetabolomicsWorkbench & massIVE (UC San Diego)
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BioProject, BioSample &% 7 — X H£1®

BioProject
« DDBI BioProject Handbook [ ZfE LY.
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BioSample
 DDBJ BioSample Handbook (ZfELN, B % &8 T 5
« MELEY > TILORE (B, M. REERE. £BROUESE

R D o L C I a 2 RIVI RN nwv !
1 biosample_accession *sample_name *sample_title description *organism taxonomy_id bioproject_id tissue_type sample_type serotype serovar sex
2 SAMDC Homo sapiens 9606 PSUB( plasma tissue sample
3 SAMDC Homo sapiens 9606 PSUB( plasma tissue sample
4 SAMDC N ens 9606 PSUB( plasma tissue sample
5 SAMDC Ajj Lj: ﬁ 7 IZt]] U tXt ens 9606 PSUB( plasma tissue sample
6 SAMDC = - <y ens 9606 PSUB( plasma tissue sample
7 SAMDC (%ﬁ% L; Excel 75: 'T%)EH T % %) ) ens 9606 PSUB( plasma tissue sample
8 SAMDC Homo sapiens 9606 PSUB( plasma tissue sample
9 SAMDC Homo sapiens 9606 PSUB( plasma tissue sample
37 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
38 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
39 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
40 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
41 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
42 SAMDC Homo sapiens 9606 PSUBI feces tissue sample
43 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
44 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
45 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
46 SAMDC Homo sapiens 9606 PSUB( feces tissue sample
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1. STUDY: BITE|E#K, IDF (Investigation Description Format) (Z 32 &y
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* Mass spectrometry, chromatography
Liquid chromatography-mass spectrometry (LC-MS, download)

Liquid chromatography, diode array detector-mass spectrometry (LC-DAD-MS, download)
Gas chromatography-mass spactrometry (GC-MS, download)
o Two dimensional gas chromatography-mass spectrometry {GCGC-MS, download)
Gas chromatography, flame ionization detector-mass spectrometry (GC-FID-MS, download)
Capillary electrophoresis-mass spactrometry (CE-MS, download)
* Mass spectrometry, direct injection
Direct infusion-mass spectrometry (DI-MS, download)
Flowe injection analysis-mass spectrometry (FIA-MS, download)

Matrix-assisted laser desorption-ionisation mass spectrometry (MALDI-MS, download)

* Mass spectrometry imaging (MsI, download)

* Nuclear magnetic resonance spectroscopy (NMR, download)



IDF: Investigation Description Format

A B C D

1 |# Study (IDF) fields
2 |# Submission type: MS Chromatography - GC (GC-MS)

3

4 |# Fields without line boxes can have multiple values in corresponding columns.

5 1.1

6

7 Study Title Metabolomic Characterization of Knockout Mutants in Arabidopsis: Development of a Metabolite Profiling Database for Knockout Mutants
8 Study Description Despite recent intensive research efforts in functional genomics, the functions of only a limited number of Arabidopsis (Arabidopsis thalian

9

10 Experimental Design genotype design //[Z\Z/E\I/E\ E (I/E\ E IQ—I 0) ,& )l/ 75§‘7J— l/ \/ g/\‘é) %
11 Experimental Factor Name ecotype l:I:l /B\ 6: Ajj . I/E\ E 6: J: - T E?RHS'Z% U . Batch

12

13

14 'Person Last Name Takahashi Fukushima Saito

15 Person First Name Mikiko Atsushi Kazuki

© PersnMidiniials

17 |Person Email mikiko.takahashi@riken.jp atsushi.fukushima@a.riken.jp; afukushima@kpu.ac.jp kazuki.saito@riken.jp
18 Person Affiliation RIKEN Center for Sustainable Resource Science RIKEN Center for Sustainable Resource Science; Depat RIKEN Center for Sustainab
19 _Submitter Submitter Submitter

20

21 |PubMed ID 24828308

22 Publication DOI

23

24 Sample collection Extraction Chromatography

25 Sample collection Extraction Chromatography

Sterilized seeds were stratified at 5 degreeC for 2d,  Each sample was extracted with a concentration of 25 Column name: 30 m x 0.25 n
and were successively sown on Murashige and Skoog mg fresh weight of tissues per ml extraction medium  inner diameter fused-silica

(MS) medium containing 1% sucrose. Plants were (methanol/chloroform/water [3:1:1 v/v/v]) containing capillary column with a cher

rultivated in cantrnlled srowth chamhere at 22 1N etahle ientane reference comnniindg nieing a Reterh waivd n A ciavaiiban £l D
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SDRF: Sample & Data Relationship Format

A B © D E F G
# Assay (SDRF) columns
# Submission type: MS Chromatography - GC (GC-MS)
Source Name Characteristics[biosample_accession] |Characteristics[organism] |Characteristics[ecotype] |Characteristics[isolate] |Characteristics[tissue] |Characteristics[light_cycle]
Alkane mixture unidentified
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col-0 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col-0 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col-0 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col abal-5 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col aba1-5 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col abal-5 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col aba1-5 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col abal-5 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col abal-5 shoot system 16hr (daylight time)/8hr (dark time)
Arabidopsis thaliana_shoot system Arabidopsis thaliana Col aba2-3 shoot system 16hr (daylight time)/8hr (dark time)

Araf

Arall

AraH

Z2 1)

BloSampIe®acceSS|onEa7?7E)\j] L. #HDIT5
(o7 B> 7 b IXBioSample R EEFEKD 7=

oot system

16hr (daylight time)/8hr (dark time)

oot system

16hr (daylight time)/8hr (dark time)

not quctem

18hr (davlinht tima)/Rhr (dark time)

\gracteristics[light_i Sample Name |Protocol REF |Parameter Value[Post extraction] |Parameter Value[Derivatization] Extract Name |Protocol REF Parameter Value[Chromatography instrument]
Alkane_2 Extraction Alkane 2 Chromatography Agilent 6890N Gas Chromatograph (Agilent Te

}oximately 80 pho{Cop*++=— budas — Chromatography Agilent 6890N Gas Chromatograph (Agilent Te
,Jroximately 80 pho{Co AN :|: Chromatography Agilent 6890N Gas Chromatograph (Agilent Te
,fﬁproximately 80 pho{Co —U_ / 7 } [/ IIIJ—J % )P //\J L—E }f& I :Fli 75? EIE: :I__k_, —a_ Chromatography Agilent 6890N Gas Chromatograph (Agilent Te
ln%pproximately 80 pho{Co Chromatography Agilent 6890N Gas Chromatograph (Agilent Te
Lapproximately 80 pho{Co % Chromatography Agilent 6890N Gas Chromatograph (Agilent Te
\approximately 80 pholCo Chromatography Agilent 6890N Gas Chromatograph (Agilent Te
\Qproximately 80 pho{ColTOZ_T EXTACToNn TITEUTOXITTENOIT anma STyTAioN [COM_UZ_1 Chromatography Agilent 890N Gas Chromatograph (Agilent Te
‘?\Iroximately 80 pho{Cont_03_1 Extraction methoximation and sil | Te
roximately 80 pho{Cont_04_1 Extraction methoximation and sil 7 E E IQ_I ,B 7{) j— N | Te
}oxlmately 80 pho Cont 05_1 Extraction methommahon and sil \ E IE (IE 0) ) l/ [/ / / | Te

é)?fr =SV

AN
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AH Al AJ AK AL AM _
EEBRRAF &R HIBEHZRH
MR * o= aCE
Comment[te(Raw Data File Comment[Raw Data File md5] Protocol REF Processed [[Comment[Pro¢Protocol REF Metabolite Assign Comment[| Comment[maf_value_unit] |Factor \
Alkane_2.cdf fc33a8d3072db88a0d5569e82d34 129 Data processing Metabolite identification
Cont13_1.cdf bf020534f1a1336842¢c010e446ae2251 Data processing Metabolite identification MTBKS2.MAF .txt AU Col-0
N N _ . Metabolite identification MTBKS2.MAF .txt AU Col-0
\EIJ == /_:E g 0) 7 /r ) l/ll\i —Tt&’ % Ead‘jz' Metabolite identification MTBKS2 MAF txt AU Col-0
I~ A—E ﬁ :F A $ Metabolite identification MTBKS2.MAF .txt AU Col-0
_ . - Metabolite identification MTBKS2.MAF .txt AU Col-0
Cont_01_1.cdf 3632¢73124af68dabb10d4854068910b Data processing Metabolite identification MTBKS2.MAF .txt AU Col
Cont_02_1.cdf a9ade0024209¢8dd4560fefddfab4055 Data processing Metabolite identification MTBKS2.MAF txt AU Col
Cont_03_1.cdf abe3c221813de994bfc0ebb9d93ee288 |Data processing Metabolite identification MTBKS2.MAF .txt AU Col
Cont_04_1.cdf b256¢63ed11b6358f448dcbed7aefc61 Data processing Metabolite identification MTBKS2.MAF .txt AU Col
Cont_05_1.cdf 8a68868aa90be09f8df1227ade464d1e Data processing Metabolite identification MTBKS2.MAF .txt AU Col
Cont_06_1.cdf db2a9cde21d9edc018180869dd4fa805 |Data processing Metabolite identification MTBKS2.MAF .txt AU Col
Coant N7 1 nAdf NARKAAI7TANRARFRORANRRNIEN1A192a294 MNata nranaccinn Matahnlita idantifinatinn MTRKQ? MAF tvt All ~nl
PHATEBZT7/T—avERDVPHBHEL.
Metabolite assignment file (MAF) D |5%R %z 5C =k
g B =] o
DB (7L —FrD 17 7 A IVIZREREC S,
MAF D Exce R ECE
B c D E F G H I J T u \' W
abolite Assignment File) - MS
# From here, enter sample names and measured v
smiles inchi metabolite_identification metabolite_class mass_to_charge fragmentation modifications c 'R0O0_1-Neg RO0_2-Neg RO00_3-Neg RO01_1-N

=ntifier chemical_formula

C9H10CINO2 N[C@@H](CC1=CC=CC 2-Chloro-L-phenylalanine
C9H1604 0=C(0)CCCCCCCC(=C Azelaic acid

C6H807 0=C(0)CC(OXC(=0)0): Citric acid

C10H804 COC1=C(0)C=C20C(=( 6-Methoxy—7-hydroxycoumarin
C10H804 COC1=C(0)C=C20C(=( 6—Methoxy—7-hydroxycoumarin
C10H804 COC1=C(0)C=C20C(=( 6-Methoxy-7-hydroxycoumarin
C10H804 0=C10C2=CC(0)=C(O(Scopoletin

C10H1004

comoos | FRH I N7ZL B D IFHR
C10H1204

C11H12N202 0=C(0)C(N)CC2=CNC1Tryptophan

C10H803S

AdALIAAAA

Phenylalanine and derivat
Dicarboxy fatty acids
Tricarboxylic acids and de
T-hydroxycoumarins
7-hydroxycoumarins
T-hydroxycoumarins
Coumarin and derivatives

Hroxycinnamic acids
ulic acid and derivative
vI-phenylketones

Indolyl carboxylic acids ar

0S(=0)(=0)C1=CC2=Ci 2- Naphthalenesulfonlc acid; LC-ESI- 2— naph‘thalene sulfona‘tes

ATAEE A A_AA/_ATAL A

~ ' o

181.0133 137.02408:28 181 [M-H-NH3]-

187.0972 120.46558:16 125[M-H]-
191.0189 85.02881:66 87.0([M-H]-

191.034 81.88715:16 104.([M-H]-
191.0341 104.0271:214 104 [M-H]-
191.0342 52.73787:31 104.([M-H]-
191.0345 104.02554:18 120 [M-H]-
193.0494 134.03557:52 135[M-H]-
193.0496 134.03284:109 13[M-H]-
195.0654 96.95388:18 149.([M-H]-
203.0818 74.02122:19 116.([M-H]-
207.0113 135.04758:19 143 [M-H]-

ARSI AAAA ATTAAAAA 4T AT ACTRA L1 iA

223 295 220
811 828 700
1859 2092 1881
3947 3379 3685
2999 2652 2822
14151 18316 17233
1091 904 840

ZREY Y TIIZHBITS

R E
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MTBKS104 (k< })
BH B — 7 #: 2647—5800
MSI level3Ll F &°— 7 #1: 2561084 (4.21%)
MSllevel3l FE—7# | EH E— 7 #HEIE: 9.6%—18.6%

H7-ICHIBA L 7=t &5 D f)

1. Hydroxypentadecanoyl-CoA, putative

IKBREEDE TR D > TEFMITAEA 7272 L CoAfba e X X0
THhLND I EIFER

2. Dihidrozeatin riboside-O-glucoside, putative J*
3. beta2-Tomatine, putative (17

HHHHH

YA hhaA=Zy (EYHRILEY) ¥, 7)HAAFR
DEIFEIZ DA S



EixdALLBEWNL X9

MetaboBank U 7R b V)

DDBIY —E XD —1iR & L T, EBI Metabolights &
HEL-Y—EXZEmBL TWLWEET,

https://www.ddbj.nig.ac.jp/metabobank/
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MetaboBank : ciabolome dataTabos

NI —H DDBJ D AL FE
I k
IDF, SDRFIZIVICEE & IDF/SDRF tsv

BioProject/BioSample &&x 7= IPAVORITERD
MTBKS201~ BEFIT l

Bytesize

3FF RDF (C&#
mb2 HRZRZR(ICADIAFH, I>/\—-T&HD

|

BioProject/BioSample 2xfd. NCBI/EBI &¢HAE
BioProject (C(&. MetaboBank ftp ®U>J%iENN
MetaboBank®i&%%k. H&UMetaboBank Wiki (CEEEk
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MTBKS102 (> B4 X+ X+)
BHE— 7 #: 773—2071
MSI level3d F &°— 7 % 79353 (4.41%)
MSl level3l FE—7# /B — 7 #EE:10.2%—>17%

H7-ICHIBA L 7=t & D f)

1. p-Coumaroyl-CoA, putative
AL AV DEZETHEEIEITHDL>TWLED, BERZICLWL

2. Neoglucobrassicin, putative G s QQ

3. Indolylmethylthiohydroximate, putative » K@ |
v/ L — bk THEEIFEEM Cf(( e
1212 AZXARAI T RATHADE )

b EITEE
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