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Fe N2

Description Harvested sample is frozen by liquid N2 and resulting powder (100mg) are solved in 300uL

80% methanol solution. 20uL sample is injected into HPLC after 0.2um membrane filter
treatment. HPLC conditions: Agilent 1100 series (Agilent), Column: TSKgel-100V (4.6 x 250
mm, 5 micrometer; TOSOH), Solvent: A; 0.1% formic acid aq. B; ACN (addition 0.1% formic
acid fc.), Gradient: (B);3 to 30% (0.0 to 25.0 min), 30 to 90% (25.0 to 40.0 min), 90% (40.0 to

3 N7 =1 NS 45.0 min), 95% (45.1 to 50.0 min), 3% (50.1 to 57.0 min), Column temp.: 30 degree C, Flow

Wlklf 'ﬂf 6 nf “ 3 T f’if’ﬂz %%ﬁ%ip‘/ﬁ' % rate=0‘5r21L/min(, PDA: 200-650 nm (2 nm step). FT-ICR-KAS conditions: Filter 1: FTMS + ¢

norm !corona !pi res=50000 0(200.0-1500.0); 2: ITMS + ¢ norm !corona !pi Dep MS/MS Most
intense ion from (1).;3: ITMS + ¢ norm 0(200.0-1500.0)., Rejected
mass=266.0000;294.0000;391.0000.
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Analytical Method Details Information

b

ID MS1

Title LC-FT-ICR-MS ESI positive method 1

Instrument Agilent1100 HPLC (Agilent), LTQ-FT (Thermo Fisher Scientific)

Instrument Type LC-FTICR-MS

lonization ESI

lon Mode Positive . ,\\

Description _ Harvested sample i§ frozen by liquid rjlz.apd resqlting powder (100mg) are solved in 300uL WprF 73 S B 93 A 57
Extruction 3,21‘122'"'!."&‘.’»'@L“JL‘L’?&%‘RS?E&?QE’&'f&B“Sﬁﬁ?éi'E‘AZJZﬁ%f83325?#'3“.{"%5."1‘EB“V"Zf.'J‘i'zso REAYFa—h 1625 74

mm, 5 micrometer; TOSOH), Solvent: A; 0.1% formic acid aq. B; ACN (addition 0.1% formic Z20 ﬂﬂ(ﬁjﬁtﬁ L) 6 2 & 5‘ y

HPLC | acid fc.), Gradient: (B);3 to 30% (0.0 to 25.0 min), 30 to 90% (25.0 to 40.0 min), 90% (40.0 to
45.0 min), 95% (45.1 to 50.0 min), 3% (50.1 to 57.0 min), Column temp.: 30 degree C, Flow
rate=0.5mL/min, PDA: 200-650 nm (2 nm step). FT-ICR-MS conditions: Filter 13 F'I'Hg +c
norm !corona !pi res=50000 0(200.0- ; 2: ITMS + ¢ norm !corona !pi DepWS/MS Most
Mass | intense ion from (1).;3: ITMS + ¢ norm o(200. -1500.0)., Rejected
mass=266.0000;294.0000;391.0000.
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Chromatography comment description temperature gradient column type column pressixe column name
202w I574 = iREA mE AR HhS LDIES hSLED h3 LA
rdfs:comment dcterms:description temperatureGradient columnType columnPressure |umnName
Chromatography rdf:langString rdf:langString xsd:string xsd:string Pressure ‘string
pm_chromato:MN_SE2_HPLC “Elute monitoring by PDA equipped with Agilent1100 HPLC in 2 nm step. “@en [temg:3OC] “TSKge|-100V (4.6 x 250 mm, 5

=T 27X 7 7 A WD 7= 57 —% ZRDF{L (turtle 7 74 NAERK)
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Experiment [ separation integrated metabolome data repository
put Keyword|
Description Account
SpectraData Comment e
: Signin
Analysis Experiment InstrumentName
Descrpton Conditon czmm o
Comment MetaboBank is an integrated metabolome data repository and operated by DDBJ.
ExperimentType Spectra MTEKS L"‘ i This data repository named MetaboBank contains various metabolome data such as experimental raw data from mass or NMR analysis and those metadata
Instrument Instrument Description The data is associated by Resource Description Framework (RDF), which enable to further expansion. MetaboBank is operated by DNA Data Bank of Japan
Comment (DDBLJ), 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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