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JOTA—LT—ANIE#E{L : Proteomics Standards Initiative (PSI)

707 F—LHEICET AE Bmﬂljﬁfﬂfﬁzf % % Human Proteome Organization (HUPO) D PSI Rl & TIZAE %A TR ITE
T —RDOHEBIIRERARXT—XIEH
Minimum Information About a Proteomics Experiment (MIAPE) u [=] 35 [=]
Sample and Data Relationship Format (SDRF) & \lj:rat'L"!Uﬁ,‘ﬁs i
T77ANT—RTF—< v K wiciative [H]

mzML: AT b ILT —X& , L
mzldentML: RTFREEF — 4 HUPO-PSI Working groups and Outputs https://www.psidev.info/

Working

Universal Spectrum Identifier (USI)3): Groups Guidelines V. Formats V. Controlled Vocabularies V.

Molecular MIMIx 1512 PSI-MI XML 254

o~y o PSI-MI GV 250
U ,—J—\ S/ l\ U E':l D AR 7 l\ ) % Interactionss WRIEE 100 PSI-MIXML 3.00
E‘Jﬁ-ﬁ }Djl J % 7__ ] , D E‘Jﬁ-ﬁ }I:Ijl J % Group charter MIAPAR 100  MITAB 2.7,2.8 PAR GV (deprecated) na
[m] 3 — R Mass mzML 1.1.0

—_ —_ S — Spectrometry
. . /\o 7 I\ /r ]) Mass spectrometry (MIAPE-MS) 2.98 TraML 1.0.0
m ZS pec LI b * Z_\\ 7 } l/ 7 7 7 0) Group charter mzData (deprecated) 1.05 PSI-MS 4015
I\ Identification (MIAPE-MSI) 1.1 mzldentML 1.2.0
7_ 52 7 j— 7 / Mass spectrometry Quantification (MIAPE-Quant) 1.0 mzQuantML 1.0.1 XLMOD 1.1.0
mzTab 1.0.0
P ro FO rma. 52 / / \ 7 //\ 7 'j" l\ O) :’1’10130“::°enmental Metadata) (in development) proBed 1.0.0
K _I_ = > LRONnas proBAM 1.0.0
'ﬂ? Eﬂi % I:Ial_ —a_ % 7— §z ;b% EIE' /f Group charter SZ:F :gg
| mzSpecLib (in development)
% ﬁ% C”:l <C0ntr0”ed VocabUIary) ProForma (in development)
/‘\'{'F Quality
PS I = M S ~1 Control mzQC

(PSI spec. under construction)
Group charter
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SDRF (Sample and Data Relationship Format)® &(& ? v |1 e | B [ty

to Intermediate files

| description | o | Datafiles ||| + Config files
AR B Nyl B R
e URIPUICETOY I FEMATT—EZDEHRIND =D T
BEOY > TILDT—2h, BEHDOT7 7 AL /\b\ﬂf?jﬁé ncTwnd, s s
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« BLRFEEREODETF TEHLN T D MAGE-TAB-SDRF D 7'A 7 74 — Lihi ’N\ I i—= g
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sample properties data file properties study variables

characteristics[organism] | characteristics[disease] | characteristics[phenotype] . comment|[fraction identifier] comment[label] comment[datafile] factor value[phenotype]

gastnc carcinoma

sample 1 homo sapiens control Runl label free fileRAW_Control_F1.raw control

sample 2 homo sapiens gasiicatnona primary tumor Run2 1 Azl fileRAW_Tumor_F1.raw primary tumor

SDRF D 22 =
Y TIVER, T—X 77 ANVER. EROF— LR BBEROIEAI’DHE https://github.com/bigbio/proteomics-metadata-standard
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Tomonaga et al., Phosphoproteomics data of colon tissues (tumor and non-tumor).

source characteristics characteristics characteristics assay comment[data file] it t[label] tlinstrument]
name [organism] [organism part] [disease] name [fraction [technical
identifier] replicate]
‘ CRC_N Homo sapiens Colorectum Normal Colorectum | run 1 | 121026_CRC_N_FrO1.raw 1 label free sample 1 NT=LTQ Orbitrap Velos;AC=MS:1001742
‘ CRC_N Homo sapiens | Colorectum Normal Colorectum run2 | 121026_CRC_N_FrO2.raw 2 label free sample 1 | NT=LTQ Orbitrap Velos;AC=MS:1001742
‘ CRC_N | Homo sapiens | Colorectum Normal Colorectum ' run3 | 121026_CRC_N_FrO3.raw 3 | label free sample 1 | NT=LTQ Orbitrap Velos;AC=MS:1001742
‘ CRC_T Homo sapiens Colorectum Colorectal cancer | run 30 121102_CRC_T_FrO1.raw 1 label free sample 1 | NT=LTQ Orbitrap Velos;AC=MS:1001742
‘ CRC_T  Homo sapiens Colorectum Colorectal cancer | run 31 | 121102_CRC_T_Fr02.raw 2 | label free sample 1 | NT=LTQ Orbitrap Velos;AC=MS:1001742
‘ CRC_T Homo sapiens Colorectum Colorectal cancer | run 32 | 121102_CRC_T_Fr0O3.raw 3 | label free sample 1 | NT=LTQ Orbitrap Velos;AC=MS:1001742
comment[proteomics data acquisition method] comment comment[modification parameters] comment[modification parameters]
[cleavage agent details]

NT=Data-Dependent Acquisition;AC=NCIT:C161785
NT=Data-Dependent Acquisition,AC=NCIT:C161785
NT=Data-Dependent Acquisition;AC=NCIT:C161785
NT=Data-Dependent Acquisition;AC=NCIT:C161785
NT=Data-Dependent Acquisition;AC=NCIT:C161785
NT=Data-Dependent Acquisition;AC=NCIT:C161785

comment tfr

AC=MS:1001251;NT=Trypsin
AC=MS:1001251;NT=Trypsin
AC=MS:1001251;NT=Trypsin
AC=MS:1001251;NT=Trypsin
AC=MS:1001251;NT=Trypsin
AC=MS:1001251;NT=Trypsin

[fractionation method]

NT=Carbamidomethyl:AC=UNIMOD:4;TA=C:MT=Fixed
NT=Carbamidomethyl;AC=UNIMOD:4;TA=C;MT=Fixed
NT=Carbamidomethyl:AC=UNIMOD:4;TA=C:MT=Fixed
NT=Carbamidomethyl;AC=UNIMOD:4;TA=C;MT=Fixed
NT=Carbamidomethyl;:AC=UNIMOD:4;TA=C;MT=Fixed
NT=Carbamidomethyl;AC=UNIMOD:4;TA=C;MT=Fixed

comment(file uri]

NT=Oxidation;MT=Variable;TA=M;AC=UNIMOD:35
NT=Oxidation;MT=Variable:TA=M;AC=UNIMOD:35
NT=Oxidation;MT=Variable;TA=M;AC=UNIMOD:35
NT=Oxidation;MT=Variable:TA=M;AC=UNIMOD:35
NT=0xidation;MT=Variable;TA=M;AC=UNIMOD:35
NT=Oxidation;MT=Variable:TA=M;AC=UNIMOD:35

factor value
[disease]
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PXD004528
PXD004603
PXD004616
PXD005163
PXD005171
PXD005172
PXD005173
PXD005174
PXD005175

NT=IMAC;AC=PRIDE:0000587
NT=IMAC:AC=PRIDE:0000587
NT=IMAC:AC=PRIDE:0000587
NT=IMAC:;AC=PRIDE:0000587
NT=IMAC:AC=PRIDE:0000587
NT=IMAC:AC=PRIDE:0000587

NT=Strong cation-exchange chromatography (SCX);AC=PRIDE:0000561
NT=Strong cation-exchange chromatography (SCX);AC=PRIDE:0000561
NT=Strong cation-exchange chromatography (SCX);AC=PRIDE:0000561
NT=Strong cation-exchange chromatography (SCX);AC=PRIDE:0000561
NT=Strong cation-exchange chromatography (SCX);AC=PRIDE:0000561
NT=Strong cation-exchange chromatography (SCX);AC=PRIDE:0000561

https://repository.jpostdb.org/data/JPST000210.0/121026_CRC_N_FrO1l.raw

Normal Colorectum
Normal Colorectum
Normal Colorectum
Colorectal cancer
Colorectal cancer

PXD005176
PXD005177

Colorectal cancer

https://github.com/bigbio/proteomics-metadata-standard/tree/master/annotated-projects
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Journal of Proteome Data and Methods (JPDM) &5 ]
TATHF LT —ROFEMEART =R T 272D DT — KT v —F L)

Journal of Proteome Data and Methods ni%m 7’3‘ )< 52 52 ?/—”E'T 3(—‘1- [/ T j( "Im" H}i 2 /r R T A 7 7& 'f—J_E- E =
https://www.jhupo.org/jpdm/
A B C D E F G
1 Raw File Species Species_Ontology Sample Type Sample Type_Ontology Cell line Cell line_Ontology
2 Data110719 PC12_2050V-E15.wiff Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
3 Data110719 PC12_2050V-E15.wiff.scan Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
4 Data110719 BSA10fmol_2050V_5.wiff Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
5 'Data110719 BSA10fmol_2050V_5.wiff.scan Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
6 Data110720_PC12_E14_2050V-5.wiff Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
7 'Data110720_PC12_E14_2050V-5.wiff.scan Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
8 Data110720_PC12_E15_2050V-4.wiff Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
9 Data110720_PC12_E15_2050V-4.wiff.scan Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
10 Data110721_PC12_E11_2050V-4.wiff Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
11 Data110721_PC12_E11_2050V-4.wiff.scan Rattus norvegicus 10116 Cell Line C16403 PC-12 cell CLO:0008392
File File relathionship Sample Fractionation Enzyme_Mod MS_mode Sample_metadata CV_Ontology +

JPDM Data Description #fglF (C A E & 72 % Supplementary 7 7 A /L (EXCEL)
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1. jPOSTrepo: an international standard data repository for proteomes,
Shujiro Okuda, et al., Nucleic Acids Res., 45, D1107-D1111 (2017)

2. The ProteomeXchange consortium in 2020: enabling ‘big data’approaches in proteomics,
Eric W Deutsch, et al., Nucleic Acids Res., 48, D1145-D1152 (2020)

3. Universal Spectrum Identifier for mass spectra,
Eric W Deutsch, et al., Nat. Methods, 18, 768-770 (2021)

4. A proteomics sample metadata representation for multiomics integration, and big data analysis,
Chengxin Dai, et al., bioRxiv, 10.1101/2021.05.21.445143 (2021)

5. From Bench to Internet: Sharing Proteomics Data and Methods through the Open Access Journal,
Yasushi Ishihama, J. Proteome Data and Methods, 1, 1 (2019)
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https://scholar.google.co.jp/citations?view_op=view_citation&hl=ja&user=JMn5AQwAAAAJ&citation_for_view=JMn5AQwAAAAJ:SeFeTyx0c_EC
https://academic.oup.com/nar/article-abstract/48/D1/D1145/5612546
https://www.nature.com/articles/s41592-021-01184-6
https://www.biorxiv.org/content/10.1101/2021.05.21.445143v1
https://doi.org/10.14889/jpdm.2019.0001
https://github.com/bigbio/proteomics-metadata-standard

