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ProteomeXchange Datasets Overview

Mission
Below is a listing of publicly accessible ProteomeXchange datasets. You can use the search box or interactive graphics to filter the list.

Top 10 Instruments

Top 10 Species

The ProteomeXchange Consortium was established to provide globally coordinated standard data

submission and dissemination pipelines involving the main proteomics repositories, and to Arabidopsis - comparative

Membrane pypression Brain Total:2913¢

encourage open data policies in the field. Please review our Data Submission Guidelines, Total:29132 Breast Liver Disease
Guidelines for Reprocessed datasets and PX Membership Agreement. 3 Signaling Quantitative
Global Mouse
Ve Human Piasma

See also the original Nature Biotechnology publication and the 2017 and 2020 update papers.
Changes Study

Cancer mice  Qells

Homo sapiens I}el Data | Interactome
e Co Profiling swiem 11365 datasets

Characterization Kinase

Model Extracellular

Mitochondrial Phosphorylation

Title words©QKeywords

Q Exactive

12519 datasets

Need to access individual spectra from a ProteomeXchange dataset?
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Repository / Database

Japan Proteome Standard
Repository/Database

Recent posts

JCompMS 8th workshop
@ 2023-04-7 & jpost
Workshop details in Japanese

PXC has been selected as one of

Global Core Biodata Resources.

@ 2022-12-19 & jpost

The Global Biodata Coalition (GBC) has announced
the first list of Global Core Biodata Resources
(GCBRs) — a collection of 37 resources whose long
term funding and sustainability is critical to life
science and biomedical research worldwide.
ProteomeXchange consortium (PXC), of which
jPOST is a member, is included in the first list.

Q

About Repository Database Workflow Gadgets COVID-19 Help FAQ Contact

Repository Irm

jPOSTrepo is a raw and processed data

repository of mass-based proteomics.

Workflow ™1

This provides the re-analysis workflow used in
jPOST.

COVID-19 rm

This is a special page on coronavirus (SARS-
CoV-2) and the COVID-19 disease data, where

mass-based proteomics data in
ProteomeXchange resources are analyzed by the

jPOST re-analysis workflow.

Database @
jPOSTdb is a database containing re-analysis

results with unified criteria for proteome data
from jPOSTrepo.

Gadgets I

jPOST gadget is a collection of tools we have
developed as well as other commonly used tools

for mass spectrometry-based proteomics.

Help

A guide to using the jPOST resources.
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jPOSTdb (Japan ProteOme STandard DataBase) is a database containing re-analysis results with unified
criteria for proteome data from jJPOSTrepo. It provides viewers showing the frequency of detected post-
translational modifications, the co-occurrence of phosphorylation sites on a peptide and peptide sharing among
proteoforms.
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BL2DAINIEFROBERE

Protein: 014639

Protein Name Actin-binding LIM protein 1
Protein ID ABLM1_HUMAN

Gene Name ABLIM1

Accession 014639

Length 778 aa

MPAFLGLKCLGKLCSSEKSKVTSSERTSARGSNRKRLIVEDRRVSGTSFTAHRRATITHLLYLCPKDYCPRGRVCNSVDPFVAHPQDPHHPSEKPVIHCHKCGEPCKGEVLRVQTKHFHIKCFTCKVCGCDLAQGGFFIKNGEYLCTLDYQRMYGTRCHGC
GEFVEGEVWTALGKTYHPNCFACTICKRPFPPGDRVTFNGRDCLCQLCAQPMSSSPKETTFSSNCAGCGRDIKNGQAL LALDKQWHLGCFKCKSCGKYLTGEYISKDGAPYCEKDYQGLFGVKCEACHQFITGKVLEAGDKHYHPSCARCSRCNQMFTEGE
Sequence EMYLQGSTVWHPDCKQSTKTEEKLRPTRTSSESIYSRPGSSIPGSPGHTIYAKVONEILDYKDLAAIPKVKAIYDIERPDLITYEPFYTSGYDDKQERQSLGESPRTLSPTPSAEGYQDVRDRMIHRSTSQGSINSPVYSRHSYTPTTSRSPQHFHRPGNE
PSSGRNSPLPYRPDSRPLTPTYAQAPKHFHVPDQGINIYRKPPIYKQHAALAAQSKSSEDIIKFSKFPAAQAPDPSETPKIETDHWPGPPSFAVVGPDMKRRSSGREEDDEELLRRRQLQEEQLMKLNSGLGQLILKEEMEKESRERSSLLASRYDSPINS
ASHIPSSKTASLPGYGRNGLHRPVSTDFAQYNSYGDVSGGVRDYQTLPDGHMPAMRMDRGYSMPNMLEPKTIFPYEMLMVTNRGRNKILREVDRTRLERHLAPEVFRET FGMSIQE FDRLPLWRRNDMKKKAKLF

Location Chromosome 10
# peptides: 37
# spectra: 542

Statistics pect
# unique peptides (UniProt entry level): 36
# unique peptides (gene name level): 37
GenelD: 3983

for Abdolute

Quantification search in IMPAQT

Protein Browser
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Isoform 1

Isoform 2

Protein Name

BRI NIBEBFHROBRERE2

Tyrosine-protein kinase ABL1

Protein ID ABL1_HUMAN
Gene Name ABL1
Accession P00519
Length 1130 aa
MLEICLKLVGCKSKKGLSSSSSCYLEEALQRPVASDFEPQGLSEAARWNSKENLLAGPSENDPNLFVALYDFVASGDNTLSITKGEKLRVLGYNHNGEWCEAQTKNGQGWVPSNYITPVNSLEKHSWYHGPVSRNAAEYLLSSGINGSFLVRESESSPGQR
SISLRYEGRVYHYRINTASDGKLYVSSESRFNTLAELVHHHSTVADGL ITTLHYPAPKRNKPTVYGVSPNYDKWEMERTDITMKHKLGGGQYGEVYEGVWKKYSLTVAVKTLKEDTMEVE EFLKEAAVMKETKHPNLVQLLGVCTREPPFYIITEFMTYGN
LLDYLRECNRQEVNAVVLLYMATQISSAMEYLEKKNFIHRDLAARNCLVGENHLVKVADFGL SRLMTGDTYTAHAGAKFPIKWTAPE SLAYNKFSIKSDVWAFGVLLWEIATYGMSPYPGIDLSQVYELLEKDYRMERPEGCPEKVYELMRACWQWNPSDR
Sequence PSFAETHQAFETMFQESSISDEVEKELGKQGVRGAVSTLLQAPELPTKTRTSRRAAEHRDTTDVPEMPHSKGQGESDPLDHEPAVSPLLPRKERGPPEGGLNEDERLLPKDKKTNLFSALIKKKKKTAPTPPKRSSSFREMDGQPERRGAGEEEGRDISNG
q ALAFTPLDTADPAKSPKPSNGAGYPNGALRESGGSGFRSPHLWKKSSTLTSSRLATGEEEGGGSSSKRFLRSCSASCVPHGAKDTEWRSVTLPRDLQSTGRQFDSSTFGGHKSEKPALPRKRAGENRSDQVTRGTVTPPPRLVKKNEEAADEVFKDIMESS
PGSSPPNLTPKPLRRQVTVAPASGLPHKEEAGKGSALGTPAAAEPVTPTSKAGSGAPGGTSKGPAEESRVRRHKHSSESPGRDKGKLSRLKPAPPPPPAASAGKAGGKPSQSPSQEAAGEAVLGAKTKATSLVDAVNSDAAKPSQPGEGLKKPYLPATPKP
QSAKPSGTPISPAPVPSTLPSASSALAGDQPSSTAFIPLISTRVSLRKTRQPPERIASGATTKGVVLDSTEALCLAISRNSEQMASHSAVLEAGKNLYTFCVSYVDSIQQMRNKFAFREAINKLENNLRELQICPATAGSGPAATQDFSKLLSSVKEISDI
VQR
Location Chromosome 9
# peptides: 28
e # spectra: 428
Statistics . . .
# unique peptides (UniProt entry level): 20
# unique peptides (gene name level): 20
GenelD: 25
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New Slice x New Slice x
Fibiroblast . iPS
Description Description
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%
Filter «
Filter « L=
+
& |
iPS
Fibroblast

Page size: 25 &%
Page size: 10 ¢ Showing 1 to 25 of 27 entries (filtered from 121 entries)

Showing 1 to 9 of 9 entries (filtered from 121 entries)
Dataset ID Project ID Project Title
Dataset ID Project ID Project Title |
: DS810_1 JPST000810 Human iPS cell_201B7-P32
DS815_1 JPST000815 Human Fibroblast cell_aHDF1388-P9 ! .
DS810_2 JPST000810 Human iPS cell_201B7-P32
DS815_2 JPST000815 Human Fibroblast cell_aHDF1388-P9 DS810_3 JPST000810 Human iPS cell_201B7-P32
DS815_3 JPST000815 Human Fibroblast cell_aHDF1388-P9 DS811_1 JPSTO00811 Human iPS cell_32R1-P32
DS816_1 JPST000816 Human Fibroblast cell_aHDF1419-P10 DS811 2 JPSTO00811 Human iPS cell 32R1-P32
DS816_2 JPST000816 Human Fibroblast cell_aHDF1419-P10 DS811 3 JPST000811 Human iPS cell 32R1-P32
DS817_1 JPST000817 Human Fibroblast cell_Tig120slc-P8 DS812_2 JPST000812 Human iPS cell_ 414C2-P43
DS817_2 JPST000817 Human Fibroblast cell_Tig120slc-P8 | DS812_3 JPST000812 Human iPS cell_ 414C2-P43
DS817_3 JPST000817 Human Fibroblast cell_Tig120slc-P8 DS813_1 JPST000813 Human iPS cell_585A1-P55
Page: 1 % «|< 1] » s DS813_2 JPST000813 Human iPS cell_585A1-P55
DS813_3 JPST000813 Human iPS cell_585A1-P55
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Spectral counting-based quantification between fibroblasts and IPS cells

slice: Fibroblasts slice: iPS Page § 25 & search protein
age Size: -
| i share | } o Showing 1 to 25 of 1534 entries
total unique tota unique Protein name Accession D Fold change | log(fc) pvalue

# datasets 9 15 Fibronectin P02751 FINC_HUMAN 11590 -9.2 1.09e-11
# proteins 5.160 1401 4058 6472 2313 Collagen alpha-3(V1) chain P12111 COBA3_HUMAN 11252 | -7.97 3.48e-11
Major vault protein Q14764 MVP_HUMAN 1/200 -7.64 1.20e-10

# peptides 37,999 12,233 25,766 50,307 24,541
Basement membrane-specific... | P98160 PGBM_HUMAN 1/ 1OB| -6.756 1.07e-13
Collagen alpha-2(V1) chain P12110 COB8A2_HUMAN 1/101 -6.66 1.12e-10
leferenﬂal Express“’n Analys's Neuroblast differentiation-ass... | Q09666 AHNK_HUMAN 1/76.3 | -6.25 1.93e-13
+ The quantification is based on spectral counting. Alpha-aminoadipic semialdeh... | QIUDRS AASS_HUMAN 75.4 6.24 1.26e-15
* Soms methocs need st least 2 datasets n silher slice. Neprilysin P08473 NEP_HUMAN 1/74.4 | 6.22 1.76e-07
LIM domain only protein 7 Qswwi1 LMO7_HUMAN 11745 -6.22 6.57e-07

| —- Select method —- s -
Keratin, type | cytoskeletal 18 P05783 K1C18_HUMAN 65.1 | 6.02 1.21e-10
Collagen alpha-2(1) chain P08123 CO1A2_HUMAN 1/56.5 -5.82 2.17e-06
Fold change »= 2 | 1016 . Vimentin POB670 VIME_HUMAN 17831 -5.73 7.66e-13
p-value <= 56-2 . Collagen alpha-1(V1) chain P12109 COBA1_HUMAN 1/50 -5.65 9.13e-13
# Proteins: 1534 - Unconventional myosin-lc 000159 MYO1C_HUMAN 1/49.5 | -5.63 3.60e-12
t . EH domain-containing protein 2 | QINZN4 EHD2_HUMAN 1/48.4 -5.6 5.88e-10
. Sulfide:quinone oxidoreducta... | QIYBNS SQOR_HUMAN 1/48.1 | -5.59 1.59e-07
° " " . Calpain-2 catalytic subunit P17655 CANZ_HUMAN 1/46.5 -5.54 8.84e-14
Annexin A1 P04083 ANXA1T_HUMAN 1/46.1 | -5.53 2.15e-13
Chondroitin sulfate proteoglyc... | QEUVK1 CSPG4_HUMAN 1/45.2 -5.5 6.71e-04
: Reticulocalbin-3 Q96D15 RCN3_HUMAN 1/39.8 | -5.32 1.22e-10
Protein RCC2 QoP258 RCC2_HUMAN 395 5.3 1.01e-14
B 1,4-alpha-glucan-branching e... | Q04446 GLGB_HUMAN 1/37.4 | -5.22 4.24e-14
Peptidyl-prolyl cis-trans isome... | 095302 FKBPY_HUMAN 1/36.2 -5.18 3.68e-06
aveolae-associated protein _| -5. -39%-

4 C I iated protein 1 | Q6NZI2 CAVN1_HUMAN 1/35 513 1.39e-11
T Unconventional myosin-Id 094832 MYQ1D_HUMAN 1/338 -5.08 1.29e-08

50 100 200 500

Page: |1 % « ¢ 1.2 3/ 4|5/ |» X



JPOST

Repository / Database

Japan Proteome Standard
Repository/Database

Recent posts

JCompMS 8th workshop
@ 2023-04-7 & jpost
Workshop details in Japanese

PXC has been selected as one of

Global Core Biodata Resources.

@ 2022-12-19 & jpost

The Global Biodata Coalition (GBC) has announced
the first list of Global Core Biodata Resources
(GCBRs) — a collection of 37 resources whose long
term funding and sustainability is critical to life
science and biomedical research worldwide.
ProteomeXchange consortium (PXC), of which
jPOST is a member, is included in the first list.

About Repository Database Workflow Gadgets

Repository Irm

jPOSTrepo is a raw and processed data

repository of mass-based proteomics.

Workflow ™1

This provides the re-analysis workflow used in
jPOST.

COVID-19 rm

This is a special page on coronavirus (SARS-
CoV-2) and the COVID-19 disease data, where

mass-based proteomics data in

ProteomeXchange resources are analyzed by the

jPOST re-analysis workflow.

Q

COVID-19 Help FAQ Contact

Database @
jPOSTdb is a database containing re-analysis

results with unified criteria for proteome data
from jPOSTrepo.

Gadgets I

jPOST gadget is a collection of tools we have
developed as well as other commonly used tools

for mass spectrometry-based proteomics.

Help

A guide to using the jPOST resources.

A\
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JPOST REPOSITORY Amemberof "2 0 ge i

<& About jPOSTrepo

jPOSTrepo (Japan ProteOme STandard Repository) is a new data repository of sharing MS raw/processed
data. It consists of a newly-developed, high-speed file upload process, flexible file management system
and easy-to-use interfaces. Users can release their "raw/processed" data via this site with a unique
identifier number for the paper publication. Users also can suspend (or "embargo") their data until their
paper is published. The file transfer from users’ computer to our repository server is very fast (roughly ten
times faster than usual file transfer) and uses only web browsers — it does not require installing any
additional software.

jPOST is a certificated member of ProteomeXchange Consortium and jPOSTrepo provides official
ProteomeXchange Identifiers to projects stored in our repository.

Reference

Please cite the following article when using jPOSTrepo:
Okuda, S. et al. jPOSTrepo: an international standard data repository for proteomes. Nucl. Acids Res. 45
(D1): D1107-D1111 (2017). doi: 10.1093/nar/gkw1080 [pubmed]

& Statistics

2,000

Submit

1947 projects are registered. 1334 are opened.

129672 files amount to 72.5 TB.

1,000

268 species.

0
2023.04 2023.05 2023.06 2023.07
= Project === Opened project

2023.08

?

Help

7

»

#) Signin & Sign up

-

@ Homo sapiens (
Human)

@ Mus musculus (
Mouse)

@ Arabidopsis thaliana
(Mouse-ear cress)

@ Escherichia coli

® Rattus rattus (Black
rat)
Other



& Data list

Search by free word

Project type

O Al

Mass spectrometry

POST @@ exo @@
JPST002070 PXD040569
JPST001816 PXD036054
JPST001967 PXD039097
JPST001814 PXD035997
JPST001811 PXD035906
JPST002279 PXD044435
JPST001808 PXD035830
JPST001807 PXD035832
JPST002183 PXD042807

Gel electrophoresis

Antibody

Project title

L TurbolD-EV: a proximity-
labeling proteomic approach to
dissect the uptake mechanism
of extracellular vesicles

[[l1. Absolute quantification of
ASCC3

|1, Interactome analysis for
Kdm4B

|1, Brain phosphoproteomics in
aging without AD

1. serum peptidome profiles in
metastatic and non-metastatic
feline mammary carcinoma

[lli. Insulin-administrated
phosphorylation of the CNS
proteins in Lymnaea

[, SILAC Bovine Aortic
Endothelial Cells

|lli. Proteome analysis of
muscle, liver, and blood
samples associated with cancer
cachexia

L Proteome analysis of liver
samples associated with cancer
cachexia_sex

Description

Extracellular vesicles (EVs),
including exosomes, ...

We measured the ASCC
molecules in the complex of s

In this project, to identify the
proteins interact ...

(Phospho)proteomic studies in
the human aging brai ...

Feline mammary carcinoma
(FMC) is a common cancer ...

In the gastropod mollusc
Lymnaea stagnalis, insuli ...

This is a pilot SILAC study
wherein bovine aortic ...

We analyzed samples from
multiple mouse cancer cac ...

We analyzed samples from
multiple mouse cancer cac ...
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AIEEIICI =1 E-raw fileXt o
Single shot/label-free:
1 #&1&/1 raw file

Fractionation/label-free:
1 raw file|Z | E—&{& D A&
=72 L. EHraw fileh F4E (fractionationD 7= 1F)

Fractionation/Multiplex (labeled samples) :
Lraw filelCEEBENEEN S
E#raw fileH'7E7E
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Project type
O Al Mass spectrometry

Gel electrophoresis Antibody

Search result 016259

POST e
{n @@ PXD @@ Project title

JPST000697 PXD016259

Ly JPST000697 summary
Species
Tissue
Cell type
Subcellular
Enzyme
Fixed modification
Variable modification
Taxonomy
Instrument
Instrument mode
Purpose
Quantification platform
File format

Software

| Label-free quantification of
proteins by LC-MS/MS analysis

Description

Homo sapiens (Human) [9608]
lung [BTO:0000763]

fibroblast [CL:0000057]
Nucleus

Trypsin [MS:1001251]
Carbamidomethyl (C) [UNIMOD:4#C]
Oxidation (M) [UNIMOD:35#M]
Homo sapiens (Human) [9608]
Q Exactive [MS:1001911]
DDA-high res.

Relative quantification
Precursor ion label free

other

MaxQuant

The P1 and P2 fractions were
subjected to label-fr ...

Principal
investigator
Keiichi |
Nakayama
Kyushu
university

Announcement

date

2020-11-13

[olc)

B Detail page

Project title
Keywords

Project description
PubMed ID(s)
Created date
Announcement date
PXID

Note

Principal investigator

Submitter

XML file
Revision
Submission type

@® Project list

JPSTO000697  |li. Mass spectrometry

Label-free quantification of proteins by LC-MS/MS analysis

label-free, cytosol, nuclear

The P1 and P2 fractions were subjected to label-free proteomics analysis.

Pre-publication
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2020-11-13
PXD016259
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Kyushu university

Yuki Kito
Kyushu university

JPST000697.0.xml
0

Partial submission

Experimental presets
FlleNsme (Sample / Fractionation / Enzyme/Mod. / MS mode) Eile Size Detall
TIG-3
P1 fraction [1]
20170929_TIG3WT_P1_17G05.raw [Raw " = 847.4 MB
In solution digestion with trypsin
DDA analysis using QE
« Experimental presets
Sample Fractionation Enzyme/Mod. MS mode
Title: Title: Title: Title:
TIG-3 P1 fraction In solution digestion with trypsin DDA analysis using QE
Species: Subcellular: Enzyme: Instrument:
Homo sapiens (Human) Nucleus Replicate:1/3 Trypsin Q Exactive
Tissue: Protein: Fixed modification: Instrument mode:
lung Peptide: Carbamidomethyl (C) DDA-high res.
Cell type: Note: Variable modification: Purpose:
fibroblast Oxidation (M) Relative quantification
Disease: Taxonomy: Quantification platform:
Note: Homo sapiens (Human) Precursor ion label free
TIG-3 infected with retroviruses encoding human te Note: Plex:
lomerase reverse transcriptase (hnTERT), the early -
region (ER) proteins of SV40 and c-Myc. Label:

Note:
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L JPST000144 summary

Species

Cell type
Subcellular
Peptide

Enzyme

Fixed modification

Variable modification

Taxonomy

Instrument
Instrument mode
Purpose

Quantification platform

File format

Software

Files

File Name

20131026_CD3_thymocyte. wiff [Raw

Mus musculus (Mouse) [10090]

T-lymphocyte [BT0:0000782]

T cell [CL:0000084]

Whole

Fe-IMAC

Trypsin [MS:1001251]

Carbamidomethyl (C) [UNIMOD:4#C], ITRAQ4plex (K) [UNIMOD:214#K], ITRAQ4plex (N-term) [UNIMOD:214#N-term]

Phospho (S) [UNIMOD:21#8], Phospho (T) [UNIMOD:21#T], Phospho (Y) [UNIMOD:21#Y], GIn->pyro-Glu (Q) [UNIMOD:28#Q], Glu->pyro-

Glu (E) [UNIMOD:274E], ITRAQ4plex (Y) [UNIMOD:214#Y]
Mus musculus (Mouse) [10090]

QSTAR [MS:1000190]

DDA-high res.

Relative quantification

Product ion (reporter quantification)

114, 115, 116, 117

+ MGF, mzidentML

. Mascot

& Download all (1.57 GB)

Detail

Experimental presets
(Sample / Fractionation / Enzyme/Mod. / MS mode)

File Size

Mouse thymocyte antibodies to CD3e stimulation 0 min
Phasphopeptide Fe-IMAC [1,1]

trypsin Fe-IMAC iITRAQ

QSTAR elite iTRAQ [114]

Mouse thymocyte antibodies to CD3e stimulation 2.5 min
Phosphopeptide Fe-IMAC [1,1]
trypsin Fe-IMAC iTRAQ

QSTAR elite iITRAQ [115]
7.3MB

Mouse thymocyt i 1o CD3e sti ion 5 min
Phosphopeptide Fe-IMAC [1,1]

trypsin Fe-IMAC iITRAQ

QSTAR elite ITRAQ [116]

Mouse thymocyte antibodies to CD3e stimulation 10 min
Phosphopeptide Fe-IMAC [1,1]

trypsin Fe-IMAC iTRAQ

QSTAR elite iTRAQ [117]

Sample Fractionation Enzyme/Mod. MS mode
Title: Title: Title: Title:
Mouse thymocyte antibodies to CD3e stimulation 0 Phosphopeptide Fe-IMAC trypsin Fe-IMAC iTRAQ QSTAR elite iTRAQ
min Subcellular: Enzyme: Instrument:
Species: Whole Replicate:1/1 Trypsin STAR
Mus musculus (Mouse) Protein: Fixed modification: Instrument mode:
Tissue: Peptide: Carbamidomethyl (C), ITRAQ4plex ( DDA-high res.
T-lymphocyte Fe-IMAC Fraction:1 Replicate:1/1 K). iTRAQ4plex (N-term) Purpose:
Cell type: Note: Variable modification: Relative quantification
Tcell Phospho (S), Phospho (T), Phospho ( Quantification platform:
Disease: Y). Gin->pyro-Glu (Q), Glu->pyro-Glu ( Product ion (reporter quantification)
Note: E), [TRAQ4plex (Y) Plex:
Taxonomy: 4
Mus musculus (Mouse) Label:
Note: 114, 115, 116, 117
Note:
Sample Fractionation Enzyme/Mod. MS mode
Title: Title: Title: Title:
Mouse thymocyte antibodies to CD3e stimulation Phosphopeptide Fe-IMAC trypsin Fe-IMAC ITRAQ QSTAR elite iTRAQ
2.5min Subcellular: Enzyme: Instrument:
Species: Whole Replicate:1/1 Trypsin QSTAR
Mus musculus (Mouse) Protein: Fixed modification: Instrument mode:
Tissue: Peptide: Carbamidomethy! (C), ITRAQ4plex ( DDA-high res.
T-lymphocyte Fe-IMAC Fraction: 1 Replicate:1/1 K), ITRAQ4plex (N-term) Purpose:
Cell type: Note: Variable modification: Relative quantification
Tcell Phospho (S), Phospho (T), Phospho (  Quantification platform:
Disease: Y). Gin->pyro-Glu (Q), Glu->pyro-Glu ( Product ion (reporter quantification)
Note: E), iTRAQ4plex (Y) Plex:
Taxonomy: 4
Mus musculus (Mouse) Label:
Note: 114, 115, 116, 117
Note:
14 15 17
Sample Fractionation Enzyme/Mod. MS mode
Title: Title: Title:
Mouse thymacyte antibodies to CD3e stimulation 5 Phosphopeptide Fe-IMAG trypsin Fe-IMAG iTRAQ QSTAR elite iTRAQ
min Subcellular: Enzyme: Instrument:
Species: Whole Replicate:1/1 Trypsin QSTAR
Mus musculus (Mouse) Protein: Fixed modification: Instrument mode:
Tissue: Peptide: Carbamidomethyl (C), ITRAQ4plex ( DDA-high res.
T-lymphocyte Fe-IMAC Fraction:1 Replicate:1/1 K}, iTRAQ4plex (N-term) Purpose
Cell type: Note: Variable modification: Relative quantification
Teall Phospho (S), Phospho (T), Phospho ( Quantification platform:
Disease: ¥}, Gln->pyro-Glu (Q), Glu->pyro-Glu ( Product ion {reporter quantification)
Note: E). ITRAGHplex (¥) Plex:
Taxonomy: 4
Mus musculus (Mouse) Label:
Note: 114, 115, 116, 117
Note:
4
Sample Fractionation Enzyme/Mod. MS mode
Title: Title: Title: Title:
Mouse thymocyte antibodies to CD3e stimulation 1 Phosphopeptide Fe-IMAC trypsin Fe-IMAC iTRAQ QSTAR elite ITRAQ
0 min Subcellular: Enzyme: Instrument:
Species: Whole Replicate:1/1 Trypsin QSTAR
Mus musculus (Mouse) Protein: Fixed modification: Instrument mode
Tissue: Peptide: Carbamidomethyl (C), iTRAQ4plex ( DDA-high res.
T-lymphocyte Fe-IMAC Fraction:1 Replicate:1/1 K), iTRAQ4plex (N-term) Purpose:
Cell type: Note: Variable modification: Relative quantification
Teall Phaospha (S), Phospha (T). Phaspho (  Quantification platform:
Disease: ), Gin->pyro-Glu (Q), Glu->pyro-Glu (  Product ion (reporter quantification)
Note: E). iTRAQ4plex (V) Plex:
Taxonomy: 4
Mus musculus (Mouse) Label:
Note: 114,115, 116, 117

Note:



DDA®D T — & f&#h




DDA data Of#fF7—2 7 0 —

Raw files (vender specific)

Universal format Peak picking

Peak picmA

Peak lists

Peptide-spectrum match (PSM) )

Unique peptides

Validation Search tool «<—— FASTA files
Protein inference

"Validation
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MSFragger: ultrafast and comprehensive peptide
identification in mass spectrometry-based proteomics

Andy T Kong!:2, Felipe V Leprevost?

Alexey I Nesvizhskii'-?
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Figure 1 | Database-search strategies and the MSFragger algorithm.
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FragPipe Di%E

™I FragPipe (v20.0)

< Work flow [ Umpire <= Datahase \: MSFrageer S5 Walidation 7 PTMs 1 Gheo 8B Quant (MS1) 8B Quant (eobaricd 1000 Spee Lib - €3 Quant (D18) o Fun . Downstream

Swetem 05 Windows 10, Architecture: AMDEE

f Java Info: 11.09.1, OpenJDK 64-Bit Server WM, AdoptOpenJDK
About Open cache location Clear cache and close WET Gare Infor N/
FragPipe: +20.0

Main tools configuration

More info and docs: DIA-Umpire, Crystal-C, MSBooster, Percolator, PTMProphet, PTM-Shepherd, O-Pair, IonGuant, TMT-Tnteerator, EasyPOP, DIA-MM, FragPipe-PDW SAINT

rMSFrageer
C¥FragPipe¥fragpipe—jre-20 M¥tools¥MSFrageer—3 8¥MSFrageer-3 8 jar Browse Download / Update
MEFrageer versior: 38 More info and docs: MEFragger

rIonGiuant
C#FragPipe¥iragpipe—jre- 20 0¥tools¥lontiuant-1.9.8 jar Browse Download / Update
IonGluant wersion: 198 Mare info and docs: lonGuant

r Philozopher
C#FragPipe¥iragpipe—jre- 20 0¥tools¥philosopher v5.0.0_windows_amdBd¥philozopher exe Browse Download / Update
Philosapher werzion: 500 Mare info and docs: Philasopher

r Pythan
C¥Anaconda¥¥python Erowse Download
Python version: Python 3.9.12

rDatabase Splittine

Database Splitting: Available. Used for searching very large databases by splitting into smaller chunks.

« MSfragerlXEKFragPipe® 1 T&EIK,

rSpectral Library Generation

EasvPCIP: Available. Verzion: 0.1.36

There iz a new vergion (0.1.39). Please uperade it by clicking the button below and waitine.

= B > = > >
Install/Uperade EazyPQP * EEbI‘I)T_:/E‘/tJ:& f1§b<‘y_)bé
Tabse at the top represent processing steps that will be performed sequentially if enabled. F ra g Pi p e @ $ —GE b\ -d_ (o]

Load a workflow fraom the dropdown menu on the “Warkilow' tab to get started.

Configuration Help ‘
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] FragPipe (v20.0) = - -

,uOanig g-g Workflow [\ Umpire <= Database \: MSFrageer 5 Validation .7 FTMs | Glweo 8B Quant (MST) 8B Quant (zoharic) [0 Spec Lib - €3 Quant (D14) o Fun % Downstream

rWarkflows

FragPipe supports multiple proteomic workflows.
Select and load an option fram the dropdown menu below to configure all the tools. Workflows can be customized, saved, and shared
See the tutorial.

Select a workflow: | Default e Load workflow or zave current settings as workflow Save to built-in folder Save to custom folder Open built=in folder

. Umpire-DIANN_TAILS
Description nat pré mpire-DIAMN_TAILS fixK-dimethyl
Umpire-DIAMM biotin

riGlobal settings
Cipen

RAM (GB, 0=auta) |Open-quickscan
Masz-Offset-CommonPThs

rIhput LG-MS Files
WS data type © Regular M3 O IMMS (ion rrokility, timeTOF anly)
Add files Add folder recursively Femove zelected files Clear fileg Add recent

Save as manifest Load manifest
fizzien files to Experiments/Groups (zelect rows to activate action buttons):

Congecutive By parent directory By file name Set experiment Set replicate Clear groups Set DDA Set DIA Set GPF-DIA Set DIA-Quant Set DIA-Lib

Path (zan drae & drop from Explorer) Experiment {can be empty, alphanumeric, and ) Biareplicate (can be empty and inteeer) Data type (DDA, DIA, GPF-DIA, DIA-Quant, DIA-Lib)

« ZLOTIVr—avIzinli=E7—9oa—0TF
VITLDRIZ SN TLNS,

« ERMLBELDIEINDIOEXRIOK(BBAAEER
HETDAIEE—FZEDEHIKTE)

o WRALZEEBRLTRFLEE,

« Raw fileMIEEDEE. Y2 TILT IL—THBL T
—hDRT TH A EE,




RETF DT

o Confie &7 Workflow [\, Umpire < Database ' MSFrageer % Validation 7 PTMs ¥ Gleo 8B Quant (MS1) 8B Quant (Tsobaric) [0 Spec Lib €3 Quant (D18} @) Run % Downstream

a
Save Config Load  : Custom MSFrageer parameter file from di. -~ m GGER

~Gommon Options {Advanced Options are at the end of the paee)

 Peak Matching

Precursor mass tolerance PP.. -~ -2 - 0= Fragment mass tolerance PP.. ~ 03

Calibration and Optimization  Mass calibration, parameter optimizati.. Izotope error |0/1/2

r Protein Digestion

Cleavage EMZYMATIC  ~ @ Glip N-term M

Enzyme name 1 |trypzin Load rules  trypsin o Cuts 1 KR Mo cutz 1 |P Mizzed cleavages 1 215 Senze 1 . o~
Enzyme name 2 |null Load rules  null o Cuts 2 Mo cuts 2 Mizzed cleavages 2 2% Senze 2 .~
Peptide leneth = - 50 5| Peptide mass range 5005 - 50005 Split database 15

r Modifications

~\ariable modifications

Mayx variable modz on a peptide 315 Max combinations | 50003 [ Uze all mads in first search
Enabled Site (editable) Mazs Delta (edita..  Max occurrences ..
] M 159949 3
[ ] r 420106 1
[l] ST U663 3
[] HGnG -17.0265 1
[-] nE —-18.0106 1
[l] zite_0f 0.0 1
] site 07 [Il] 1
[ 1

: - BEDET

rFixed modifications

Enabled Site Mazs Delta (editable) i ﬁq‘] ER fﬁ 1'% ﬁﬂ_] 7-d: 8% A jj
2 C-Term Peptide 1] N |l —_ o — =
e + REQEEREICKLTAILIVRERE
- E—{T?rrr] P:otein EE ] [
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FASTA®D #fjs

™1 FragPipe (v20.0) - [} b
& Confie o8 Workflow [ Umpire <~ Database o MSFraseer 4 Validation .7 PTMz 7§ Ghoo 82 Quant (MS1) & Quant (leobaric) 111 Spec Lib €3 Quant (D18) @ Fun .. Downstream
Browse Download Add decoys

FASTH sequence database
FASTA file path |F4#FASTAY2022-11-20-decoys-uniprot—human_reviewed-2022.10.13 fasta fag|
File containg 40802 entries (20401 decoys: 50.0%)

Decoy protein prefix rev_ Try auto-detect tag

“Browse” to select a FASTA file from a previous FraePipe analvsis, or “Download™ to retrieve a new one from UniProt.
Use “Add decoye” to append decoy sequences and/or add common contaminant sequences.

IMPORTAMT: Sequence headers must follow certain format rules.
To download a database containite two or more organisms during 'Download’ list all UniProt proteome IDs separated by commas, eg, UPO00005640,UPD00464024 to eet a combined human + GOWID-19 database.
#i%E FEEC (masakim.med@niigatau.onmicrosoft.com) A1 2 AL TWET

* FASTAD 74 JLZ&xFHHIA A Tindexik

« FDRETEDT=8IZdecoy E2HIHZZTYERK




Validation

™1 FragPipe (v20.0) - O
,ﬂ Config Ef Winrk flow ,';\ Umpire < Database \:3 MSFrageer 7 PTMs ‘; Glyco 8B Quant (MS 1) 8B Quant (Izabaric) @ Spec Lib  £3F Quant (DAY o Run .. Downstream
=
@ Fun Validation Tools ) \
MSHooster Philosopher
rCrystal-G
() Run Crystal-G Crystal-C performs additional search results cleanup. Recommended for Open Searches anly.

rRescaoring Uzing Deep Learning Prediction
B Fun MSBooster Rescoring using deep learing prediction. Fequire Run Percelater in PSM validation pansl.

@ Predict RT @ Predict spectra [ Use correlated features

P5M Validation
B Run PSM Walidation

() Run PeptideProphet  Defaults for: | Glosed Search ~ Load [ Single combined pepxml file per experiment / group

Cimd line opts: ‘——decoyprobs ——ppm ——accmase —-hanparam —-expectzcare

[_J Run PTMProphet Load defaults Not for open searches. Mads format example: STY:79 96633 1,M: 1695949

[ ]
O Run Percolator [ Keep intermediate files Min probability
. - - [ ]
Cmd line opts: ‘—-on\rpsms —-ho-terminate ——post-procesging—tdc
[ ]
~PTM Site Localization

Validation tool?)E R
FDRZ/ILEA—DERTE
PTM@validation® A] B

Gmd line opts KEEPOLD STATIG EM=1 NIDMS=h wt15.89408n:420106 MINFROB=05

r Protein Inference
B Fun ProteinProphet

Cmd line opts: |-—maxppmdift 2000000

rFDR Filter and Repart
@ Gererate reports

Filter |——sequentia| —-picked ——prot 0.01

() Do not use ProteinProphet file




Label-free or isotopic-label =

7 FragPipe (v20.0)

o Config £ wiorkflow Unmpirs < Datshase | MSFragesr

==

“ovalidation 7 PTMs | Gheo &P Quant (MS1) &2 Quant (Izobaric) 117 Spec Lib € Quant (014) @) Run W Downstream

™} FragPipe (v20.0)

oM Confie ©0 Workflon [\ Umpire < Database - MSFrageer " Validation

Isobaric-labelZE= (TMT/iTRAQ)

C7PTMs § Gheo O Quant (MS1) SR Quant tsobaric) i Spec b £ Quant (D14) € Fun .. Downstream

[ M31 Quantification

ST quani Load Quant defaults

forQuant

© onGuant
[ Basic aptions
OLFa O Labeling Re-nuantify
8 Add MaxLFQ Light |
MaxLFQ min ions Medium | |
Heavy | |

+Gommon
[ Match between runs (MBR)

B Mormalize intensity across runs

MER ion FDR

Peptide-protein uniqueness  uniquetraz..

- Advanced options

[ Feature detection and peak tracing
Min scans

m/z tolerance (ppm)

Min isotopes

RT tolerance (minutss) M talerance (1/k0)

~ Match between runs (MBR)
MBR RT talerance (minutes)

MBR. min correlation

MER IM tolerance {1/k0) MER peptide FOR

MBR tap runs MBR pratein FDR

Intenzit

Top M ions Min freq

[ Other

Excluded mods

Min site localization probability

[J Keep index on disk

() FresQuant (alternative tool) RT Window (minutas)

msz Window {ppm)

[ Isobaric Labeling-Based Quantification

18 Run TMT-Tntegrator Load TMT-Integrator defaults

() Skip PSM quantification (rerun TMT-Tntegrator anly)

Sample/Channel Annatation (rows will be filled when you assign LG-MS files to experiments)

Experiment Annotation file path

TMT

Intagratdr

- Basic Options

Labe| type (TMT-1

Quant level ~

Mass tolerance (ppm)

Define reference  Reference samp..

Group by Gene level ~

Mormalization  Mone ~

[ FTMs

Mod tag [T Use Glyoan Compositions

Min site probability Glycan FOR filter

- Advanced Options

Filtering and normalization
Peptide-Gene uniqueness  Keep all PSMs ~  Peptide-Protein uniqueness  Unique+Raz.. ~

Min PSM probability | 0815 Min purity | 0515 Min Intensity (percent)

Min best peptide probability | 03 Min NTT | 03] Aegregation method  Median

@ Best PSM (] PSMrorm [ Allow overlsbel [ Allow unlsbeled (B Outlier removal

Exclude proteins |none

Ratio to Abundance conversion
8 Use MS1 intensity @ Top 3 ions [ Print reference intensity [l Lo2 transform the intensity
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@ Spectrum from 20120624_SWATH_mTRAQ_metabolicall set01iTRAQCE wiff (sample 1) - SWATH mTRAQ meiabolic all seill1 mTRAQ CE. Expesiment 12, +TOF M52 of649.0 1o 675.0 from 37.150 min
@ [MO4]-DLADELALYVDVIEDKIMO4]+3

2400
2912125

2200
3000 569.2840

3284
1800
1600

1400
689.3313

8724510

Intensity

873.4555

560.2875

8014125

802.4153

862.4670
863.4693

3732180
5503358 874.4551

8034176
L

9615248 9865366 s
8844757 | | ¢75 4601 } Ps?.sm
1 [Ty il L

5384
11456458
IILAI.I L [Ny [oTe ) )

12006417 1217.7816 12856808
1 1

mea

DIA spectra
(GEE&MS/MS)

1380.7655

Spectra library

700 800

Mass/Charge, Da

900 1100

@ XIC from 20120624_SWATH_mTRAQ_metabolic allset01iTRAQCE wiff (sample 1) - SWATH mTRAQ metabolic all setlll mTRAQ CE. Experiment 12, +TOF MS"2 of 649.0 to 675.0: 688.3770 +/- 0.0025 Da, b5(1)
@ XIC from 20120624_SWATH_mTRAQ_metabolic all set01iTRAQCE wiff (sample 1) - SWATH mTRAQ metabolic all setd1 mTRAQ CE. Experiment 12, +TOF MS"2 of 649.0 to 675.0: 8724482 +- 0.0025 Da, b7(1)
@ XIC from 20120624_SWATH_mTRAQ_metabolic all setd1iTRAQCEwiff (sample 1) - SWATH mTRAQ metabolic all setd1 mTRAQ CE. Experiment 12, +TOF MS"2 of 849.0 to 675.0: 8014111 +- 0.0025 Da, b&(1)
@ XIC from 20120624_SWATH_mTRAG_metabolic all setd1 iTRAQCEwiff (sample 1) - SWATH mTRAG metabolic all setd1 mTRAQ CE, Experiment 12, +TOF MS"2 of 649.0 10 675.0: 8624638 +/- 0.0025 Da, ¥5(1)
4000

74
3800

Intensity

Fragment ion extracted
chromatography

375
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Spectra-centric approach Peptide-centric approach
N
Spectra library Chromatography
MS spectra Sequence DB Predicted RT range

ATARIPEPTIDEK

Y

Y

|1|\|| |\|||l

RT, fragment ions A A

|
m/z

Retention time
oA N
@ Suitable for DDA analysis @ Suitable for DIA analysis
@® Applicable to PTMs search @® More efficient peptide identification
@ Accumulation of data in public repository @ RT constraint enhances reliability
@ Stochastic identification @® High data consistency



DIAfRHTY O DHE

Library search Library free-search

Spectra-  Peptide- 0.5 h gradient Th gradient S
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DIA Umpire SE effectively enhances identification of phosphopeptides

DIA raw file
FragPipe
N
DIA-NN DIA UmpireSE
(Lib-free mode)
MSFragger
DIA-NN
(Lib mode)

Number of unique peptides

80000

70000

60000

50000

40000

30000

20000

10000

Whole proteome Phospho-proteome (Fe-IMAC enriched)

18000

16000

14000

12000

10000

8000

6000

4000

Number of unique peptides

2000

0

9

A.

My,
/4

f 07

Y
47‘2?"’@



ZtT37057F—LHFE

Organelle proteome Modificome

Whole proteome

Acetylation SUMOylation

?L\/\} @y
R . 4

Phosphorylation | [) '\ Lipidation
: <

Protein Post-
translational B i
" . Y
Modifications /1 Hydroxylation
b

&
Methylation B

L _ 2

@7/\5

Ubiquitination

"~ Glycosylation

& s
Z/ “Ngs
A

Disulfide bond

Proteostasis

Interactome

mAU)

0 5 10 15 20 25 30 35 40
Created by BioRender

Volume (ml)




-~ lake home message
)

o B FINLLEAOE LR DI NI BEREHROINEIC
[XReposotryEEFIL =T ATA—LT—EIR—ZD
ERNER)

Repository[ZH AT —FEc BN EFEEZT HICILEER
FEDHLAEREDERENIVLE

2V)—Y IR EMHAHD T, HETHLEENIXTTRE

e

J&

« SHRFIFTTRAREENMEE 1T —FEvrEE
BRAREFLI2)

+ MDAIVRT—EFLRELREAAIAE

o T—ERYAIURY{ChatGPTIREZTFRAINILHT
t A HE




	スライド 1
	スライド 2
	スライド 3
	スライド 4
	スライド 5
	スライド 6
	スライド 7
	スライド 8
	スライド 9
	スライド 10
	スライド 11
	スライド 12
	スライド 13: リポジトリにあるrawデータを活用するには？
	スライド 14
	スライド 15
	スライド 16
	スライド 17
	スライド 18
	スライド 19
	スライド 20
	スライド 21
	スライド 22
	スライド 23
	スライド 24
	スライド 25
	スライド 26
	スライド 27
	スライド 28
	スライド 29
	スライド 30: 測定方法に応じた検体-raw file対応
	スライド 31
	スライド 32
	スライド 33
	スライド 34
	スライド 35: 広く使われているMS/MSデータ解析ソフト
	スライド 36
	スライド 37
	スライド 38
	スライド 39
	スライド 40
	スライド 41
	スライド 42
	スライド 43
	スライド 44
	スライド 45
	スライド 46: DIA解析ソフトの発展
	スライド 47
	スライド 48
	スライド 49
	スライド 50

