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The future of proteomics in ELIXIR

Strategic workshop

Tubingen, 1.-2. brezna 2017
Oliver Kohlbacher, Juan Vizcaino — organizatofi

+ zastupci 11 EU statu - ¢eské zastoupeni — Jifi Vondrasek, Petr
Novak, Martin Hubalek

Vysledek: white paper

A community proposal to integrate proteomics activities
in ELIXIR

Vizcaino JA, Walzer M, Jiménez RC et al. A community

proposal to integrate proteomics activities in ELIXIR [version
1]. F1000Research 2017, 6:875



https://f1000research.com/articles/6-875/v1
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Stavajici struktura
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The Proteomics Use Case aims to align ELIXIR activities with
the needs of scientists researching the expression and
interactions of proteins. Merging sustainable proteomics
resources into existing ELIXIR Platforms and Use Cases
would help integrate proteomics data with multi-omics data,
improve data processing and analysis pipelines and create
guidelines for proteomics data management and annotation.



Moznosti vyuziti ELIXIR CZ
pro proteomickou praci

* vypocetni a archivacni kapacita + nastroje
Instalovane proteomické nastroje
« MASCOT

« GALAXY
* https://galaxy-dev.metacentrum.cz/galaxy/

OpenMS (cca 140 skriptt), OMSSA, Peptideshaker, etc.
moznost instalace dalSich nastroju nejlépe z
https://toolshed.g2.bx.psu.edu

Ucet v MetaCentru miize ziskat kazdy zaméstnanec &i
student akademicke instituce v CR

https://metavo.metacentrum.cz/cs/application/index.html



https://toolshed.g2.bx.psu.edu/
https://metavo.metacentrum.cz/cs/application/index.html

Galaxy — Analyze data

I+

Tools
oo equences

Statistics

Graph/Display Data
SAM
Utilities
OpenMS
FuzzyDiff Compares two files,

tolerating numeric
differences.

MEMMapper MEMMapper
maps measured
chromatograms (mzML) and
the transitions used (TraML)

ConsensusMapNormalizer
Normalizes maps of one
consensusXML file

OpenSwathChromatogramExtrac
Extract chromatograms (XIC)
from a M52 map file.

FileFilter Extracts or
manipulates portions of data
from peak, feature or
consensus-feature files.

RTPredict Predicts retention
times for peptides using a
model trained by RTModel.

IDExtractor Extracts 'n’'
peptides randomly or best 'n’
from idXML files.

IDScoreSwitcher Switches
between different scores of
peptide or protein hits in
identification data

SpectraFilterBernNorm
Applies thresholdfilter to
peak spectra.

IDRipper Split
protein/peptide identification
file into several files
according to annotated file
origin.

m

Filter R es the baseli

from profile spectra using a top-hat filter. (Galaxy Version 2.2.0) ~ Options

input raw data file

O & | D

(-in)

4:171111_Bgali.mzml -

Length of the structuring element (should be wider than maximal peak width - see documentation)
3.0
(-struc_elem_length)

Unit of "struc_elem_length’ paramete

® Thomson

(O DataPoints

(-struc_elem_unit)

The name of the morphological filter to be applied

tophat -
(-method) If you are unsure, use the default

Advanced Options

Hide Advanced Options -

Removes the baseline from profile spectra using a top-hat filter.

For more information, visit
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Galaxy — workflow

O Input: mzML %
dataset

output

# ¥TandemAdapter x
Input file containing MS2 spectra
FASTA file or pro file

Default X! Tandem configuration
file

param_out (idxml)

param_xml_out (xml)

O x

Human_FASTA_database_including_decoys

output

# Peptidelndexer »

Input id¥ML file containing the
identifications

Input sequence database in FASTA
format

param_out (idxml)

# IDPosteriorErrorProbability %

input file

param_out (idxml)

param_out_plot (txt)

# FalseDiscoveryRate x

Identifications from searching a
target-decoy database

param_out (idxml)

# FileInfo 3
input file
# FidoAdapter »®
param_out (txt) &
Input: identification
results param_out_tsv (tabular) %
param_out (idxml)
# FalseDiscoveryRate o

A IDScoreSwitcher X%

Identifications from searching a
target-decoy database

#~ Select

Input file

# Filelnfo »
input file
param_out (txt) &

param_out_tsv (tabular) &

param_out (idxml) &

# IDFilter »
input file

Filename of a FASTA file containing
protein sequences

Only peptides with the same
sequence and modification
assignment as any peptide in this
file are kept

Filename of a FASTA file containing
protein seguences

Peptides with the same sequence
and modification assignment as any
peptide in this file are filtered out

Input sequence database in FASTA
format

param_out (idxml) &

param_out (idxml)

Select lines from

out_filel
#~ TextExporter x
Input file
param_out (tabular) &
param_consensus_centroids
(tabular)
param_consensus_elements
(tabular)
param_consensus_features
(tabular)
# Selact x
Select lines from
out_filel
# Select =

Select lines from

out_filel %



Links

* https://galaxyproject.github.io/training-
material/topics/intfroduction/

* http://galaxyproject.github.io/training-
material/topics/proteomics/

* https://github.com/galaxyproject/training-material
e https://toolshed.g2.bx.psu.edu/
e https://www.openms.de/

o http://ftp.mi.fu-berlin.de/pub/OpenMS/release-
documentation/ntml/index.html

 https://compomics.com/
 https://compomics.qgithub.io/
 https://compomics.com/bioinformatics-for-proteomics/
 https://bio.tools/?page=4&g=proteomics&sort=score
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