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Introduction

Metabolomics data analysis is a complex, multistep process, constantly evolving with the development of new analytical
technologies, mathematical methods, bioinformatics tools and databases. Workflow4Metabolomics is a collaborative portal
dedicated to metabolomics data processing, analysis and annotation for the Metabolomics community. In the 3.0 version, the
W4M core team proposes new upgrades for LC-MS, GC-MS and NMR pipelines, including new preprocessing, quality control,
statistical analysis and annotation tools. W4M aims to promote open science in Metabolomics and facilitate knowledge
dissemination by providing new community resources.

The W4M core team makes continuous upgrades including LC/MSMS MSMS Data selection Contaminants identification
_ _ . . MS Purity suite MaConDa database
pipeline enhancement, tool updates and new component pipeline V1.13.0 V1.0 Met. identification

development. The V3.0 of the W4M infrastructure integrates: XCMS 3.0 Correlation plot Bloodixposome database
. e _ , ./ XCMS R suite Between-table correlation Met. identification

* A new pipeline, LC-MSMS data specific, including MS Purity!l! oV 2019.06 V1.0.0 Wishart databases
e A major upgrade of the data extraction tools’ suite with XCMS Measure indices /plots (Human, Bovine, ..

3.0 [2] o Intensity check b
 Data filtering and visualization steps based on Analytic o vizs

C . . . 3] . GC-MS Plot & XCMS 3.0

orrelation Filtration> and Between-table correlation tools. MetaMs R suite

* New database resources for metabolite and contaminant V1.18 o

annotation [#>6] and the BARSA new algorithm for NMR-2D GC/MS

spectral annotation. pipeline MS redundancy filter

2D nmR Spectra Annotation
BARSA algorithm

Poster BARSA: BidimensionAl nmR
Spectra Annotation (Tremblay-Franco M. et al)

Analytic Correlation Filtration

W[4 |M The W4M infrastructure will join the | W usegalaxy.fr V2015.06 gomericeta
NEWS Initiative in 2020! More computational power resources, more NMR

data storage and more tools and data dynamic visualization - ; ;
. ipeline . T — . Now WA o
BREAKING Watch this space! PIP Preprocessing Statistics/Visualization Annotation @ - pipeﬁg

W4M is fully involved in the Open science movement. After providing Digital Object Identifiers (DOI) for user data history referencesl!’],
new actions include producing training materials based on the Galaxy Training Network (GTN) concept and format.

What is the GTN? What are W4M GTN contributions?

Online, open-access

resources about ~__ A

= Galaxy / Workflow4Metabolomics

data analysis - o Get to grips with metabolomics data analysis at your own
V\'\K T pace using new Galaxy Training Materials provided by W4M!
Interactive learning /
Via hands-on tutorials Introduction to Metabolomics p
built around a _ Wm
, , CEILVRICIWINEE Mass spectrometry: LC-MS analysis
research story D ?vel oP ed and 2
. _ ma/nta/neg/ bY the Mass spectrometry: LC-MS preprocessing advanced (coming soon)
One website, aggregating community in a
training material covering collaborative way Mass spectrometry: MSMS analysis with msPurity package (coming soon)
many current research topics using GitHub

W4M contributes to and promotes the use of metabolomics software and open-source software package production.
Contributors share new metabolomics data analysis tools compliant with the galaxy framework on the new GitHub “tools-
metabolomics” repository. This public repository aims to provide:

* A Galaxy wrapper code review based on IUC (Galaxy Intergalactic Utilities Commission) standards and best practices
 MyTool showcase on galaxy.workflow4metabolomics.org and on usegalaxy.eu

* Tools annotation following bio.tools registry guidelines (coming soon)
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