, o=
@ ‘\b ®
e Ve 2 ifb

HOW TO
FORMAT YOUR DATA
FOR POST-PROCESSING?

W4M Core Team

http://workflow4metabolomics.org



&2 METABD

Principle

A large number of post-processing modules (i.e. after the XCMS pre-
processing steps) take as input and generate as output 3 .tsv tables
corresponding to the data, and the sample and variable metadata:

 dataMatrix.tsv

* sampleMetadata.tsv

- variableMetadata.tsv

The general structure of each file is described in the following slides.
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Sample metadata >
file structure (tabular) =

Header line ;: column name




Variable metadata )
file structure (tabular) =

Header line : column name
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Preparing your files (1/8)
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~ INSTITUT FRANGAIS
— DE BIOINFORMATIQUE

Each file can be prepared by using Excel and saved using the
tabulated type format:

2
a

AAnArTET

Ar=IA AAAAa FAfFA AAAT ARANC AACAT ARATIE ARAAC AmnnAr Ann

&l ") _datammrix.tsv - Microsoft Excel
Fichier Accueil | Insertion Mise en page Formules Données Révision  Affichage 'E Enregistrer sous J
_Il_ﬂ_j '\’f Calibri S A== =} Renvoyer 4 la ligne automatiquement @@ |r « dev » wimib sacuri >$Quality (io_itrol » Filters '|‘2H iefcherche;dgs )
Coller - G I S -|i- &vgv === =& Fusionner et centrer ~ Organiser ~ Nouveau dossier == - @
Presse-papiers Police Alignement | RouxEtAll4a = Nom : Modifid
L1c1 - fc | dataMatrix ) | RouxEtAll4b
1 2 3 4 5 6 | ssb Aucun élément ne correspond a votre recherche.
1 |dataMatrix |HU_neg_017 HU_neg_028 HU_neg_034 HU_neg_051 HU_neg_060 HU_né | systemis
2 M97T61 17153667.17 10216240.88 16029523.86 14468044.45 8960121.78 b wdm il
3 M99T61 795428.1989 400570.6324 831219.0107 671471.606 334852.3461 & 1-Format Conversion |
4 |M135T54 7057880.716 11926973.53 9514452.963 6990900.537 15613480.95 | 2-Preprocessing I
5 M136T54 221979.3107 223891.8602 311006.7896 223432.1903 389823.1439 R il
6 M187T53 1087039.01 1011556.065 1315878.063 735998.5054 1682321.152 ) 'l
7 M189T53  306692.9525 271821.1866 356286.1817 205140.4975 436824.1702 & 4-Quality control E "
8 M256T55 244723.3682 512382.4459 243893.1824 142140.6622 504325.7674 | FEEEar s I il
9 M111T64 812036.4987 3344894.025 1656818.0890 481038.898 3026438.572 k. 6-Annotation |
10 |M99T318 762132.5736 2403252.338 795167.3119 412332.5154 2179804.785 I sacuri |
11 |M145T349  246841.7543 1105845.93 607635.7676 294122.4186 1483692.619 | 1-Format Conversion il
12 |M405T464  61417.44523 157550.8765 26187.73666 71033.88904 157524.3854 2-Pranracassing =K il | a
13 |M132T56 509220.2449 699447.5149 515630.0182 389402.7195 752634.908 Nomiie |
14 |M263T349  16892538.48 58849168.52 36829903.59 15886345.78 67075152.76
15 |M289T65 1066673.164 2623407.553 1869960.276 420732.7062 1555054.973
16 |M264T349  2105497.552 8012705.845 4982247.747 1926440.325 9254926.317
17 |M167T64 4851369.143 1279443.724 3089285.412 3978500.899 1919598.755
18 |M85T64 176339.1268 947481.7469 562753.9498 181842.1702 1011515.795
19 |M289T51 119335.6511 50072.83283 125567.3167 121601.9527 55611.71589 ® Gachen les dossiers Outils  ~ l Enregistrer l | Annuler l
20 M195T66 4743608.452 3848592.913 4644260.801 3191647.471 2006400.214

ArArFA AATE A ArA AAAFA AAAAS
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e Preparing your files (2/8)

You can then rename your file with the .tsv extension (instead of .txt)
by right-clicking on the file:
Nom ’ Modifié le Type Taille

sacuri_dataMatr .. 9:28 Fichier TXT 3 Ko
Edition
Quvrir 9:27 Fichier TSV 1Ko

sacuri_variableM 7-Zip v 19:27 Fichier TSV 1 Ko

sacuri_sampleM

Git Add all files now

Git Commit Tool

Git Gui

Git Branch >
Git Bash

' Edit with Notepad++

Quvrir avec ’

Partager avec 4
Restaurer les versions précédentes

Envoyer vers 4

Couper
Copier

Créer un raccourci
Supprimer
Renommer ?

Propriétes

tsv files (i.e. tabular separated) can be handled correctly both by
Excel and Galaxy.

http://workflow4metabolomics.org
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Preparing your files (3/8)

Decimal separator must be

Missing values must be indicated as "NA"

Accueil | Insertion  Miseenpage  Formules

Données  Révision  Affichage

j i' Calibri 11 < A AT = = | &  Sirenvoyeralaligne automatiquement |Standard - E:Pé_gl
Coller 2 6 1 S~ Liv|d A- SEE #EHF Hrusioneretcentrer - B3 % o %8 8 Miseenfome Met
Presse-papiers Police Alignement Nombre St

L1c1 A Jfe | dataMatrix

1 2 3 4 5 6
1 |dataMatrix |HU_neg_Ol7 HU neg 028 HU neg 034 HU neg 051 HU neg
2 M97T61 1715366& 10216240.9 16029523.9 14468044.5 89601
3 M99T61 795428.1 400570.632 831219.011 671471.606 33485
4 M135T54 7057880.72dd8260973.5..9514452.96  6990900.54 15613
5 M136T54 221979.31% NA 311006.79 223432.19 38982
6 M187T53 1087039.01 1011556.07 1315878.06 735998.505 16823
7 M189T53 306692.952 271821.187 356286.182 205140.498 4368
8 M256T55 244723.368 512382.446 243893.182 142140.662 50432
9 M111T64 812036.499 3344894.02 1656818.09 481038.898 30264
M99T318 762132.574 2403252.34 795167.312 412332.515 21798
M145T349 246841.754 1105845.93 607635.768 294122.419 14836
M405T464 61417.4452 157550.876 26187.7367 NA 15752
M132T56 509220.245 699447.515 515630.018 389402.72 75263
M263T349 16892538.5 58849168.5 36829903.6 15886345.8 67075
M289T65 1066673.16 2623407.55 1869960.28 420732.706 15550
‘M 4 » M| dataMatrix /3 O
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DE BIOINFORMATIQUE

Note: you can switch your default language in Excel to English in order
to have your decimal separator automatically set to "."

Options Excel &m

. e
Général = . . s . _ , .
"= Definissez les préférences linguistiques d'Office.
Formules -
@ Enregistrer sous Il | verification Choisir les langues d’édition
& Ouvrir . st . Ajoutez des langues supplémentaires pour la modification de vos documents. Les langues d'édition determlnent les 0
o regstrenen fonctionnalités propres & une langue, notamment les dictionnaires, la vérification grammaticale et le
| Fermer
Informations : - An lais (Etats Unis) <par défaut>  Activé Installé o
Options avancees 9 ( ) <pa ? Supprimer
[ = vaiiy v .
Récent Personnaliser le Ruban Définir par défaut
! < |
N Barre d'outils Accés rapide
OLVEall " [Ajouter d'autres langues d'édition] E Ajouter
Compléments
Imprimer | Choisir les langues de I'interface utilisateur et de I'Aide
|| Centre de gestion de la confidentialité
Enregistrer Définir I'ordre de priorité des langues pour les boutons, les onglets et I'Aide i
et envoyer Langue daffichage Langue d'aide
) 1. Identique a Microsoft Windows <par défaut - 1. Identique a la langue d'affichage <par dé -~
2 2. Francais E 2. Frangais E
| w
|
:] Options <« | i | » «| i >
x| I Définir par défaut Définir par défaut
|
| l» Afficher les langues d'affichage installées pour chague programme Microsoft Office
‘ &, Comment obtenir d'autres langues d'affichage et d'aide sur Office.com ?
| Sélectionner la langue des info-bulles
l Définir la langue des info-bulles'i’ | Identique & la langue d‘affichage E
&, Comment obtenir d'autres langues pour les info-bulles & partir d'Office.com
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DE BIOINFORMATIQUE

The dataMatrix.tsv file must contain:

* the names of your samples in the first row
 the names of your variables in the first column
* numbers (or NA) in all the other cells

A B C D E F G
iXx 1HU neg 017 HU neg 028 HU neg 034 HU neg 051 HU neg 060 HU ne
17153667.17 10216240.88 16029523.86 14468044.45 8960121.78 1161761
795428.1989 400570.6324 831219.0107 671471.606 334852.3461 481649.
7057880.716 11926973.53 9514452.963 6990900.537 15613480.95 104070¢

D100 D2ANT I3D322001 OCNT D11N0NNL 700 DDA 10N 2200030 14220 ICA1LTA

n A~ W KN

Note: the name in the topleft (Al) cell does not matter; avoid using "ID"
for Excel compatibility

http://workflow4metabolomics.org 10
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DE BIOINFORMATIQUE

The sampleMetadata.tsv file must contain:

 the names of the factors to be used in statistical analyzes in the first row

* the columns must be either characters (resp. numbers) for qualitative (resp.
guantitative) factors

 the names of your samples in the first column which must exactly match
those of the dataMatrix.tsv file

A B C D E F G H
1 sampleMetadata sampleType injectionOrder mode batch]lage bmi gender
2 |HU neg 017 sample 17 neg nel 41 23.03 M
3 |HU neg 028 sample 23 neg nel 41 23.92 F
4 |HU neg 034 sample 26 neg nel 52 23.37 M
C LLLLl oo NL1 camnla AS nac noil 24 22 92 F
Note:
* 1) the name in the topleft (A1) cell does not matter; avoid using "ID" for Excel
compatibility

« 2) you can add columns for storing metadata about your samples even
though it is not used in your Galaxy analysis

« 3) results from statistical analyzes (e.g. scores) will be added as

supplementary columns in this file
http://workflow4metabolomics.org 11
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DE BIOINFORMATIQUE

The variableMetadata.tsv file must contain:

 the names of the metadata (e.g. mzmed, rtmed) in the first row (there must
be at least one column in addition to the variable names)

 the names of your variables in the first column which must exactly match
those of the dataMatrix.tsv file

A B C D E F G H
1 variableMetadata_ mz/rt fold tstat pvalue mzmed mzmin mzmax
2 |[M97T61 47 69.27624774 -19.66155855 0 96.95989309 96.9544608 96.96045
3 |M99T61 52 390.1176385 -18.1537251 0 98.9555651 98.9554026 98.955€
4 1M135T54 179 394.008022 -18.58129475 0 135.0296344 135.0295548 135.024
5 IM136T54 183 Inf -17.61021775 0 136.0329175 136.0328493 136.037
6 |[M187T53 487 1345.318461 -19.79392715 0 187.0373874 187.0373051 187.03/
7 LAAA0OTED CNA 1nf 19 7C29Q°720Q N 190 NIAAEQE 190 N2IAIELTI 190 NI

Note:
« 1) the name in the topleft (Al) cell does not matter; avoid using "ID" for Excel
compatibility

« 2) you can add columns for storing metadata about your variables even
though it is not used in your Galaxy analysis

« 3) results from the statistical analyzes (e.g. loadings, VIPs) will be added as
new columns in this file
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Sample and variable names:

» should not start with a digit

 should contain only
- abcdefghijklmnopgrstuvwxyz
- ABCDEFGHIJKLMNOPQRSTUVWXYZ
0123456789
, [comma]
- [dash]
__[underscore]
[blank]
 other punctuations and accents should not be used

* your sample and variable names should not contain any duplicate
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