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HOW TO 

FORMAT YOUR DATA 

FOR POST-PROCESSING? 
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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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Data Matrix file structure (tabular) 
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Sample metadata 

file structure (tabular) 
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Variable metadata 

file structure (tabular) 
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Preparing your files (1/8) 

Each file can be prepared by using Excel and saved using the 

tabulated type format: 
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Preparing your files (2/8) 

You can then rename your file with the .tsv extension (instead of .txt) 

by right-clicking on the file: 

 

 

 

 

 

 

 

 

 

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

Excel and Galaxy. 
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Preparing your files (3/8) 

Decimal separator must be "." 

Missing values must be indicated as "NA" 
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Preparing your files (4/8) 

Note: you can switch your default language in Excel to English in order 

to have your decimal separator automatically set to "." 
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Preparing your files (5/8) 

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 

 

 

 

 

 

 

 

Note: the name in the topleft (A1) cell does not matter; avoid using "ID" 

for Excel compatibility 
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Preparing your files (6/8) 
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. 

quantitative) factors 

• the names of your samples in the first column which must exactly match 

those of the dataMatrix.tsv file 

 

 

 

 

 

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 
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Preparing your files (7/8) 

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 

 

 

 

 

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 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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Preparing your files (8/8) 

Sample and variable names: 

• should not start with a digit 

• should contain only 

• a b c d e f g h i j k l m n o p q r s t u v w x y z 

• A B C D E F G H I J K L M N O P Q R S T U V W X Y Z 

• 0 1 2 3 4 5 6 7 8 9 

• ,  [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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