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m| Global structure

e 3tables gathering all the information
— the data matrix: intensities of ions or buckets
— the sample metadata file: information concerning your samples

— the variable metadata file: information concerning your ions or
buckets

* Note that this 3 tables structure is already generated from
the XCMS or bucketing modules
— /I\ you must complete the sample metadata file with your

samples’ information (technical information about your
samples, or factors of interest for example)




Data matrix

the name you want (just avoid it to begin with
"ID" if you plan to open it with Excel later)
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samples’ ID «— first row

intensities
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first column ONLY intensities (no other information)

Note: missing values should be coded NA



Sample metadata table

the name you want (just avoid it to begin with
"ID" if you plan to open it with Excel later)
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column names first row

. | You can add to this
nformation about your samples
(study factors for example) table as many columns

as you want or need
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T Note: some modules may need some
specific columns with particular names
first column (e.g. ‘sampleType’, ‘injectionOrder’ or
‘batch’ for the Batch Correction module)
Refer to the module’s help section for
more information

Samples’ ID must absolutely match
those in the data matrix file




Variable metadata table

the name you want (just avoid it to begin with
"ID" if you plan to open it with Excel later)
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column names <« first row

Information about your variables
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You can add to this
table as many columns
as you want or need

T

first column

Variables’ ID must absolutely match
those in the data matrix file



Technical aspect

e The files must be tabulated
— TSV files
— TXT files with tabulation as separator

e Convention for identifiers and column names
— It should not contain any duplicate

— Rather use only alphanumeric characters, and
points (.) and underscores ( )
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ml Example with Generic Filter module

Tools L

search tools [x)

Upload File from your computer
Export Data

LC-MS

Format Conversion
Preprocessing
Normalisation
Quality Control
Statistical Analysis
Annotation

GC-MS
Preprocessing
Normalisation
Quality Control
Statistical Analysis
Annotation

NMR

Preprocessing
Normalisation
Quality Control
Statistical Analysis

COMMON TOOLS

Data Handling
Table Merge Merging dataMatrix
with a metadata table

Generic Filter Removes elements
according to numerical or
qualitative values

Text Manipulation

Filter and Sort

Join, Subtract and Group
Statistics

Graph/Display Data
Deprecared Tools
Multiple reqgression

Workflows

= All workflows

Generic_Filter (version 2014.12.11)

Data Matrix file: [ ¥4
1: dataMatrix.txt

Sample metadata file: [3 ¢
2: sampleMetadata.txt

Variable metadata file: 3 &9
3: variableMetadata.txt

Deleting samples and/or variables according to Numerical values:
yes w
Identify the parameter to filter s

Identify the parameter to filter 1

On file:

Sample metadata

Variable metadata

Name of the column to filter:
wvarl

Interval of values to remove:
lower W

Remove all values lower than:

10.5

Add new Identify the parameter to filter

Deleting samples and/or variables according to Qualitative values:
yes w
Removing a level in factors

Removing a level in factor 1

On file:

Sample metadata

Variable metadata

Name of the column to filter:

varb

Remove factor when:
bad

Add new Removing a level in factor

Execute
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I want to filter things

& shown

Output 4.2 KB ®®®
. 6: @& F R
fl | eS Generic Filter variableMetadata.bxt
5: L ArdR S

Generic Filter sampleMetadata.txt

4 @ F X
Generic_Filter dataMatrix.bxt

3: variableMetadata.txt @& &%

Input files

2: sampleMetadata.bxt VAR

1: dataMatrix.txt @& &%

The 3 tables as input files

The 3 tables filtered according
to specified parameters as
output files




