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lonFlow Pipeline for processing and analysis of ionomics data (Galaxy Version 0.4.0)
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Description

This galaxy tool wraps R package lonFlow with modification to process ionomics data to aid reproducible data sharing and big data
initiatives.

The pipeline includes:

Pre-Processing
This procedure performs batch correction with or without control lines, outlier detection and data standardisation. The processed
data and a syr profile data are returned for further analysis

Exploratory Analysis

This procedure performs correlation analysis and PCA analysis in terms of ions. The heatmap with hierarchical clustering and
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Figure S1. Galaxy tool lonFlow interface. The left pane shows the Galaxy tools including
Upload Data and lonFlow. The centre pane indicates lonFlow five sections: Pre Processing,

Exploratory Analysis, Clustering Analysis, Enrichment Analysis and Network Analysis. The
right pane lists the data loading.
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Figure S2: Galaxy tool lonFlow interface. The centre pane shows two collapsed sections:
Clustering analysis and Enrichment, with parameters setting. To collapse a section, click the
section title.
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Figure S3: Galaxy lonFlow tool data loading. This figures shows the contents of an ionomics
data. Currently supported data format is comma-separated values (CSV).
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Figure S4: Galaxy tool lonFlow result pane. This figure shows the results of Pre-Processing.

= Galaxy yze Data Workflow  Visualize ~
flscie R Graphics Output
search tools 0

4. Upioad Data

Get Data
Send Data
Cam Tools

tonFlow Pipeline for
processing and analysis of
ionemics data

dims_processing Direct-
infusion mass spectrometry
lipidomics processing

dims filtering Direct.
infusion mass spectrometry
lipidomics peak filtering

IsotopicLabelling Mass
Spectrometric Isotopic
Labelling

lems Processing,
deisotyping and annotating
of LC-MS data

MT Tools

Collection Operations
Lift-Over

Text Manipulation
Convert Formats

Filter and Sort

Shared Data ~

Help ~

it

Login or Register

(]

D

=

Ni

o P

01 0w S

17 -ass ois

zn

History 5]
search datasets (214
Unnamed history
11 shown
2.06 MB
11: Impact and betweennes @ & X
s table on data 1
10: Gene network plots ond @ & X
ata1
9: GO enrichment tableond @ ¢ X
ata1
8: Explanatation analysispl @ #° X
ots for lons on data 1
7 analysispl @& x
ots for lons on data 1
6: Symbolization datainwi = @ & X
de format on data 1
5: Pre-processed datainwi @ ¢ X
de format on data 1
4: Outlier table on data 1 @F %
3: Statistical summary ofd @ & X
ata set on data 1
2: Pre-processing plots for @ & X
lons on data 1
1: Dataset_lonFlow_lonome @ 4 X
Using 2.1 Mg}
History 5
search datasets e o
Unnamed history
11 shown
206 MB =}
11: Impact and betweennes @ #” X
s table on data 1
10: Gene network plots ond =~ ® ¢ X
ata1
9: GO enrichment tableond @ ¢* X
atal
8: Explanatation analysispl @ &' X
ats for lons on data 1
7: Explanatation analysis pl = @ ¢ X
ots for lons on data 1
6: Symbolization datainwi @ ¢ X
de format on data 1
5: Pre-processed datainwi @ &' X
de format on data 1
4: Outlier table on data 1 @#%
3: Statistical summaryof d @ ¢* X
ata set on data 1
2: Pre-processing plots for| @ ¢* X
ons on data 1
1: Dataset_lonFlow_lonome @ 4" X

_KO_short.esv

Figure S5: Galaxy tool lonFlow result pane. This figure shows the results of Exploratory

Analysis.
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Figure S6: Galaxy tool lonFlow result pane. This figure shows the results of Network
Analysis.



