HOW TO USE
Three-step LipidOne workflow
Data upload:

First you need to upload your data. Click to File, Open. Remember that you need a matrix in txt or csv (tab
delimited) format. The matrix must contain the names and concentrations in each lipid sample detected
(see example dataset). Remember that the accepted lipid nomenclature is the 'molecular species level' as
given in the Lipidomics Standards Initiative (LSI) guidelines.
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File Options
Open Ctrl+O
Exit Alt+X

Once the matrix has been loaded, you can view it in the window on the right:
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Select one or more groups to analyze / compare:
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ANALYSIS TYPES
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€ Chain Class Distribution

€ Chains Length
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Uploaded file: C:/Users/Roberto/D¢ ipid One/D: ina. txt

Data processing information:
Detected 10 samples, 3 groups. 81 lipid chain types grouped into 20 lipid classes.

SUBMIT

Query selection:
Now you can start exploring your data set.

First you can decide which group of experiments to analyse:

Select one or more groups to analyze / compare:

W crush_14 ¥ control_14 ¥ regeneration_14



You can choose one of seven types of analysis, some using dynamic context-dependent menus.
ANALYSIS TYPES

€ Lipid profile overview

€ Chain Class Distribution

¢ Chains Length

€ Chains unsaturation

¢ Chains ox/red ratio

¢ Chains Ether/Ester linked ratio

¢ Chains odd/even ratio

You can also decide whether to represent the experimental error bar, the standard deviation bar or
neither:

DISPLAY OPTIONS

(¢ Standard error
" Standard deviation

€ None

Finally, click on the submit button:

SUBMIT

Get results:

In the right-hand window you will now find the result of your analysis. In this example we show Lipid Profile
Overview.



Lipid profile overview
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If you compare two or more groups of experiments, LipidOne calculates the significance of the differences.
One, two or three asterisks correspond to p-values of less than 0.05, 0.01 and 0.001, respectively.

The length of the chains or the number of unsaturations can be explored for all lipid classes or for a single
class:

 ANALYSIS TYPES  DISPLAY OPTIONS

€ Lipid profile overview
el & Standard error

¢ Chain Class Distribution L
¢ Standard deviation

& Chains Length € None

€ Chains unsaturation i~ Class and carbon number:

¢ Chains ox/red ratio

C
¢ Chains Ether/Ester linked ratio ol e e

¢ Chains odd/even ratio All/select chain lenght: ﬂ

Select "All Classes" and observe the result:



Chains Length - All classes
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With a drop-down menu you can explore the chains according to their length. In this example we select
"20": here is the result:

Chains Length - All classes - carbons: 20
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The same analysis can be done for every single class. If you select "single class" a window appears with all
the classes in your data set.



ANALYSIS TYPES

€ Lipid profile overview

¢ Chain Class Distribution

& Chains Length

¢ Chains unsaturation

" Chains oxfred ratio

¢ Chains Ether/Ester linked ratio

¢ Chains odd/even ratio

I

DISPLAY OPTIONS

& Standard error

¢ Standard deviation

¢ None

Class and carbon number:

¢ Allclasses

& Only 1 class (below)

All/select chain lenght: v
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The same analysis can be done for every single class. Here we select "PS" Here is the result:

Chains Length - class: PS
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By doing this you can explore your dataset and discover many differences.
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Also, remember that each graph can be downloaded (in different image formats).

To do this, click on "Download Graph":

Download Graph |

You can also export an array with all the chain data of your set. Click to Option, Export chains table...
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File Options '
Export chains table in MetaboAnalyst format ~ Ctrl+E Il.ip idone v

This file, which you find in the folder where you have saved LipidOne, can be directly loaded for statistical
analysis on the MetaboAnalist platform (https://www.metaboanalyst.ca).




