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Short description of the project

The LDP project focuses on further development and maintenance of
software and resources that were created in the Lipidomics for Life Sciences
(LIFS) network with our cooperation partners Robert Ahrends (University
Vienna) and Andrej Shevchenko (MPI-CBG Dresden). Our focal points are:

a) streamlining and improvements of user experience of the established lipid
identification and quantitation software pipeline for shotgun lipidomics
consisting of LipidXplorer and IxPostman

b) contribute high quality datasets for the curation of LipidCompass and
expand resource on verified MFQL libraires for shotgun lipidomics.

Vision:

Consolidate services that are supporting the community in LC - MS" and
shotgun based lipidomics approaches with the LIFS webportal as central
entrie point to verified and user-friendly software.

Our service shall become a central hub for lipid related research and set
standards in sustainable and user-friendly scientific software.
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Table 1) Usage statistics of LDP services (Matomo).

2023 2024 (November, 15) | Citations
Tool Visits  Pageviews | Visits Pageviews | (Web of Science)
Clover 6 10 1 1 NA
LIFS APPS 74 133 76 158 NA
LIFS Goslin Webapp | 21.463 22.582 | 1.159 2.017 23
Goslin Sparql 0) 0) 1 2 NA
LIFS Webportal 662 1.857 753 2.172 NA
LipidCompass 205 1.711 160 1.477 NA
LipidCreator 1.343 2| 1.449 0) 63
Lipidomics Checklist 280 4 312 0) 51
LipidSpace 105 0) 3 0) 2
LipidXplorer /8 2 67 1.719 681
LipidXplorer WiKI 366 1.02 268 731 NA
Lux Score 18 73 0) 0) 17
IXPostman 57 184 160 476 NA
MzTabValidator 292 706 277 1.103 50

General information on the project

- Postprocessing software IxPostman was further developed and
tested with complex data sets, made available for registered users on
the LIFS webporta

- Contributed to implementation of lipidomics minimal reporting (3)
checklist to standardize documentation of experimental studies and
utilized software

- Prepared well described and published datasets for the
LipidCompass database (1, 4)

- Contributed to novel approach for systematic comparison of
lipidomes provided within the software LipidSpace (2)

- Performed maintenance and bug fixes on LipidXplorer with planned
new release of version 1.2.9. in December 2024

- Expanded libraries of MFQL scripts for LipidXplorer for the lipidome
of M. tuberculosis (doctoral project of Wiebke Gauda, inhouse
financed doctoral student, — reference lipidome) and S. pneumoniae
(Dissertation of Belal Alshaar — reference lipidome to be published)

- Designed novel approach and software package Lipidome
Projector for visualization and basic comparison of lipidomes (5)

- Took part in the ILS - CLIG ring trial on plasma lipidomics to further
evaluate our software pipeline in context of regulated analyses — data
evaluation ongoing

- We had a long and intensive search in three rounds for doctoral
student in the team. One promising candidate was interviewed on
November 14, 2024. Planned start employment February 2025.
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Organization of LIFS Hands On Course and Lipidomics Forum 2025 in Vienna
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September 14th - 17th, 2025
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- LIFS Workshops: 2023 - Vienna; 2024 - Borstel — Hands on training
on software tools for lipidomics data analysis.

- Lipidomics Forum 2023 / 2024 member of organization team for
conference series on lipidomics and related topics

Table 2) Detalls on LIFS Hands On Courses

Year | Participants | PI, PostDoc, Grad, Undergrad,non acad. | from Germany | International
2023 26 2,9,13,0, 2 9 17
2024 18 2,5,7,0,4 13 5

Detailed feedback forms were collected with an overall positive response.

Publications

- de.NBI staff:
Lukas Miller (2023 - 24, 0.5 FTE)
Timur Olzhabaev (2023 - 24, 0.5 FTE)

- other staff:
Daniel Krause (alumni, RCB)
Nils Hoffmann (FZ-Julich)
- from Feb. 2025: doctoral student identified (0.65 FTE)
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