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Computational Mass Spectrometry and its
Scientific communication using Al tools

Join us in Prague for a hands-on workshop on Computational Mass Spectrometry (MS) and
Al tools for scientific communication, organized by Charles University under the 4EU+ Alliance
project. This beginner-friendly event is tailored for students and educators in analytical
chemistry, biochemistry, biotechnology, and related fields. The workshop covers MS-based
analysis, data processing, and the use of Al in scientific writing, complemented by a session
on mental health and stress management. Participants will engage in lectures, practical
sessions, and networking opportunities, and are expected to have a basic understanding of
MS.

Led by a diverse group of doctoral students and experts from across the 4EU+ universities,
the workshop promises a collaborative and fast-paced learning environment. Esteemed
trainers from institutions like the Institute of Organic Chemistry and Biochemistry (IOCB),
Czech Technical University (CTU), National Library of Technology Prague (NTK), and the
University of Copenhagen (KU) will guide participants through the essentials of MS data
processing and Al-driven scientific communication. The event not only aims to build technical
skills but also to foster international collaboration and connections among participants,
enhancing both their professional and personal growth.

When & Where:

August 28t to 30", 2024

Kampus Hybernska H Y KAMPUS

D.2 Hall (Building D, 2" floor) i
Hybernska 998/4, 110 00 Nové Mésto B A HYBERNSKA

Prague, Czech Republic
https://maps.app.goo.gl/R9KgFnw79UPiYOWn9

Instructions how to arrive to the D.2 Hall:
https://t.ly/Y3zs

Materials needed for the Computational MS training:
https://t.ly/1Z1yc

Materials needed for the Scientific communication using Al tools
training:

https://t.ly/OHtza

https://t.ly/znd1a



https://maps.app.goo.gl/R9KgFnw79UPiY9Wn9
https://t.ly/Y3zs_
https://t.ly/IZ1yc
https://t.ly/0Htza
https://t.ly/znd1a

WORKSHOP PROGRAM:

Wednesday (August 28", 2024)

16:00 — 16:30 | Welcoming session Core Team

Kristyna Kolinova

16:30 — 17:00 | 4EU+ Alliance project presentation (4EU+ Alliance Project Officer)

17:00 — 17:10 | Workshop general instructions and Q&A Core Team

Thursday (August 291, 2024)

Corinna Brungs

10:00 — 10:30 | Brief Introduction to Mass Spectrometry (10CB)

Tomas Pluskal

10:30 — 11:00 | Computational Mass Spectrometry Basics (10CB)

12:00 - 13:00 | Exploring MS Data in MZmine (ngctg)” Schmid
00 — 14 LC-MS/MS Data Processing using MZmine + | Robin Schmid and col.
13:00 - 14:00 Q&A o

15:30 = 16:30 Introduction to Molecular Networking Robin Schmid and col.
) ) + Application Examples (I0CB)
16:30 - 17:30 | MZmine - LC-MS/MS Reslts Robin Schmid and col.




Matthias Mattanovich

17:30 — 18:00 | Omics using Computational MS sy e
18:00 — 18:30 | Lecture in MS Proteomics Holda Awah Anagho

(University of Copenhagen)
18:30 - 1915 Flash talks on Computational MS - Part | Core Team

(8+2 minutes each)

Reverse Metabolomics in the Discovery of 3-OH Acyl Amides

- Victoria Deleray (USA)

TBD

- Appolinaire Kene (Cameroon)

Non-targeted analysis of time-series fermentation samples

- Julia Katalin Jésvai (Hungary)

TBD

- Adam Behner (Czechia)

Friday (August 30, 2024)

9:30 = 10:00 Flash tglks on Computational MS — Part Il Core Team
(8+2 minutes each)
Applied Artificial Intelligence in mass spectrometry - Kanishk Dwivedi (India)
Metabolomics of Rio de Janeiro State Restinga species
extracts and evaluation of their antibiofilm and antibacterial | - Carla Monteiro Leal (Brazil)
potential towards clinical bacteria.
Palaeo-Biomarker identification with a lipidomic - Franz Kerschhofer (Germany)
approach
10:00 - 11:00 | Introduction into Al tools for academia* Adam Urban
(National Technical Library, NTK)

11:30 - 12:30 | Al-assisted tools in scientific writing - Part [+ | Milan Jirasek
(Czech Technical University)

12:30 - 14:00 | Al-assisted tools in scientific writing - Part 11* (ACnna Jiraskova
zech Technical University)




15:30 - 16:00 | Al-assisted tools in scientific writing - Part IlI* Felipe Martinez-Ramirez
(Charles University)

00 — 17- » Markéta PeSoutova
G0 = 1730 Siltess MEREgRment terehery (Mental health counsellor at UK)

17:30 - 18:00 | Farewell, Statistics & Prague recommendations Core team

TBD=To be determined
The lunch & Dinner at the venue will include vegetarian options

*Introduction into Al tools for academia:

Introduction into generative Al tools, prompt-based searches, mapping tools, text analysis, other resources.
**Workshop on Al-assisted tools in scientific writing - Part |

Rules on Al in scientific writing, retrieving, or checking facts, processing, and interpreting data, generating
computer code, processing mathematical expressions.

4 Workshop on Al-assisted tools in scientific writing - Part Il

Tools that support writing (Grammarly, Writefull, DeepL Write), dialog with a chatbot.

# Workshop on Al-assisted tools in scientific writing - Part lll

Tools that help to organize, inspire and present: Paperpal, R Discovery, Canva, Biorender.
% Management of stressful situations coming from DigiTech era, social media, Al, etc.

Felipe Martinez-Ramirez Charles University Czechia ~ Team leader
Andrzej Gawor Warsaw University Poland Core Team member
Przemystaw Puta Warsaw University Poland Core Team member
Matthias Mattanovich University of Copenhagen Denmark  Team member
Holda Awah Anagho University of Copenhagen Denmark  Team member

Roberto Albanese Universita degli Studi di Milano | Italy Team member
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