f“lj NFDI.Chem Project Update Q3/2024

Recent achievements
e Renewal proposal submitted on 05.08.

e successful consortium meeting 5.0 in Halle (Saale) on 10.-11.09.
e Chemotionv1.10.2 is ready

e Many new features in Chemotion: LabIMotion 1.4.0, more options for customization, gas reaction scheme,
Chemotion URL handler, enhanced Ketcher 2 integration, 3D molecule viewer, and many more

o RADAR4Chem: RADAR V 1.20.1 released
e FAIR implementation story published, a follow-up on the FAIR-IMPACT FAIRness assessment challenge

e Manual for and modifications in NFDI4Chem Converter Service

e NMR Metadata Recommendations rebranded to MARGARITAS (MIChI Standard for Reporting Liquid-State
NMR Experiments of Small Molecules) and ready for publication on FAIR sharing

e Joint symposium with PSDI, 2 talks, joint booth with GDCh at EuChemS 2024 (07.-11.07. in Dublin)

e FAIR4Chem Award 2025: Application period started on 01.09., deadline 17.11.

e Coordination with IAM4ANFDI to have unified login button across all NFDI4Chem services

e Search Service: filtering by measurem. technique; metadata export to DCAT-AP, Schema.Org, InChI Keyw.

Upcoming deliverables
e A full list of deliverables is available here
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https://github.com/ComPlat/chemotion_ELN/blob/main/CHANGELOG.md#v1102
https://radar.products.fiz-karlsruhe.de/de/nachricht/radar-software-release-version-1201
https://zenodo.org/records/13135009
https://linsherpa.github.io/converter-service/
https://docs.google.com/spreadsheets/d/1MxCceGO3UUAvIn-GWxxgeOUFnR34A3ileqIW3sYgZNU/edit#gid=210714348
https://docs.google.com/spreadsheets/d/18qP0nto3GFd6UYXM99QFSyd5NSVeLgbhQiYh8VTrr7A/edit?usp=sharing
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TA1

Renewal proposal submitted,
now preparing defense
successful CM5.0 in Halle

participation in DFG’s Call for
Ideas

budget carryover declared

contribution to TF Governance &
Sustainability White Paper

TA2

Chemotion v1.10.2 ready
new features/ improvements:
LabIMotion 1.4.0

gas phase reaction scheme
flexible well-plate sizing

new barcode printing options
ability to use 3rd party apps
3D molecule viewer

TA3

RADAR V 1.20.1 released
FAIR implementation story
published

poster submitted for
e-science-tage 2025
manuscript submitted to
CODATA data science journal

TA4

Manual for Converter Service

NMR Metadata
Recommendations rebranded &
ready for publication

work on MIChI Standards for
UV/VIS- Experiments and MS
analyses started

successful InChI meeting in July

TAS

8 conferences visited

InChI: 1.07 available; article
published in Faraday Discuss.

Interview in Chemistry World

Startingmaterials4Chem
example: Chemotion repo linked

euroSAMPL challenge published
TA5 summer meeting

TA6

advanced search parameters in
Terminology Service

Search Service: new filtering
and metadata export options
talk at CCOM Workshop
coordination with IAM4NFDI to
have unified login button across
all NFDI4Chem services

*For detailed information, please check the individual TA Flash Reports
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https://drive.google.com/drive/folders/1Zh_-xs7g0wRubovihyoZSO2Hu0gWvQ-E?usp=sharing
https://www.dfg.de/en/news/news-topics/announcements-proposals/2024/ifr-24-51
https://www.dfg.de/en/news/news-topics/announcements-proposals/2024/ifr-24-51
https://github.com/ComPlat/chemotion_ELN/blob/main/CHANGELOG.md#v1102
https://radar.products.fiz-karlsruhe.de/de/nachricht/radar-software-release-version-1201
https://zenodo.org/records/13135009
https://e-science-tage.de/de/CFC2025
https://linsherpa.github.io/converter-service/
https://docs.google.com/spreadsheets/d/1MxCceGO3UUAvIn-GWxxgeOUFnR34A3ileqIW3sYgZNU/edit#gid=210714348
https://docs.google.com/spreadsheets/d/1MxCceGO3UUAvIn-GWxxgeOUFnR34A3ileqIW3sYgZNU/edit#gid=210714348
https://docs.google.com/spreadsheets/d/1NInaN0sWoOP_foaEROP1u_0_FnKB1NOTDiCX8qYlsIs/edit?gid=2106748750#gid=2106748750
https://pubs.rsc.org/en/content/articlelanding/2024/fd/d4fd00145a
https://pubs.rsc.org/en/content/articlelanding/2024/fd/d4fd00145a
https://www.chemistryworld.com/careers/will-open-science-change-chemistry/4020023.article
https://www.buchler-gmbh.com/produkt/quinidine-base-fine-chemical/
https://pubs.acs.org/doi/10.1021/acs.jpca.4c01361
https://zenodo.org/doi/10.5281/zenodo.11403266
https://www.bipm.org/en/committees/cc/ccqm/wg/ccqm-ws/2024-09-09
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Upcoming events/meetings

21.-23.10.2024: EOSC Symposium incl. EOSC x NFDI session at EOSC Symposium
03.-06.11.2024: 18th German Conference on Cheminformatics

13.-14.11.2024: Data Days Niedersachsen

20.-21.11.2024: Base4FDI User Conference

03.-04.12.2024: Metadata Workshop TF Metadata

09.-11.12.2024: Ontologies4Chem Workshop

Chemotion ELN O&A session: every second Thursday (3pm)
Chemotion Stammtisch: last Friday of every month (2:00 PM)
Various TA meetings, see specific invitations and individual flash reports

Announcements
e Keep our NFDI4Chem Qutput & Outreach table updated with publications and conferences
e We collect our cooperations in the NEDI4Chem cooperations table - please update if necessary

e Any news, updates for our community? Send it to Theo (tbender@uni-mainz.de) right away!
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https://eosc.eu/symposium2024/
https://veranstaltungen.gdch.de/microsite/index.cfm?l=11576&modus=
https://events.academiccloud.de/event/20/
https://events.gwdg.de/event/658/
https://www.nfdi4chem.de/event/3-workshop-ontologies4chem-ontologies-for-chemistry/
https://www.nfdi4chem.de/index.php/event/chemotion-eln-qa-session/
https://nfdi4chem.de/index.php/event/stammtisch-chemotion/
https://docs.google.com/spreadsheets/d/1Oqad05wAHEkfY1wrN8_rFQ3tWxVWh5Ms8m2Tmzc6vy4/edit#gid=432865798
https://docs.google.com/spreadsheets/d/1dQ10TsHiMxMvAqm1eXXeV-9dXBElGAwy79sGZzNIt0o/edit#gid=0
mailto:tbender@uni-mainz.de

