f“lj NFDI.Chem Project Update Q1/2022

Recent achievements
e “Verwendungsnachweis” 21 completed and submitted on time (19.900,19 € returned to DFG)

e STRENDA guidelines translated to Chemotion templates

e TA2 working groups started (3D viewer, improve search function, catalysis requirements, CV
measurement)

e RADAR4Chem launched: press release

e Improving coverage for inorganic chemistry: TUCAN: A molecular identifier and descriptor
applicable to the whole periodic table from hydrogen to oganesson (TUCAN)

e NFDI4Chem - Workshop series running: FAIR Research Data Management - Basics for Chemists.
e Outreach: activities increased, conference material prepared
e Presentation of FAIR4Chem award at JCF Friihjahrssymposium

e overview paper “Ontologies4Chem: the landscape of ontologies in chemistry” published &
prototype NMR knowledge graph creation from JCAMP-DX

e TA6 members co-coordinate work on NFDI-wide “Base4NFDI” proposal in project office & editorial
team
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https://www.beilstein-institut.de/en/projects/strenda/
http://bit.ly/36qfXM3
https://doi.org/10.21203/rs.3.rs-1466562/v1
https://doi.org/10.21203/rs.3.rs-1466562/v1
https://github.com/JanCBrammer/TUCAN
https://doi.org/10.1515/pac-2021-2007
https://github.com/StroemPhi/NMRspec
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TAl

- regular quarterly activities for
budget request

- “Verwendungsnachweis” ‘21
completed and submitted

e preparation consortium meeting

- timeline and new design for
website agreed; completion
expected in April

TA2

e STRENDA guidelines translated
to Chemotion templates

- Image annotation: evaluation of
tools, planning, prototyping

- working groups started

« also included external
colleagues into working groups

e OS ELNs installed for phase 1

TA3

« RADAR4Chem is out and
running: press release (FI1Z)

 1st meeting with ICSD/CCSD
(associated Repo) about
FAIRness

e Meeting with ICSD on long-time
preservation of the database in
RADAR

TA4

e Last TA4 TelCo 2022-02-21

« Improving coverage for
inorganic chemistry: TUCAN

- Lead-by-Example: Twelve
datasets in /lead-by-example/
(March newsletter); 15 more
near-finished, 6 promised, 29
still needed

TAS

 (ncreased outreach activity
e new promotional material

e Workshop series: FAIR RDM -
Basics for Chemists

« “how did you hear about us”
questionnaires on website

- liasing with prospective
speakers and collaborators

TA6

e “Ontologies4Chem: the
landscape of ontologies in
chemistry” published

- Metadata from MassBank &
Chemotion now available

» Franziska Boehm elected as
speaker of NFDI-section ELSA

« work on “Base4NFDI” proposal
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https://www.beilstein-institut.de/en/projects/strenda/
http://bit.ly/36qfXM3
https://www.nfdi4chem.de/index.php/event/workshop-fair-research-data-management-basics-for-chemists/
https://www.nfdi4chem.de/index.php/event/workshop-fair-research-data-management-basics-for-chemists/
https://doi.org/10.1515/pac-2021-2007
https://doi.org/10.1515/pac-2021-2007
https://doi.org/10.1515/pac-2021-2007
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Upcoming events/meetings
e 28 April: Consortium Meeting 2.5

e 29 April: Chemotion hands-on Workshop in Kiel

e 29 April: Proposal submission “Base4NFDI” initiative

e 8-12May: GCC and EuroSAMPL

e 12-16 June: ICCS

e 10/11 October: Consortium Meeting 3.0

e Workshop series: FAIR RDM - Basics for Chemists

e Chemotion Stammtisch: last Friday of every month (2:00 PM)

e Various TA meetings, see specific invitations and individual flash reports
Announcements

e TA4 Data Pledge continues: pledge your datasets from previous, current or upcoming publications
through our survey form
e Join the NFDI Verein: https:/www.nfdi.de/verein
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https://veranstaltungen.gdch.de/tms/frontend/index.cfm?l=10916&sp_id=2
https://iccs-nl.org/
https://www.nfdi4chem.de/index.php/event/workshop-fair-research-data-management-basics-for-chemists/
https://nfdi4chem.de/index.php/event/stammtisch-chemotion/
https://forms.gle/n8FeJ1HjDVbAWXHh7
https://www.nfdi.de/verein

