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Overview

Funding programme: Fachinformationsdienste (FID)
« project duration: three years, possible extensions
— nationwide provision of (primarily) digital information
— services for cutting-edge research

FID Chemie

« joint project between TIB, the KIT Library, and KIT-IBCS
« funded: 02/2026 — 01/2029

« first funding period: focus on molecular chemistry

« currently 10 people involved, 2.5 funded positions
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FID Chemie: Challenges

@, scattered chemistry-relevant information and overviews
& open science not widely established in all areas of the chemistry community %

Bl diverse set of regional chemistry initiatives

$

FID Chemie

a central infrastructure for chemistry information

web portal: ChemPortal
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FID Chemie: Central access to information and licenses

Q scattered chemistry-relevant information and overviews:

— local licences and access to literature, software, and databases

Central access to information

ChemPortal - Discipline-Specific Information Service for
Chemistry

Find chemistry-related publications, research data, videos, and much more on the TIB portal.

» search function based on the TIB library
search

e overviews: databases, software, etc.

» information on patent search, training
tutorials, etc.

* needs-based continuous expansion

Database and API licences
» specialised subject databases

 single-user licences for Science of
Synthesis (Thieme)

» further needs assessment and
negotiations planned

« overview of APIs, licensing models




FID Chemie: Open Science

B open science not widely established in all areas of the chemistry community:

— Scattered initiatives; limited machine-readability of research findings

Open Science

collaboration with the open- I\' open
access.network, creation access
network

of subject-specific pages
training courses, self-study courses

collaboration with the libraries’ subject
specialists and OS initiatives

presentation of best practices

overview of open educational resources

[1] https://chemwiki.scc.kit.edu/main/mediawiki/Main_Page
[2] https://orkg.org/

Chemoinformatic tool development

machine-readable, semantic annotation of
chemical drawings and structures

optical character recognition, ML/NLP
knowledge structuring:
« Open Chemistry Knowledge Basel!]

« Open Research Knowledge Graph(?




FID Chemie: Collaboration Opportunities

Bl diverse set of regional chemistry initiatives:

— coordination of common positions and interests

Networking and pooling of interests @ & FID Chemie & NFDI4Chem

» chemistry research community iré different focuses — leveraging synergies

 chemical societies/ institutions

* related FID and NFDI

alignment of web portal content: research
data search, guidance, events, crosslinks

: - . : . joint outreach (conferences, workshops, ...
- university libraries, subject specialists joint outreach (co ps, ...)

L collaboration on shared goals
* 0open access/ open source initiatives

o . sharing expertise, reusing resources
- scientific advisory board g exp 9

GDCh oy P
= == NFDI at (@) NFDI.Chem
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FID Chemie & NFDI4Chem: Joint Survey on Structure Editors

- online survey on open source structure editors

- presented at different conferences

- 176 participants: ~90% use ChemDraw, but:
What is your current position? Are you interested in software that does not
incur license fees?
Other N
Master/ 0

Bachelor
student

Professor

PhD
student Junior
professor
Group
Postdoc leader

Yes




Joint Survey on Structure Editors: Ketcher Editor

- open source, web-based editor for molecules
- used e.g. in Chemotion

- community-driven improvements possible

How satisfied are you with Ketcher?

10

9 B

8

; updates, i\‘g(l:l‘lril_\ Or ganome tallic [imcliona]igics.
range atures %

; easy 1o use Interoperability

4 Yy 10 u fast and intuitive use

5 lllt%(gyrct,nosll);lnlsu (c.g. Chemotion) § Conversion to/ from name, identifiers

, fr&&"8dsy access Calculation of properties

. visually appealing style improvements

. [ N import/ export functionalities

O en S()urce extension of functionalities (complex structures)
Very satisfied Somewhat Neutral/ okay Somewhat Very

satisfied dissatisfied  dissatisfied web based connection to databases




Open Source Structure Editors: Interest group

65% interested in joining an interest group 29 people: Actively engage in discussions
100 ;
Catalysis Inorganic
90 Research Molecular
80 i
70 Analytical Chemistry
Chemistry
60
50
40 Thheoretical
Chemistry
22 Physical
Chemistry Organic
10 Polymer Molecular
0

Research Chemistry

Actively engage in  Identify needs in  Be available as a Stay informed
discussions the community test user

» Further plan:

- evaluation of survey
- interest group for improvements and assessment of needs

- software development: cooperation with Beilstein Institute




FID Chemie: Next steps

CHEM ,
Po RTA L Der FID Lizenzen E EN

Fachinformationsdienst Chemie

Web portal:

: ChemPortal - Fachinformationsdienst Chemie
- structure, corporate design, features

Suche im Online-Katalog @

Finden Sie chemie-relevante Veréffentlichungen, Forschungsdaten, Videos und vieles mehr im TIB-Portal.

- continuous expansion of content:

o search function

o 0pen access in chemistry

O d a.tab ase Ove rVi eW D o Der DFG-geférderte Fachinformationsdienst Chemie (FID Chemie) unterstiitzt Wissenschaftler:innen in der
er FID Chemie

(Molekiil-) Chemie bei aktuellen Herausforderungen bei der Informationsbeschaffung. Die Inhalte unseres
O -

Community building
- coordination with stakeholders (libraries, GDCh, Beilstein, NFDI, other FID)
- scientific advisory board

- attending conferences (BiblioCon, GDCh conferences)
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Connect and Stay Tuned

Interests? Ideas? Questions? We are happy to hear from you!

Dr. Inka Marten, Dr. Clara Scheelje

Website: fid-chemie.de

Newsletter:  fid-chemportal-info@listserv.dfn.de
Mail: fid-chemie@bibliothek.kit.edu

m Fachinformationsdienst Chemie

@ openbiblio.social/@fid_chemportal -
“ @fid-chemportal.bsky.social fid-chemie.de

Thank you!

The logos and trademarks depicted in this presentation are the property of their respective owners and are subject to copyright and trademark protection. These logos are used
solely for illustrative purposes and do not imply any affiliation or sponsorship by the respective trademark holders.
This presentation is licensed under Creative Commons Attribution (CC BY). This notice regarding the logos remains unaffected by this license.
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