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Catalysis use case in DAPHNE4NFDI at KIT

In the frame of the collaboration centre “TrackAct”(www.trackact.kit.edu), the priority program SPP2080
(www.spp2080.org) and ROCK-IT (www.rock-it-project.de), we have developed a workflow for catalysis ex-
periments in DAPHNE4NFDI. Starting with sample preparation and basic characterization of the samples, doc-
umentation based on FAIR principle is needed by established tools such as LabIMotion for synthesis, catalytic
performance using LabImotion (NFDI4Chem) / AdActa (NFDI4CAT) and characterization which is also docu-
mented in the electronic lab notebooks. Preferentially, the samples are published in data publications/DOIs.
Key to understanding catalysts are operando studies, often conducted at synchrotron radiation facilities[1].
For this purpose a workflow similar to the XAS use case has been set up. On-site we are improving the work-
flow using the catalysis beamline at KIT Light Source (CatAct), e.g. SciCat has been recently implemented
based on collaboration in the DAPHNE4NFDI-initiative. We will discuss the present status using the power
of the different tools and recent studies including Pt/CeO2 catalysts [2] and coated catalysts [3] for emission
control as well as Cu/ZnO-ZrO2 catalysts for the production of green methanol [4]. In all cases, in addition to
the main paper, electronic supporting informations and data publications of the raw data have been published
(e.g. on KITOpen, Zenodo [5]) Particularly, the format of the data publications will be discussed and how the
data are then uploaded into reference databases.
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