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Dr Ulrich Hintermair, Bath
Overview of PSDI

BioSimDR: Data tools and UK national
infrastructure for biomolecular simulation.

A Case Study of Data provenance in Biomolecular
Simulation

Connecting the Dots: Cataloguing, Linking, and
Annotating UK Catalysis Hub Research Data:
Promoting Reproducibility, Reuse, and FAIR Publishing
of Data Outputs (2019-2026)

Shifting the bottleneck - from integrated reaction
monitoring to automated understanding of
homogeneous catalysis

Computational biocatalysis

MR 1&2, Research Complex at Harwell (Building R92)

Why more is definitely more (at least when it comes
to data): combining descriptors, HTE and
mechanism in homogeneous catalysis

Beyond the winners: building complete, metadata-
rich enzyme kinetics datasets from high-throughput
experiments

Data Challenges for Al-Augmented Electrocatalysis

Harwell facilities

Data Science/ML in Catalysis: Challenges and
Opportunities

Data Management for Automated Experimental
Analysis: Progress and Challenges

Challenges and opportunities - How to set up the
service. Data standards and formats - how do we
make sure this resource is used effectively (FAIR)
and widely (easy) across the community?

People need to think about what kind of data they
have and how they can use it

What training would be useful for community?



