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ChemAlICat 2026
Location: University of Liverpool
Date: 15— 3" September 2026

Tuesday 1%t September 2026

09:00 - 09:30 | Arrival & Registration

09:30 - 09:45| Welcome, Introductions and Information on the ChemAICat Workshop
09:45 - 11:15| Introduction to Python — DrJamie Cadge

11:15-11:30 | Break

11:30-13:00 | Introductions to Cheminformatics — Dr Ruben Laplaza

Suggested Literature 1
Suggested Literature 2

13:00 - 14:00 | Lunch & Networking
14:00 - 15:30 | Practical session: Python & cheminformatics — Dr Ruben Laplaza
15:30-16:00 | Break

16:00 - 17:00 | Q&A and Custom Challenges
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https://education.molssi.org/python-data-science-chemistry/rdkit_descriptors/rdkit.html
https://www.cell.com/trends/chemistry/abstract/S2589-5974(24)00117-5

>_Hlchem
Physical Sciences

Al FOR CHEMISTRY Research Council

Wednesday 2™ September 2026

09:00 - 09:30 | Arrival & Refreshments

09:30 - 11:00 | Generation of molecular descriptors — DrJuan V. Alegre-Requena
Suggested Literature 1

11:00-11:30 | Break

11:30-13:00 | Introduction to chemical Al & ML modelling — Dr Juan V. Alegre-Requena
Suggested Literature 1
Suggested Literature 2
Suggested Literature 3

13:00 - 14:00 | Lunch & Networking
14:00 - 15:30 | Practical session: descriptor generation & ML modelling — Dr Jamie Cadge
15:30-16:00 | Break

16:00 - 17:00 | Q&A and Custom Challenges

Thursday 3@ September 2026

09:00 - 09:30 | Arrival & Refreshments

09:30 - 11:00| Chemical space exploration & catalyst sampling — Dr Thijs Stuyver
Suggested Literature 1
Suggested Literature 2

11:00-11:15| Break

11:15-12:45| Al-driven optimization of reaction conditions — Dr Thijs Stuyver
Suggested Literature 1
Suggested Literature 2

12:45 -13:45 | Lunch & Networking
13:45-14:45| Q&A and Custom Challenges

14:45 - 15:00 | Workshop Close
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https://pubs.acs.org/doi/10.1021/acscatal.5c06439
https://wires.onlinelibrary.wiley.com/doi/10.1002/wcms.1733
https://pubs.acs.org/doi/full/10.1021/acscatal.5c01202
https://www.sciencedirect.com/science/article/pii/S2949747724000265
https://pubs.acs.org/doi/10.1021/acscentsci.3c01638
https://www.science.org/doi/10.1126/science.abj0999
https://www.nature.com/articles/s41586-021-03213-y
https://pubs.rsc.org/en/content/articlehtml/2024/dd/d3dd00234a

