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Computational insights into light- and 
electron-driven chemistry at surfaces

A fundamental understanding of molecular structure and
chemical reactivity at complex interfaces is key to many
technological applications ranging from single molecule
electronics to photo-electrocatalysis. In this talk, I will show
how large-scale surface calculations based on predictive
electronic structure theory can deliver such understanding.
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Machine Learning:
Navigating the Hype

There is nowhere to run: machine learning percolated
through the natural sciences to such an extent that not
even synthetic chemists are now entirely safe. In this talk,
I will offer a critical – if mildly biased - perspective on
whether and how we should embrace machine learning
to boost our research.


