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Title of the presentation

A word from the Organizers and the Leader of the Action.

"A cross-disciplinary study of oxides properties: DFT, tight-binding, and machine learning
methods"

All about that base: electro-oxidation of glycerol on gold

Choosing a proper thermostat in DFT-MD evaluations of a water--nanocrystal system is crucial
for reliable modelling of catalytic performance
Thermodynamic Limits for Bifunctional Oxygen Evolution and Reduction Catalysts from Scaling
Relations

Theoretical modeling of the oxygen evolution Reaction: Quo vadis
Oxygen evolution reaction on facetted strontium titanate surfaces

MXenes as earth-abundant electrode materials for oxygen evolution
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Dynamics of water TiO; interface at low coverages

Oxygen evolution reaction at Mo-/W- doped BiVO4

Impact of gas-phase errors on the computational modelling of oxygen electrocatalysis

Experiments, theory, and simulations to understand outer-sphere electron transfer on model 2D
electrodes

Conclusion of the Meeting



