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ARTICLE

Understanding Adsorption of Organics on Pt(111) in the Aqueous Phase: Insights from DFT Based
Implicit Solvent and Statistical Thermodynamics Models. Journal of Chemical Theory and
Computation, 2022, 18, 1849-1861.

The <scp>ONETEP</scp> linear-scaling density functional theory program. Journal of Chemical
Physics, 2020, 152, 174111.

Reconciling Work Functions and Adsorption Enthalpies for Implicit Solvent Models: A Pt (111)/Water

Interface Case Study. Journal of Chemical Theory and Computation, 2020, 16, 2703-2715.
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