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Closer Look at Inverse Electron Demand Dielsa€“Alder and Nucleophilic Addition ReactionsAon
s-Tetrazines Using Enhanced Sampling Methods. Topics in Catalysis, 2022, 65, 1-17.

Machine Learning-Assisted Discovery of Hidden States in Expanded Free Energy Space. Journal of 46 ;
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Watera€Assisted Chemical Route Towards the Oxygen Evolution Reaction at the Hydrated (110)
Ruthenium Oxide Surface: Heterogeneous Catalysis via DFTA€MD and Metadynamics Simulations. 3.3 4
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Explicit solvent effects on (1 1 0) ruthenium oxide surface wettability: Structural, electronic and
mechanical properties of rutile RuO2 by means of spin-polarized DFT-MD. Applied Surface Science, 2021,
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lons Tune Interfacial Water Structure and Modulate Hydrophobic Interactions at Silica Surfaces.
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Enhanced conductivity of water at the electrified aird€“water interface: a DFT-MD characterization.
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DFT-MD of the (110)-Co304 cobalt oxide semiconductor in contact with liquid water, preliminary
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lonic diffusion and proton transfer of MgCl<sub>2</sub> and CaCl<sub>2</sub> aqueous solutions:
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Ab initio molecular dynamics study of an aqueous NaCl solution under an electric field. Physical
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