
DFT data for
”
Effect of Water on Diffusion

Energy Barriers of Sad on Cu(100) and Ag(100)

Surfaces“

The archives contain density functional theory (DFT) data for the publicati-

on
”
Falk Wendorff, Chalong Yang, Sönke Buttenschön, Mitja Funk, Olaf M.

Magnussen and Eckhard Pehlke, Effect of Water on Diffusion Energy Barriers

of Sad on Cu(100) and Ag(100) Surfaces“ (DOI: https://doi.org/10.1021/

acselectrochem.5c00414).

For details see the original publication. Data have been created using pro-

grams from the software package
”
Quantum ESPRESSO“ [1,2] and

”
Environ“

[3]. Pseudopotentials from repositories have been used. Detailed references for

the pseudopotentials and repositories are listed in the Supporting Information

of the original publication. Initial water structures have been created using

the Water Structure Creator software by A. C. Dávila López et al. [4]. Data

regarding continuum solvation is based on previous work by M. Funk (Master

thesis, Kiel, (2024)), please refer to Ref. [5]. Please cite the relevant publicati-

ons when using the data.
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