Supplementary Information (SI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2024

Supporting Information:
Molecular Insights into the Water Dissociation and Proton

Dynamics at the /—TaON (100)/Water Interface

Sagarmoy Mandal'? and Tushar Kanti Ghosh! 2 *

! Department of Chemistry, Indian Institute of Technology Kanpur, Kanpur - 208016, India
2Present address: Department of Chemistry, Purdue University,

West Lafayette, Indiana 47907, USA

* tkghosh@purdue.edu



S1. Input Files for Simulation

The CPMD input files and the coordinate file (in XYZ format) for modeling the 5-TaON
(100)/Water interface are available via the GitHub Repository at https://github.com/
mandal13/Ta0N_100_Water.



