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The current manuscript contains a typographical error in eqn (1), the correct eqn (1) should read:
B 1 (b b\’
E(b) = Eo + FHce (5 - 7) 1)

The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

[{ec

University of Vienna, Faculty of Physics and Center for Computational Materials Sciences, Kolingasse 14-16, 1090 Vienna, Austria. E-mail: georg.kresse@univie.ac.at

26396 | Phys. Chem. Chem. Phys., 2023, 25, 26396 This journal is © the Owner Societies 2023


https://orcid.org/0000-0002-9446-5815
https://orcid.org/0000-0001-9102-4259
https://doi.org/10.1039/D0CP06607A
http://crossmark.crossref.org/dialog/?doi=10.1039/d3cp90191b&domain=pdf&date_stamp=2023-09-22
https://rsc.li/pccp
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90191b
https://pubs.rsc.org/en/journals/journal/CP
https://pubs.rsc.org/en/journals/journal/CP?issueid=CP025038



