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The manuscript compares two techniques for correcting finite-size effects in charged defect DFT calculations on Lanthanide doped

diamond. To our knowledge no such comparative calculations have been performed on Lanthanide-doped diamond. This comparison

allows for a quick diagnostic of whether a defect is deep or shallow using just the electrostatic potential extracted from the converged

DFT calculation. Recent works (see refs. 21 and 23 of the attached manuscript) have employed the FNV correction without providing

ils of th rrection results in either their main manuscri r th lementary material.
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allows for a quick diagnostic of whether a defect is deep or shallow using just the electrostatic potential extracted from the converged



 DFT calculation. Recent works (see refs. 21 and 23 of the attached manuscript) have employed the FNV correction without providing



details of the correction results in either their main manuscript or the supplementary material. 
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