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Figure S1: Simulated and experimental IR spectra of the A-center defect in diamond. In the top panel the S64 spectrum, computed with a
FWHM=45 cm−1 is compared with the experimental spectrum reported in Ref. 2 of the manuscript. In the middle panel the simulated IR
spectrum of the S128 with a FWHM=8 cm−1 is shown. Finally, in the bottom panel, the comparison with the experimental spectrum and the
S128 with a FWHM=45 cm−1 is reported.
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