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Figure S-1.
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Absorption spectra of CsoLi12 and CeoNaz calculated with CAM-B3LYP and using two Gaussian

basis sets, namely 6-31G(d) and 6-31+G(d) [1]. Spectra are found to be very similar.
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Figure S-2.
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Spectra of CsoNaz and CsoNag calculated with several exchange and correlation functionals:
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the hybrid B3LYP [2] and PBEO [3], and the long-range-corrected ones wB97x [4], LC-
MO6L(®0=0.33) [5], LC-0PBE(®=0.40) [6], and CAM-B3LYP [7].

Spectra are somewhat similar. In comparison with spectra calculated at CAM-B3LYP level,
the main band obtained at B3LYP and PBEO levels is slightly redshifted, while it is blueshifted
by 0.3-0.4 eV at ®B97x, LC-M06L, LC-0PBE levels.
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