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SI1: The results for the relative energies, the Iso-chemical shielding surfaces analysis,
the NICSzz values of benzene, and the simulated PES spectra of 1-2.
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Fig. S1. The structures of CBe,™ (1), NBe, (2), and the concerned isomers. The relative energies
(AE, in kcal mol?) are reported by considering multi-reference configuration interaction (MRCI).
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Fig. S2. Iso-chemical shielding surfaces (ICSSs, isovalue = +1.0 ppm) of 1—2. The chemical
shielding and de-shielding areas are shown in purple and cyan, respectively.
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Fig. $3. The NICS,, values of benzene. Along the vertical line, the NICS points (green, red balls) are
0.5 A apart from their neighbors.
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Fig. S4. Simulated PES spectra of CBe,” (1) and NBe, (2) at the TD-B3LYP/aug-cc-pVTZ level,
whose first VDEs were corrected using CCSD(T)/aug-cc-pVTZ calculations. The adsorption curves

were simulated by fitting the calculated VDEs (vertical bars) using unit-area Gaussian function
with half width of 0.1 eV.
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