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Stability and UV-vis absorption spectra of isomers of carbon nanocages
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[Abstract] First-principles GW+Bethe-Salpeter method is applied to three-dimensionally
extended m-conjugated carbon nanocages consisting of 156 atoms. We simulated the UV—vis
absorption spectra of six possible isomers under the vacuum condition and compared with the
experimental spectra measured in the solution. The best agreement with the experiment is found
for the most unstable isomer. Our simulation strongly suggests that the external experimental
conditions such as solution and finite temperature affect stability.
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