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Figure S1. UV-Vis-NIR spectra of SC3N@Ih—C80, [SC3N@Ih—C30]_, [SC3N@Ih—C80]2_ and [SC3N@Ih—Cgo]3_

Table S1. Relative energies (kcal mol'l) for different orientational isomers of [M3N@1,-Cgo]™™ (M = Sc,
Lu;n=2,3).

Dianions Trianions
M =Sc M=Lu M =Sc M=Lu
isomer 1 6.6 59 4.1 2.0
isomer 2 0.0 0.0 0.0 0.0
isomer 3 6.9 5.6 4.4 1.9
isomer 4 7.7 6.5 4.7 3.1

Table S2. Spin densities (in e) of the M3N cluster for different orientational isomers of [M3N@Ih—Cgo]3 -
(M = Sc, Lu).

ScsN LusN
Isol 0.765 0.676
Iso2 0.413 0.091
Iso3 0.647 0.796
Iso4 0.737 0.555
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The xyz coordinates for the lowest energy structure of 1
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