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Figure S1. Plot of deformation densities Ap of the pairwise orbital interactions on the carbenes 2-15, associated energies AE in kcal/mol and
eigenvalues v in a.u. The color-code is red —blue for the charge flow.



Table S1. Vertical singlet-triplet energy gap and single-triplet gap [in kcal/mol] at
BP86/def2-TZVPP.

AE(S_T)vert AE(S-T)
1 99.1 91.6
2 89.7 77.5
3 82.8 78.4
4 90.9 72.9
S) 77.0 42.2
6 63.5 49.3
7 99.1 83.3
8 86.5 59.6
9 83.8 40.7
10 83.3 60.0
11 75.6 66.2
12 90.9 83.3
13 85.1 61.4
14 74.6 54.1

15 70.9 27.5
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Table S2. Cartesian xyz coordinates (in A) and electronic energies (in Hartree) of the

calculated structures at BP86/def2-TZVPP.
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