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Figure S1. Block-localized wavefunction computed RE’s (resonance energies) and ASE’s
(aromatic stabilization energies, see Computational Methods section) for 1-9 (in kcal/mol, at the

B3LYP/6-31G* level).

S2



H
7\ Y /\,o./. /\.N.Hz ¥ -
1047 12.21 15.18 20.01 <\°/7 \'/
7N\ AN N N AN T
N \\ /a4 7 N 7 CHz HN CHj DLVV-RKE: 0/.45 BLW-RE: 54.78

BLW-ASE: 16.79 BLW-ASE: 12.39
9.91 11.25 13.47 5.50 5.00

Figure S2. Computed BLW-RE’s (in kcal/mol) for all reference compounds used to evaluate the
BLW-ASE'’s of 1-9. The BLW-RE’s and BLW-ASE'’s of pyrrole and furan also are listed. All BLW
computations were performed at the B3LYP/6-31G* level.
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Figure S3. Dissected NICS,,,, computed at the heavy atom centers “0”, as well as at the “a” and
“b” ring centers (position of NICS points are indicated by the black “dots”) for 1, 2, 4, 7, and 8.
The total NICS,,,, include the zz tensor components of all 1 (and lone pair) MO contributions;
local NICS;;,, consider only contributions from the highlighted 1 and lone pairs MO’s (in bold).
Computations were performed at the PW91/IGLOIII//B3LYP/6-31G* level.
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Optimized coordinates and total electronic energies for compounds 1-9 at B3LYP/6-31G*
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(Total electronic energy: -989.5512503 a.u.)
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