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Table S1. Cartesian coordinates of the MP2/6-311G* optimized geometries of all
studied species.

Table S2. MCI values of A142' obtained with the B3LYP method using different basis
sets.

Figure S1. NICS profiles of Al,* obtained at the B3LYP level with different basis sets.
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Table S1. Cartesian coordinates of the MP2/6-311G* optimized geometries of all
studied species.

B,* Dy
1 5 0 0.000000 1.190879 0.000000
2 5 0 0.000000 -1.190879 0.000000
3 5 0 1.190879 0.000000 0.000000
4 5 0 -1.190879 0.000000 0.000000
B4 Do
1 5 0 0.000000 0.000000 2.399749
2 5 0 0.000000 0.000000 0.782526
3 5 0 0.000000 0.000000 -0.782526
4 5 0 0.000000 0.000000 -2.399749
Al Dyy
1 13 0 0.000000 1.823500 0.000000
2 13 0 0.000000 -1.823500 0.000000
3 13 0 1.823500 0.000000 0.000000
4 13 0 -1.823500 0.000000 0.000000
Aly” Dugy
1 13 0 0.000000 0.000000 3.883931
2 13 0 0.000000 0.000000 1.312796
3 13 0 0.000000 0.000000 -1.312796
4 13 0 0.000000 0.000000 -3.883931
Gay” Dy
1 31 0 0.000000 1.836000 0.000000
2 31 0 0.000000 -1.836000 0.000000
3 31 0 1.836000 0.000000 0.000000
4 31 0 -1.836000 0.000000 0.000000
ALB,” Cyy
1 5 0 0.785171 1.431401 0.000157

2 5 0 -0.785077 1.431412 0.000094
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Table S2. MCI values of A142' obtained with the B3LYP method using different basis

sets.

6-311G*  6-311+G*  aug-cc-pVTZ
MCI 0.356 0.357 0.359
MCI(o) 0.187 0.188 0.188

MCI(m) 0.169 0.169 0.169
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Figure S1. NICS profiles of Aly* obtained at the B3LYP level with different basis sets.
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