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Supporting Information

Table S1: Delocalization indices for atom pairs in the ring computed at the HF and MP2 levels.

System (a) System (b)
HF MP2 HF MP2

Pair  open close open close | Pair open close open close

c1C2 102 111 092 100 C1C2 095 095 084 0.84
C2C3 160 149 135 127 C2C3 094 094 0.83 0.83
C304 087 092 084 090 C304 0.78 0.8 076 0.77
O4H5 057 035 054 037 0O4H5 061 054 057 0.52
c106 127 117 121 113 C106 129 128 123 1.22

System (c) System (d)
HF MP2 HF MP2

Pair  open close open close | Pair open close open close

ci1C2 106 112 095 101 |)C1C2 095 095 084 084
C2C3 156 145 132 125 C2C3 095 094 0.83 0.83
C3N4 1.00 1.07 095 1.01| C3N4 093 094 086 0.86
N4 H5 0.78 0.61 0.69 058 | N4H5 087 082 0.76 0.72
cCl106 125 118 1.19 114 C106 1.29 1.28 123 1.22
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