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S: weight of the singlet coupling term for the i-th bond
S,: average of the weights of the singlet coupling terms for all bonds
PA;, PB;: weights of the polarization terms for the i-th bond
P, : average of the weights of the polarization termsfor all bonds
n: number of bondsin thering
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Molecules D, D, Gy IDA
CH, (D4 0.0 0.0 0.1272 0.1272
CH, (Da) 0.9621 0.9111 0.5738 2.4470
CeHs (Dgy) 0.0 0.0 0.0474 0.0474
CeHs (D) 0.6800 0.4101 0.4175 1.5076
CsHg (Dgy) 0.0 0.0 0.1375 0.1375
CsHg (D) 0.9103 0.6361 1.0415 2.5878
CgHg (D, boat) 0.9922 0.8769 3.7037 5.5729
CioH1o (Dior) 0.0 0.0 0.0225 0.0225
CioHio (C) 0.9929 0.8931 7.3124 9.1984
(Twist type)

CioHio (C) 0.9845 0.8334 2.7106 4.5285
(Naphthalen-like)

CioH1o(C) 0.0269 0.0577 0.0607 0.1453

(Heart type)
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