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Figure S9 Comparison of the orbital energies of chrysene, 

tetracene and naphthalene. The dotted lines indicate that a 

certain orbital of a four-ring system is represented by a 

symmetrical or anti-symmetrical combination of an orbital 

of naphthalene.
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Simple average over canonical structures

結合次数の比較
極限構造の単純平均とHückel法による計算値
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HOMA NICS(0) NICS(1) NICS(1)zz

Ni2La

A 0.47 -4.0 -6.7 -13.8

B 0.82 -5.9 -1.9 -3.7

C 0.93 -9.3 -9.1 -19.5

D 0.78 -6.1 -1.4 -3.5

E 0.76 -5.4 -7.7 -18.1

Ni2Lb

A 0.77 -6.5 -8.6 -19.3

B 0.64 -6.5 -1.5 -2.7

C 0.92 -9.1 -9.1 -19.3

D 0.81 -5.5 -1.4 -2.7

E 0.72 -4.9 -7.3 -17.1

5-Ni

A 0.79 -5.3 -7.7 -18.3

B 0.85 -6.0 -2.0 -3.9

C 0.94 -9.6 -9.3 -20.1

HOMA, NICS(0), NICS(1), NICS(1)zzの比較


