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Figure 2. Molecules examined in this study.
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Figure 3. Schematic diagrams of homonuclear diatomic molecules.
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Figure 4. Schematic diagrams of chain molecules and its unperturbed systems.
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Figure 5. Schematic diagrams of an n-membered ring(I) and its unperturbed system(II).
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Figure 6. Electron propagation between a and b-n subsystem.
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Figure 7. Schematic diagrams of unperturbed systems of Dreieckene.
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Figure 8. The sign of the function f(z).
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Figure 9. HMO energy spectra of Tridenten(I) and Dreieckene(II).
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Table 1. HMO energies and TREs of Dreieckene.

species M E Er* TRE
0-dreieckene 2 2.0000 1.7321 0.5359
4 -1.0000 0.0000 -1.4641
6 -1.0000 -1.7321 0.0000
1-dreieckene 2 2.4142 2.1889 0.4506
4 0.6180 1.0000 -0.3133
6 0.6180 0.4569 0.0091
8 -0.4142 -0.4569 0.0943
10 -1.6180 -1.0000 -1.1417
12 -1.6180 -2.1889 0.0000
2-dreieckene 2 24812 2.2764 0.4096
4 1.2470 1.4142 0.0751
6 1.2470 1.1859 0.1973
8 0.6889 0.6416 0.2919
10 -0.4450 0.0000 -0.5982
12 -0.4450 -0.6416 -0.2051
14 -1.1701 -1.1859 -0.1735
16 -1.8019 -1.4142 -0.9489
18 -1.8019 -2.2764 0.0000
3-dreieckene 2 2.4955 2.2993 0.3924
4 1.5321 1.6180 0.2205
6 1.5321 1.5030 0.2788
8 1.2197 1.1808 0.3566
10 0.3473 0.6180 -0.1849
12 0.3473 0.2451 0.0195
14 -0.2197 -0.2451 0.0703
16 -1.0000 -0.6180 -0.6936
18 -1.0000 -1.1808 -0.3320
20 -1.4955 -1.5030 -0.3171
22 -1.8794 -1.6180 -0.8398
24 -1.8794 -2.2993 0.0000

M : Number of electrons.
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