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Figure 1. Topologies of the molecular orbitals of pyridine oligomers calculated by
B3LYP/6-311++G(d, p).
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Figure 2. Simulated absorption spectra of pyridine oligomers with oscillator strength shown as
vertical bars calculated by B3LYP/6-311++G(d, p).

Table 1 [ZBR LIZR Y =D AN L BBT DA 7V v 7R Z A Y
—DFER, TET ULEMOFREERZ R LT, LPPy (3 —7 b v 723367 nm TH DD
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Table 1. Summary of UV-Vis spectroscopy and CV

Absorption Ccv . 5

Amax Aonset Redonset ReOxXonset LUMO HOMO

nm nm, eV \" \Y eV eV
LPPy 367 410, 3.02 -2.22 -2.14 -2.66 -5.68
HBPPy-14 367 411, 3.01 -2.23 -2.11 -2.69 -5.70
HBPPy-20 357 409, 3.03 -2.08 -2.14 -2.66 -5.69
HBPPy-33 261, 343 409, 3.03 -2.09 -2.14 -2.66 -5.69
HBPPyBe-14 356 411, 3.01 -2.26 -2.13 -2.67 -5.68
HBPPyBe-20 353 410, 3.02 -2.18 -2.17 -2.62 -5.64

“LUMO level of the polymers were calculated from ReOXonset.
PHOMO level the polymers were calculated from LUMO and Aonset.
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Figure 3. UV-vis absorption spectra of HBPPy (left) and HBPPyBe (right).
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Figure 4. Color change of LPPy, HBPPy and HBPPyBe film via doping.
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Figure 5. Cyclic voltammograms measured at room temperature for LPPy, HBPPy and HBPPyBe on
GC electrodes (electrolyte: acetonitrile with 0.1 M tetrabuthylammonium tetrafluoroborate; scan
rate: 50 mV sec™).
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