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1. *H and **C NMR and HR-MALDI-MS spectra of chromophore la

'"H NMR spectrum (400 MHz, CDCls, 25 °C) of 1a
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Experimental (up) and calculated (down) MALDI spectra of 1a
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2. 'H and **C NMR and HR-MALDI-MS spectra of chromophore 2a

'"H NMR spectrum (500 MHz, CDCls, 25 °C) of 2a
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13C NMR spectrum (100 MHz, CDCls, 25 °C) of 2a
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Experimental (up) and calculated (down) MALDI spectra of 2a
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3. 'H and *C NMR and HR-MALDI-MS spectra of chromophore 3a

'"H NMR spectrum (400 MHz, CDCls, 25 °C) of 3a
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Experimental (up) and calculated (down) MALDI spectra of 3a
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4. 'H and *C NMR and HR-MALDI-MS spectra of chromophore 4a

'"H NMR spectrum (400 MHz, CDCls, 25 °C) of 4a
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Experimental (up) and calculated (down) MALDI spectra of 4a
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5. 'H and *C NMR and HR-MALDI-MS spectra of chromophore 1b

'"H NMR spectrum (400 MHz, CDCls, 25 °C) of 1b
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Experimental (up) and calculated (down) MALDI spectra of 1b

Relative Abundance
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6. 'H and **C NMR and HR-MALDI-MS spectra of chromophore 2b

'H NMR spectrum (400 MHz, CDCls, 25 °C) of 2b
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Experimental (up) and calculated (down) MALDI spectra of 2b
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7. 'H and **C NMR and HR-MALDI-MS spectra of chromophore 3b

'"H NMR spectrum (400 MHz, CDCls, 25 °C) of 3b
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Experimental (up) and calculated (down) MALDI spectra of 3b

Relative Abundance
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8. 'H and **C NMR and HR-MALDI-MS spectra of chromophore 4b

'"H NMR spectrum (400 MHz, CDCls, 25 °C) of 4b
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Experimental (up) and calculated (down) MALDI spectra of 4b
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9. 'H and **C NMR and HR-MALDI-MS spectra of chromophore 5b

'"H NMR spectrum (400 MHz, CDCls, 25 °C) of 5b
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Experimental (up) and calculated (down) MALDI spectra of 5b

Relative Abundance

100+

[d=]
=]

oo
(=]

70

()] )]
=] =]

o
=]

]
(=]

—4
==

=]

100

[d=]
=]

a0

e |
=

=]
=]

I
=]

[T]
Lo ]

]
(=]

—&
=]

=]

1056.25544

Fe
1038266068 1079.24912
108025222
Wl |l ]
~ 105625861
. 105726197
] 1058, 26532 1079.24838
. 1080.25174
E ‘ 105925777 1081.25509
1l || |I 1
|"'|"'''|"'|'"|'"|"'|"'|'"|"'|"'|"'|"'|"'|"'|"'|'"|"'|"'|"'|"'|"'|"'|"'|"'|"'|"I
1060 1070 1080 1090 1100
miz

S20



10. Electrochemistry

Representative CV curve of the oxidation and reduction of compound 1la at Pt electrode
in N,N,-dimethylformamide containing 0.1 M Bu,sNPF¢; scan rate 100mV/s
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Representative CV curve of the oxidation and reduction of compound 2b at Pt electrode
in N,N,-dimethylformamide containing 0.1 M Bu,NPF¢; scan rate 100mV/s
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Representative CV curve of the oxidation and reduction of compound 3a at Pt electrode

in N,N,-dimethylformamide containing 0.1 M Bu,sNPF¢; scan rate 100mV/s
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Representative CV curve of the oxidation and reduction of compound 4a at

in N,N,-dimethylformamide containing 0.1 M BusNPFg; scan rate 100mV/s
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Representative CV curve of the oxidation and reduction of compound 5b at Pt electrode
in N,N,-dimethylformamide containing 0.1 M Bu,NPF¢; scan rate 100mV/s
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11. Electronic absorption and emission spectra

UV/VIS absorption spectra of chromophores 1a-4a in 1,4-dioxane at concentration 1 x 10° M
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UV/VIS absorption spectra of chromophores 1b-5b in 1,4-dioxane at concentration 1 x 10° M
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Emission fluorescent spectra of chromophores 1a-4a in 1,4-dioxane
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Emission fluorescent spectra of chromophores 1b-4b in 1,4-dioxane
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12. HOMO and LUMO visualization

HOMO (red) and LUMO (blue) localizations in 2a

HOMO (red) and LUMO (blue) localizations in 3a
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HOMO (red) and LUMO (blue) localizations in 4a
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HOMO (red) and LUMO (blue) localizations in 1b
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HOMO (red) and LUMO (blue) localizations in 2b
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HOMO (red) and LUMO (blue) localizations in 3b
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HOMO (red) and LUMO (blue) localizations in 4b

HOMO/LUMO

S29



