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Experimental details

Synthetic procedures were performed under Argon atmosphere, in dry solvent unless otherwise
noted. All reagents and solvents were reagent grade and were used without further purification.
Chromatographic purifications were performed using silica gel 60 SDS (particle size 0.040-0.063
mm). Analytical thin-layer chromatography was performed using Merck TLC silica gel 60 F254.
'"H-NMR spectra were obtained on Bruker TopSpin AV-400 (400 MHz) spectrometer. Chemical
shifts are reported in parts per million (ppm) relative to the solvent residual peak (CDCls, 7.27
ppm). BC-NMR chemical shifts (8) are reported relative to the solvent residual peak (CDCls, 77.0
ppm). UV-Vis measurements were carried out on a Shimadzu UV 3600 spectrophotometer. For

extinction coefficient determination, solutions of different concentration were prepared in CH,Cl,
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(HPLC grade) with absorption between 0.1-1 of absorbance using a 1 cm UV cuvette. The emission
measurements were carried out on Cary Eclipse fluorescence spectrophotometer. Mass spectra

(MALDI-TOF) were recorded on a VOYAGER DE™ STR mass spectrometer using dithranol as

matrix. Melting points are uncorrected.

Cyclic  voltammetry was performed in ODCB-acetonitrile (4:1)  solutions.
Tetrabutylammonium perchlorate (0.1 M as supporting electrolyte) were purchased from Acros and
used without purification. Solutions were deoxygenated by argon bubbling prior to each
experiment, which was run under argon atmosphere. Experiments were done in a one-compartment
cell equipped with a platinum working microelectrode (& = 2 mm) and a platinum wire counter
electrode. An Ag/AgNO; (0.01 M in CH3CN) electrode was used as reference and checked against

the ferrocene/ferrocenium couple (Fc/Fc*) before and after each experiment.

The thermal stability was evaluated by TGA on a Mettler Toledo TGA/DSC Start® System under

nitrogen, with a heating rate of 10 °C/min. Heating of crystalline sam
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3. 'H NMR, 3C NMR, FT-IR and MALDI-TOF MS spectra
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Figure S1. '"H NMR spectrum (400 MHz, CDCI5) of 3.
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Figure S2. 13C NMR spectrum (100 MHz, CDCl;) of 3.
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Figure S3. 'H NMR spectrum (400 MHz, CDCI;) of 6.
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Figure S4. FT-IR spectrum of compound 6.
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Voyager Spec #1=>NR(1.00)=>BC=>MC[BP = 898.6, 5905]
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Figure S5. MALDI-TOF MS spectrum of compound 6 (Matrix: Dithranol).
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Figure S6. '"H NMR spectrum (400 MHz, CDCl;) of 8a.
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Figure S7. 3C NMR spectrum (100 MHz, CDCl;) of 8a.
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Figure S8. FT-IR spectrum of compound 8a.



Voyager Spec #1=>NR(1.00)=>BC=>MC[BP = 1311.0, 3356]
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Figure S9. MALDI-TOF MS spectrum of compound 8a (Matrix: Dithranol).
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Figure S10. "H NMR spectrum (400 MHz, CDCl5) of 8b.
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Figure S11. 3C NMR spectrum (100 MHz, CDCl3) of 8b.

180 170 160 150 140 130 120 110

190

2170

1650

2840

2920

T
o
&

0,/ SOUB}ILUSURI |

1000

2000

Wavenumbers /cm-1

3000

Figure S12. FT-IR spectrum of compound 8b.
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Figure S13. MALDI-TOF MS spectrum of compound 8b (Matrix: Dithranol).
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Figure S14. "H NMR spectrum (400 MHz, CDCl3) of 1a
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Figure S15. 3C NMR spectrum (100 MHz, CDCI;) of 1a
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Figure S16. FT-IR spectrum of compound 1a.
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Voyager Spec #1=>NR(1.00}=>MC=>BC[BP = 226.1, 6529]
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Figure S17. MALDI-TOF MS spectrum of compound 1a (Matrix: Dithranol).

Mass (m/z)



80T

—60%

—90C

o 20T
©

Figure S18. '"H NMR spectrum (400 MHz, THF-DS8) of 1b.

929'9¢
106'9¢
0022
LeLLe
[7A3

geyLe
slres —

NV

¥9'06
¢SS0k
€L2'1ol
P0Gl
8688l 1
0LS6L1
888°LCl
cveeet
yLeect
gecooel
clooel
6ceeet
yoceet
198°L€1
ov9orl ——
8ceerl
Leeerl
1E€G°vvL
yiesrl
828yl
8/8'67|
9L2'0G1
899°'LGL
§65°991

2 w4

SN

056°L61

Cothig

ppm

T T T T T T
180 160 140 120 100 80

T
200

Figure S19. 3C NMR spectrum (100 MHz, THF-DS) of 1b.
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Figure S20. FT-IR spectrum of compound 1b.



Voyager Spec #1=>BC=>NR(1.00)=>MC[BP = 225.9, 12376]
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Figure S21. MALDI-TOF MS spectrum of compound 1b (Matrix: Dithranol).



3. Thermogravimetric analysis
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Figure S22. Thermogravimetric analysis of 1a (left) and 1b (right).

4. UV-Visible and emission spectroscopies
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Figure S23. Normalized UV-Vis absorption spectra of compounds 1a (—) and precursor 8a (---)
10> M in THF.
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Figure S24. Normalized UV-Vis absorption spectra of compound 1b (—) and precursor 8b (---) in

-5
10~ M THF.
—— UV-vis r'o
104 ——FL F1.0
Los
0.8 - o8
E 3
= 4
3 —_ = Los —~
& 06 06 = ‘8’ 08 3
& 4
§ 2 H =
£ 2 =
£ o044 o 2 £ g
2 1= 8 =
£ = = =
02 ~\/ 0.2 Loz
0.0 0.0
oo
T T T T T T T T T N T * T . T T
300 400 500 600 700 800 900 300 400 500 600 700 800 900
Wavelength (nm) Wavelength (nm)

Figure S25. Normalized absorption and fluorescence spectra of 1a and 1b to estimated E,_,
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5. Cyclic Voltammetry and Square Wave plots.
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Figure S26. Cyclic Voltammetry of compound 1a and 1b (referred to Fc/Fc*).
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Figure S27. OSWYV of 1a and 1b (anodic window) (referred to Fc/Fc™).
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