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NMR spectra
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Figure S 1. Proton NMR spectrum of compound 3a.
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Figure S 2. Carbon NMR spectrum of compound 3a.




0ces —

EECE Y

o

=)
<

;

L’;

=
2|2

w3

[ppm]

T

[93i.1]

Figure S 3. Proton NMR spectrum of compound 3b.
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Figure S 4. Carbon NMR spectrum of compound 3b.
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Figure S 5. Proton NMR spectrum of compound 3c.
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Figure S 6. Carbon NMR spectrum of compound 3c.
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Figure S 8. Carbon NMR spectrum of compound 3d.
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Figure S 9. Proton NMR spectrum of compound 3e.
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Figure S 10. Carbon NMR spectrum of compound 3e.
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Figure S 11. Proton NMR spectrum of compound 4d.
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Figure S 12. Carbon NMR spectrum of compound 4d.
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Figure S 13. Proton NMR spectrum of compound 5b.
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Figure S 14. Carbon NMR spectrum of compound 5b.
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Figure S 15. Proton NMR spectrum of compound 5d.
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Figure S 16. Carbon NMR spectrum of compound 5d.



TGA/DSC
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Figure S 17. DSC trace of the second heating cycle of 3a, 3b, 3c and 5b (left) and 3d, 3e, 4d and 5d
(right) recorded at a heating rate of 10 °C min™.
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Figure S 18. DSC trace of the first heating cycle of 3a, 3d, 5b and 5d (left) and TGA trace of 3a, 3b,
3c and 5b (right) recorded at a heating rate of 10 °C min™.
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Figure S 19. TGA trace of 3d, 3e, 4d and 5d (right) recorded at a heating rate of 10 °C min™.



Cyclic voltammetry

0.8 |- 0.8 -

Current [mA]
Current [mA]

-0.6 |

N L \ L N L
0.0 0.5 1.0 0.0 0.5 1.0
Potential vs Fc/Fe' [V] Potential vs Fc/Fc' [V]

Figure S 20. CV curves of 3a, 3c and 5b (left) and 3d, 3e, 4d and 5d (right).

Theoretical calculations

Figure S 21. Spatial distribution of the HOMO (left) and LUMO (right) of 3a.

Figure S 22. Spatial distribution of the HOMO (left) and LUMO (right) of 3c.
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Figure S 23. Spatial distribution of the HOMO (left) and LUMO (right) of 3d.

Figure S 24. Spatial distribution of the HOMO (left) and LUMO (right) of 3e.

Figure S 25. Spatial distribution of the HOMO (left) and LUMO (right) of 4d.



EL spectra
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Figure S 26. EL spectra of devices RI, RIl, Gl and GlI.



