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S1. Cyclic voltammogram for Q1 in dry CH3;CN (0.2 M TBATFB) at a glassy carbon electrode at

-1 . . .
50 mV s™ using a silver wire reference.
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S2. Cyclic voltammogram for Q2 in dry CH3;CN (0.2 M TBATFB) at a glassy carbon electrode at

-1 . . .
50 mV s™ using a silver wire reference.
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S3. Cyclic voltammogram for Q3 in dry CH3CN (0.2 M TBATFB) at a glassy carbon electrode at

-1 . . .
50 mV s™ using a silver wire reference.
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S4. Cyclic voltammogram for Q4 in dry CH3CN (0.2 M TBATFB) at a glassy carbon electrode at

-1 . . .
50 mV s™ using a silver wire reference.

S6



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

N
o
|

OiPr falle]

~— AE=227eV —
Fc'/Fe

Current /uA
N = - N W
o o o o o o

w
S

10 05 00 05 10 15 20
Potential / V

S5. Cyclic voltammogram for QS in dry CH3CN (0.2 M TBATFB) at a glassy carbon electrode at

-1 . . .
50 mV s™ using a silver wire reference.
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S6. ORTEP for X-ray determined structure of 14B (Q2). Thermal ellipsoids are shown at 15%
probability.
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S7. Computer calculated structures for Q1 (top) and Q2 (bottom) using DFT (B3LYP) and the 6-

311G basis set.
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S8. Absorption spectra recorded for Q1 (black), Q2 (red), Q3 (blue), Q4 (green) and QS (cyano)

in MeCN.
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Table 2. Photophysical properties collected for Q2 in a range of solvents.

Solvent n’ g Aags/nm | Apm/ nm | SS Jem | A/ eV
THE® 1.405 7.58 439 606 6277 0.39
EA‘ 1.372 6.02 439 606 6277 0.39
DCM® 1.431 9.1 446 632 6599 0.41 (0.47
MeTHF' 1.403 6.97 441 598 5954 0.37
Bu,O 1.399 3.1 446 585 5328 0.33
DMF?® 1.431 36.7 430 640 7631 0.47
MeCN 1.344 37.5 433 644 7567 0.47
CHX" 1.426 2.02 467 561 3588 0.22
Toluene 1.493 2.4 447 595 5564 0.34
Pentane 1.358 2.1 438 556 4845 0.30
CCly 1.460 2.2 459 587 4750 0.29

‘refractive index, "dielectric constant, ‘Tetrahydrofuran, ‘ethyl acetate, °dichloromethane,

"methyltetrahydrofuran, 8N, N-dimethylformamide, "cyclohexane. 'calculated by A= Aaps-AE
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S9. Absorption and emission profiles recorded for Q1 in MeCN (top) and cyclohexane (bottom).
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S10. Absorption and emission profiles recorded for Q4 in cyclohexane (top) and MeCN

(bottom).
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S11. Absorption and emission profiles recorded for QS5 in cyclohexane (top) and MeCN (bottom)
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Figure S1. "H NMR spectrum of compound 8B.
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Figure S2. '"H NMR spectrum of compound 8B (8.5-7.0 ppm).
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Figure S3. "H NMR spectrum of compound 8B (2.5-0.0 ppm).

S17



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

LT~ - = o= =] () W Oh W W - oD Ty

= = & - r'-$tn -] mglﬁr\lr—hcﬁﬁl ~~ < =t M~ 20 =1 == ] =
ol = = — =@ o0 D WD D = D o e :

o Oh O == "= ™ o I o B o o o o I} Lol i, = =) uy (=33 Urln | Lag’
— — ——— o s e fp T (T, e T e e T ™~ - - - i " cleded -

kel G || A

T T T T T T R | T T P S N T T T T o R T

I T | T | T - I | T
175 150 125 o0 T 50 23

Figure S4. °C NMR spectrum of compound 8B.
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Figure $6. '"H NMR spectrum of compound 9A.
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Figure S7. "H NMR spectrum of compound 9A (2.5-0.0 ppm).
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Figure S8. °C NMR spectrum of compound 9A.
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Figure S9. °C NMR spectrum of compound 9A (45-0.0 ppm).
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Figure S10. *C NMR spectrum of compound 9A (155-115 ppm).
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Figure S11. '"H NMR spectrum of compound 13A.
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Figure S12. '"H NMR spectrum of compound 13A (2.2-0.0 ppm).
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Figure S13. '"H NMR spectrum of compound 13A (8.5-5.5 ppm).
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Figure S14. *C NMR spectrum of compound 13A.
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Figure S15. *C NMR spectrum of compound 13A (60—0.0 ppm).
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Figure $16. '"H NMR spectrum of compound Q1.
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Figure S17. '"H NMR spectrum of compound Q1 (8.8—4.6 ppm).
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Figure S$18. '"H NMR spectrum of compound Q1 (2.4-0.0 ppm).
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Figure $19. °C NMR spectrum of compound Q1.
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Figure $20. °C NMR spectrum of compound Q1 (80-0.0 ppm).
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Figure S22. '"H NMR spectrum of compound Q2.
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Figure $23. '"H NMR spectrum of compound Q2 (8.5-7.1 ppm).
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Figure S24. '"H NMR spectrum of compound Q2 (5.0-0.0 ppm).
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Figure S25. *C NMR spectrum of compound Q2.
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Figure $26. °C NMR spectrum of compound Q2 (160—115 ppm).
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Figure $27. >C NMR spectrum of compound Q2 (42-21 ppm).
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Figure S28. '"H NMR spectrum of compound Q3.
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Figure $29. '"H NMR spectrum of compound Q3 (1.55-1.0 ppm).
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Figure S30. '"H NMR spectrum of compound Q3 (5.5-2.0 ppm).
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Figure S31. '"H NMR spectrum of compound Q3 (0.8-0.0 ppm).
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Figure S32. *C NMR spectrum of compound Q3.
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Figure S33. '"H NMR spectrum of compound Q4.
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Figure $34. '"H NMR spectrum of compound Q4 (9.0-7.0 ppm).
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Figure $35. "H NMR spectrum of compound Q4 (5.0-0.0 ppm).
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Figure $36. °C NMR spectrum of compound Q4.
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Figure $37. °C NMR spectrum of compound Q4 (160—115 ppm).
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Figure S38. *C NMR spectrum of compound Q4 (60—0.0 ppm).
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Figure S39. °C NMR spectrum of compound Q4 (100-50 ppm).
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Figure $40. '"H NMR spectrum of compound Q5.
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Figure S41. '"H NMR spectrum of compound Q5 (9.0-7.0 ppm).

S55



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

ooy = o O o i L = e i B =T = el s
(=N R A~ o o o= = RV — BV CIND OO —
Z e —Sco ———SSSXxRmEoee
- o e et Lo o o o i Soooo o999
l\ |
1 ‘ ‘l
Il |
i
h ‘ ll ||.”f}
|\ ’ I : ' oW
|1 |
I | iﬂ [
| MJ
\ |‘ | L
[ . | W '
[\, Y V
o /] | A N
__ \\___ . L A (Y. i
RN AR R RARAE RARRN AR AR AR RARE . ((‘ . ]J!.I.... . ‘.‘I\. 111
i3 L& 4z 41 is ik 4 12 in 23 n 18 I 14 [ | E n4

Figure S42. '"H NMR spectrum of compound Q5 (5.0-0.0 ppm).

S56



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

Wy

2
-

“ 1 of - 02 4 ) Wen W O —
eEn o O~ e el ol T 00 = — 1 3 =T G
i A RS SmodTalE ST o0
W e v — - - WD SO M e = O O~
oo 00 i W = NN OOl OOl ) O] — —

[ W v e o0 ) WA=~ O — —=r
[=N- Ny K- - o el ) N = D " T T —
vy On P~ = o [ - _—0 = OnI~- oGt
[l = = = Wy = oD em o Oy e
== =~ - wov =X €N (o I o o B o I o

Figure S43. *C NMR spectrum of compound Q5.
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Figure S44. BC NMR spectrum of compound QS (160—-115 ppm).
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Figure $45. °C NMR spectrum of compound Q5 (60—0.0 ppm).
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Figure $46. °C NMR spectrum of compound Q5 (85-70 ppm).
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