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TH NMR data
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Figure ESI1. "H NMR spectrum (300 MHz, CDCI;) of compound 8.
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Figure ESI2. "H NMR spectrum (400 MHz, CDCI;) of compound 9.
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Figure ESI3. '"H NMR spectrum (300 MHz, CDCl;) of compound 13.



L

Chemical Shift (ppm}

Figure ESI4. '"H NMR spectrum (300 MHz, CDCls;) of compound 14.
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Figure ESI5. "H NMR spectrum (300 MHz, CDCIs) of compound 15.
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Figure ESI6. "H NMR spectrum (300 MHz, CDCIs) of compound 16.
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Figure ESI7. '"H NMR spectrum (300 MHz, CDCI;) of compound 17.
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"H NMR spectrum (300 MHz, CDClI3) of compound 18.
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Figure ESI9. '"H NMR spectrum (400 MHz, CDCl;) of compound 19.
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Figure ESI10. "H NMR spectrum (400 MHz, CDCIs) of compound 20.
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Figure ESI11. '"H NMR spectrum (400 MHz, CDCI5) of compound 21.
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Figure ESI12. '"H NMR spectrum (400 MHz, CDCI3) of compound 22.

13



T Y
0.82 0.95 1.001.96 1.03 1.03 197 185303 2
= N M W W N u 4o
s B ns = e e B A RE T
11 10 3 8 6 5 4 3 2

7
Chemical Shift (ppm)

Figure ESI13. '"H NMR spectrum (400 MHz, CDCI5) of compound 23.
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Figure ESI14. "H NMR spectrum (400 MHz, CDCl3) of compound 24.
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Figure ESI15. '3C NMR spectrum (75,4 MHz, CDCI3) of compound 19.
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Figure ESI16. '3C NMR spectrum (100.6 MHz, CDCI;) of compound 20.
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Figure ESI17. '3C NMR spectrum (75.4 MHz, CDClI3) of compound 21.
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Figure ESI18. '3C NMR spectrum (100.6 MHz, CDCl3) of compound 22.
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Figure ESI19. '3C NMR spectrum (100.6 MHz, CDCI;) of compound 23.
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Figure ESI20. '3C NMR spectrum (75.4 MHz, CDClI3) of compound 24.
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Figure ESI21. FTIR spectra of 8.
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Figure ESI22. FTIR spectra of 9.
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Figure ESI23. FTIR spectra of 13.
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Figure ESI24. FTIR spectra of 14.
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Figure ESI25. FTIR spectra of 15.
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Figure ESI26. FTIR spectra of 16.
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Figure ESI27. FTIR spectra of 17.
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Figure ESI28. FTIR spectra of 18.
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Figure ESI29. FTIR spectra of 19.
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Figure ESI30. FTIR spectra of 20.
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Figure ESI31. FTIR spectra of 21.
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Figure ESI32. FTIR spectra of 22.
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Figure ESI33. FTIR spectra of 23.
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Figure ESI34. FTIR spectra of 24.
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HRMS data
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Figure ESI35. HRMS data of 19.
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Figure ESI36. HRMS data of 20.
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Figure ESI37. HRMS data of 21.
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Figure ESI38. HRMS data of 22.

39




Intens.

+MS, 0.4min #23

x108 274.2741

151 OAO - ESI +

238.0863
1.04
07 343.1077 441.1884 507942
197.0786 } } 399.1779 593.4022 725.4808
0.0 walln n LAL.[LL
200 400 600 800 1000 mz
Intens. +MS, 0.4min #23
x105
5073942

4 M+ H*

34

24

508.3977
14
N 509.4011
506.5 507.0 507.5 508.0 508.5 509.0 509.5 510.0 510.5 mz
Meas. m/z lon Formula m/z err [ppm] mSigma rdb e Conf N-Rule
507.3942 C33H51N202 507.3945 0.5 17.0 9.5 even ok

Figure ESI39. HRMS data of 23.
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Figure ESI40. HRMS data of 24.




Additional Photophysical data
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Figure ESI41. UV-Vis absorption (left) and normalized fluorescence emission
(right) spectra of amine 19 (~10° M). (Lexc=328 nm for ethanol and acetonitrile and

hexc=332 nm for toluene). The asterisk indicates the Raman signal.
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Figure ESI42. UV-Vis absorption (left) and normalized fluorescence emission
(right) spectra of amine 20 (~10° M). (Aexc=327 nm for ethanol, Aexc=350 nm for

acetonitrile and L¢x=332 nm for toluene). The asterisk indicates the Raman signal.

42



0.8

— Ethanal
] ——Toluene 1.04
0.7 Acetonitrile ’
0.6+ § 0.8
1 n
g 05- g
S ] @ 0.6
o 044 8
[
o N
8 0.3 1 T 0.4
2 . - g 4
0.2- S
: 024 , |
0.1 " ‘
0.0 T T T T L 1 0.0 '|'|'|'|'|\':"|
250 300 350 400 450 350 400 450 500 550 600 650
Wavelength (nm) Wavelength (nm)

Figure ESI43. UV-Vis absorption (left) and normalized fluorescence emission
(right) spectra of amine 21 (~10° M). (Aexc=327 nm for ethanol and acetonitrile and

Lexc=332 nm for toluene). The asterisk indicates the Raman signal.
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Figure ESI44. UV-Vis absorption (left) and normalized fluorescence emission
(right) spectra of amine 22 (~10° M). (Aexc=342 nm for ethanol, iec=343 nm for

acetonitrile and A..=348 nm for toluene). The asterisk indicates the Raman signal.
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Figure ESI45. UV-Vis absorption (left) and normalized fluorescence emission
(right) spectra of amine 22 (~10° M). (Aexc=341 nm for ethanol, Aexc=342 nm for

acetonitrile and L¢x=347 nm for toluene). The asterisk indicates the Raman signal.
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Figure ESI46. UV-Vis absorption (left) and normalized fluorescence emission
(right) spectra of amine 24 (~10° M). (Aexc=342 nm for ethanol and acetonitrile and

Lhexc=348 nm for toluene). The asterisk indicates the Raman signal.
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Figure ESI47. UV-Vis absorption spectra of compound 20 (left) and 23 (right) (~10-
5 M) at different solutions of SDS in Tris/HCI (pH 9.0) and MilliQ Water below (4

mM) and above (12 mM) cmc.
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Figure ESI48. Normalized fluorescence emission spectra of compound 20 (left)
and 23 (right) (~10-° M) at different solutions of SDS in Tris/HCI (pH 9.0) and MilliQ

Water below (4 mM) and above (12 mM) cmc.
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Additional calculations

.

Figure ESI49. Geometry of the transition state of the proton transfer of molecule
19.
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