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Figure S1. (A) Absorption spectrophotometric titration of compound 7 as a function of pH and (B)
electronic spectra of 7 and its protonated species 7.H. Solvent: Water; I = 0.1 M NaClOs; T=25.0 + 0.2
°C; =1 cm; [7]wt = 2.00 x 10° M; (1) pH = 3.08; (2) pH = 7.39. The charges have been omitted for the
sake of clarity. The inset of (A) shows the spectral variation at 250 nm as a function of pH. The UV-
visible absorption spectra have not been corrected from dilution effects.
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Figure S2. (A) Absorption spectrophotometric titration of compound 11 as a function of pH and (B)
electronic spectra of 11 and its protonated species 11.H. Solvent: Water/DMSO (91/9 v/v); I=0.1 M
NaClO4; T=25.0+0.2°C; =1 cm; [11]eor = 2.18 x 105 M; (1) pH = 3.18; (2) pH = 6.91. The charges have
been omitted for the sake of clarity. The inset of (A) shows the spectral variation at 250 nm as a
function of pH. The UV-visible absorption spectra have not been corrected from dilution effects.

0.4 g0
L 0.3 n
© ® 0.38
£ 2
5 0.2 Roxr
2}
o
< 01
0.0 : T
250 300 350 400
A (nm)
(A)
=
(8]
s
=
x
w

" 250 300 350 400
A (nm)
(B)

Figure S3. (A) Absorption spectrophotometric titration of compound 17 as a function of pH and (B)
electronic spectra of 17 and its protonated species 17.H. Solvent: Water; I = 0.1 M NaClOs; T =25.0 +
0.2°C; =1 cm; [17]wt = 2.00 x 10° M; (1) pH = 3.13; (2) pH = 7.30. The charges have been omitted for
the sake of clarity. The inset of (A) shows the spectral variation at 250 nm as a function of pH. The
UV-visible absorption spectra have not been corrected from dilution effects.
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Figure S4. (A) Absorption spectrophotometric titration of compound 18 as a function of pH and (B)
electronic spectra of 18 and its protonated species 18.H. Solvent: Water; [ =0.1 M NaClOs; T=25.0 0.2 °C;
I=1 cm; [18]wt=1.84 x 10> M; (1) pH = 3.10; (2) pH = 4.94. The charges have been omitted for the sake
of clarity. The inset of (A) shows the spectral variation at 250 nm as a function of pH. The UV-visible

absorption spectra have not been corrected from dilution effects.
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2. TH-NMR and B¥C-NMR spectra

ku3-197.1150 12 (1D 1H) CDCI3 300MHz

=)
3
R A

L~ N o (=]
1§ S18% 8 3 h
_Q NN NNS © © ‘
J DN
: NHBoc
| H02C\/©/
2
T |
1 |
o |
] |

|

Figure S5. '"H-NMR (300 MHz, CDCls) spectrum of compound 5.
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Figure S6. *C-NMR (75 MHz, CDCls) spectrum of compound 5.
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Figure S7. '"H NMR (300 MHz, CDCls) spectrum of compound 6.
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Figure S8. 13¢NMR (75 MHz, CDCls) spectrum of compound 6.
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KU2-097F1.1135 10 (1D 1H) CDCI3 300MHz
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Figure S9. '"H-NMR (300 MHz, CDCls) spectrum of compound 7.
ku3-67.1223 2 (1D 13C) CDCI3 400MHz
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Figure S10. 3*C-NMR (100 MHz, CDCls) spectrum of compound 7.
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ku3-270p.1221 12 (1D 1H) DMSO 300MHz
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Figure S11. '"H-NMR (300 MHz, DMSO-ds) spectrum of compound 8.
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Figure S12. ®*C-NMR (75 MHz, DMSO-ds) spectrum of compound 8.
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KU3-230K.1215 22 (1D 1H) CDCI3 300MHz
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Figure S13. 'H-NMR (300 MHz, CDCls) spectrum of compound 9.

KU3-230K.1215 20 (1D 13C) CDCI3 300MHz

158021

987'9z1 =
709'9z1 /I
PPN =
697281 =
£r9'eet W -
1eLvEL

sge9sl

oL ——
weesrr/

geL'o”

00¥'€l—

2L9'e—

0l0'ze— —

282891 — —

S08'P8L~__
P05'58L

wdd

T
20

T
40

T
60

T
80

T
100

I
120

T
140

051

%

LIS By B B By [ By B B A R B S

0€ k4 0c Sl oL g 0

Figure S14. ®*C-NMR (75 MHz, CDCls) spectrum of compound 9.
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ku3-234.1218 22 (1D 1H) CDCI3 300MHz
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Figure S15. '"H-NMR (300 MHz, CDCls) spectrum of compound 3.
ku3-234.1218 20 (1D 13C) CDCI3 300MHz
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Figure S16. *C-NMR (75 MHz, CDCls) spectrum of compound 3.
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KU3-250F1.1216 32 (1D 1H) CDCI3 300MHz
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Figure S17. 'H-NMR (300 MHz, CDCls) spectrum of compound 11.

KU3-250F1.1216 30 (1D 13C) CDCI3 300MHz
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Figure S18. 3C-NMR (75 MHz, CDCls) spectrum of compound 11.
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ku3-198k.1150 12 (1D 1H) CDCI3 300MHz
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Figure S19. '"H-NMR (300 MHz, CDCls) spectrum of compound 14.
ku3-198k.1150 10 (1D 13C) CDCI3 300MHz
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Figure 520. *C-NMR (75 MHz, CDCls) spectrum of compound 14.
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KU3-251B.1216 12 (1D 1H) DMSO 300MHz
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Figure S21. 'H-NMR (300 MHz, DMSO-ds) spectrum of compound 15.
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Figure S22. ®*C-NMR (75 MHz, DMSO-ds) spectrum of compound 15.
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Figure S23. '"H-NMR (300 MHz, CDCls) spectrum of compound 16.
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Figure S24. 3C-NMR (75 MHz, CDCls) spectrum of compound 16.



Molecules 2017, 22, 161

ku3_249f3.1217 12 (1D 1H) CDCI3 300MHz

S15 of S31

Q
83—
< 4 " |
NOTOITOOONNDNONDOTNVROO = «— ©0 © -
E-OCOONOATrONRONTANOOTNMODN 3 i
N B s A s e e e e I L A s ox Y
8036600000 NNNINNNNNNGGGG©G GG OO ©
-
o

Figure S25. '"H-NMR (300 MHz, CDCls) spectrum of compound 17.
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Figure S26. *C-NMR (75 MHz, CDCls) spectrum of compound 17.
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.

4,002
—T2912
2,271

g_
& |
] I |
I T | | - Jt k ‘
- 0
16 & & & EI
2A—1S = & = =
=77
pem g 7 6 5 4 3 2 1
Figure S27. '"H-NMR (300 MHz, CDCls) spectrum of compound 18.
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Figure S28. ®*C-NMR (100 MHz, CDCls) spectrum of compound 18.
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KU-272.1223 12 (1D 1H) CDCI3 300MHz
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Figure S29. 'H-NMR (300 MHz, CDCls) spectrum of compound 19.
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Figure S30. ®*C-NMR (75 MHz, CDCls) spectrum of compound 19.
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Figure S31. '"H-NMR (300 MHz, CDCls) spectrum of compound 21a.
KU3-203F1.1202 20 (1D 13C) CDCI3 300MHz
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Figure S32. 3C-NMR (75 MHz, CDCls) spectrum of compound 21a.
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Figure S33. '"H-NMR (300 MHz, CDCls) spectrum of compound 22.
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Figure S34. ®*C-NMR (100 MHz, CDCls) spectrum of compound 22.
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Figure S35. '"H-NMR (300 MHz, CDCls) spectrum of compound 25a.
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Figure S36. *C-NMR (75 MHz, CDCls) spectrum of compound 25a.
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Figure S37. '"H-NMR (300 MHz, CDCls) spectrum of compound 25b.
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Figure S38. 3C-NMR (75 MHz, CDCls) spectrum of compound 25b.
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Figure S39. '"H-NMR (300 MHz, CDCls) spectrum of compound 25c.
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Figure S40. *C-NMR (75 MHz, CDCls) spectrum of compound 25c.
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Figure S41. '"H-NMR (300 MHz, CDCls) spectrum of compound 26.
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Figure S42. 3C-NMR (75 MHz, CDCls) spectrum of compound 26.
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Figure S43. '"H-NMR (300 MHz, CDCls) spectrum of compound 27.
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Figure S44. 3*C-NMR (75 MHz, CDCls) spectrum of compound 27.
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Figure S45. '"H-NMR (300 MHz, CDCls) spectrum of compound 28.
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Figure S46. *C-NMR (75 MHz, CDCls) spectrum of compound 28.



