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Figure S1. Part of the crystal structure of 1. Broken lines show the O─H···O, N─H···O, C─H···O and π···π stacking interactions. For the sake of clarity, H atoms not involved in H-bonds have been omitted.
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Figure S2. Part of the crystal structure of 2. Broken lines show the O─H···O, N─H···O, C─H···O and π···π stacking interactions. For the sake of clarity, H atoms not involved in H-bonds have been omitted.
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Figure S3. Part of the crystal structure of 3. Broken lines show the O─H···O, N─H···O and C─H···O interactions. For the sake of clarity, H atoms not involved in H-bonds have been omitted.
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Figure S4. Part of the crystal structure of 4. Broken lines show the O─H···O, N─H···O and C─H···O interactions. For the sake of clarity, H atoms not involved in H-bonds have been omitted.
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Figure S5. Part of the crystal structure of 5. Broken lines show the O─H···N and C─H···O interactions. For the sake of clarity, H atoms not involved in H-bonds have been omitted.
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Figure S6. The experimentally recorded and theoretically simulated FT-IR spectra of 1(2).
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Figure S7. The experimentally recorded and theoretically simulated FT-IR spectra of 3.
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Figure S8. The experimentally recorded and theoretically simulated FT-IR spectra of 4.
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Figure S9. The experimentally recorded and theoretically simulated FT-IR spectra of 5.
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Figure S10. 1H NMR spectrum of 1(2).
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Figure S11. 13C NMR spectrum of 1(2).
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Figure S12. 1H NMR spectrum of 3.
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Figure S13. 13C NMR spectrum of 3.
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Figure S14. 1H NMR spectrum of 4.
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Figure S15. 13C NMR spectrum of 4.
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Figure S16. 1H NMR spectrum of 5.
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Figure S17. 13C NMR spectrum of 5.
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Figure S18. UV-Vis. spectrum of 1(2) in DMSO.
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Figure S19. UV-Vis. spectrum of 3 in DMSO.
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Figure S20. UV-Vis. spectrum of 4 in DMSO.
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Figure S21. UV-Vis. spectrum of 5 in DMSO.













image3.jpeg




image4.jpeg




image5.jpeg




image6.jpeg
Transmittance (%)

theoretical

experimental

[

W
ﬁ/\

|

4000

T
3500

T
3000

v | L | . |
2500 2000 1500
Wavenumber (cm'l)

T
1000

T
500




image7.jpeg
Transmittance (%)

experimental

15 4
. theoretical
0 -
v | | Y I ! I ! I ¥ I I
4000 3500 3000 2500 2000 1500 1000 500

Wavenumber (cm'l)




image8.jpeg
Transmittance (%)

90

75

60

45 -

30

15

0 -

Y (W\m

{ \E ° D
- W‘\c. WA h

theoretical

experimental

T T : T T T E T T T y T
4000 3500 3000 2500 2000 1500 1000

Wavenumber (cm'l)

500




image9.jpeg
Transmittance (%)

75
60

45 -

30

S T

15 H

. theoretical experimental
0 -

| L | . | I Y I
2500 2000 1500 1000 500
Wavenumber (cm'l)

y T g T
4000 3500 3000




image10.jpeg
_-8.44
~8.43
127
~725
6.57
4.48
2.44

"H NM R (400 M Hz, DM SO) 5 8.43 (d, J = 4.7 Hy, 1H), 7.26
(d, J = 4.7 Hz, 1H), 6.57 (s, 1H), 4.48 (s, 1H), 2.44 (s, 1H).

— OH

HO' 7 =N \ /

1.00
0.76

1
105

4 0734

e —
e ®
= =1
- ~

T T

850 845 840 835 830 825 735 730 725

T T AT T T T 4T T T

720 715 71865 6.60 6.55 6.504.65 4.60 4.55 4.50

445 440 435250 245 240
f1 (ppm)




image11.jpeg
9T°6E
L¥'6E
89°6F

68°6E
0Tt
TE0¥

5°0%

06'19—

65 TTT—

8P PET—

SS'6VT—~
€TTST—

T§'99T—

OH

N*

80°ST
BOET
€L°59
0L°9€
TT'8E
06°0€

174

- e

—L6'ET

—ITET

=—TTvT
- T0'E

— L0'8

-10

200 190 180 170 160 150 140 130 120 110 P %00 ) 90 80 70 60 50 40 30 20 10
1 (ppm

210




image12.jpeg
2 = = e = Tas
z S i sREEg i aN&
S I < PP I =S
7 | | ~\o ils
'H NMR (400 MHz, DMSO0) 6 10.69 (s, 1H), 7.03 (s, 1H), 6.57 (s, 1H), 2.72
(q, J = 7.5 Hz, TH), 2.51 (5, 1H), 1.22 (1, J = 7.6 Hz, 1H).
Q
N, NH
o HTTXy
HO /
o
I
1
|
1
I
N ) _ _ L
= i = Sl _r A T 1
2 @ ® cowr o g
v - S S Rw S EN =
- — ) — T 1 e
T I T R I T I I I S T T T
11.0 10.8 10.6 104 7.1 6.9 6.7 6.3 2.9 2.7 2.5 2.3 14 1.2

6.5
1 (ppm)




image13.jpeg
65S8°CT—
£68°0T—

LTE'6E
9E5°6€E
SYL6E

£56°6E
9T°0F
TLEOF

645°0F

889°0ZT—
8TT'SET—

POT'6VT—

¥06°£9T—

HO!

— 00T
- 8T
66'T
£6's
60'TT
SCET
66'6
9
10T

- 60

= S8'T

= 00'T

= EO'T

-10

200 190 180 170 160 150 140 130 120 110 P %00 ) 90 80 70 60 50 40 30 20 10
1 (ppm

210




image14.jpeg
'H NMR (400 MHz, DMSO) 5 7.43 (s, 15H), 7.41 (t, J = 7.7 Hz, 48H),
7.40 (d, J = 7.7 Hz, 28H), 7.39 (s, 8H), 6.59 (s, 65H), 6.59 (s, 11TH), 6.41
(dd, J = 7.3, 4.1 Hz, 133H), 6.41 (dd, J = 7.3, 4.1 Hz, 150H), 2.51 (s, 10H),
2.51 (s, 11H), 2.28 (s, 123H), 2.28 (s, 127H).

o= P [
R k4 IITIY
RN é PRI
NI I S

2.51
2.28

HaN
0
7/ N\._, o
N*—H N _ N 41,0
TN/
)
NH,
1
i
I
I
A
s o T T
oo = = 4 @ a
32z 5 03 g A
] 3 & < o
e e —
7.6 %5 74 2s 7.2 &1 7.0 6.9 6.8 6.7 6.6 6.5 6.4 6.3 6.2 6.1 6.0 5.9 k¥ 5 26 &5 24 e 2.2




image15.jpeg
ssTTT— - —5£0Z
gecioe €87'T
SEVBE .

. 159
YbO'6E .

. 198'%
£58'6¢ o
z90'01 pradd
oLz ov 2 et
osv0p T

&
\mw—/
4 -4
=
=
e e
[]
o
66T°L0T— - -850
TIETIT— \ —016'T
o
ost'sET— © 8T
8L0°0PT— - ~g99'T
| i
. T
=, 2
9TTEST— \ ~8zTT
89£'85T— _ —0sTT
616'80T— A =190'T

-10

200 190 180 170 160 150 140 130 120 110 P %00 ) 90 80 70 60 50 40 30 20 10
1 (ppm

210




image16.jpeg
=) o ®® EE R 3 ]
= 8 &8 =R RTR] ) o
« % 5 8 e e © FITTYT
‘ pN 2 Ay

'H NMR (400 MHz DMSO0) 3 13.10 (s, 3H), 8.86 — 8.73 (m, 98H), 8.98 — 8.59 (m, 981I), 7.81
(dd, 7 = 3.0, 1.1 iz, 98H), 7.81 (dd, J = 3.0, 1.1 Tz, 98H), 6.64 (s, 52H), 6.64 (5, S3M), 4.53 — 4.17
(m, 104H), 4.44 — 4.28 (m, 102H), 2.51 (s, 18H), 2.51 (s, 17H), 1.33 (dd, J = 9.3, 4.9 Hz, 151H),
1.33 (ad, J = 9.3, 4.9 Hz, 153H).

Ho X N\ o/\

OH

2.51

1.34
1.34
1.32
131

F

L
.
%@

[l i Fio o e
% o oo L% o 23
= L S ] el o = e e
] c o i Z3 dg %< ac
b 5% 5 g ] SsS RS .
135 13.0 125 12.0 9.0 8.5 8.0 75 7.0 5.0 4.5 4.0 3.0 25 2.0 > 1.0

6.5
f1 (ppm)




image17.jpeg
6EPT—

8T°6E
61°6E
0L°6E

06°6€
T1°0%
zEe0h

£5°0F

T0°7T9—

6T —

WreET—
LY LET—

ST'TIST—

S0°S9T~
€991

RGN FURTROIN NSO

—66'9T

56'8
68°TE
1344
91°89
90°LY
v9°LE

06'6

—b0'9T

—6T'TE

—oT'vT

b s S

—98'0¢

— T8'S
™ 66'6

-10

200 190 180 170 160 150 140 130 120 110 P %00 ) 90 80 70 60 50 40 30 20 10
1 (ppm

210




image18.jpeg
Absorbance

HO = H_N\ /

! I ! I T I ' I ' I ' 1
350 400 450 500 550 600
Wavelength (nm)




image19.jpeg
Absorbance

HO =

' I ' I ! I ! I T I ' I ' I ' 1
250 300 350 400 450 500 550 600
Wavelength (nm)




image20.jpeg
Absorbance

. HN
/ \N*—H © AN o H—N; 4-H,0
— \ /
o
NH;

T
250

T
300

I % I . | . | 2 I . 1
350 400 450 500 550 600
Wavelength (nm)




image21.jpeg
Absorbance

3 =]
4 o (0]
2 N
HO\H/\)‘\OH X S
0 Z
1 -
0 -
— T T T T T T T

T
200 250 300 350 400 450

Wavelength (nm)

T
500

T
550

1
600




image1.jpeg




image2.jpeg




