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1. Copy of the HRMS spectrum for compound 3
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Figure S1: HRMS spectrum for the compound 3.
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2. Copy of the IR spectrum for compound 3
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Figure S2: IR spectrum for the compound 3 (ATR technique).

3. Copy of the UV—Vis spectrum for compound 3
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Figure S3: UV—Vis spectrum for the compound 3 (50 uM in MeOH).
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48 4. Copies of NMR spectra for compound 3
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50 Figure S4: 'H-NMR spectrum for the compound 3.
51
O O O N
o A O N D N
I o~ ~ WO ™ LN
8 S S8 h ¥ o
[ [ N N. 4
NT NN

Br

3
101 MHz, CDCl;
60 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

o O O OV MM I ~N o
~ O nNn M~ < O 0 LN o WO 0 o
<) NOYaoaoS ~N O N )
< o0 N N NN AN o o ~ ~ < o
— — = — — ~ i~ —

[ N~/ - e NP2 N

Lo |

T T T T T T T T T

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 [0}

52 f1 (ppm)

53

54 Figure S5: *C{'H}-NMR and DEPT-135 spectra for the compound 3.
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Figure S6: HSQC spectrum for the compound 3.
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Figure S7: HMBC spectrum for the compound 3.

Supporting information, sup-4

L 10
|20
| 30
|40
| so
| 60
|70
| 80
| o0
| 100
L 110

120

+130

_0

10
[ 20
L 30
L a0
| s0
L 60
L 70
| 80
L 90
[ 100
L110
L 120
L 130
L 140
[ 150

[ 160

f1 (ppm)

f1 (ppm)



67
68

69
70

71
72

73
74
75
76
77
78

Acta Cryst. (2023). C79, https://doi.org/10.1107/S2053229623009221

3
400 MHz, CDCl;

G

7.4 7.0 6.6 6.2 5.8 5.4 5.0 4.6 4.2 3.8 3.4 3.0 2.2
f2 (ppm)
Figure S8: Expansion of the HMBC spectrum for the compound 3.
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Figure S9: COSY spectrum for the compound 3.
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