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Figure S1: EIMS spectrum of 1
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Figure S2: Enlarged EIMS spectrum of 1
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Figure S3: HR-EI-MS spectrum of 1

© 2023 ACG Publications. All rights reserved.



EEgEE 1§ 5%
e | |

S = . I
. ¥
B2 “
AdA -
1 13 11 10 # B 7 [ H] I EH [
f1 ippm)

Figure S4: 'H-NMR (500 MHz, MeOD) spectrum of 1
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Figure S5: Enlarged '"H-NMR (500 MHz, MeOD) spectrum of 1
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Figure S6: >*C-NMR (125 MHz, MeOD) spectrum of 1
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Figure S7: 3C-NMR and DEPT (125 MHz, MeOD) spectra of 1
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Figure S8: HSQC spectrum of 1
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Figure S9: HMBC spectrum of 1
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Figure S10: Enlarged HMBC spectrum of 1
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Figure S11: Enlarged HMBC spectrum of 1
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Figure S12: 'H-'H COSY spectrum of 1
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Figure S13: '"H-NMR (500 MHz, MeOD) spectrum of 2
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Figure S14: C-NMR and DEPT (125 MHz, MeOD) spectra of 2
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Figure S15: '"H-NMR (500 MHz, MeOD) spectrum of 3
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Figure S16: *C-NMR and DEPT (125 MHz, MeOD) spectra of 3
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Figure S17: '"H-NMR (500 MHz, MeOD) spectrum of 4
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Figure S18: ’'C-NMR and DEPT (125 MHz, MeOD) spectra of 4
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Figure S19: 'H-NMR (500 MHz, MeOD) spectrum of 5
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Figure S20: *C-NMR and DEPT (125 MHz, MeOD) spectra of 5
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Figure S21: '"H-NMR (500 MHz, MeOD) spectrum of 6
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Figure S22: 3C-NMR and DEPT (125 MHz, MeOD) spectra of 6
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S1: 'H- and *C-NMR data of 2-6

2-Methoxy-3-bromo-5-hydroxymethylphenol (2): 'H NMR (MeOD, 500 MHz) 6 7.00 (1H, d, J = 1.9),
6.82 (1H, d, J=1.9), 4.46 (2H, s), 3.79 (3H, s); *C NMR (MeOD, 125 MHz) ¢ 152.5 (C), 145.4 (C),
140.6 (C), 122.8 (CH), 117.9 (C), 115.5 (CH), 64.2 (CH>), 60.8 (CH3).

5-(2,3-Dihydroxybenzyl)-3,4-dibromobenzene-1,2-diol (3): 'H NMR (MeOD, 500 MHz) J 6.47 (2H,
s), 4.02 (2H, s); *C NMR (MeOD, 125 MHz) 6 146.4 (C), 144.5 (C), 132.6 (C), 116.9 (C), 116.7
(CH), 114.5 (CH), 45.4 (CH>).

5-(2-bromo-3,4-dihydroxy-6-(methoxymethyl)benzyl)-3,4-dibromobenzene-1,2-diol (4): '"H NMR
(MeOD, 500 MHz) 6 6.87 (1H, s), 6.07 (H, s), 4.19 (2H, s), 4.12 (2H, s), 3.27 (3H, s); *C NMR
(MeOD, 125 MHz) ¢ 146.2 (C), 145.6 (C), 144.4 (C), 143.8 (C),132.7 (C), 130.3 (C),130.2 (C), 116.8
(CH), 116.2 (C), 115.6 (C), 115.1 (CH), 114.1 (C), 74.1 (CH»), 58.3 (CH3), 39.8 (CH>).

Methyl 2-(3,5-dibromo-4-hydroxybenyl)acetate (5): 'H NMR (MeOD, 500 MHz) 6 7.35 (2H, s), 3.68
(3H, s), 3.52 (2H, s); *C NMR (MeOD, 125 MHz) § 173.7 (C), 153.7 (C), 134.0 (CH), 134.0 (CH),
127.5 (C), 119.9 (C), 112.9 (C), 52.7 (CH3), 39.8 (CH»).

3,4-Dibromo-5-(methoxymethyl)benzene-1,2-diol (6): "H NMR (MeOD, 500 MHz) 6 6.92 (1H, s), 4.41
(2H, s), 3.39 (3H, s); *C NMR (MeOD, 125 MHz) § 146.2 (C), 145.2 (C), 131.0 (C), 115.8 (CH),
115.3 (C), 114.3 (C), 75.9 (CH>), 58.5 (CH3).
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Figure S23: SciFinder search results of 1 and the NMR data of compounds
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