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Figure S1. 'H NMR spectrum of compound 1 in D20
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Figure S2. COSY spectrum of compound 1 in D20
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Figure S3. HSQC spectrum of compound 1 in D20
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Figure S4. HMBC spectrum of compound 1 in D20
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Figure S5. °C NMR spectrum of compound 1 in D20
13012023_BSC3_pos #396 RT: 0.92 AV: 1 NL: 1.91E7
T: FTMS + ¢ ESI Full ms [150.0000-1500.0000]
- 375.1968
8 a0 376.2027
]
2 60
2
2 4 377.2084
£ 0160.0083 511815 728.0041 865.6722 969.7251 10836449 115254
3 2461552 3031541 2011815 f 396,1730
. ik . 7 474.1143 562.2598 684.2005 | 758.2188 8112581 9026291 1003,0610 11302345
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150

miz

Figure S6. High-resolution mass spectrum of compound 1
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Figure S7. Overlayered conformers and population of Boltzmann averaged conformers of
compound 1 optimized at the DFT/wb97xd/6-31+g(d,p) level in the gas phase.
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Figure S9. COSY spectrum of compound 2 in D20
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Figure S10. HSQC spectrum of compound 2 in D20
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Figure S11. HMBC spectrum of compound 2 in D20
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Figure S12. °C NMR spectrum of compound 2 in D20
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Figure S13. High-resolution mass spectrum of compound 2
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compound 2 optimized at the DFT/wb97xd/6-31+g(d,p) level in the gas phase.
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Figure S19. °C NMR spectrum of compounds 3 and 4 in D20
13012023_BSC1_pos #698 RT: 1.61 AV: 1 NL: 7.25E9
T: FTMS + ¢ ESI Full ms [150.0000-1500.0000]
100 356.1808
80
3
8 1
g
S 60 357.1848
Q -
<<
£ 404
2 b 358.1894
© 204 268.1285 697.5538
1 174.1483 227.1384 a30.1538) 372177 4181815 il 886.1319 1067.5334
0 T T T T T T T T T T T T T T T T T T T e e T T T T T T T T T T T T T T T T T T T T T T T T T e T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100

m/z

Figure S20. High-resolution mass spectrum of compounds 3 and 4
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Figure S24. HMBC spectrum of compounds 5 and 6 in D20
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Figure S25. °C NMR spectrum of compounds S and 6 in D20
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Figure S26. High-resolution mass spectrum of compounds 5 and 6
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Figure S31. °C NMR spectrum of compound 7 in D20
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Figure S32. High-resolution mass spectrum of compound 7
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Figure S36. HSQC spectrum of compound 8 in D20
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Figure S37. HMBC spectrum of compound 8 in D20
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Figure S38. °C NMR spectrum of compound 8 in D20
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Figure S39. High-resolution mass spectrum of compound 8
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Figure S40. Overlayered conformers and population of Boltzmann averaged conformers of

compound 8 optimized at the DFT/wb97xd/6-31+g(d,p) level in the gas phase.
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Figure S41. Absorbance spectra of compounds 1-8 in water.
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