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Figure S1. *H NMR spectrum of compound 1 in DMSO-dg.
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Figure S2. *C NMR and DEPT spectra of compound 1 in DMSO-ds.
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Figure S3. HSQC spectrum of compound 1 in DMSO-dg.
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Figure S4. HMBC spectrum of compound 1 in DMSO-ds.
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Figure S5. COSY spectrum of compound 1 in DMSO-ds.
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Figure S6. NOESY spectrum of compound 1 in DMSO-d.
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Figure S7. *H NMR spectrum of compound 1 in CDCls.
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Figure S8. *C NMR and DEPT spectra of compound 1 in CDCls.
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Figure S9. HSQC spectrum of compound 1 in CDCls.
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Figure S10. HMBC spectrum of compound 1 in CDCls.
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Figure S11. COSY spectrum of compound 1 in CDCls.
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Figure S12. NOESY spectrum of compound 1 in CDCls.




E Elemental Compaosition - O *

File Edit View Process Help

o m@ 8 M O X

Single Mass Analysis A
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 0.0

Element prediction: Of

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

58 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used: W
Mass | calc.Mass | mDa | PPm | DBE | Formula [i-Fm |i-FITNorm | Fitconf% | ¢ | H | 0| Na|
371123 2311127 04 -7 55 (13 HI7 04 9660 n/a n/a 13 17 4
R32
20220117-008 218 (4.258) 1: TOF MS ES-
2.01e+007
100 2371123
%_
238.1159
237 2699
237.0583
ol 23408s0 2990909 " o 239176 5404197 2411078 242 1137 -
L L B L B L B L B L B B LI L L LI BN LR LIS B B B
23400 23500 23600 23700 23800 23900 24000 24100 24200
For Help, press F1 | A

Figure S13. HRESI(-)MS spectrum of compound 1.
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Figure S14. IR spectrum of compound 1.
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Figure S15. UV spectrum of compound 1 (0.2 mg/mL in MeOH).
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Figure S16. *H NMR spectrum of compound 2 in DMSO-d.
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Figure S18. HSQC spectrum of compound 2 in DMSO-dg.

100
110
120

130



e

L1

-

58 5.4 5.0 4.6 4.2 3.8

Figure S19. HMBC spectrum of compound 2 in DMSO-dg.
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Figure S21. NOESY spectrum of compound 2 in DMSO-dg.
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Figure S24. HSQC spectrum of compound 2 in CD3;0D.
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Figure S28. HRESI(+)MS spectrum of compound 2.
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Figure S31. *H NMR spectrum of compound 3 in CDsOD.
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Figure S34. HMBC spectrum of compound 3 in CD30D.
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Figure S41. **C NMR and DEPT spectra of compound 4 in DMSO-d.
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Figure S43. HMBC spectrum of compound 4 in DMSO-d.
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Figure S44. COSY spectrum of compound 4 in DMSO-d.
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Figure S45. NOESY spectrum of compound 4 in DMSO-ds.
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Figure S46. HRESI(+)MS spectrum of compound 4.
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Figure S48. UV spectrum of compound 4 (0.4 mg/mL in MeOH).
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Figure S49. *H NMR spectrum of compound 5 in CDsOD.
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Figure S50. **C NMR and DEPT spectra of compound 5 in CDsOD.
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Figure S51. HSQC spectrum of compound 5 in CD30D.
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Figure S52. HMBC spectrum of compound 5 in CD30D.
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Figure S53. COSY spectrum of compound 5 in CD3;0D.
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Figure S54. NOESY spectrum of compound 5 in CD3;0D.
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Figure S56. IR spectrum of compound 5.
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Figure S57. UV spectrum of compound 5 (0.1 mg/mL in MeOH).
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Figure S58. 'H NMR spectrum of compound 6 in CDs0D.
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Figure S59. *C NMR and DEPT spectra of compound 6 in CDsOD.
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Figure $60. *H NMR spectrum of compound 7 in CDCls.
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Figure S61. *C NMR and DEPT spectra of compound 7 in CDCl.
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