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Figure S1.1H NMR spectrum (400 MHz) of eleganketal A (1) in DMSO-d6 
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Figure S2. 13C NMR spectrum (100 MHz) of eleganketal A (1) in DMSO-d6 
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Figure S3. HMQC spectrum of eleganketal A (1) in DMSO-d6 
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Figure S4. 1H-1H COSY spectrum of eleganketal A (1) in DMSO-d6 

 



S7 
 

 

Figure S5. HMBC spectrum of eleganketal A (1) in DMSO-d6 
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Figure S6. HRESIMS spectrum of eleganketal A (1). 
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Figure S7. 1H NMR spectrum (400 MHz) of natural methylated product 1a in DMSO-d6 
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Figure S8. 13C NMR spectrum (100 MHz) of natural methylated product 1a in DMSO-d6 
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Figure S9.  HMQC spectrum of natural methylated product 1a in DMSO-d6 
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Figure S10.  HMBC spectrum of natural methylated product 1a in DMSO-d6 
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Figure S11. LRESIMS spectrum of natural methylated product 1a. 
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Figure S12. 1H NMR spectrum (600 MHz) of 2-bromo-3,4,5-trimethoxy benzaldehyde in CDCl3. 
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Figure S13. 13C NMR spectrum (150 MHz) of 2-bromo-3,4,5-trimethoxy benzaldehyde in CDCl3. 



S16 
 

 

Figure S14. 1H NMR spectrum (600 MHz) of 5 in CDCl3. 
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Figure S15. 13C NMR spectrum (150 MHz) of 5 in CDCl3. 
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 Figure S16. 1H NMR spectrum (600 MHz) of 6 in CDCl3. 
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Figure S17. 13C NMR spectrum (150 MHz) of 6 in CDCl3. 
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Figure S18. 1H NMR spectrum (600 MHz) of 7 in CDCl3. 
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Figure S19. 1H NMR spectrum (600 MHz) of 2-ethynyl-6-methyl-3,4,5-trimethoxybenzaldehyde in CDCl3. 
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Figure S20. 13C NMR spectrum (150 MHz) of 2-ethynyl-6-methyl-3,4,5-trimethoxybenzaldehyde in CDCl3. 
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Figure S21. 1H NMR spectrum (600 MHz) of 8 in CDCl3. 
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Figure S22. 13C NMR spectrum (150 MHz) of 8 in CDCl3. 
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Figure S23. 1H NMR spectrum (600 MHz) of 6,6'-(ethyne-1,2-diyl)bis(3,4,5-trimethoxy-2-methyl-benzylalcohol) in CDCl3. 
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Figure S24. 13C NMR spectrum (150 MHz) of 6,6'-(ethyne-1,2-diyl)bis(3,4,5-trimethoxy-2-methyl-benzylalcohol) in CDCl3. 
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Figure S25. 1H NMR spectrum (600 MHz) of 9 in CDCl3. 
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Figure S26. 13C NMR spectrum (150 MHz) of 9 in CDCl3. 
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Figure S27. 1H NMR spectrum (600 MHz) of 10 in CDCl3. 
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Figure S28. 13C NMR spectrum (150 MHz) of 10 in CDCl3. 
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Figure S29. 1H NMR spectrum (600 MHz) of the synthesized (±)-1a in CDCl3. 
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Figure S30. 13H NMR spectrum (150 MHz) of the synthesized (±)-1a in CDCl3. 
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Figure S31.HRESI-MS spectrum of the synthesized (±)-1a. 
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Figure S32. The experimental ECD spectra for the first-eluting enantiomer [(+)-1a, 8S] and 

the second-eluting enantiomer [(-)-1a, 8R] 

 

 

Figure S33. Low-energy conformers (> 2%) of (8S)-1a calculated at B3LYP/6-31G(d) level of theory 

in vacuo. 
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Figure S34. Kohn-Sham orbitals of (8S)-1a attributed to the 358 nm n* [a) n orbital, c) *] and the 

312 nm * [b)  orbital c) *] ECD transitions extracted from the PBE0/TZVP calculation of the 

lowest-energy conformer and plotted with an isovalue of 0.032. 

 

 


