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Experimental of compounds of group A 

An aqueous solution of 40% sodium hydroxide was added to a solution of appropriate ketone 

(200 mg, 1.72-4.44 mmol, 1 eq.) in methanol until pH 13-14. Then, a solution of 3,4,5-

trimethoxybenzaldehyde (1.01-1.10 g, 5.17-10.7 mmol, 3eq.) in methanol was slowly added to 

the reaction mixture. The reaction was left at room temperature for 2-7 days and was monitored 

by TLC. After, crushed ice was added to the reaction mixture and neutralized with 5M HCl solution. 

A precipitate was formed upon cooling to room temperature. This was filtrated, washed with water, 

and purified as indicated below for the referred compounds. 

(1E,4E)-1,5-bis(3,4,5-trimethoxyphenyl)penta-1,4-dien-3-one (6): Purified by crystallization from 

methanol. Yield: 49% as yellow solid; 99.5% purity; mp 127-129 °C (methanol); 1H NMR (CDCl3, 

300.13 MHz) δ: 7.66 (d, J = 15.8 Hz, 2H, H-β), 6.98 (d, J = 15.8 Hz, 2H, H-α), 6.85 (s, 4H, H-2’, -

6’), 3.93 (s, 6H, 3’-, 5’-OCH3), 3.90 (s, 3H, 3’-, 5’-OCH3) ppm; 13C NMR (CDCl3, 75.47 MHz) δ: 

188.6 (C=O), 153.6 (C-3’, -5’), 143.5 (C-β), 140.5 (C-4’), 130.4 (C-1’), 124.9 (C-α), 105.7 (C-2’, -

6’), 61.2 (4’-OCH3), 56.3 (3’-, 5’-OCH3) ppm. 

2,5-bis((E)-3,4,5-trimethoxybenzylidene)cyclopentan-1-one (7): Purified by crystallization from 

methanol. Yield: 90% as yellow solid; 99.5% purity; mp 203-205 ºC (methanol); 1H NMR (CDCl3, 

300.13 MHz) δ: 7.52 (sl, 2H, H-1’’), 6.84 (s, 4H, H-2’, -6’), 3.91 (s, 6H, 3’-, 5’-OCH3), 3.90 (s, 3H, 

4’-OCH3) 3.14 (sl, 4H, H-3) ppm; 13C NMR (CDCl3, 75.47 MHz) δ: 196.0 (C=O), 153.4 (C-2’, -6’), 

139.7 (C-4’), 136.2 (C-2), 134.2 (C-1’’), 131.5 (C-1’), 61.1 (4’-OCH3), 56.3 (3’-, 5’-OCH3), 26.6 (C-

3) ppm.

2,6-bis((E)-3,4,5-trimethoxybenzylidene)cyclohexan-1-one (8): Purified by crystallization from 

methanol. Yield: 60% as yellow solid; 98.9% purity; mp 196-198 ˚C (methanol); 1H NMR (CDCl3, 

300.13 MHz) δ: 7.72 (sl, 2H, H-1’’), 6.71 (s, 4H, H-2’, -6’), 3.89 (s, 6H, 3’-, 5’-OCH3), 3.88 (s, 3H, 

4’-OCH3), 2.95 (td, J = 6.2; 2.0 Hz, 4H, H-3), 1.34 (quintet, J = 6.0 Hz, 2H, H-4) ppm; 13C NMR 

(CDCl3, 75.47 MHz) δ: 190.1 (C=O), 153.1 (C-3’, -5’), 138.9 (C-4’), 137.3 (C-1’’), 135.5 (C-2), 

131.6 (C-1’), 108.0 (C-2’, -6’), 61.1 (4’-OCH3), 56.3 (3’-, 5’-OCH3), 28.6 (C-3), 23.1 (C-4) ppm. 

3,5-bis((Z)-3,4,5-trimethoxybenzylidene)tetrahydro-4H-thiopyran-4-one (9): Purified by 

crystallization from methanol. Yield: 55% as yellow solid; 98.4% purity; mp 219-222 ̊ C (methanol); 

1H NMR (CDCl3, 300.13 MHz) δ: 7.71 (sl, 2H, H-1’’), 6.63 (s, 4H, H-2’, -6’), 3.89 (s, 3H, 4’-OCH3), 

3.88 (s, 6H, 3’-, 5’-OCH3), 3.95 (sl, 4H, H-3) ppm; 13C NMR (CDCl3, 75.47 MHz) δ: 188.9 (C=O), 
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153.3 (C-3’, -5’), 139.1 (C-4’), 137.3 (C-1’’), 133.4 (C-2), 130.7 (C-1’), 107.6 (C-2’, -6’), 61.1 (4’-

OCH3), 56.4 (3’-, 5’-OCH3), 30.2 (C-3,) ppm. 
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NMR spectra 

Figure S1. 1H and 13C NMR spectra of compound BP-M345 (5).
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Figure S2. 1H and 13C NMR spectra of compound 6.
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Figure S3. 1H and 13C NMR spectra of compound 7.
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Figure S4. 1H and 13C NMR spectra of compound 8.
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Figure S5. 1H and 13C NMR spectra of compound 9. 
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Figure S6. 1H and 13C NMR spectra of compound 10.
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Figure S7. 1H and 13C NMR spectra of compound 11.
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Figure S8. 1H and 13C NMR spectra of compound 12.
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Figure S9. 1H and 13C NMR spectra of compound 13.
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Figure S10. 1H and 13C NMR spectra of compound 14. 
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Figure S11. 1H and 13C NMR spectra of compound 15. 
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Figure S12. 1H and 13C NMR spectra of compound 16. 
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Figure S13. 1H and 13C NMR spectra of compound 17. 
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HRMS spectra 

Meas. m/z Ion formula m/z Err [ppm] Err [mDa] 

485.21560 C25H34O8 485.21459 -2.08 -1.01

Figure S14. HRMS spectrum of compound 10. 
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Meas. m/z Ion formula m/z Err [ppm] Err [mDa] 

485.21560 C25H34O8 485.21459 -2.08 -1.01

Figure S15. HRMS spectrum of compound 11. 
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Meas. m/z Ion formula m/z Err [ppm] Err [mDa] 

251.12833 C14H18O4 251.12779 -2.16 -0.54

Figure S16. HRMS spectrum of compound 12. 
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Meas. m/z Ion formula m/z Err [ppm] Err [mDa] 

443.20711 C25H30O7 443.20643 -1.53 -0.68

Figure S17. HRMS spectrum of compound 13. 
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Meas. m/z Ion formula m/z Err [ppm] Err [mDa] 

279.15959 C16H22O4 279.15909 -1.80 -0.50

Figure S18. HRMS spectrum of compound 14. 
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Meas. m/z Ion formula m/z Err [ppm] Err [mDa] 

265.14402 C15H20O4 265.14402 -2.20 -0.58

Figure S19. HRMS spectrum of compound 15. 
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Meas. m/z Ion formula m/z Err [ppm] Err [mDa] 

443.20711 C25H30O7 443.20643 -1.53 -0.68

Figure S20. HRMS spectrum of compound 16. 



27 

Meas. m/z Ion formula m/z Err [ppm] Err [mDa] 

321.20654 C19H28O4 321.20604 -1.57 -0.50

Figure S21. HRMS spectrum of compound 17. 
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Figure S22. HPLC chromatograms of compound 6. 

28 



Retention Time 
0.983 

3.783 
Totals 

Area 
23362 

5716778 
5740140 

Area% 
0.41 

99.59 
100.00 

Height 
6624 

526936 
533560 

Height% 
1.24 

98.76 
100.00 

Figure S23. HPLC chromatograms of compound 7. 
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Figure S24. HPLC chromatograms of compound 8. 
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Figure S25. HPLC chromatograms of compound 9. 
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Figure S26. HPLC chromatograms of compound 10. 
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Figure S27. HPLC chromatograms of compound 11. 
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Figure S28. HPLC chromatograms of compound 12. 
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Figure S29. HPLC chromatograms of compound 13. 
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Figure S30. HPLC chromatograms of compound 14. 
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Figure S31. HPLC chromatograms of compound 15. 
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Figure S32. HPLC chromatograms of compound 16. 
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Figure S33. HPLC chromatograms of compound 17. 

39 




