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Spectra of compounds 

 

1. Xanthyletin (compound 1) 

 
1H NMR (400 MHz, DMSO-d6): δ 7.93 (d, J = 9.6 Hz, 1H), 7.41 (s, 1H), 6.77 (s, 1H), 6.49 (d, J = 10.0 Hz, 1H), 6.27 (d, J = 9.6 Hz, 1H), 

5.85 (d, J = 10.0 Hz, 1H), 1.42 (s, 6H). 

 
1H NMR (400 MHz, CDCl3): δ 7.59 (d, J = 9.6 Hz,1H), 7.27 (s, 1H), 6.72 (s, 1H), 6.34 (d, J = 10.0 Hz, 1H), 6.22 (d, J = 9.6, Hz, 1H), 5.70 

(d, J = 10.0 Hz, 1H), 1.47 (s, 6H). 

 
13C NMR (101 MHz, DMSO-d6): δ 160.58, 156.55, 155.31, 144.70, 131.80, 126.01, 120.92, 118.61, 113.12, 113.10, 103.83, 78.14, 28.40. 

 
13C NMR (101 MHz, CDCl3): δ 161.29, 156.86, 155.43, 143.42, 131.25, 124.79, 120.78, 118.55, 112.99, 112.73, 104.40, 77.75, 28.35. 

 

HRMS: calcd for C14H12O3 [M+H]+: 229.0859, found 229.0857. 

 

 

 

 

 

 

 

 

 

 

 
 

1H NMR spectrum of compound 1 (DMSO-d6): 



 

 



13C NMR spectrum of compound 1 (DMSO-d6): 

 

 



1H NMR spectrum of compound 1 (CDCl3): 

 



13C NMR spectrum of compound 1 (CDCl3): 

 

 



HRMS spectrum of compound 1: 

 

 
 

 

 

 

hjp05 #423 RT: 4.05 AV: 1 NL: 1.03E10
T: FTMS + p ESI Full ms [100.00-1500.00]
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2. Luvangetin (compound 2) 

 
1H NMR (400 MHz, DMSO-d6): δ 7.92 (d, J = 9.6 Hz, 1H), 7.18 (s, 1H), 6.48 (d, J = 10.0 Hz, 1H), 6.29 (d, J = 9.6 Hz, 1H), 5.88 (d, J = 

10.0 Hz, 1H), 3.86 (s, 3H), 1.46 (s, 6H).  

 
1H NMR (400 MHz, CDCl3): δ 7.59 (d, J = 9.6 Hz,1H), 7.27 (s, 1H), 6.72 (s, 1H), 6.34 (d, J = 10.0 Hz, 1H), 6.22 (d, J = 9.6, Hz, 1H), 5.70 

(d, J = 10.0 Hz, 1H), 1.47 (s, 6H). 

 
13C NMR (101 MHz, DMSO-d6): δ 160.22, 148.88, 148.01, 145.01, 135.21, 131.87, 121.23, 120.21, 119.25, 113.39, 113.26, 78.16, 77.35, 

61.25, 28.18.  

 
13C NMR (101 MHz, CDCl3): δ 160.64, 149.30, 148.29, 143.62, 135.64, 131.24, 121.09, 119.12, 119.10, 113.23, 112.99, 77.81, 77.25, 

61.41, 28.21.  

 

HRMS: calcd for C15H14O4 [M+H]+: 259.0965, found 259.0961. 

 

 

 

 

 

 

 

 

 

 

 

 
 



1H NMR spectrum of compound 2 (DMSO-d6): 

 

 



13C NMR spectrum of compound 2 (DMSO-d6): 

 

 



1H NMR spectrum of compound 2 (CDCl3): 

 

 



13C NMR spectrum of compound 2 (CDCl3): 

 

 



HRMS spectrum of compound 2: 

 

 

 

 

 

hjp07 #425 RT: 4.07 AV: 1 NL: 8.31E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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3. Avicennin (compound 3) 

 
1H NMR (400 MHz, DMSO-d6): δ 8.05 (d, J = 9.6 Hz, 1H), 7.30 (d, J = 16.4 Hz, 1H), 6.61 (dd, J = 16.4, 10.0 Hz, 2H), 6.37 (d, J = 9.6 

Hz, 1H), 5.87 (d, J = 10.0 Hz, 1H), 5.15 (s, 2H), 3.75 (s, 3H), 1.97 (s, 3H), 1.47 (s, 6H).  

 
1H NMR (400 MHz, CDCl3): δ 8.04 (d, J = 9.6 Hz, 1H), 7.41 (d, J = 16.4 Hz, 1H), 6.75 (d, J = 16.4 Hz, 1H), 6.63 (d, J = 10.0 Hz, 1H), 

6.28 (d, J = 9.6 Hz, 1H), 5.68 (d, J = 10.0 Hz, 1H), 5.19 (d, J = 1.4 Hz, 1H), 5.13 (s, 1H), 3.79 (s, 3H), 2.04 (s, 3H), 1.51 (s, 6H). 

 
13C NMR (101 MHz, DMSO-d6): δ 160.07, 157.22, 152.51, 149.61, 142.78, 138.81, 136.01, 130.66, 118.49, 117.77, 116.12, 113.50, 

110.98, 110.95, 106.25, 78.59, 62.29, 40.48, 27.99, 18.44.  

 

 13C NMR (101 MHz, CDCl3): δ 160.89, 157.30, 152.79, 149.43, 143.08, 138.48, 136.52, 129.38, 117.86, 117.25, 116.56, 112.98, 

111.74, 110.91, 106.40, 78.01, 77.38, 61.64, 28.14, 18.45. 

 

HRMS: calcd for C20H20O4 [M+H]+: 325.1434, found 325.1431. 

 

 

 

 

 

 

 

 

 

 

 

 
 



1H NMR spectrum of compound 3 (DMSO-d6): 

 

 



13C NMR spectrum of compound 3 (DMSO-d6): 

 

 



1H NMR spectrum of compound 3 (CDCl3): 

 

 



13C NMR spectrum of compound 3 (CDCl3): 

 

 



HRMS spectra of compound HJP03: 

 

 

 

 

 

hjp03 #355 RT: 3.39 AV: 1 NL: 1.33E10
T: FTMS + p ESI Full ms [100.00-1500.00]
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4. Crystallographic data for luvangetin (compound 2): triclinic, space group P-1, a = 7.441 (3) Å, b = 8.365 (4) Å, c = 11.583 (4) Å, α= 

75.736 (8)°, β = 80.926 (6)°, γ = 63.596(5)°, V = 624.9 (4) Å3, Z = 2, T = 273 (2) K,μ(Mο)=0.100 mm−1, D calcd. = 1.373 Mg/m3, 12 124 

reflections measured (2.774 ≤ 2Ɵ ≤ 25.499°), 2290 unique (R(int) = 0.0341) which were used in all calculations. The final R 1 was 0.0632, 

(I > 2 sigma (I)) and WR 2 was 0.1596. Crystallographic data have been deposited with the Cambridge Crystallographic Data Centre, and 

the deposition number was KEDFAA 119170. 

 

The X-ray crystal structure and crystal packing of compound 2: 

  


