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S1: HRESI-MS Spectrum of Compound 3 ((+)-sesamin) 
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S2: Expansion of HRESI-MS Spectrum of Compound 3 ((+)-sesamin) 
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S3: 
1
H-NMR (500 MHz, CDCl3) Spectrum of Compound 3 ((+)-sesamin)  

 

(+)-Sesamin (3): Pink needle Crystals. 1H-NMR (CDCl3, 500 MHz), δ: 2.98 (2H, m, H-1/5), 3.80 (2H, 

dd, H-4/8), 4.16 (2H, dd, H-4/8), 4.64 (2H, d, H-2/6), 5.88 (4H, s, [(-O-CH2-O)-2]), 6.70 d (2H, d, H-

5'/5''), 6.72 (2H, dd, H-6'/6''), 6.77 (d, 2H, H-2'/2''). 
13

H-NMR (CDCl3, 125 MHz), δ: 54.3 (C-1/5), 85.7 

(C-2/6), 71.7 (C-4/8), 101.0 (C-[(-O-CH2-O)-2]), 135.0 (C-1'/1''), 106.4 (C-2'/2''), 147.9 (C-3'/3''), 

147.1 (C-4'/4''), 108.1 (C-5'/5''), 119.3 (C-6'/6''). EIMS: m/z = 354 [M] + for formula C20H18O6 [3,4]. 
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S4: 1H-NMR Spectrum of Compound 3 ((+)-sesamin) (From 6.48 to 6.90 ppm) 
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S5: 1H-NMR Spectrum of Compound 3 ((+)-sesamin) (From 2.90 to 4.90 ppm) 
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S6: 
13

C-NMR + DEPT (125 MHz, CDCl3) Spectrum of Compound 3 ((+)-sesamin) 
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S7: 13
C-NMR + DEPT Spectrum of Compound 3 ((+)-sesamin) (From 100 to 160 ppm) 
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S8: COSY (500 MHz) Spectrum of Compound 3 ((+)-sesamin) 
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S9: COSY Spectrum of Compound 3 ((+)-sesamin) (From 2.5 to 7.5 ppm)  
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S10: HSQC (500 MHz) Spectrum of Compound 3 ((+)-sesamin) (From 50 to 125 ppm)             
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S11: HSQC Spectrum of Compound 3 ((+)-sesamin) (From 30 to 130 ppm) 
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S12: Expansion of ESI-MS Spectrum of Compound 4 ((±)-paulownin) 
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S13:Expansion of  HRESI-MS Spectrum of Compound 4 ((±)-paulownin) 
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S14: 1H-NMR (500 MHz, CDCl3) Spectrum of Compound 4 ((±)-paulownin) 

 

(±)-Paulownin (4): Pink needle crystals, IR (νmax cm
-1

): 3412 (-OH), 2884.
 1

H-NMR (CDCl3, 500 

MHz), δ: 1.5 (1H, s, OH), 3.06 (1H, ddd, H-1), 3.86 dd (1H, dd, H-8b), 3.93 (1H, d, H-4b), 4.06 (1H, 

d, H-4a), 4.53 (1H, dd, H-8a), 4.83 (1H, s, H-6), 4.86 (1H, d, H-2), 5.97 (2H, s, CH2 (a)), 6.00 (2H, s, 

CH2 (b)), 6.81 (1H, d, H-5'), 6.86 (1H, d, H-5''), 6.88 (1H, dd, H-6'), 6.89 (1H, dd, H-6''), 6.93 (1H, d, 

H-2'), 6.96 (1H, d, H-2''). 13H-NMR (CDCl3, 125 MHz), δ: 59.4 (C-1), 84.8 (C-2), 73.8 (C-4), 90.7 (C-

5), 86.5 (C-6), 70.6 (C-8), 100.1 (CH2 (a)), 100.2 (CH2 (b)), 128.1 (C-1'), 133.6 (C-1''), 105.9 (C-2'), 

106.4 (C-2''), 147.0 (C-3'), 147.2 (C-3''), 146.3 (C-4'), 146.9 (C-4''), 118.8 (C-5'), 119.0 (C-5''), 107.2 

(C-6'), 107.6 (C-6''). EIMS: m/z = 370 [M] + for formula C20H18O7 [5]. 
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S15: 1H-NMR Spectrum of Compound 4 ((±)-paulownin) (From 5.90 to 7.00 ppm) 
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S16: 
1
H-NMR Spectrum of Compound 4 ((±)-paulownin) (From 3.00 to 4.90 ppm) 
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S17: 13
C-NMR + DEPT (125 MHz, CDCl3) Spectrum of Compound 4 ((±)-paulownin) 
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S18: 
13

C-NMR + DEPT Spectrum of Compound 4 ((±)-paulownin) (From 50 to 160 ppm) 
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S19: COSY (400 MHz) Spectrum of Compound 4 ((±)-paulownin) 
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S20: HSQC (500 MHz) Spectrum of Compound 4 ((±)-paulownin) (From 60 to 120 ppm) 
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S21: HSQC Spectrum of Compound 4 ((±)-paulownin) (From 55 to 90 ppm) 

 

 

 

 

 

 

 

 

 

 

 

C1/ H-1 

C8/ H-8b 

C4/H4b C4/H4a 

C2/H-2 

 C6/H-6 

C8/ H-8a 



 

24 

 

 

S22: HMBC (500 MHz) Spectrum of Compound 4 ((±)-paulownin) (From 55 to 90 ppm) 
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S23: HRESIMS Spectrum of Compound 5 (Isoscutellarein-7-O-(2''-O-6'''-O-acetyl-β-D-

allopyranosyl-β-D-glucopyranoside) 
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S24: 
1
H-NMR (400 MHz, DMSO-d6) Spectrum of Compound 5 (Isoscutellarein-7-O-(2''-O-

6'''-O-acetyl-β-D-allopyranosyl-β-D-glucopyranoside) 

 

Isoscutellarein 7-O-(2''-O-6'''-O-acetyl-β-D-allopyranosyl-β-D-glucoside (5): Yellow powder. UV 

(λmax, MeOH, nm): 308, 326, 277; +NaOH: 384 and 275; +NaOAc: 309, 388 and 276; +H3BO3: 309, 

327 and 276; +AlCl3: 322, 345, 421 and 283; +HCl: 322, 343, 420 and 283. 1H-NMR (DMSO-d6, 400 

MHz), δ:  1.81 (3H, s, CH3), 4.87 (1H, d, H-1'''), 5.01 (1H, d, H-1''), 6.63 (1H, s, H-6), 6.76 (1H, s, H-

3), 6.89 (2H, d, H-3'/H-5'), 7.95 (2H, d, H-2'/H-6'), 12.29 (s, OH).
 13

H-NMR (DMSO-d6, 125 MHz), δ: 

164.1 (C-2), 102.6 (C-3), 182.3 (C-4), 152.2 (C-5), 99.4 (C-6), 150.5 (C-7), 127.5 (C-8), 143.7 (C-9), 

105.5 (C-10), 121.1 (C-1'), 128.6 (C-2'/C-6'), 115.9 (C-3'/C-5'), 161.3 (C-4'), 100.0 (C-1''), 82.5 (C-

2''), 77.1 (C-3''), 69.2 (C-4''), 75.5 (C-5''), 60.5 (C-6''), 102.5 (C-1'''), 70.7 (C-2'''), 77.1 (C-3'''), 66.8 

(C-4'''), 71.5 (C-5'''), 63.5 (C-6'''), 20.4 (OCH3), 170.3 (C=O), HRESIMS: m/z 675.1547 (calc. for 

C29H32O17 Na) [6,7]. 
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S25: 
1
H-NMR Spectrum of Compound 5 (From 3.00 to 8.00 ppm) 
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S26: 13
C-NMR + DEPT (125 MHz, DMSO-d6) Spectrum of Compound 5 
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S27: 
13

C-NMR + DEPT Spectrum of Compound 5 (From 55 to 185 ppm) 
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S28: COSY (500 MHz) Spectrum of Compound 5 
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S29: COSY Spectrum of Compound 5 (From 2.8 to 5.6 ppm) 

 

 

 

 

 

 

 

 

 

 

 

A6a, A6b 

A5 

G6b 

G2 

A2 

G4 

G3 

A3 A4 

G5 

G6a 



 

32 

 

 

S30: HSQC Spectrum of Compound 5 (From 15 to 85 ppm) 
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S31: HSQC Spectrum of Compound 5 (From 95 to 130 ppm) 
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S32: HMBC (500 MHz) Spectrum of Compound 5  
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S33: HMBC Spectrum of Compound 5 (From 20 to 160 ppm) 
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