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Figure S1. 1H NMR (CDCl3, 600 MHz) of n-hexane extract obtained from the modified Kupchan partitioning procedure of the hot 
water infusion (WI) of the inflorescences of Cannabis sativa L. Kompolti variety. Some selected 1H NMR signals associated with CBD 
and CBDA have been evidenced [1]. 

 

 
Figure S2. 1H NMR (CDCl3, 600 MHz) of CHCl3 extract obtained from the modified Kupchan partitioning procedure of the hot water 
infusion (WI) of the inflorescences of Cannabis sativa L. Kompolti variety. Some selected 1H NMR signals associated with CBD and 
CBDA have been evidenced. 
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Figure S3. 1H NMR (CD3OD, 600 MHz) of n-BuOH extract (full (panel A) and enlarged (from 9.2 to 5.4 ppm) spectrum region (panel 
B)) obtained from the modified Kupchan partitioning procedure of the hot water infusion (WI) of the inflorescences of Cannabis sativa 
L. Kompolti variety. 
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Figure S4. 1H NMR (CD3OD, 600 MHz) of water extract (1D sequence without (panel A) and with (panel B) f1 presaturation and 
spectrum enlarged (from 9.2 to 5.0 ppm) region (panel C)) obtained from the modified Kupchan partitioning procedure of the hot 
water infusion (WI) of the inflorescences of Cannabis sativa L. Kompolti variety. 
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Figure S5. Chemical structures of Cannabidiol (CBD) and Cannabidiolic acid (CBDA). 
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Figure S6. 1H NMR (CD3OD, 400 MHz) of Cannabidiol (CBD). 

 
1H NMR assignments of CBD in CD3OD. 

Cannabidiol CBD: 1H NMR (400 MHz) data identical to those previously reported in literature [1]:  

1H NMR chemical shift data in CD3OD: δH  6.07 (2H, brs, H-3’ and H-5’), 5.28 (1H, s, H-2), 4.46 and 4.42 (each 

1H, m, H2-9), 3.93 (1H, brd, 11.0 Hz, H-1), 2.89 (1H, m, H-6), 2.37 (2H, t, 7.5 Hz, H2-1”), 2.18 and 1.99 (each 

1H, m, H2-4), 1.74 (2H, m, H2-5), 1.67 (3H, s, H3-7), 1.63 (3H, s, H3-10), 1.53 (2H, m, H-2”), 1.29 ( 4H, m, H2-3” 

and H2-4”), 0.89 (3H, t, 6.8 Hz, H3-5”). 

Chemical shifts are referenced to residual CHD2OD (3.31 ppm) in CD3OD; the number of protons, 

multiplicity, and coupling constants are shown in brackets. 

 

 
 
 

 



9 
 

 
 

Figure S7. 1H NMR (CD3OD, 400 MHz) of Cannabidiolic acid (CBDA). 

 
1H NMR assignments of CBDA in CD3OD: 

Cannabidiolic acid CBDA: 1H NMR (400 MHz) data identical to those previously reported in literature [1]:  

1H NMR chemical shift data in CD3OD: δH 6.13 (1H, s, H-5’), 5.28 (1H, s, H-2), 4.45 and 4.42 (each 1H, m, H2-

9), 3.97 (1H, brd, 11.0 Hz, H-1), 3.03 (1H, m, H-6), 2.82 (2H, t, 7.5 Hz, H2-1”), 2.19 and 1.98 (each 1H, m, H2-4), 

1.78 (2H, m, H2-5), 1.65 (3H, s, H3-7), 1.62 (3H, s, H3-10), 1.58 (2H, m, H-2”), 1.31 ( 4H, m, H2-3” and H2-4”), 

0.89 (3H, t, 6.8 Hz, H3-5”). 

Chemical shifts are referenced to residual CHD2OD (3.31 ppm) in CD3OD; the number of protons, 

multiplicity and coupling constants are shown in brackets. 
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Figure S8. Alternative binding mode of CBD (colored by atom type: C blue, O red, polar H white) in complex with the three-
dimensional structure of Keap1-Nrf2 peptide complex (red loop). H bond is reported in yellow. 
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