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	Table 1: Conformational analysis of the stereoisomers in the CHCl3 solution

	
	MAE Value (ppm)
	13C Data DP4+ Probability

	
	13C MAE
	13C CMAE
	sDP4+
	uDP4+
	DP4+

	5-a-SSRS
	2.09
	1.45
	73.6%
	100.00%
	100.00%

	5-b-RSSR
	2.45
	1.66
	26.4%
	0.00%
	0.00%








	Table 2: Calculation results of compound THCLV (5), with mean absolute errors (MAE) values and DP4+ probabilities

	5 SSRS
	
	DEa
	DGb
	P%c

	
	DM16E a-1
	0.00
	0.00
	90.8

	
	DM16E a-2
	1.36
	5.68
	9.2

	5 RSSR
	
	
	
	

	
	DM16E b-1
	0.00
	0.00
	99.4

	
	DM16E b-2
	3.06
	12.79
	0.6

	aRelative energy (kcal/mol). bRelative Gibbs free energy (kcal/mol). cBoltzman Conformational distribution.






















	Table 3: Calculated and experimental 13C NMR values for 5-a and 5-b

	Carbon
	5-a
	5-b
	Experimental

	1
	152.3
	152.2
	155.6

	2
	104.8
	105.3
	110.4

	3
	138.2
	138.4
	146.6

	4
	106.5
	106.8
	110.6

	5
	150.9
	150.9
	154.1

	6
	78.1
	76.7
	77.8

	6a
	48.6
	37.6
	45.2

	7
	19.1
	19.2
	19.2

	8
	35.1
	32.5
	34.5

	9
	106.0
	105.4
	106.9

	10
	96.1
	95.2
	96.8

	10a
	81.2
	81.2
	84.2

	10b
	99.8
	101.4
	103.5

	11
	25.4
	25.9
	24.7

	12
	21.7
	20.7
	21.8

	13
	28.7
	28.3
	28.6

	1’
	38.0
	37.9
	37.8

	2’
	24.9
	24.8
	23.8

	3’
	13.9
	14.0
	13.8










	Table 4: Quantitative analysis of acidic and neutral cannabinoids by HPLC-UV/Vis, expressed as mg/g ± standard deviation (SD, n = 4)

	Compound 
	Plant material
(mg/g) 
	Acetonic extract
(mg/g, dry weight) 

	THCLV
	0.6*
	5.0*

	CBDVA
	<LOD
	<LOD

	CBDV
	<LOD
	<LOD

	CBDA
	<LOD 
	<LOD 

	CBNV
	2.5*
	25.3±0.1

	CBGA
	<LOD 
	<LOD 

	CBGA
	<LOD
	<LOD

	CBG
	<LOD
	<LOD

	CBD
	<LOD 
	<LOD 

	CBNVA
	1.2*
	8.2±0.2

	Δ9-THCV
	<LOD
	<LOD

	Δ9-THCVA
	0.5*
	<LOQ

	CBN
	2.1*
	19.7±0.2

	CBNA
	0.9*
	5.9±0.5

	Δ9-THC
	<LOD
	<LOD

	CBC
	<LOD 
	<LOD 

	Δ9-THCA
	<LOQ
	<LOQ 

	CBCA
	<LOD 
	<LOD 

	*SD<0.05
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Figure 1: 1H NMR 400 MHz of Δ9-THC (1) in CDCl3
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Figure 2: 1H NMR 400 MHz of CBN (2) in CDCl3
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Figure 3: 1H NMR 400 MHz of CBNV (3) in CDCl3
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Figure 4: 1H NMR 400 MHz of CBNVA (4) in CDCl3
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Figure 5: 13C NMR 200 MHz of CBNVA (4) in CDCl3
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Figure 6: 1H NMR 400 MHz of THCLV (5) in CDCl3
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Figure 7: 13C NMR 200 MHz of THCLV (5) in CDCl3
[image: ]
Figure 8:  HMBC of THCLV (5) in CDCl3
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Figure 9: NOESY of THCLV (5) in CDCl3
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Figure 10: 1H NMR 400 MHz of CBNVA-methyl ester (9) in CDCl3
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Figure 11: 13C NMR 200 MHz of CBNVA-methyl ester (9) in CDCl3
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Figure 12: 1H NMR 400 MHz of CBNA-methyl ester (12) in CDCl3
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Figure 13: 13C NMR 200 MHz of CBNA-methyl ester (12) in CDCl3
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