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Figure S1. 'H NMR of CBD (1) and related cannabinoids in “CBD 0Oil” (400 MHz, CDCl5).
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Figure S2.'H NMR of the Lower Phase (HAcM extractions) (400 MHz, CDCl3).
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Figure S3. 'H NMR of the Upper Phase (HAcM extractions) (400 MHz, CDCl5).
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Figure S4. 'H NMR Spectrum of CBD (1) (400 MHz, CDCl5).
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Figure S5. "H NMR Spectrum of #rans-A°-THC (2b) (400 MHz, CDCls).
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Figure S6. 'H NMR Spectrum of cis-A°>-THC (2a) (400 MHz, CDCI3).
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Figure S7. "H NMR Spectrum of CBC (3) (400 MHz, CDCls).
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Figure S8. "H NMR Spectrum of CBG (4) (400 MHz, CDCls).
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Figure S9. 'H NMR Spectrum of CBN (5) (400 MHz, CDCl5).
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Figure $10. '"H NMR Spectrum of CBDV (6) (400 MHz, CDCls).
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Figure S11. '"H NMR COSY Spectrum of CBC (3) (400 MHz, CDCls).
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Figure S12. 'H/'*C NMR HSQC Spectrum of CBC (3) (400/100 MHz, CDCls).
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Figure S13. 'H/'*C NMR HMBC Spectrum of CBC (3)(400/100 MHz, CDCl5).

nus_hcHMBC-ABS 46 receiver gain, 64 scans, 8 Hz long range j, 2048x points, S ppm

CBC H M BC x offset, 15 ppm x sweep, 100 ppm y offset, 250 ppm y sweep, 128 y points, 25 nus

L

I

1| 1” \ “

density, 1.5 srelation delay

L i

» L

cannabinoids_CBC_Iso_600ut_CDCI3_IBF_20210726 F10
825.7927 ppm (C8) and 5.0956 ppm (H6>). §. L 20
u i i o
. . 26.3623 ppm (C9°) and 5.4938 ppm (H2*) | ‘
. i a : 40
i ' Lso
C5’ 22.8364/1.7225 (H4’B) Lo
| L70
0 041.053 ppm (C4°) and 1.3782 ppm (H9*). o -
methyls 8> and 10° were correlated with each other.| [
Loo
C4” 22.6615/ 0.8842 (H5) and 1.3046 (H3") ! 100
) 0 ¥ 110
g 8 : i 120
@ é‘ g % ‘ 130
6 \ L 140
' i | v L150
[}
70 65 60 55 50 45 40 35 30 25 20 15 10

f2 (ppm)

f1 (ppm)

S-16



Figure S14. '"H NMR NOESY Spectrum of CBC (3) (400 MHz, CDCls).
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Figure S15. '"H NMR NOESY Spectrum of CBC (3) (400 MHz, CDCls).
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Figure S16. High-frequency region stacked plot of "TH NMR spectra (400 MHz, CDCI5).
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Figure S17. Low-frequency region stacked plot of 'H NMR spectra (400 MHz, CDCl5).
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Figure S18. High-frequency region stacked plot of 'TH NMR spectra (400 MHz, CDCI5).
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Figure S19. Low-frequency region stacked plot of 'H NMR spectra (400 MHz, CDCl5).
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Figure S20. High-frequency region stacked plot of 'TH NMR spectra (400 MHz, CDCI5).
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Figure S21. Low-frequency region stacked plot of 'H NMR spectra (400 MHz, CDCl5).
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Figure S22. High-frequency region stacked plot of 'TH NMR spectra (400 MHz, CDCI5).
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Figure S23. Low-frequency region stacked plot of 'H NMR spectra (400 MHz, CDCl5).
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Figure S24. 'H NMR Spectrum of CBN (5) in fraction C-F (400 MHz, CDCI5).
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Figure S25. >*C NMR Spectrum of CBD (1) (100 MHz, CDCl5).
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Figure S26. °C NMR Spectrum of trans-A°~-THC (2a) (100 MHz, CDCl5).
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Figure S$27. 3C NMR Spectrum of cis-A°>-THC (2b) (100 MHz, CDCls).
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Figure S28. °C NMR Spectrum of CBC (3) (100 MHz, CDCl5).
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Figure S29. °C NMR Spectrum of CBG (4) (100 MHz, CDCI3).
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Figure S30. °C NMR Spectrum of CBN (5) (100 MHz, CDCI3).
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Figure S31. 3C NMR Spectrum of CBDV (6) (100 MHz, CDCls)
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Figure S32. Calibration Curve for EC DMSOo.

absolute
Solvent Class Tube File Name mM integral value  90pw
EC1 DMSO2_C_5mm_1659u3300uL 5.335 0.741 7.298
CDCIB  EC2 5mm DMSO2_C_5mm_1701ull00ul 16.412 2315 7.262
EC3 DMS0O2_C_5mm_3683ul200uL 32573 4573 7.278
5.000
4.500 y=0.14049 x L
4,000 R?=0.99998 A
_ 3.500
£ 3.000 o
£ 2500 JRTTLAN
2 2,000
® 1.500
1.000
.‘
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0.000
0.000 5.000 10.000 15.000 20.000 25.000 30.000 35.000
mv]
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Table S33. The 'H iterative full spin analysis (HiFSA) profiles of CBD (1),

Name:

CED

CHEMICAL SHIFTS (ppm)

A
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
H20

CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED

1H
1'j0H)
S'[0H)

H1
Hi'AH1'E
H10

H2
H2'8,H2'E
HZ

H3 '8,H3 B
Ha'AHA'B
Ha!

Haa

HaE

HS*

HE4

HSE

HE

H7

Hoa

HOE

[iF.s}

13¢

pRm

pRm

47593
=]
38582
24358
15603
S5
15561
6.2730
1.7782
13145
61724
2115
20987
0799
17848
1521
24025
17936
15589
45573
17727

155.1a06
1541058
1a8 4383
143.1573
1401738
124,504
113 8357
11003521
1097718
108 0658
35 B84
37.20402
35501
315024
307663
305776
ZB/EOFT
T EOGd
22665
205676
131657

COUPLING CONSTANTS [Hz)

I
CED
CED
CED
CED
CEBD
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CED
CEBD
CED
CED
CED
CED
CED
CED
CED
CEBD
CED
CED
CED
CED

Mam=

Hi'4 H1'E-HZ2'A.H2'E
H1'4 H1'EEHZ2'AH2'E
Hi-HZ

Hi-H&

H1-H7

H1C-H9 A

HiO-HSE

HZ'4 HZ'E-H3'AH3'B
H2Z'4 H2'E-H3'A.H3'E
HZ-H1

HZ“HY'

HZ-Haa

HZ-HAE

HZH?

HZ '8 H3'E-HA'AHA'E
HZ '8 H3'E-HA'AHA'E
H3 ' H3'B-HZ"
Ha-H1

Haa-HS A

Haa-HSE

Haa-H?

HAE-Haa

HAE-HSA

HAE-HSE

HAE-H?

HS4-HSE

HE-H10

HE-H2

HE-HSA

HE-HSE

HE-HOA

HE-HOE

HO4-HSE

Shift
H1'a H1'E
H1'aHL'E
H1i

Hi

H1

Hi0

Hi0

H3 '8 HZ'E
H3 ' HZ'B
H1

H4*

H2

H2

H2
H3'4,H3'B
H3'4 H3'B
HZ

H1i

Hdan

Hdn

Hda

H4E

H4E

H4E

H4E

HEA

HE

HE

HE

HE

HE

HE

Han

Shift
H2'AH2'E
H2'AHZ'E
H2

HE

H?

LY

Hag
H2'AHZ'E
H2'AH2'E
HZ'

HZ'

Haa

HAE

H?
H3'AHZ'E
H3'AHZ'E
HA'AHA'E
H¥'

HZA

HSB

H?

Haa

HZA

HSEB

H?

HSEB

HiO

H2

HSA

HSB

LY

HI B

HaB

Hz

BA5
685
235
10.28
248
-137
-053
G601
9.
100
303
-1.45
135
-112
953
606
73
100
1135
521
-154
-1775
L1}
2132
1=
-1288
o0
o0
1235
274
-00a
-0F0
213
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Table 34. The 'H iterative full spin analysis (HiFSA) profiles of trans-A°-THC (2b).

Mame:

trans-90-THC

CHEMICALSHIFTS (ppm)

SpiEystem

t-Da-THC
t-D3-THC
t-D38-THC
t-D3-THC
t-09-THC
t-D3-THC
t-D3-THC
t-Da-THC
t-D3-THC
t-D3-THC
t-D8-THC
t-Da-THC
t-Da-THC
t-D3-THC
t-D8-THC
t-D8-THC
t-D8-THC
t-D3-THC

t-D9-THC
t-D9-THC
t-D9-THC
t-DA-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC
t-D9-THC

Name
1[0H)
H1'%, HI'E
HiD

Hl0a
H11i{Me)
H1Z(Me)
H13(Me])
H2

H2'A H2'E
H3'A,H3'E
Hg

He4'4, HY'E
HE!

Hea

H7A

H7E

HZA

HZE

ulli]
10k

ppm
4.5954
2.4345
6.2963
3.1976
1.6794
1.4095
1.0908
6.1383
1.5567
1.3004
6.2657
1.2920
0.8777
1.5904
1.9140
1.4051
2.1624
21677

pRm
1540373
154.277%
142 9864
134.6052
123333
110.2634
109.1607
107.6632
Fh.5461
45,9371
35.6163
33.7
31.6534
31.3063
30.7966
2F71EE
251578
23.5184
22.5904
19.4163
14.1605

SpimystEm

t-Da-THC
t-D3-THC
t-D3-THC
t-D3-THC
t-03-THC
t-D3-THC
t-03-THC
t-Da-THC
t-03-THC
t-03-THC
t-D8-THC
t-Da-THC
t-D3-THC
t-03-THC
t-D8-THC
t-D8-THC
t-D8-THC
t-03-THC
t-03-THC
t-D8-THC
t-D8-THC
t-D3-THC
t-09-THC
t-D3-THC
t-D3-THC
t-D3-THC
t-03-THC
t-03-THC
t-03-THC
t-D8-THC
t-Da-THC
t-D3-THC

COUPLING CONSTANTS (Hz)

Name
HI'®,HI'B-HZ'8,H2'E
H10-H10a
H10-H11(Me)
H10-HEa
H10-HZA
H10-HZE
H10a-H11{Me]
H2'®,H2'E-H3'A,HI'E
H2-H10a
H2-H4
H2-HEa
H22A-H22E
H3'®,H3'E-H4'A, HA'E
H3'",H3'B-HE'
H&4-H10a
H4-HEa
HE“H22A
Hea-H10a
HBa-H12{Me)
HEa-H1Z(Me)
Hea-H7A
HeEa-H7E
H?A-HTE
H7A-HZA
H7A-HZE
H7EB-HZA
H?EB-HZE
Ha&A-H10a
HEA-H11(Me)
H2A-H2E
H2EB-H10a
HEE-H11(Me)

Shift
H2'®,H2'E
Hio

H1d

Hin

Hin

HiD
Hl0a
H3'®,H3'B
H2

H2

H2

H4'2s, H4'E
H4's, H4'E
HE!

Hg

Hd

HE!

HEa

HeEa

Hea

Hea

Hea

H7A

H7A

H7A

H7E

H7E

HaA

HZA

H2A

HZE

HZE

Shift
H1'AHI1'E
Hl0a
H11{Me]
Hea

H3A

H2E
H11iMe]
H2'A HZ'E
Hl0a

Hg

Hea

Heg's HY'E
H3'A HI'E
H3'A HI'E
Hl0a
Hea

H4's HY'E
Hl0a
H1Z2(Me)
H13Z{Me)
H7A

H7E

H7E

HZA

HZE

HzA

HZE
Hl0a
H11iMe]
H2E
Hl0a
H11{Me]

Hz

7.81
2.63
-1.40
0.50
-0.36
0.3g
2.21
7.39
0.31
0.55
-1.19
-12.249
g.04
-0.67
0.32
-1.1%
7.47
10.39
-0.24
-0.14
2.12
12.49
-12.72
3.98
287
12.11
570
2.43
-0.04
-14.53
2.68
-1.04
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Table S35. The 'H iterative full spin analysis (HiFSA) profiles of cis-A’-THC (2a).

Name:

cis-DA8-THC

CHEMICALSHIFTS (ppm)

Spinsystem
cis-D3-THC
cis-D3-THC
cis-09-THC
cis-09-THC
cis-09-THC
cis-09-THC
cis-D3-THC
cis-D3-THC
cis-D3-THC
cis-09-THC
cis-D3-THC
cis-09-THC
cis-D3-THC
cis-D9-THC
cis-D3-THC
cis-09-THC
cis-09-THC
cis-09-THC

cis-09-THC
cis-09-THC
cis-09-THC
cis-D9-THC
cis-09-THC
cis-D9-THC
cis-09-THC
cis-D9-THC
cis-09-THC
cis-D9-THC
cis-09-THC
cis-D9-THC
cis-D9-THC
cis-09-THC
cis-09-THC
cis-09-THC
cis-D9-THC
cis-D9-THC
cis-D9-THC
cis-09-THC
cis-09-THC

Name
H1%H1'E
Hio
Hi0a
H11iMWe)
H12(MWe)
H13(MWe)
Hz2

H2'¥ H2'E
H3WHZ'E
He

Ha's, HY'E
HEihe)
HEa

H7E

H7A

HEE

HEA

OH

=]

10a
12

11
g
13
o

ppm
2.4249
5.2074
2.5052
16594
1.3902
1.3735
5.1298
1.5612
1.3421
6.2463
1.2888
0.8779
1.7238
1.9287
1.5201
1.9943
1.9726
4.7431

pRm
154811
154.0197
143.6079
13522249
1331876
110.1727
108.5531
102.1195
76.3101
40,1922
25,5333
21717
21.54
20,7187
29,9333
26.0735
25,4625
ER= =
22687
203053
14,1586

COUPLING COMSTANTS (Hz)

Spinsystem
cis-03-THC
cis-03-THC
cis-D9-THC
cis-D9-THC
cis-09-THC
cis-09-THC
cis-03-THC
cis-03-THC
cis-03-THC
cis-09-THC
cis-03-THC
cis-09-THC
cis-03-THC
cis-D9-THC
cis-03-THC
cis-09-THC
cis-09-THC
cis-09-THC
cis-03-THC
cis-03-THC
cis-09-THC
cis-09-THC
cis-09-THC
cis-03-THC
cis-D3-THC
cis-03-THC

Name
H1'%¥,H1'B-H2¥A H2'E
H10-H10a

H10-Hea

H10-HZA
H11{Me}H10
H11{Me}H10a
H12{Me}HER
H13{Me}HER
H2'¥,H2'EB-H3W HI'E
H2-H10a

Hz-Hg

H3Ww, H2'E-H4'AHY'E
Ha's, HA'E-HE [Mle)
Hd4-H10a

HEa-H10a
H7E-H10a

H7E-HBa

H7A-H7E

H7A-HEa
HEE-H11(Me)
HEE-H?E

HEE-HZA

HEA-HEE
HEA-H11(Me)
HEA-HTE

HEA-HFA

Shift
H1'A,H1'E
Hi10

H10

H10

H10
H11({Me)
H12(Me)
H13 (M)
H2'A,H2'E
H2

H2

H2'A HI'E
HE'[Me)
H4

H&a

H7E

H7E

H7E

H7A

HE2E

HZE

HZ2E

Ha A

HE2A

HZA

HE2A

Shift
H2'A,H2'E
Hl0a
HBa

HZE
H11{Me)
Hiloa
H&a

H&a
H2'A8,HI'E
Hioa

Hd

H&'A, HA'E
H&'A,HA'E
Hl0a
Hl0a
Hiloa
Hia

HZA

H&a
H11(Me)
H7E

HZA

HZE
H11l(Me)
H7E

HZA

Hz

788
4.91
1.60
-1.56
-1.23
1.7%
-0.01
0.00
1217
0.01
1.62
10.29
6.9
0.0l
C.62
1.12
2E8
-12.29
10.56
0.00
h.22
1713
-14.38
-1.47
332
363
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Table S36. The 'H iterative full spin analysis (HiFSA) profiles of CBC (3).

Name:

CEC

CHEMICAL SHIFTS

spiEystEm
CBC
CEC
CEC
CEC
CEC
CBC
CBC
CBC
CEBC
CEBC
CEC
CEC
CEC
CEBC
CBC
CEC
CEC
CBC
CEC
HZ2D

CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC

1H ppm
1[@H]
H1i'8 H1'E
H1'
HE'[M=]
H2

H2'a HZ'B
H2'

H3'a
H3'B

Ha

Ha'4 HA'B
Ha's

HY'E
HEZ*[M=]
H5'4

HE'EB

HE*
H10'[M=)
Ha'[M =)
Ha20

12¢C

l
g
g
5
a
jlug
5

15221
24403
65080
15596
6.1161
15557
54838
1378
13045
5.530
1. 2585
15452
1725
0OEE42
21052
20903
S0asa
15758
13782
15600

1M 137
1514305
1342956
1317643
1273652
1243348
1169369
108 2506
107 3414
1071392

TE3383

4117

3607

316007

307567

X365

zaxz

2285364

225515

177348

141383

COUPLING CONSTANTS [Hz)

SpiEystEm
CBC
CEC
CEC
CEC
CEC
CBC
CBC
CEC
CBC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CEC
CBC
CEC
CEC
CEC
CBC
CEC
CEC
CEC
CEC
CEC
CEC
CBC
CBC
CEC
CEC
CEC
CEC
CBC
CBC
CEC
CBC

Name=
Hi'AHi'E-H2'AH2'E
H1-HZ
HE'[M=)-HE"
H2'4.H2'E-H3'A
H2'8.H2'E-H3'E
HZ-Hd'a
HZ-H4'B
HZ-HI'[Ma]
HZ-H1'

HZ-HZ'
H220-H22E
H228-HS *[M<)
HZ 'a-H224

HZ 'A-H22E
H3'4&-H3'B

HZ "A-H5 ' [Me]
HZ 'B-H224

H3 'B-H22B

HZ 'B-HS ' (M=)
Hi'4-HA'E
Hd'4-HS'w
He'4&-HS'B
Hd'4-HE*
HA'E-H5'4
HY'E-HS'E
HA'E-HE*

Hd-H1'

Hd-H2

Ha-HZ

HS'A HE'[M=]
HZ'4-HS'E
HZ'4-HE'

HZ'4 H10' (M=)
HZ'E-HE'[M=]
HS'B-HE*
HS'E-H10'[Me)
HE'[M=)-H10' (M=)
Hi0'[Me)-HE*

Shift
HZ'AHZ'E
Hi'
HE'[Ma]
HE'4
H3'B

HZ

HZ

HZ

H2

H2
He'4HA'E
Ha"8HL'E
H3'a

H3 A
H3'4
H3'4
HE'E
H3'B
HE'E

Hia

Ha

Ha

Hia

HLE

HY'E

HLE

He

He

Hi

HE'a

HE'a

HE'a

HE'a

HE'B

HE'B

HE'B
HE'[M=]
H1O'(Me]

Shift
Hi'AH1'E
HZ

H5*
HZ'8HZ'E
HZ'2HZ'E
Ha

HLEB
HO*[Me]
Hi*

HZ
HL'4HA'E
HE ' [M)
H3'2HA'E
HL'AHL'E
H3'B

HE '[M<]
HL'4HA'E
HL'4HA'E
HE (M)
HLE

HE'a

HE'B

H5*

HE'a

HE'B

HE*

Hi'

H2

HZ
HE'[Me]
HE'E

H5*
H10'(Me)
HE'[Me]
HE*
H10'[Me]
H10'(Me]
H&*

Coupling [Hz)
775
]
-04a%
108G
5.4z
-001
-008
-o004
a5
-001
-11.34
7.E
.09
6432
-1057

6.20
1184
uial]
-14.12
1177
5.20
-030
3ol
13.21
-0.21
019
151
-002
053
-1018
691
035
087
738
038
o0
0.7

S-39



Table S37. The 'H iterative full spin analysis (HiFSA) profiles of CBG (4).

Hame:

CBG

CHEMICAL SHIFTS (ppm)

Spipstem
CEG
CBG
CEG
CBG
CBG
CEG
CBG
CEG
CBG
CBG
CBG
CEG
CEG
CBG
CBG
H2O

Mam= PRPM
H1"A,H1"E
HI1%,H1'E
H1,HE
H10'Me)
H2"A,HZ"E
H2'
H3"A,HZ"E
H4"A H4"E
Ha'5, HY'E
H4,H2
HE"{Me]
HEW,HE'E
Hi'
HE'[Me)
Ha'[Me)
Hzo

12¢ ppm

5
5
.
5

o'
g
or

2.4538
2.324903
4.9645
1.5247
1.5237
L2701
1.3210
1.2974
2.0602
5.2473
02553
21035
L0528
1.6760
12100
1.5574

1548569
1548569
1429121
139.15618
1222154
1238939
12183221
1106944
103.5085
102.9221
392402
JE.RE23
21.632
30.935
26,7292
258206
22.63497
22.28452
17.0447
16.3260
14167

COUFLING CONSTANTS [Hz)

SpimystEm
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG
CEG

Shift
H4,Hz
H1"A,H1"E
H1"A,H1"E
H1"A,H1"E
Ha'

H2'

H2'
H2"A,H2"E
H2"s,H2"B
Ha"s,H2"B
H3"s,HI"B
H3"a,HI"E
H3"A,H2"E
H4"8,H4"B
H4"A, H4"E
HE'8,H5'E
HE'8,HE'E
HE'%,HS'E
H5'8,H5'E
HA'S HA'E
He', HA'E
H4'8,HA'E
HA'% HA'E
He'8,HA'E
HE'

HE!
HE'(le)
H1%,H1'E
ER

Shift
H4,Hz
H1"A,H1"E
H2"p,H2"E
Ha"s,H2"B
He'% He'E
H1'®,H1'E
HI' (e
H2"A,H2"E
H3"s,HI"B
H3"s,HI"B
H3"s,HI"E
H4"a,H4"E
H4"A, H4"E
H4"s,H4"B
HE"{}e)
H10'{Me)
HE'%, HE'E
HE'
HE"[Wle ]
HE'S HE'E
HE', HE'E
H4'® HA'E
Ha'[Me ]
HE'
H10'{Me)
HE"[Wle ]
H10'{Me)
H1%,H1'E
H1'®,H1'E

Hz

120
-13.28
9.36
517
-1.44
710
-1.10
-12.23
7.4a3
751
-12.02
9.654
q.7a
-12.38
714
0.4a
-17.44
5532
1.00
53
.93
-12.16
-0.17
0.00
-1.29
-1.44
-0.01
-12.32
1.02
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Table S38. The 'H iterative full spin analysis (HiFSA) profiles of CBN (5).

Name: CEN
CHEMICALEHIFTS (ppm)

SpicystEm lamea
CEN 1{0H)
CEN H1'®,H1'E
CEN Hio
CEN H11{Me)
CEN H12{Mel,H13{Me]
CEN Hz2
CEN H2'AHZ'E
CEN H3A,H3'E
CEN Hd
CEN Ha'h H4'E
CEN HE'[Me)
CEN H?
CEN H&
Hz20 Hz20

13¢C
CEN 1
CEN 5
CEN 3
CEN ba
CEN ]
CEN g
CEN 1a
CEN 7
CEN 10k, 4
CEN 10k, 4
CEN 2
CEN 10a
CEN b
CEN 1%
CEN 3
CEN 2"
CEN 12,13
CEN 12,13
CEN LS
CEN 11
CEN E"

ppm
£.32012
2.4986
8.1857
2.3968
1.5151
6.2831
1.5995
1.3221
6.4552
1.2400
0.9036
7.15632
7.0813
1.7282

ppm
154.7154
1531846
164 6762
137.0308
136.9573
127 6644
126.5514
122.7475
1105425
110.2925
110.02%4
1088335
¥7.4942
26,7244
21.5941
20,5759
27,3232
27.2232
226611
21.6534
14,1523

COUPLING CONSTANTE (Hz)

S pimystem Name Shift Shift Hz
CEN H1'A-H1'E H1'4,HI1'E H1'",HI1'E
CEN H1'R-HZA H1'®,H1'E H2'®,H2'E
CEN H1'A-HZ'B H1'A4,H1'E H2'®,HZ'E
CEN H10-Hg Hin Ha

CEN H11iMe}H10 H11{Me] H10

CEN H11iMerH7 H11{Me) H7

CEN H11iMe FHa H11{Me) Hz

CEN H2'A-H2'E H2'" H2'E H2'® H2'E
CEN H2'A-HZ'A H2'A H2'E H3'®,HZ'E
CEN H2'A-HI'E H2'" H2'E H3W®,H3'E
CEN H2'R-HI'E H3'%®,H3'E H3",H3'E
CEN H3'A-H4A H3"%,H3'E Ha'®, HY'E
CEN H2'A-He'E H3'%®,H3'E H4'4,H4'E
CEN HI'A-HE (=] H3'® HI'E HE' M)
CEN H4'A-He'E Hd's, HY'E H4'4,H4'E
CEN HebB-HE(la ) He's, HeV'E: HE (M)
CEN He-Hz2 Hd H2

CEN H7-H10 H7F Hid

CEN H7-HE H7F H&

-12.12
9.27
623
1281
-0.65
0.02
-0.69
-12.27
7.40
0.o0a
-14.60
453
C.44
0.0a
-11.72
714
162
0.22
724
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Table S39. The 'H iterative full spin analysis (HiFSA) profiles of CBDV (6).

Hame:

CHEMICALSHIFTS (ppm)

SpimEystem
CEDY
CEDY
CEOW
CEDW
CEDW
CEDY
CEDY
CEDW
CEDW
CEDW
CEDY
CEDY
CEDW
CEDW
CEDW
CEDY
CEDY
CEDW
Hz20

CEDW
CEOW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW
CEDW

CEDY

HName

H1
H1"AH1"E
H1%OH)
H10(Me)
H2
H2"AH2"E
Hz'
H3"[Me)
Hg!

HeA

H4E
HEYOH)
HEA

HEE

HE
HF(Me]
HaA

HaE

Hzd

13C
1
c
2

kLl
]

2

5
g

31

g
1d
v

ppm
33420
2.4265
5.9652
1.5534
5.5702
1.5856
6.2683
0.a032
6.1786
2.2329
2.0974
4.5578
1.7510
18367
2.3935
1.7923
4.5650
4.5610
1.5857

ppm
156 0116
153 7336
148 5005
1432 9353
1402473
124.2333
113,931
1109721
1102504
108.1496
45.2713
37.7068
27.4399
20,4463
28,5451
24,1685
23,5801
20,7093
13273

COUPLING CONSTANTS (Hz)

spimystEm
CEDY
CEDY
CBOW
CEDV
CEDV
CEDY
CEDY
CEOV
CEDV
CEDV
CEDY
CEDY
CEOV
CEDV
CEDV
CEDY
CEDY
CEOV
CEDV
CEDV
CEDY
CEDY
CEOV
CEDY
CEDY
CEDV
CEDV
CEDV
CEDY
CEDY
CEDV
CEDV

MName

H1"A HI"B-H2"A HZ"E
H1"8 H1"B-HI"[Me]
H1-Hz'
H1-H#
H10(MeFHIA
H10{Me}HAE
H2"8 HZ"B-HI"[Me]
H2-HB
H2-H1
H2-HaA
H2-H4E
H2-HFiMe)
Hd4-HB
HdA-H1
HaA-HEA
HaA-HEE
Haa-H (M)
H4E-H1
HAE-HaA
H4E-HEA
H4B-HEE
HAB-H (M)
HEA-HEE
HB-H1
HE-H10(Me]
HE-Hz2
HE-HEA
He-HEE
HB-H3A
HB-H3E

HZ (M= }H1
HaA-HIE

Shift
H1"A,H1"E
H3"[Me]
H1

H1
H10(Me)
H10{Me)
H3"[Me]
HE

H2

H2

H2

H2

HE

Haa
Haa
HaA
HaA
H4E
H4E
H4E
H4E
H4E
HEA

HE

HE

HE

HE

HE

HE

HE

H7 (M)
HaA

Shift
H2"A H2"E
H1"AH1"E
H2'

He'

HaA
HaE
H2"A H2"E
H2'

H1

Hea
H4E
H7iMe)
He'

H1

HEA
HEE
HZiMe)
H1

Hea
HEA
HEE
H7iMe)
HEE

H1
H10(Me)
HZ

HEA
HEE
Haz
HaE

H1

HIE

Hz

F.a0
o.01
0.43
0.43
-1.42
-0.40
735
0.2
1.58
-0.32
.29
-0.56
-0.37
335
11.71
=1
-0.61
2.67
-17.95
£.18
218
-0.20
-14.21
10.47
-0.07
0.24
12.24
2.98
-0.48
-0.11
1.32
0.95

S-42



