Supporting Information

Isolating and Determining the Structure of Colored Products from the
Reaction of Cannabinoids with Fast Blue RR

Kayo Nakamura '*, Hikari Nishiguchi !, Ryosuke Arai ', Riho Hamajima !, Hiroko Abe %, Akihiko
Ishida ®, Manabu Tokeshi 3, Kyohei Higashi !, Akiyoshi Saitoh ' and Hideyo Takahashi '-*
! Faculty of Pharmaceutical Sciences, Tokyo University of Science, 6-3-1 Niijuku, Katsushika-ku,
Tokyo 125-8585, Japan
2 BioDesign Inc., IB Daiichi-Bld 6th floor, 3-25-15 Nishi-Ikebukuro, Toshima-ku, Tokyo 171-0021,
Japan

3 Faculty of Engineering, Hokkaido University, Kita 13, Nishi 8, Kita-ku, Sapporo 060-8628, Japan

kayo nakamura@srs.tus.ac.jp, hide-tak@rs.tus.ac.jp

Contents
1. NMR Spectra of compound 2..........cceevieiiieiieiiieiie ettt eeeens S2
2. NMR Spectra of compound 3..........cccooviieiiiiiiieiieie et S8
3. NMR Spectra of compound 4.............cccueeiiiiiiienieniieieeie et S15

S1



1. NMR Spectra of 2
Figure S1. '"H NMR (400 MHz, CDCls, ppm) of 2
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Figure S2. *C NMR (100 MHz, CDCls, ppm) of 2
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Figure S3. COSY spectrum of 2
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Figure S4. HMQC spectrum of 2
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Figure S5. HMBC spectrum of 2
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Figure S6. NOESY spectrum of 2
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2. NMR Spectra of 3
Figure S7. '"H NMR (400 MHz, CDCls, ppm) of 3
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Figure S8. °C NMR (100 MHz, CDCl;, ppm) of 3
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Figure S9. COSY spectrum of 3
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Figure S10. HSQC spectrum of 3
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Figure S11. HMBC spectrum of 3
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3. NMR Spectra of 4
Figure S13. 'H NMR (400 MHz, CDCl;3, ppm) of 4
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Figure S14. '*C NMR (100 MHz, CDCl3, ppm) of 4

E g
- Filename = KN2-006-31_Carbon-1
Author delt
Experiment carbon_auto.jxp
> sample KN2-006-31
=7 Solven CHLOROFORM-D
Actual 22-JUL-2023 20:36:2
Revision 22-3UL-2025 16:24
o Comment. single pulse decoup)
23 Data_Format EX
o] X
< JNM-ECZ4005/L.1
9.389766(T] (400 [MH
1.03809024(s]
=1 Carbon13
S 100.52530333 [MHz]
0 (ppm]
768
2
S
bk
S
<«
hE! (s]
231dc]
Sa0s0sata)
4ls
=
88333333 [us]
-538(dB
- 26.538(d5)
a4 26.538[dB]
9 26.538[dB]
7826087 [ kiz)
303566 [ppn]
= $.78219838 [Miz]
£ =3 2
RS
2
g
: |
£ ket " A ) z
2 o Trrpui
T T T T T T T T T T T T T T T T T T T T T %:}gz;
200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 100 O a
\ CLLILYAN T T A AT AN
5 g g ¥ 25 33582 8 2 £ g2z8% 2z © 2985z 2
= 3 a8 a3l xe3aa @ & o  Sn&sse =3 2 =da-=Es S
w 5 T % @S —XSgm 0 o % dEEre EE @ dagdas ¥
E g 2 I3 58838 2 8 & SRRRE A ¥ SEsdNs = 53809024 (51
X : parts per Million : Carbon13
aE
<4
k|
=
<
S
=
s
2
S
bk
s
=1
S
g
S
Ik
s
=z
£ =3
RS
2
g
El
g
£ =4
T T T T T T T T T T T T T
1350 134.0 133.0 132.0 131.0 130.0 129.0 128.0 127.0 126.0 125.0 124.0 123.0
v 2 o o [y = 2 2%
2 2 & 8 o S 2 22
& 2 ) ) =% & “ X
5 o = % < < < o
b b o ] g = g a9
X : parts per Million : Carbon13

S18



0‘.2

0.1

==

(thousandths)

A A AN ANt A Ap AP S g NN NS SN AR [\ e N NN p A MM P b a0 N

6.158 —— o\
56.081 — ]

St

X : parts per Million : Carbon13

T
54.0

T
53.0

T
52.0

T
51.0

T
50.0

T
49.0

T
48.0

T
47.0

T
46.0

o

45.051 — & 1

0.1

(thousandths)

=]

X : parts per Million : Carbon13

24.640 —

22,637 —

S19




Figure S15. COSY spectrum of 4
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Figure S17. HMBC spectrum of 4
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Figure S18. NOESY spectrum of 4
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