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Figure S1. 1H -NMR spectra of (2’E) Cumenic acid (1).
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Figure S2. APT spectra of (2’E) Cumenic acid (1).

Fso0U

8.48
8.47

............... Lsooo

8.03
8.02
6.84
—5.34
—5.15

<
<s!

F7500
L7000
L6500
I [ / I [ j /
F5500
F5000
F4500
F4000
F3500
F3000
F2500
F2000
F1500
F1000
! i F500
A [ A w
V.

I
o
o

F-500

£4.00=
.00—=x
001

T T T T T T T T T T T f T T
7.0 6.5 6.0 55 50 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

7.5
f1 (ppm)

Figure S3. 1H -NMR spectra of (2’Z) Cumenic acid (2).
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Figure S4. APT spectra of (2’Z) Cumenic acid (2).
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Figure S5. 1H -NMR spectra of Gaudichaudianic acid (3).
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Figure S6. APT spectra of Gaudichaudianic acid (3).
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Figure S7. 1H -NMR spectra of 4-Methoxy-3-(3"-methyl-2-butenyl)benzoic acid (4).
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Figure S8. APT spectra of 4-Methoxy-3-(3"-methyl-2-butenyl)benzoic acid (4).
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Figure S9. 1H -NMR spectra of 1-(2-Hydroxy-phenyl)-3-methyl-but-2-en-1-one (5).
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Figure S10. APT spectra of 1-(2-Hydroxy-phenyl)-3-methyl-but-2-en-1-one (5).

ross-

00—=
94
64

e
©
ae

T

T T T T T T T T T T T T T T T T T T T T T T T T At
4.5 14.0 13.5 13.0 12,5 12.0 11.5 11.0 10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 50 4.5 4.0 3.5 3.0 2.5 2.0

f1 (ppm)

Figure S11. 1H -NMR spectra of 4-Butyl-2,2-dimethyl-chroman-4-ol (6).
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Figure S12. APT spectra of 4-Butyl-2,2-dimethyl-chroman-4-ol (6).
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Figure S13. 1H -NMR spectra of 1-(2,2- dimethyl-chroman-6-yl)-3,7-dimethyl-octa-2,6-dien-1-ol (7)
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Figure S14. APT spectra of 1-(2,2- dimethyl-chroman-6-yl)-3,7-dimethyl-octa-2,6-dien-1-ol (7).
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Figure S15. 1H -NMR spectra of methyl (E)-3-(3,7-dimethylocta-2,6-dienoyl)-4-hydroxy-
5-(3-methylbut-2-en-1-yl)benzoate (8).
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Figure S16. APT spectra of methyl (E)-3-(3,7-dimethylocta-2,6-dienoyl)-4-hydroxy-5-(3-methylbut-2-en-1-yl)benzoate (8).
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Figure S17. Mechanisms of inhibition of the catalytic activity of the PL.



Plants 2022, 11, 2188 10 of 11

0025
A 0,02
i
0015
Z
& o opM
1 o 153.9uM
-@--307.8pM
‘Ol
7 0005
o
P ” l’
Lo
A
~ S
t" I” I"
-003 0,02 -0,01 001 0,02
18]
007
B 0,06 o
/
r
l"
00s /
ll"'
7 0
/
004 / -~
I' "'
w /
lo t""
/
003 P4 ’_,—' ) 00 M
7 - o~ 2 M
ﬁ" T o134.2pM
’ o
002 P o/ T 0264.4 M
"’o -----
%
o
001 ‘Jg
e
————— ~7
S il
001 0,005 0,005 001 0015 002
-0.01 L

Figure S18. Mechanisms of inhibition of the catalytic activity of the AG.

A B C

Figure S19. Superposition of docked conformations of R and S enantiomers, PL competitive inhibitors. A.
3R(cyan) and 3S (brown); B. 7R (cyan) and 7S (brown); C.3R and 7R.

A B

Figure S20. Superposition of docked conformations of PL inhibitors. A. 1 (orange), 2 (green) and 8 (yellow).
B. 5 (Yellow), 6R (pink), and 6S (grey).
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Figure S21. Superposition of docked conformations of AG inhibitors. A. 6R (cyan) and 6S (brown). B. 7R (Yellow) 7S. C

6R (orange), and 7R (green).

Table S1. Binding free energies predicted by molecular docking between pancreatic lipase, a-glucosidase,

and its compounds.

Pancreatic Lipase (LP)

Alpha-Glucosidase (AG)

Catalytic site  Allostericsite  |nhibition  Catalytic site  Allosteric site
Compound Binding energy (Kcal/mol) type Binding energy (Kcal/mol) Inhibition type

-- -7,3 uc - - -

2 -- -6,2 uc - - -
3R -8,7 - - - -
3S -8,6 - - - -
5 -- -6,0 NC - - -
6R -- -6,6 NC - -6,1 M
6S -- -6,3 NC - -6,0 M
7R -8,9 - - -7,8 NC
7S -8,7 - - -7,8 NC
8 - -7,3 - - -

Table S2. Type of interactions in the binding sites of pancreatic lipase and a-glucosidase.

Interaction
Pancreatic Lipase a-Glucosidase
Compound Aminoacid interaction Compound Aminoacid interaction

Catalytic Site Allosteric site
3R
3S
7R
7S

Allosteric Site

Key data

Interaction type

Hydrophobics

polar

Pancreatic lipase

a-glucosidase

77 263

Catalytic sit
atalytic site Phe | His

152
Ser

327

Catalytic site
Asp

443
Asp




