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Figure S1 The first poses of the docked ligands to compound KS1; hydrogen atoms are omitted,

4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S2 The first poses of the docked ligands to compound KS2_keto; hydrogen atoms are
omitted; 4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S3 The first poses of the docked ligands to compound KS2_enol; hydrogen atoms are

omitted; 4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S4 The first poses of the docked ligands to compound KS3; hydrogen atoms are omitted;

4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S5 The first poses of the docked ligands to compound KS4; hydrogen atoms are omitted,

4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S6 The first poses of the docked ligands to compound KS5; hydrogen atoms are omitted,
4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S7 The first poses of the docked ligands to compound KS6; hydrogen atoms are omitted;
4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S8 The first poses of the docked ligands to compound KS7; hydrogen atoms are omitted;
4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S9 The first poses of the docked ligands to compound KS8; hydrogen atoms are omitted,

4kik.pdb protein (LigPlot+ v.2.2 software).
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Figure S10 The first poses of the docked ligands to compound KS1; hydrogen atoms are

omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S11 The first poses of the docked ligands to compound KS2_keto; hydrogen atoms are

omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S12 The first poses of the docked ligands to compound KS2_enol; hydrogen atoms are

omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S13. The first poses of the docked ligands to compound KS3; hydrogen atoms are

omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S14 The first poses of the docked ligands to compound KS4; hydrogen atoms are
omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S15 The first poses of the docked ligands to compound KS5; hydrogen atoms are
omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S16 The first poses of the docked ligands to compound KS6; hydrogen atoms are

omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S17 The first poses of the docked ligands to compound KS7; hydrogen atoms are
omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S18 The first poses of the docked ligands to compound KS8; hydrogen atoms are
omitted; 2w96.pdb protein (LigPlot+ v.2.2 software).
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Figure S19 The first poses of the docked ligands to compound KS1; hydrogen atoms are

omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).
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Figure S20a The first poses of the docked ligands to compound KS2_keto; hydrogen atoms

are omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).
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Figure S20b The first poses of the docked ligands to compound KS2_enol; hydrogen atoms
are omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).
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Figure S21 The first poses of the docked ligands to compound KS3; hydrogen atoms are
omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).
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Figure S22 The first poses of the docked ligands to compound KS4; hydrogen atoms are

omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).
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Figure S23 The first poses of the docked ligands to compound KS5; hydrogen atoms are

omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).

S25



KS6

Met322(A)

Kty

Glu320(A)
Tyr526(A)

Pro33s(A)

Tyr337(A)

et343(A)

[+ 5]
Trp3s3(A) By

e 2 u353(A)

R N ﬁsm}

e

Met3IBB(A) eu391(A)

Leu387(A)

Figure S24 The first poses of the docked ligands to compound KS6; hydrogen atoms are

omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).
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Figure S25 The first poses of the docked ligands to compound KS7; hydrogen atoms are
omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).
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Figure S26 The first poses of the docked ligands to compound KS8; hydrogen atoms are
omitted; 3dt3.pdb protein (LigPlot+ v.2.2 software).
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Figure S27 The first poses of the docked ligands to compound KS1; hydrogen atoms are

omitted; 112j.pdb protein (LigPlot+ v.2.2 software).
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Figure S28 The first poses of the docked ligands to compound KS2_keto; hydrogen atoms are

omitted; 112j.pdb protein (LigPlot+ v.2.2 software).
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Figure S29 The first poses of the docked ligands to compound KS2_enol; hydrogen atoms are
omitted; 112j.pdb protein (LigPlot+ v.2.2 software).

S31



KS3

Glu2T4(A)
270(A)

His394(A)

Trp345(A)
a2 T6(A)
Arg346(A)

Sl

Ne335(A)

Figure S30 The first poses of the docked ligands to compound KS3; hydrogen atoms are

omitted; 112j.pdb protein (LigPlot+ v.2.2 software).
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Figure S31 The first poses of the docked ligands to compound KS4; hydrogen atoms are
omitted; 112j.pdb protein (LigPlot+ v.2.2 software).
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Figure S32 The first poses of the docked ligands to compound KS6; hydrogen atoms are

omitted; 112j.pdb protein (LigPlot+ v.2.2 software).
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Figure S33 The first poses of the docked ligands to compound KS6; hydrogen atoms are
omitted; 112j.pdb protein (LigPlot+ v.2.2 software).
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Figure S34 The first poses of the docked ligands to compound KS7; hydrogen atoms are

omitted; 112j.pdb protein (LigPlot+ v.2.2 software).
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Figure S35 The first poses of the docked ligands to compound KS8; hydrogen atoms are
omitted; 112j.pdb protein (LigPlot+ v.2.2 software).
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Figure S36 'H-NMR spectrum of Curcumin mono-oleanoyl hydrogen succinate methyl ester
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Figure S37 C-NMR spectrum of Curcumin mono-oleanoyl hydrogen succinate methyl ester
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Figure S38 H-NMR spectrum of Curcumin mono-oleanoyl hydrogen succinate
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Figure S39 BC-NMR spectrum of Curcumin mono-oleanoyl hydrogen succinate
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Figure S40 *H-NMR spectrum of Curcumin isoxazole mono-oleanoyl hydrogen succinate
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Figure S41 *C-NMR spectrum of Curcumin isoxazole mono-oleanoy! hydrogen succinate
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Figure S42 H-NMR spectrum of Curcumin isoxazole mono-oleanoyl hydrogen succinate

methyl ester

10.0



£
2891
6181
E9EE
6852
1292
2=
A8
2308
85'2E .f./ru
FE'EE
fas) .m_m.\.\w.v
HBE %-
6Z'TH
£9'TH
S35k
Z49%
==y
15’15
255

6.9

orzr
1244
mm.Hm.\.

B 01—
S9E0T
m_v_H:././r
mm___.:./.r
FEOET
mh_ﬁmﬁw
ko Ezl

LTI
(Wil G
mw_mmiw
o
OF BET~—
O TeT~"
mm_m:U.\
03'9kT

mm.h:....\.
#E15T

mq_.ml.,
BT EIT—
B OAT
L= VA S
mm_mb\
8T~

170 160 150 140 130 120 110 100 90 80 70 (il 30 40 30 20 10
fi (ppm)

180

Figure S43 C-NMR spectrum of Curcumin isoxazole mono-oleanoyl hydrogen succinate

methyl ester
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