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Figure S1: Predicted binding sites of Soybean Lipoxygenase seed isoform 1 (LOX-1).
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Figure S2: RMSD calculations for (A) all Ca enzyme atoms (blue) in LOX-1-Compound
3b complex and for all atoms of compound 3b (red), (B) ) all C, enzyme atoms (blue) in
LOX-1-Compound 3¢ complex and for all atoms of compound 3c (red).
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Figure S3: Categorization of (A) LOX-1-Compound 3b and (B) LOX-1-Compound 3c
interactions, during the molecular dynamics simulation (10 ns).



1H NMR spectra of all the synthesized compounds and 13C NMR spectra of the novel

synthesized compounds

1H NMR of compound 3a
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1H NMR of compound 3b
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1H NMR of compound 3¢
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13C NMR of compound 3c
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1H NMR of compound 3d
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1H NMR of compound 3e
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1H NMR of compound 3f

[43: 43

198°€

9969
0869 {
90"/
050°Z
£9v'L |
SO
o?.Dﬁ
6Lt7L
LS
0552
1992 N
1292

7891 o
omw.m;

68L°L ]

b8 ]
b8/
698
8z€'8 |
zecg!

=
Il

200

150
100
ro

O
A
(o'
8

\

]

/
f

3f_DMSO_600
OH
Br
3f_DMSO_600

%
7.0

/ /s I/
7.5
f1 (ppm)

8.0

8.5

9.0

Fo00'9

60
=860
860
=60
2160

oz

=160

=680

130 125 120 11.5 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20
f1 (ppm)

13.5

1H NMR of compound 3g
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1H NMR of compound 3h
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13C NMR of compound 3h
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1H NMR of compound 3i
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1H NMR of compound 3k
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1H NMR of compound 4a
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1H NMR of compound 4b
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13C NMR of compound 4b
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13C NMR of compound 5
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13C NMR of compound 6a
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1H NMR of compound 7a
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1H NMR of compound 7b
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