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Table S1. Elemental analysis data for compounds 2a-c, 5a—f, and 6a,b.
Caled Found
Compd Formula Mw C H N C H N
2a C11HuBrN:2 251.12 | 52.61 4.42 11.16 | 52.69 4.48 11.19
2b Ci1sH17BrN202 357.24 | 60.52 4.80 7.84 60.48 4.86 7.80
2¢ Ci7HisN2 248.32 | 82.22 6.49 11.28 | 82.25 6.54 11.33
5a Ci1sH17BrN202 373.24 | 57.92 4.59 7.51 57.95 4.62 7.55
5b Ci1sH17BrN202 373.24 | 57.92 4.59 7.51 57.89 4.64 7.53
5¢ CisH17BrN202 373.24 | 57.92 4.59 7.51 57.96 4.64 7.56
5d CisH17BrN202 373.24 | 57.92 4.59 7.51 57.94 4.63 7.49
5e Ci1sH17BrN202 373.24 | 57.92 4.59 7.51 57.96 4.57 7.53
5f CisH17BrN202 373.24 | 57.92 4.59 7.51 57.94 4.61 7.48
6a CisH1sBrCIN20 | 391.69 | 55.19 4.12 7.15 55.17 4.10 7.19
6b Ci1sHisBrCIl2N2O | 426.13 | 50.73 3.55 6.57 50.77 3.59 6.53
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Figure S1. '"H NMR of compound 2a.
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Figure S2. 13C NMR of compound 2a.
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Figure S3. '"H NMR of compound 2b.
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Figure S5. '"H NMR of compound 2c.
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Figure S9. '"H NMR of compound 5b.

100

50

50

100

150

--200

r-250

300

350

ag9gr

09bST—

Br

@

OH

-10

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

200

Figure S10. *C NMR of compound 5b.



S8 of 520

Int. ]. Mol. Sci.

o =) o =) o =) o
(=} [Te] = ['s] = 5] = [=1
= m m o~ ~ - — (] (=]
\ i f h h 1 1 ! i

= //

4_}

GEE:
10
20
EOb

8ok —
80k —
5
%%

B EE
T8 2
SEb- —_—
9Lt
LL

Lpg— —_

655 ——
am.m.lv T

ZRG:
96'9;
LB
LS
LT
92
PEL
9EL
LEL
LS
WL
Fiys
8%
ESY
LEFS

RIS A R
i f
‘ |
|
i
|
I

+1T
Moo 0
0

=ant

06T

Eoor

=107
681
rENT

0e'T
mhn:

et
=060
a0

-0.5

8.0 75 7.0 6.5 6.0 5.5 5.0 45 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)

8.5

Figure S11. '"H NMR of compound 5c.
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Figure S21. '"H NMR of compound 6b.
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Figure S23. Binding poses of molecules 2a—c (green) compared to the crystallized pose of QC-15
(white).

Figure S24. Binding poses of molecules 5b—f (green) compared to the crystallized pose of QC-15
(white). In yellow the binding pose of the most potent compound 5a.
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Figure S25. Binding poses of molecules 6a, b (green) compared to the crystallized pose of QC-15

(white).
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Figure S26. 2D representations of HO-1-molecule 2a complex.
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Figure 528. 2D representations of HO-1-molecule 2¢ complex.

516 of S20



Int. ]. Mol. Sci.

Val50(A)

Phe33(A)

Gly139(A)

" %143@\)
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Figure S30. 2D representations of HO-1-molecule 5b complex.
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Figure S31. 2D representations of HO-1-molecule 5¢ complex.
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Figure S32. 2D representations of HO-1-molecule 5d complex.
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Figure S33. 2D representations of HO-1-molecule 5e complex.
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Figure S34. 2D representations of HO-1-molecule 5f complex.
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Figure S35. 2D representations of HO-1-molecule 6a complex.
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Figure S36. 2D representations of HO-1-molecule 6b complex.
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