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Figure S1. "H NMR spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-prop-2-en-1-one (1) (CDCls, 600 MHz)
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Figure S2. Part of the *C NMR spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-prop-2-en-1-one (1) (CDCls,
600 MHz)
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Figure S3. *C NMR spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-prop-2-en-1-one (1) (CDCls, 151
MHz)
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Figure S4. COSY spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-prop-2-en-1-one (1) (CDCls, 151 MHz)
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Figure S5. HSQC spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-prop-2-en-1-one (1) (CDCl;, 151 MHz)
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TI-DK-2Br-2-p
single_pulse

NN WD
N
NNNN

1-(2’-hydroxyphenyl)-3-

<
L
~N

45
7.4
7,43

of
B8
NN

7,54

o w0 —- o
DN MM
NN NN
— R

r7.29
-7.24

7.

7.7 7.6
f2 (ppm)

(

7.5

2”-bromophenyl)-propan-1-one (5) (CDCl3, 600 MHz)

<
o
N

_

85

o
o
N

7.22

~
a
[}

-7.09
6.97

@
=
~N
-

L7.07
L 6.99
L 6.99

[N
@ 0 %
(RGN

F6.
-6.85

o)

OH

.

Br

1-7.29
2 7.26

Y726

0.971

)

i

—

|

—_—

[N

U

r116

r118

120

ri122

r124

126

r128

r130

ri32

ri34

r136

r138

140

142

144

146

r0.28

r0.26

r0.24

r0.22

r0.20

r0.18

r0.16

r0.14

r0.12

r0.10

r0.08

r0.06

r0.04

r0.02

2.03=
2.04=

r0.00

r-0.02

T T T T T T
12,5 12.0 11.5 11.0 10.5 10.0

9.5 9.0

f1 (ppm)



Figure S7. Part of the *C NMR spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-propan-1-one (5)

(CDCLs, 600 MHz)
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Figure S8. *C NMR spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-propan-1-one (5) (CDCls, 151 MHz)
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Figure S9. Part of the '>*C NMR spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-propan-1-one (5)
(CDCl;, 151 MHz)
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Figure S10. COSY spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-propan-1-one (5) (CDCIls, 151 MHz)
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Figure S11. Part of the COSY spectral of 1-(2’-hydroxyphenyl)-3-(2”’-bromophenyl)-propan-1-one (5)
(CDCl;, 151 MHz)
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Figure S12. HSQC spectral of 1-(2’-hydroxyphenyl)-3-(2”-bromophenyl)-propan-1-one (5) (CDCls, 151 MHz)
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Figure S13. HMBC spectral of 1-(2’-hydroxyphenyl)-3-(2”’-bromophenyl)-propan-1-one (5) (CDCls, 151 MHz)
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Figure S14. "H NMR spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-prop-2-en-1-one (2) (CDCls;, 600 MHz)
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Figure S17. COSY spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-prop-2-en-1-one (2) (CDCl3, 151 MHz)
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Figure S18. HSQC spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-prop-2-en-1-one (2) (CDCIls, 151 MHz)



Figure S19. '"H NMR spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-propan-1-one (6) (CDCl3;, 600 MHz)
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Figure S20. Part of the *C NMR spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-propan-1-one (6)
(CDCls, 600 MHz)
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Figure S21. *C NMR spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-propan-1-one (6) (CDCls, 151 MHz)
TJ-DK-3Br-p 0.042

single pulse decoupled gated NOE L0.040
r0.038

0.036

29.57

204.86
162.56
143.21
136.60
131.61
130.28
129.85
129.58
119.12
118.74
77.16 Chloroform-d
39.75

r0.034

—127.27
12272
*/119.30

¥

0.032

r0.030

j

-0.028
Br F0.026
+0.024
+0.022

OH

F0.020
6 F0.018
Ho.016
H0.014
Fo.012
F0.010
-0.008
-0.006
F0.004

0.002

r0.000

~-0.002

T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30
f1 (ppm)



Figure S22. COSY spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-propan-1-one (6) (CDCls, 151 MHz)
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Figure S23. HSQC spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-propan-1-one (6) (CDCls, 151 MHz)
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Figure S24. HMBC spectral of 1-(2’-hydroxyphenyl)-3-(3”-bromophenyl)-propan-1-one (6) (CDCls, 151 MHz)

Figure S25. "H NMR spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-prop-2-en-1-one (3) (CDCl;, 600 MHz)
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Figure S26. Part of the 'H NMR spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-prop-2-en-1-one (3)

(CDCls, 600 MHz)
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Figure S27. *C NMR spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-prop-2-en-1-one (3) (CDCls, 151

MHz)
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Figure S28. COSY spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-prop-2-en-1-one (3) (CDCl3, 151 MHz)
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Figure S29. HSQC spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-prop-2-en-1-one (3) (CDCls, 151
MHz)
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Figure S30. '"H NMR spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-propan-1-one (7) (CDCls;, 600 MHz)
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Figure S31. Part of the >*C NMR spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-propan-1-one (7)
(CDCl;, 600 MHz)
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Figure S32. *C NMR spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-propan-1-one (7) (CDCls, 151 MHz)
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Figure S33. COSY spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-propan-1-one (7) (CDCIls, 151 MHz)
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Figure S34. HSQC spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-propan-1-one (7) (CDCIls, 151 MHz)
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Figure S35. HMBC spectral of 1-(2’-hydroxyphenyl)-3-(4”-bromophenyl)-propan-1-one (7) (CDCls, 151 MHz)
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Figure S36. "H NMR spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-propan-1-one (4) (CDCls;, 600 MHz)
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Figure S37. Part of the '"H NMR spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-propan-1-one (4)
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Figure S39. COSY spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-propan-1-one (4) (CDCls, 151 MHz)
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Figure S40. HSQC spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-propan-1-one (4) (CDCls, 151 MHz)
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Figure S41. 'H NMR spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-prop-2-en-1-one (8) (CDCls, 600 MHz)
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Figure S42. Part of the >C NMR spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-prop-2-en-1-one (8)
(CDCls, 600 MHz)
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Figure S43. *C NMR spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-prop-2-en-1-one (8) (CDCls, 151
MHz)
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Figure S44. COSY spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-prop-2-en-1-one (8) (CDCls, 151 MHz)
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Figure S45. HSQC spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-prop-2-en-1-one (8) (CDCIls, 151 MHz)
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Figure S46. HMBC spectral of 1-(5’-bromo-2’-hydroxyphenyl)-3-phenyl-prop-2-en-1-one (8) (CDCls, 151 MHz)
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Figure S47. Preparative TLC plate showing the separation of the post-reaction mixture after biotransformation of
2'-hydroxy-2"-bromochalcone (1)

Compound 5
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Figure S48. Preparative TLC plate showing the separation of the post-reaction mixture after biotransformation of
2'-hydroxy-3"-bromochalcone (2)
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Figure S49. Preparative TLC plate showing the separation of the post-reaction mixture after biotransformation of
2'-hydroxy-4"-bromochalcone (3)

Compound 7

Figure S50. Preparative TLC plate showing the separation of the post-reaction mixture after biotransformation of
2'-hydroxy-5’-bromochalcone (4)



Compound 8

Figure S51. Selected chromatograms showing the composition of the reaction mixtures during the
biotransformation of the tested compounds:

a) GC analysis obtained after 12 hours transformation of 2'-hydroxy-2"-bromochalcone (1)
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b) GC analysis obtained after 3 days transformation of 2'-hydroxy-2"-bromochalcone (2)
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FID1 A, Front Signal (TJ_DK-4S\DK-4SUBSTR 2019-02-18 14-58-20\DK_3D_3BR_464.D)

¢) GC analysis obtained after 3 hours transformation of 2'-hydroxy-5’-bromochalcone (4)
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d)

GC analysis obtained after 10 days transformation of 2'-hydroxy-5’-bromochalcone (4)
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