catalysts

Supplementary information

New Bromo- and Iodo-hydroxylactones with Two
Methyl Groups Obtained by Biotransformation of

Bicyclic Halolactones

Malgorzata Grabarczyk ¥, Wanda Maczka %, Gabriela Maciejewska 2 and Katarzyna Winska **

1 Department of Chemistry, Wroctaw University of Environmental and Life Sciences, Norwida 25, 50-375

Wroctaw, Poland
2 Faculty of Chemistry, Wroctaw University of Technology, Wybrzeze Wyspianskiego 27, 50-370 Wroctaw,

Poland; gabriela.maciejewska@pwr.edu.pl (G.M.)
* Correspondence: malgorzata.grabarczyk@upwr.edu.pl (M.G.), wanda.maczka@upwr.edu.pl (W.M.),

katarzyna.winska@upwr.edu.pl (K.W.)

ns

4

0.3

X : paris per Million : Proton

Figure S1. '"H NMR (400 MHz, CDCls) spectrum of ester 2.
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Figure S2. COSY (100 MHz, CDCls) spectrum of ester 2.
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Figure S3. HMQC (100 MHz, CDCls) spectrum of ester 2.
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Figure S4. *C NMR (100 MHz, CDCls) spectrum of ester 2.
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Figure S5. HRMS spectrum of ester 2.
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Figure S6. '"H NMR (400 MHz, CDCls) spectrum of acid 3.
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Figure S7. COSY (100 MHz, CDCls) spectrum of acid 3.
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Figure S8. HMQC (100 MHz, CDCls) spectrum of acid 3.
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Figure S9. *C NMR (100 MHz, CDCls) spectrum of acid 3.
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Figure S11. '"H NMR (400 MHz, CDCls) spectrum of chlorolactone 4.
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Figure S12. COSY (100 MHz, CDCls) spectrum of chlorolactone 4.
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Figure S13. HMQC (100 MHz, CDCls) spectrum of chlorolactone 4.
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Figure S14. °C NMR (100 MHz, CDCls) spectrum of chlorolactone 4.
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Figure S15. HRMS spectrum chlorolactone 4.
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Figure S16. '"H NMR (400 MHz, CDCls) spectrum of bromolactone 5.
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Figure S17. COSY (100 MHz, CDCls) spectrum of bromolactone 5.
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Figure S18. HMQC (100 MHz, CDCls) spectrum of bromolactone 5.
5M-ORT-12_carbon-1-3.jdi
popemeEsznsaesy
= e =F FEIYEsgEsadangE"
-1 Y Y~
;_
o
=3
1
=3 |
o
=4
=3
" PR 10T e m 1
RSRs S J i e
T T T T T T T T T T T T T T T T T T T
180.0 1700  1edO 1500 1400 130.0 1200 1100 10 Lil] B0 T0.0 6.0 50.0 400 0.0 20.0 10.0 i
X : parts per Million : Carbon 13

Figure S19. *C NMR (100 MHz, CDCls) spectrum bromolactone 5.
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Figure S20. HRMS spectrum bromolactone 5.
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Figure S21. '"H NMR (400 MHz, CDCls) spectrum of iodolactone 6.
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Figure S22. COSY (100 MHz, CDCls) spectrum of iodolactone 6.
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Figure S23. HMQC (100 MHz, CDCls) spectrum of iodolactone 6.
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Figure S24. *C NMR (100 MHz, CDCls) spectrum of iodolactone 6.
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Figure S25. HRMS spectrum of iodolactone 6.
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Figure 526. 'H NMR (400 MHz, CDCls) spectrum of bromo-hydroxylactone 7.
SM-ORT-12-336-5.28_Proton-1-1-2 jdi = = I
= S STuREis e s anneaals Z s
= =z Z2ced SEEHIBELS ! ia
§ - ciciciciel riricighs = =@~ ==
3 rg iz (e \ L =} &
il [ F MJ ﬂ il
SM-ORT-12-336-5.28_COSY-1-2 jdf
i ]
5] ]
=
-]
o
&
: 4633
B : 4630
= o ﬂz = = S 4647
; . 4654
H oe - - : -5 < e
i T T T T T T
50 40 30 20 ] ]
X : parts per Million : Praton phundance

Figure S27. COSY (100 MHz, CDCls) spectrum of bromo-hydroxylactone 7.
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Figure S28. HMQC (100 MHz, CDCls) spectrum of bromo-hydroxylactone 7.
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Figure S29. ®*C NMR (100 MHz, CDCls) spectrum of bromo-hydroxylactone 7.
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v, JSM-ORT-12-336-5.44_Proton-1-3d ~
“13333583%5 sr3Zsey 237372 D3E3EEIEY BB 3ILEE:
ot oo o SadheDe oangndioeSEEERES e R G
Y Y NWE TS WY W i

[

T

X : parts per Million : Praton

Figure S31. '"H NMR (400 MHz, CDCls) spectrum of bromo-hydroxylactone 8.
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Figure $32. COSY (100 MHz, CDCls) spectrum of bromo-hydroxylactone 8.
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Figure S33. HMQC (100 MHz, CDCls) spectrum of bromo-hydroxylactone 8.
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Figure S34. *C NMR (100 MHz, CDCIs) spectrum of bromo-hydroxylactone 8.
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Figure S36. 'H NMR (600 MHz, CDCls) spectrum of iodo-hydroxylactone 9.
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Figure S37. COSY (151 MHz, CDCls) spectrum of iodo-hydroxylactone 9.
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Figure S38. HMQC (151 MHz, CDCls) spectrum of iodo-hydroxylactone 9.
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Figure S39. °C NMR (151 MHz, CDCls) spectrum of iodo-hydroxylactone 9.
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Feak RetTime Type Width Area Helight Araa
i [mim} [min] [pA*s] [pAl L]
————|-.-__—-—|——---||____———|—.--_.-_————|———-.-._————|———-_———
1 45,465 MM D.150% 41.628258 §.39794 S54.75732
2 46.605 MM G.1539 34 ,39404 3.72455 45,24264

Figure S43. Chiral chromatogram of iodo-hydroxylactone 9.



