Supporting information

for

Synthesis of complex intermediates for the study of

a dehydratase from borrelidin biosynthesis

Frank Hahn*51?, Nadine Kandziora®!, Steffen Friedrich® and Peter F. Leadlay?

Address: *Institut fiir Organische Chemie und Biomolekulares Wirkstoffzentrum,
Leibniz Universitat Hannover, Schneiderberg 1B, 30167 Hannover, Germany and
’Department of Biochemistry, University of Cambridge, 80 Tennis Court Road,

Cambridge CB2 1GA, United Kingdom

Email: Frank Hahn - frank.hahn@oci.uni-hannover.de
*Corresponding author

$These authors contributed equally

NMR spectra

S1



CDCls, 200 MHz
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CDCls, 400 MHz
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CDCls, 200 MHz
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MeOD, 400 MHz

h lebk L Mlm M JLJ‘Q__JL

gl £ E g H el H g 9
= < D. °°. e
Z S i = z
T T T T T T T T T T
5.5 5.0 45 4.0 35 3.0 2.0 1.0 0.5 ppm
MeOD, 100 MHz
F 3 5 =) oo =S o —_o
=} [=] wy < — O ot n oo
2 8 ~ 2 a4 em 2853 o QY
% ] — =] C = S o o oo
—_— — — ~ =t = ("‘-m(‘l\lN - i
LNV N/
Ny
\ i
\"O
wH o
./<
OH
—l-—wu, A ot
T T T T T T T T T T T T T T T T T T T 1
180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 ppm

S5



CDCls, 400 MHz
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CDCls, 200 MHz
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dg-benzene, 100 MHz
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CDCl3, 100 MHz
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D,0, 400 MHz
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CDCls, 400 MHz
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CDCl3, 500 MHz
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CD2C|2, 400 MHz
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dg-benzene, 500 MHz
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CDCls, 400 MHz
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dg-benzene, 500 MHz
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dg-benzene, 500 MHz
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CDCl;, 100 MHz

PPT6°LT
9860°EZ

05.2'62 —

£L16'8E —

L9ze'ly —

vI89'0LL —

1519961 —

Ippm]

S17



[ppm]

8BZL'EL -
£ESTEL -

L81Z°ET —
5188°9Z —

PIBE'EY —

CL09°ZS ~
£089°€s 7

58867)

8¥rS'SZl o
BLYP'9ZL -
£966'8Z1

S18

[ppm]

50

100

9LLL'6ZL
r £PeZTEL |

VLLG'EEL 4
9899°EElL -

81857011 —

PrLP08L o

el 8605081 7

CDCls, 400 MHz

CDCl3, 100 MHz

150




dg-acetone, 500 MHz
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dg-acetone, 500 MHz
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CDCls, 400 MHz
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