Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

SUPPORTING INFORMATION

Synthesis and immunochemical evaluation of a non-methylated
disaccharide analogue of the anthrax tetrasaccharide

Ophélie Milhomme,? Susanne Kohler,” David Ropartz,® David Lesur, Serge Pilard,® Florence
Djedaini-Pilard,® Wolfgang Beyer and Cyrille Grandjean***

& Laboratoire des Glucides, FRE CNRS 3517, Institut de Chimie de Picardie, Université de Picardie Jules Verne, 33 rue
Saint Leu, 80039 Amiens Cedex, France

b Anthrax-Laboratorium, Institut fir Umwelt and Tierhygiene, Universitat Hoheheim

Biogebalde 1, 1./2. Stockwerk, Garbenstrasse 30, 70599 Stuttgart, Germany

¢ INRA UR1268 Biopolyméres Interactions Assemblages, Plate-Forme BIBS, rue de la Géraudiére, 44316 Nantes Cedex 3,
France

¢ Plate-Forme Analytique, Université de Picardie Jules Verne

rue Dallery, 80039 AMIENS Cedex, France

¢ Unité de Fonctionnalité et d’Ingénierie des Protéines, FRE CNRS 3478, UFR Sciences et Techniques, Université de Nantes,
2 rue de la Houssinére, BP92208, 44322 Nantes Cedex 3, France. Fax: (+33) 251125632; Tel: (+33) 251125732

*E-mail: cyrille.grandjean@univ-nantes.fr

Table of Contents
'H NMR and **C NMR spectra of compounds 11, 13, 14 and 2 S2-S9

S1



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2012

BET~_
o1

0EL—

99'8—

8Ly

ACO OTCCIS
11

AcO

LN N

I
} SLL

S2

105 100 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0.0
f1 (ppm)

11.0



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2012

STRT~_
S6°02
oLz

8r'S9—
$8'89—

6404~
89°9L—
T 'LL{
£5°4L

PIE6—
8E'56—

¢6'09T—

S9°69T~_
0041~

S3

. WMLVMWWNM

"
L4

[ it i s kA
Lo " Wl

oy

A LA A -L
ko

o Lo et L

FTRTIOR oy
e

L

PN PO T TR Y

Ca iy

200 190 180 170 160 150 140 130 120 f &I.].O ) 100 90 80 70 60 50 40 30 20 10
ppm

210



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

LA
9’1

€17
e/
LLT—

90CT—

€9
(Y
oY
8LV
S8t
68t
[ 4
o't
S6°t
86

50°S
90'5\
TT5~%

TS~

LES
8E°S
8E'S
6E°S

0g'L
L
st
(€2
6L
oL
8bL~E
1527
£5°L

ks

£U'8f

INHCDZ
o]

BnO

OBz

13

o}

AcO

AcO

S4

UMMJL 1

L0E
85'S

(R

6T

i

86'C

0T

=

% 8s's
vz

=

=

sz [

S6'0

EUU'ZI
e

oot |

 az

96°C |

105 100 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0.0
f1 (ppm)

11.0



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

96°£T~_

10

8€'0C
SS'OZ>

£6'9C—
¥6'0b—

0v's9
16'99\
[awi]

18°£9—
£9°0L—

Hpp—

20

30

40

50

60

70

vz~
S6'EL
20'sL
#9'9/
L0°LL

6t'64

SEL6—
00T —

SLLTT
88°/¢1
8T°8ZT
TH'8e1
9b"8CT
(S'8CT

80

90

100

110
f1 (ppm)

120

98'6CT—
STEET—

S0'8ET—

Tv9ST—

F0"99T—
99'69T—
IU'OU-/-

NHCbz
o)

OBz
13

BnO
o]
AcO

AcO

S5

130

200 190 180 170 160 150 140

210

—




Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

60
66°0
0T T~
[
STT

8BS T—
81—

91c—

T

52’5%
e~
BrE—-
irS'Ef

£9'¢
89'%
9Tt
81~
£5F

LSv—
Ly—

L6
66 7

60°5—

INHCbZ
o

BnO

=~ 0

T wre

T oore

OBz

o}

HO

AcO

AcO

S6

ol L

T

9’
= e I

T 961

10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5

11.0

f1 (ppm)



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

1991
ZD'H--\'-
pe6l
0l7'617

9187 —

£E 00—
€89
ﬁs'zvk
962t
sT'sk
b —

8199
5E'99
£5°29
10'69¥
6v'0L—

IQ'ZL-/

0L'8L—+
BZ'GL-/-

£6'96—
00T —

ov LT
09°¢T
+0°8CT
F1'8C1
£0°8¢T
Hect
BO’OEIL
POEET—

0E'8ET—

90'991—
S8°69T—
6t°0LT

TS'ZLT'/

INHCbZ
0O

HO

S7

70 60 50 40 30 20 10

80

200 190 180 170 160 150 140 130 120 110 100
f1 (ppm)

210



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

911
81T
£~

STT

69 T~_
101

ae—

wi—

£0°€
60°€
e
8T'E
bEE
9€'E
LP'E
PSE

55°€
95°E
1S°E
66°E~E
PIE—
e/
74t

88°€

ad
(454
AN
1454

[h
150
Ut

O/

oy’

NHz
HO
HN
HO OH
OH
2

OH

S8

e

}\EE'S

601
Fsot

ST'T
JI}IB'b

Feor
Feso

0.5

1.0

1.5

2.0

25

3.0

3.5

4.0

4.5

5.0

5.5

6.0

6.5

7.0

1 (ppm)



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2012

9'9T~_
1"

082~
'8¢

E'S'c'}
0'6E—

6'8F—
9'95—

EEBK
£L'69

Z'Iﬂ%
£EL~_
T'vl—

T6L—

L'66—
P E0T—

PrIT—

T —

TRT—

Vipwitivi s

MNH4

(=)
o~
o =
I o =3
=}
T
T
o
T
=}

S9

200 190 180 170 160 150 140 130 120 fl(lCl )100 90 80 70 60 50 40 30 20 10
1 (ppm

210



