Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

Supporting Information for Org. Biomol. Chem.

Oxazole glycopeptidomimetics that target arthritis-associated

class I MHC proteins

Ida E. Andersson,” Tsvetelina Batsalova,” Balik Dzhambazov,” Lotta Edvinsson,” Rikard

Holmdahl,” Jan Kihlberg,*“* and Anna Linusson**

“ Department of Chemistry, Umed University, SE-901 87 Umed, Sweden

b Medical Inflammation Research, Department of Medical Biochemistry and Biophysics,

Karolinska Institute, SE-171 77 Stockholm, Sweden.

¢ AstraZeneca R&D Molndal, SE-431 83 Moélndal, Sweden.

E-mail: jan.kihlberg@chem.umu.se, anna.linusson@chem.umu.se

Table of Contents

S2:
S3:
S4:
S5:
S6:
S7:
S8:

'H and "C NMR for compound 7

'H and “C NMR for compound 8

'H and "C NMR for compound 11

'H and "C NMR for compound 12

'H and "C NMR for compound 13

'H and "C NMR for compound 14

HPLC chromatograms for glycopeptides 2, 3, and 4

S1



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

N 0
FmocHN /J,/<
/A
7
1]
|
W Wy oo
2.5 2 093 1 0.93 3
y W - oy
Q68 1.7 2 2.2 0.97 1.1 32
T . T . T . T . T d T . T d T 4 T 4 T T
10 9 8 7 6 S 4 3 1 Q
A o “—J. e . -
— : : — ,
200 180 160 140 120 100 80 60 40 20 o]

S2



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

CHs

N 0
FmocHN /\),[<
o/  “om
8
1
o Yooy - " w o
2 2 i 09
" W " W
06 2 2 2 3
T T . T : T T T T T . T . T T
10 3 8 7 6 5 4 3 2 1 0
i o (o
T T T T T T T T T T T
200 180 160 140 120 100 50 60 40 20 0

S3



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

o)
H
N
BocHN /ﬁ( Ot-Bu
o
OH
11

ta W y
0.89 0.81 1.8 1 31 36
o "r' Yoo i
9.8 074 Q8 091 4. 1.1
T T T T T T T T T T T T | T T T
10 9 8 7 6 S 4 3 2 1 o]
e O 8 J “
T | T T | T | T | T T T T T T T
200 180 160 140 120 100 80 60 40 20 o]

S4



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

(0]
H
N
BocHN /ﬁ( OtBu
0
0]
12

l.ll
2.4 26
Wy e y
31.1 0.94 2.5
T T | T T T T T T | T T T T
10 9 8 7 6 S 4 3 2 1 o}
o
| | | T | T T T T T T
200 180 160 140 120 100 80 60 40 20 o}

S5



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

BocHN /\(/N
O /

0]

Ot-Bu

13
i ¥ y
068 2.5 9.8
e J ¢
S 2.2 11
T T T T T T T T T T T T
10 9 g 7 6 S 3 1 0
T T | T | T T T T T T
200 180 160 140 120 100 80 60 40 20

S6



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

FmocHN Ar/

)

N 0
/

OH

14
|
vy Y
2 2.2 4.1
L
099 19 68 3.5
T T T T T T T T T T T T
10 9 8 7 6 S 4 3 2 1 0
o
s b e A S\
T T T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0

S7



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

Glycopeptidomimetic 2

1.5000
1.5000

0
1.0000

Absorbance
Absorbance

3 -3

0
P R
4\
\
T
2.0000

T T T T T T T T T T
0.00 10.00 20.00 2.10

Glycopeptidomimetic 4

L - =
=™ - =

Absorbance
Absorbance

L0000

" 4} L
T
2000

S8

1.5000

Glycopeptidomimetic 3

]

0.00

1.5000

1.0000

0.5000

0.0000

Absorbance



