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Supplementary Materials: A Modular Synthetic
Approach to Isosteric Sulfonic Acid Analogues of the
Anticoagulant Pentasaccharide Idraparinux

Erika Mez6, Daniel Eszenyi, Eszter Varga, Mihaly Herczeg and Aniké Borbas

H- and ®C-NMR spectra of compounds 12, 17, 18, 21, 6, 7, 8, 9, 10, 25, 26, 27, 30, 31, 32, 33, 34 and 35.
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Figure S1. '"H-NMR spectrum of compound 12 in CDCls.
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Figure S2. 3*C-NMR spectrum of compound 12 in CDCls.
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Figure S3. '"H-NMR spectrum of compound 17 in CDCls.
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Figure S4. 3C-NMR spectrum of compound 17 in CDCls.
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Figure S5. 'H-NMR spectrum of compound 18 in CDCls.
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Figure S7. 'H-NMR spectrum of compound 21 in CDCls.
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Figure S8. 3C-NMR spectrum of compound 21 in CDCls.
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Figure S9. '"H-'"H COSY (homonuclear correlation spectroscopy) spectrum of compound 21 in CDCls.
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Figure 510. 'H-"*C HSQC (heteronuclear single-quantum correlation spectroscopy) spectrum of

compound 21 in CDCls.
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Figure S11. '"H-NMR spectrum of compound 6 in CDCls.
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Figure S12. 3C-NMR spectrum of compound 6 in CDCls.
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Figure S13. 'H-"H COSY spectrum of compound 6 in CDCls.
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Figure S14. '"H-*C HSQC spectrum of compound 6 in CDCls.
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Figure S15. 'H-NMR spectrum of compound 7 in CDCls.
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Figure S20. 3C-NMR spectrum of compound 8 in CDCls.
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Figure S21. '"H-'"H COSY spectrum of compound 8 in CDCls.
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Figure S22. 'H-"*C HSQC spectrum of compound 8 in CDCls.
6000
335323 EEnReRR9E2Ya588n 0858335833 RRNRBBEEEICR558nRL30ReBERERIINN R8RS
T b [ e B BB BB B P P P PO QOO0 KON s et o e S s o o o iR 000 00 000 0 ¢ el im0 s R el e el e
S S S S rme—g— s e S
5500
15000
0Bn
Mgl 304t Mg 0Bn
© ONAP
Meoo,gz& MO0 P F-as00
ARREE Bro Bno
& Bl Aco OMe
9 Fao00
THNMR (CDCl;, 400 MH2)
F-3s00
k3000
L2500
| 2000
]
]
I : k1500
I}
V k1000
l | 1 ! i
! | ! it m ™S
oy t D '||‘ ‘H‘ “ 500
| l
‘ I. ” L Mlm Wi ‘HMIHIH‘I! y|
|
VUL N LUV L. ..V W Vol W o
[ 5l e o ity T T T LR i
o @ w
Iy B~ 0o o > @ \ - o
24%4 SEE | & B8 3 55 § 500
T T T T T T T T T T T T T T T T T
8.0 75 70 65 60 55 50 5 40 35 30 25 20 15 10 05 0.0
1 (ppm)

Figure S23. '"H-NMR spectrum of compound 9 in CDCls.
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Figure S24. 3C-NMR spectrum of compound 9 in CDCls.
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Figure S26. 'H-*C HSQC spectrum of compound 9 in CDCls.
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Figure S27. '"H-NMR spectrum of compound 10 in CDCls.
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Figure S30. '"H-3C HSQC spectrum of compound 10 in CDCls.
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Figure S31. 'H-NMR spectrum of compound 25 in CDCls.
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Figure S32. 3C-NMR spectrum of compound 25 in CDCls.
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Figure S33. 'H-NMR spectrum of compound 26 in a mixture of CDCls and CD3OD.
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7.35
-
727
7o

‘u »w

M".77H

48,73+

205
—1.30

-—119

50;Ma

OMe
Me00C o
'éw o /%
Bno
MeD Bno ¢ meo

27
TH MR (CD0D, 400 M Hz)

|
A ‘\_J/l\;_‘ J"-L)«\

e
g

0Bn

BnO

B
" ome

30

1500

1400

1300

1200

1100

1000

900

800

700

600

500

400

300

200

+100

100

200

6.5 6.0

4.0
i (ppm)

L
5
]

T

25 20

Figure S35. '"H-NMR spectrum of compound 27 in CDsOD.
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Figure S36. ®*C-NMR spectrum of compound 27 in CDsOD.
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Figure S37. '"H-NMR spectrum of compound 30 in CDCls.
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Figure S38. 3C-NMR spectrum of compound 30 in CDCls.
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Figure S39. '"H-NMR spectrum of compound 31 in CDCls.
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Figure S40. 3C-NMR spectrum of compound 31 in CDCls.
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Figure S42. 3C-NMR spectrum of compound 32 in CDsOD.
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Figure S44. ®*C-NMR spectrum of compound 33 in a mixture of CDClz and CDsOD.
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Figure S45. '"H-NMR spectrum of compound 34 in CDsOD.
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Figure 547. 'TH-NMR spectrum of compound 35 in a mixture of D20 and CDsOD.
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Figure S48. *C-NMR spectrum of compound 35 in a mixture of D20 and CDsOD.



