Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2016

Supporting Information

Stereoselective innovative synthesis and biological evaluation of new real carba
analogues of minimal epitope Mana(1,2)Man as DC-SIGN inhibitors

Vittorio Bordoni, Vanessa Porkolab, Sara Sattin, Michel Thépaut, Ileana Frau, Lucilla Favero,
Paolo Crotti, Anna Bernardi, Franck Fieschi, Valeria Di Bussolo*

* Correspondence should be addressed to VDB (valeria.dibussolo@unipi.it)

Table of Contents
Figure S1. '"H NMR and "*C NMR of compound 4. S2
Figure S2. '"H NMR and "*C NMR of compound 5. S3
Figure S3. '"H NMR and "*C NMR of compound 15. S4
Figure S4. '"H NMR and "*C NMR of compound 16. S5
Figure S5. '"H NMR and ">C NMR of compound 11. S6
Figure S6. '"H NMR of compound 14. S7
Figure S7. '"H NMR and "*C NMR of compound 13. S8
Figure S8. '"H NMR and "*C NMR of compound 17. S9
Figure S9. '"H NMR and "*C NMR of compound 18. S10
Figure $10. '"H NMR and "*C NMR of compound 19. S11
Figure S11. Sensorgrams of compound 5. S12
Figure S12. Sensorgrams curves of compound 4. S13
Figure S13. Sensorgram of minimal epitope Mana.(1,2)Man (2). S14
Figure S14. Inhibition curves of Mana.(1,2)Man (2), compound 3, compound 4 and compound 5. S15
Figure S15. HRMS of compound 4. S16
Figure S16. HRMS of compound 5. S17

S1



2800

~2600

2400

2200

~2000

~1800

1600

1400

~1200

1000

800

~600

400

200

-0

8.5 8.0 7.5 7.0 6.5 6.0 55

—49.57

2

o

114 g
2.56 {
ol

37.82

25.40

0.0

T T T T v i T T T T U | T T
180 180 170 160 150 140 130 120 110 100 a0
f1 (ppm)

Figure S1. '"H NMR and "*C NMR of compound 4.
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Figure S2. '"H NMR and "*C NMR of compound 5.
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Figure S3. '"H NMR and "*C NMR of compound 15.
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Figure S4. '"H NMR and "*C NMR of compound 16.

S5

4000

3500

~3000

2500

2000

~1500

1000

500

-0

19000

+~18000

~17000

~16000

~15000

-14000

13000

~12000

~11000

10000

9000

~8000

~7000

~6000

~5000

~4000

3000

2000

~1000




EnO
(e}
HO"
OH
S 23 N e
S 232 2 283
T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 55 5.0 45 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
5 S=R YR 18 2 &
5 &89 Thao B & g
N ~ve [
BnO
(s}
HO"
OH
|
!
|
B0t L6 R SR IS B K T AL

T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 a0 80
f1 (ppm)

Figure S5. '"H NMR and "*C NMR of compound 11.
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Figure S6. '"H NMR of compound 14.
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Figure S7. '"H NMR and ">C NMR of compound 13.
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Figure S8. '"H NMR and "*C NMR of compound 17.
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Figure S9. '"H NMR and "*C NMR of compound 18.
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Figure $10. '"H NMR and "*C NMR of compound 19.
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Sensorgrams and inhibition curves

Compound 5
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Figure S11. Sensorgram of compound 5.
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Figure S12. Sensorgram of compound 4.
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Figure S13. Sensorgram of minimal epitope Mana(1,2)Man (2).
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Figure S14. Inhibition curves of Mana(1,2)Man (2), compound 3, compound 4 and compound 5.
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ICMG - Plateau de Spectrometrie de Masse - Elemental Composition
HRMS - ESI/QTOF - Waters Xevo G2-S QTof

Page 1

File LC861 Description 5 10e-5 M ds ACN/eau

Target Mass Found  Error PPM Compound
432.1594 432.16 -1.9 Found
1:(Time: 0.12) Combine (5:7-23) 1:TOF MS ES+
4.6e+005
100 432.1586
@« 50
4291499 433.1615
154.0052 .
% P 217.1046245.0791 2651040 315 0997 349 182  404-1520, :qua.}is;
ey e R B S e e e e S S S e bl z
150.0 200.0 250.0 300.0 350.0 400.0 450.0
Mass PPM i-FIT (norm) Formula Calc. Mass
4321586 -1.9 0.1 C15 H27 N3 010 Na 432.1594
432.1586 -1.2 2.1 C14 H28 N2 013 432.1591
4321586 44 6.3 C12 H29 N2 O13 Na 432.1567
4321586 3.0 11.4 C26 H24 06 432.1573
4321586 0.0 12.4 C27 H20 N4 02 432.1586
4321586 2.3 12.5 C27 H23 N O3 Na 432.1576
4321586 -3.2 145 C29 H22 N 03 432.1600
432.1586 -3.7 15.6 C30 H21 N2 Na 432.1602

Figure S15. HRMS of compound 4.
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IICMG - Plateau de Spectrometrie de Masse - Elemental Composition Page 1
HRMS - ESI/QTOF - Waters Xevo G2-S QTof

File AN99 Description 5 10e-5 M ds ACN/eau

Target Mass Found Error PPM Compound
384.1870 A9 -2.6 Found
1: (Time: 0.12) Combine (5:7-23) 1:TOF MS ES+
6.7e+005
100 384.1860
e 50 406.1679
122.0815 . 0g41173.0783 222.1336 242.2848 317.0781347.2183 363 125, | SO4 308
0 T e { 1 L T f T 2 T \l . T Y m/z
100.0 150.0 200.0 250.0 300.0 350.0 400.0
Mass PPM i-FIT (norm) Formula Calc. Mass
384.1860 -2.6 0.4 C15 H30 N 010 384.1870
384.1860 1.0 1.1 C13 H28 N4 09 384.1856
384.1860 5.7 11.4 C25 H24 N2 02 384.1838
384.1860 -4.7 15.7 C30 H24 384.1878

Figure S16. HRMS of compound 5.
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