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Figure S1. *H-NMR spectrum of compound 9 (400 MHz, CDCls).
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Figure S2. Expansion of H-NMR spectrum of compound 9 (400 MHz, CDCls).

S3



9'69
£'69
8'vL—

p-wiojololy] ¢'LL

6691
TOLT
m.oD\ ]
01T

90

100

110

120

130

140

150

160

170

180

1 (ppm)

Figure S3. 3C-NMR spectrum of compound 9 (100 MHz, CDCls).
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Figure S4. 'H-NMR spectrum of compound 11 (400 MHz, CDCls).
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Figure S5. Expansion of *H-NMR spectrum of compound 11 (400 MHz, CDCls).
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Figure S6. 3C-NMR spectrum of compound 11 (100 MHz, CDCls).
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Figure S7. 'H-NMR spectrum of compound 16 (400 MHz, CDCls).
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Figure S8. Expansion of *H-NMR spectrum of compound 16 (400 MHz, CDCls).

8'0C

012 AN
T'ST~

9'9¢ =
8'9¢ -
v.om\

f1 (ppm)

170 160 150 140 130 120 110 100

180

Figure S9. 3C-NMR spectrum of compound 16 (100 MHz, CDCls).
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Figure $10. 'H-NMR spectrum of compound 17 (400 MHz, CDCls).
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Figure S11. Expansion of *H-NMR spectrum of compound 17 (400 MHz, CDCls).
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Figure $12. *C-NMR spectrum of compound 17 (100 MHz, CDCls).
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Characterization of AUGNP 1
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Figure S13. 'H NMR of sugar/iminosugar ligands mixture before (left) and after (right) formation of
AuGNP 1 (400 MHz, CDs0D).
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Figure $14. 'H NMR and *H gNMR with TSP-d4 of AUGNP 1 (400 MHz, D,0).
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Figure S15. TEM micrograph (scale = 100 nm) in H,0O and size-distribution histogram obtained by
measuring 300 nanoparticles of AUGNP 1 (average diameter: 1.8 £0.4 nm).
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Figure S16. UV/vis spectrum of H,0 solution of AUGNP 1 recorded at concentration of 0.1 mg/mL.
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Characterization of AUGNP 2
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Figure S17. 'H NMR of sugar/iminosugar ligands mixture before (left) and after (right) formation of
AuGNP 2 (400 MHz, CDs;0D).
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Figure $18. 'H NMR and *H gNMR with TSP-d4 of AUGNP 2 (400 MHz, D,0).
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Figure $19. TEM micrograph (scale = 20 nm) in H,O and size-distribution histogram obtained by
measuring 300 nanoparticles of AUGNP 2 (average diameter: 2.1 £0.6 nm, less than 3% shows a >5 nm
diameter).
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Figure $20. UV/vis spectrum of H,0 solution of AUGNP 2 recorded at concentration of 0.1 mg/mL.
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Characterization of AUGNP 3
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Figure S21. 'H NMR of sugar/iminosugar ligands mixture before (left) and after (right) formation of
AuGNP 3 (400 MHz, CDs0D).
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Figure $22. *H NMR and *H gNMR with TSP-d4 of AUGNP 3 (400 MHz, D,0).

S15



CV72-AR__BODOOX__0004 02.05.2019 €V72-AR__BODDOX__000S . ) 02.05.2010

50 nm 50 nm

20nm#+0.2

18 18 20 22 24 28 28
d (nm)

CV72-AR__60000X__0003 02.05.2019

‘ioo nﬁ
Figure $23. TEM micrographs in H,O (magnification 80000x and 60000x) and size-distribution
histogram obtained by measuring 300 nanoparticles of AUGNP 3 (average diameter: 2.1 0.5 nm).
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Figure S24. UV/vis spectrum of H,0 solution of AUGNP 3 recorded at concentration of 0.1 mg/

mL. S16



Characterization of AUGNP 4
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Figure $25. 'H NMR of sugar/iminosugar ligands mixture before (left) and after (right) formation of

AUGNP 4 (400 MHz, CD;0D).
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Figure $26. 'H NMR and *H gNMR with TSP-d4 of AUGNP 4 (400 MHz, D,0).
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Figure $27. TEM micrograph in H,0O and size-distribution histogram obtained by measuring
300 nanoparticles of AUGNP 4 (average diameter: 2.0 £0.4 nm).
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Figure $28. UV/vis spectrum of H,0 solution of AUGNP 4 recorded at concentration of 0.1 mg/mL.

S18



Characterization of AUGNP 5
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Figure $29. 'H NMR of sugar/iminosugar ligands mixture before (left) and after (right) formation of
AUGNP 5 (400 MHz, CD;0D).
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Figure $30. 'H NMR and *H gNMR with TSP-d4 of AUGNP 5 (400 MHz, D0).
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Figure $31. TEM micrograph in H,O and size-distribution histogram obtained by measuring
300 nanoparticles of AUGNP 5 (average diameter: 2.1 £+0.5 nm).
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Figure $32. UV/vis spectrum of H,0 solution of AUGNP 5 recorded at concentration of 0.1 mg/mL.
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Table S1. Summary table of DNJ-based AuGNPs 1-7 and their characterization.

Au-GNPs!t!

Characterization

Gold core size!?

DNJ concentration for 2 mg/mL concentration of AuGNP!!

OH
By,
OH 5 H%\O‘f\/
1

40% monoDNJ OH RN

1.840.4 nm

413 pM

HO.
9
40% monoDNJ H?io \

60% aMan

2.1£0.6 nm

467 uM

OH \Qg 3
20% tris-DNJ

Q 80% BGlc

2.1£0.5 nm

567 uM

20% tris-DNJ
HP OH o 80% aMan

2.0+£0.4 nm

450 uM
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H& OH
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) o “iiaman 203 UM
i OH ° N 2.1£0.5 nm
N
HO “\%N/:H (o] o%\07</0
N=

— 3

OH s—
ok
HO (0]
(0]

HO%O\/\/\/S . 1.7#0.4 nm /
HO ~

100% Au-BGlc

HO OH
HO OH
"0

OH
on LLL 1.640.4 nm /
HO O
HO S\
O ~Sy
7

100% Au-aMan

[1] The given percentages refer to the proportion of the ligands on the gold surface as determined by recording *H NMR spectrum of their initial mixture before
the formation of the AuGNPs and confirmed by *H NMR spectrum of the supernatant after the AuGNPs formation. [2] Determined by Transmission Electron

Microscopy (TEM). [3] Determined on the basis of gNMR analysis.
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Inhibition assays
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Figure $33. Dixon plot for K; determination of compound AuGNP 1 against JBa-man and replot of the
slopes showing competitive mode. K;= 16 + 2 uM.
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Figure S34. Dixon plot for K; determination of compound AuGNP 2 against JBa-man and replot of the
slopes showing competitive mode. K;= 8 + 2 uM.
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Figure S35. Lineweaver-Burk plots and replot of the slope versus inhibitor concentration for

K; determination of compound AuGNP 3 against JBa-man.
Ki=0.198 £ 0.060 uM.
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Figure S36. Lineweaver-Burk plots and replot of the slope versus inhibitor concentration for

K; determination of compound AuGNP 4 against JBa-man.

Ki=0.175+0.171 puM.
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Figure S37. Lineweaver-Burk plots and replot of the slope versus inhibitor concentration for
K; determination of compound AuGNP 5 against JBa-man.
Ki=0.084 £ 0.066 uM.
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