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1. Single-crystal X-ray data for 6-p
(1-acetyl-5-benzyloxy-1H-indol-3-yl 2,3,4,6-tetra-O-acetyl-p-D-glucopyranoside)

CCDC registry 1902485
Formula C51H33NO12
Formula Weight (g/mol) 611.58
Crystal Dimensions (mm) 0.142x0.252x0.351
Crystal System triclinic
Space Group P1
Temperature (K) 100

a(A) 5.6782 (2)
b(A) 11.7351 (4)
c(A) 12.7603 (4)
a(°) 115.2260 (9)
B(°) 101.8176 (10)
v (®) 93.6185 (11)
V(A% 741.94 (4)
Number of reflections to determine final unit cell 102

Min and Max 20 for cell determination (°) 3.898, 44.78
Z 1

F(000) 322

p (g/cm?) 1.369

A (A, Mo Ka) 0.71073
u(mm™) 0.106

Max 26 for data collection (°) 56.48
Measured fraction of data 0.998
Number of reflections measured 21480
Unique reflections measured 7272

Rimerge 2.05%
Number of parameters in least-squares 402

R, 0.0291

wR, 0.0691

R (all data) 0.0328

wR; (all data) 0.0710

S-1




2. Spectral data for new compounds
2, 'THNMR (400 MHz, CDCl;3)

[y
[y
o ey
2] ©
S
©o
o
e 1
N ©
g1
o
.{
'3
>
=)
a{\l
o

00°2
A
S

LO'€E
—

wudd

oo by b e by by b b by by b by by |

9.929

)
OHO

& /—5.147

5.077

r \ \—5.037

K /—2.647

—2.577

4\—\_\—2.537
2.474

0.000

S-2



2, BC NMR (100 MHz, CDCl5)
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3, 'HNMR (300 MHz, CDCl;3)
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3, 3C NMR (75 MHz, CDCl)
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6-B, '"H NMR (700 MHz, CDCl;)
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6-B, 'H NMR (700 MHz, CDCl3), zoomed-in version

i
\
— ] — Characteristic
44— | proton peak
for B-isomer
Characteristic zone
for a-isomer
L T T t T T
8 8 S 3 8
=] ~ — ~N —
T T T T T T T T T T T T T T T T T T T T T T T
90 5.85 5.80 5.75 5.70 5.65 5.60 5.55 5.50 5.45 5.40 mwwmA mwwo 5.25 5.20 5.15 5.10 5.05 5.00 4.95 4.90 4.85 4.80
ppm

S-7



6-B, 3C NMR (100 MHz, CDCls)
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6-a, 'H NMR (700 MHz, CDCl5)
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9, 'H NMR (400 MHz, CD3;0D)
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9, 3C NMR (100 MHz, CD;0D)
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11, '"H NMR (400 MHz, CD;0D)
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11, 'TH NMR (100 MHz, CD3;0D/CD3CN)
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18, '"H NMR (400 MHz, CDCl5)
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18, °*C NMR (175 MHz, CDCls)
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1, 'H NMR [700 MHz, (CD;),SO]
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1, 3C NMR [175 MHz, (CD5).S0]
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