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Table S1: Summary of preparative HPLC parameters for isolation and purification of
subfractions/compounds from the purified water fraction.

Fraction Stationary Mobile phase composition as %v/v of acetonitrile Recovered
to be phase in water and other chromatographic conditions. subfractions/
Refined (UV detection wavelength = 254 nm) compounds
20 - 20% (0 — 3 min), 20 — 45% (3 — 32 min), 45 — pooled first
Purified 45% (32 — 33 min), 45 — 95% (33 — 35 min), 95 -95%  minor fractions,
water (35 — 36 min), 95 — 20% (36 — 38 min). and major
fraction fractions
Sample conc. = 250 mg/ mL, injection volume =50 uL, A,B,C,D, E
Flow rate = 4 ml/min.
20 - 20% (0 — 29 min), 20 — 50% (29 — 32 min), 50 — A1, A2
50% (32 — 34 min), 50 — 20% (34 — 36 min), 20 — 20%
A (36 — 40 min).
Sample conc. = 100 mg/ mL, injection volume = 100
WL, Flow rate = 4 ml/min.
0-20% (0 — 32 min), 20 — 75% (32 — 35 min), 75 — B1, B2, B3,
ZORBAX XDB- 750, (35 _ 38 min), 75 — 20% (38 — 41 min), 20 — 20%  B4&5, B6
B C18,21.2x 150 (41 — 44 min).
mm, 5 um
(Agilent, US) Sample conc. = 22.5 mg/ mL, injection volume = 8 pL,
Flow rate = 6 ml/min.
5-5% (0—-5min), 5-26% (5—7 min), 26 - 26% (7 C1,C2,C3
— 27 min), 26 — 5% (27 — 29 min), 5 - 5% (29 — 31
C min).
Sample conc. = 100 mg/ mL, injection volume = 20 pL,
Flow rate = 4 ml/min.
31-31% (0 — 32 min) D1, D2, D3&4
D
Sample conc. = 100 mg/ mL, injection volume = 20 pL,
Flow rate = 2 ml/min.
31-31% (0 — 35 min) E1, E2, E3&4,
E E5
Sample conc. = 100 mg/ mL, injection volume = 35 pL,
Flow rate = 2 ml/min.
ZORBAX 0-17.5% (0 — 34 min), 17.5-75% (34 — 37 min), 75— B4, B5
Eclipse XDB-18, 75% (37 — 41 min), 75— 17.5% (41 — 43 min), 17.5 —
B4&5 | Semi- 17.5 % (29 — 31 min).

Preparative 9.4
x 250 mm, 5 p
(Agilent, US)

Sample conc. = 13.5 mg/ mL, injection volume = 50 uL,
Flow rate = 4 ml/min.
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Figure S3: Infrared spectrum of 1,2,3,4,6-penta-O-galloyl-B-D-glucose (NMA2)
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Figure S4: Infrared spectrum of 3-O-digalloyl-1,2,4,6-tetra-O-galloyl-3-D-glucose

(NMB4)
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Figure S7: HR-ESI-MS spectra of 1,2,3,4,6-penta-O-galloyl-B-D-glucose (NMAZ2)
showing the full mass spectrum (A), zoom in of the major peak region (B) and
simulated spectrum for the shown molecular formula (C).
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Figure S8: HR-ESI-MS spectra of 3-O-digalloyl-1,2,4,6-tetra-O-galloyl-3-D-glucose
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(NMB4) showing the full mass spectrum (A), zoom in of the major peak region (B)
and simulated spectrum for the shown molecular formula (C).
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Figure S9: HR-ESI-MS spectra of 6-O-digalloyl-1,2,3,4-tetra-O-galloyl-3-D-glucose
(NMB6) showing the full mass spectrum (A), zoom in of the major peak region (B)
and simulated spectrum for the shown molecular formula (C).
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Figure $10: HR-ESI-MS spectra of 3,6-bis-O-digalloyl-1,2,4-tri-O-galloyl-3-D-glucose
(NMC3) showing the full mass spectrum (A), zoom in of the major peak region (B) and
simulated spectrum for the shown molecular formula (C).



NMA2 1H 600 MHz acetone:D20

SN o DO OO T T O
O W WO WO W 00 WwLwwnwLwwnwoNnm

[FoNToNToRToNToNtoNTo} RIS S USRS SIS S

=\

—7
6
6
_~6.27
™~6.26
6.00
5.99

/
A

UL JL i . JL -

T T T T T T T T T
. 1 58 56 54 52 5.0 48 4.6 44  ppm
3 g [
Q e e = = N
N - - o o -

Figure S11: 'H spectrum of 1,2,3,4,6-penta-O-galloyl-B-D-glucose (NMA2)
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Figure S13: DEPT- 135 spectrum of 1,2,3,4,6-penta-O-galloyl-B-D-glucose (NMA2)
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Figure S14: COSY spectrum of 1,2,3,4,6-penta-O-galloyl-B-D-glucose (NMA2)
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Figure S15: HSQC spectrum of 1,2,3,4,6-penta-O-galloyl-3-D-glucose (NMA2)
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Figure S17: HMBC spectrum of 1,2,3,4,6-penta-O-galloyl-3-D-glucose (NMA2)
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Figure S18: Zoom in of the aromatic region of HMBC spectrum of 1,2,3,4,6-penta-O-
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Figure S21: DEPT-135 of 3-O-digalloyl-1,2,4,6-tetra-O-galloyl-B-D-glucose (NMB4)
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Figure S22: COSY Spectrum of 3-O-digalloyl-1,2,4,6-tetra-O-galloyl-3-D-glucose
(NMB4)
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Figure S23: HSQC spectrum of 3-O-digalloyl-1,2,4,6-tetra-O-galloyl-3-D-glucose
(NMB4)
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Figure S24: Zoom in of the aromatic region of HSQC spectrum of 3-O-digalloyl-
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Figure S25: HMBC spectrum of 3-O-digalloyl-1,2,4,6-tetra-O-galloyl-B-D-glucose

(NMB4)
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Figure S$S26: Zoom in of the aromatic region of HMBC spectrum of 3-O-digalloyl-
1,2,4,6-tetra-O-galloyl-B-D-glucose (NMB4)
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Figure S27: 1H spectrum of 6-O-digalloyl-1,2,3,4-tetra-O-galloyl-B-D-glucose
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Figure S29: DEPT135 spectrum of 6-O-digalloyl-1,2,3,4-tetra-O-galloyl-B-D-glucose
(NMB6)
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Figure S30: COSY spectrum of 6-O-digalloyl-1,2,3,4-tetra-O-galloyl-3-D-glucose
(NMB6)
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Figure S31: HSQC spectrum of 6-O-digalloyl-1,2,3,4-tetra-O-galloyl-3-D-glucose
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Figure S32: Zoom in of the aromatic region of HSQC spectrum of 6-O-digalloyl-
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Figure S33: HMBC spectrum of 6-O-digalloyl-1,2,3,4-tetra-O-galloyl-B-D-glucose
(NMB6)
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Fig S34: Zoom in of the aromatic region of HMBC spectrum of 6-O-digalloyl-1,2,3,4-
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Figure S37: DEPT-135 spectrum of 3,6-bis-O-digalloyl-1,2,4-tri-O-galloyl-B-D-
glucose (NMC3)
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Figure S38: COSY spectrum of 3,6-bis-O-digalloyl-1,2,4-tri-O-galloyl-3-D-glucose
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Figure S40: Zoom in of the aromatic region of the HSQC spectrum of 6-O-digalloyl-

1,2,3,4-tetra-O-galloyl-B-D-glucose (NMB6)
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Figure S41: HMBC spectrum of 3,6-bis-O-digalloyl-1,2,4-tri-O-galloyl-3-D-glucose

(NMC3)

109.
110.
110.
110.
110.
110.
110.
114.
117.
119.
120.
139.
139.
139.
146.

e

L J‘M

l l\\lllh “Ii J lIll

146.
146.
146.
146.
146.
146.
146.
146.
146.
146.
151.
165.
166.

NFEFANHFHERHEHHEHHEHHEOOOONNNHOWNUOBBNKEOOO

S

A

NMC3 HMBC 600 MHz acetone

YO WIS MO OO
VNN NOOWIWIWWWWYL

:D20

- 60

E 70

- 80

E 90

£ 100

110

120

130

140

150

160

170

T - T T T T T T
6.5 6.0 5.5 5.0 4.5

ppm

NMC3 HMBC 600 MHz acetone:D20
o)y OY 0 NOMMHONNN NLPLITN-H-AOOI™ VO NLTINAHO OO
A MmMnMnMmMmmnmm NNNNNNNAA OCO0OO00DO0OO0O0COO0OOO0OO0OO
[N P N N N N N N N N N A FRENNRENRNNNNN©
\Y2RYZ 4
ppm
- . AE e o o <E=IFTEED 110
CCTROCD CCEEDO
<FEBe [ =13
. w0 @ © P&o  ocoo 120
ce o
130
<56
doo. e %4%@ - 140
oggse R dho o
- % THe
~~ oo - 150
- 160
T T T T T T T T T T T _170
55 750 745 740 735 730 725 720 715 740 7.05  7.00 ppm

Figure S42: Zoom in of the aromatic region of HMBC spectrum of 3,6-bis-O-
digalloyl-1,2,4-tri-O-galloyl-B-D-glucose (NMC3)
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