Supplementary File

Figure S1. 1D and 2D NMR spectra of 11-deoxymogroside V (1). (a) *H-NMR spectrum
of 1; (b) *H-'H COSY spectrum of 1; (c) *H-'H TOCSY spectrum of 1; (d) *H-"*C HSQC
spectrum of 1; (e) *H-**C HMBC spectrum of 1.
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Figure S2. 1D and 2D NMR spectra of 11-deoxyisomogroside V (2). (a) ‘H-NMR
spectrum of 2; (b) *H-'H COSY spectrum of 2; (c) *H-'H TOCSY spectrum of 2; (d) *H-

3¢ HSQC spectrum of 2; (e) *H-*C HMBC spectrum of 2.

0 S J RWU \_

WA
EXPKO
PROCKO
Cate
Time
INSTRUM
PROBED
PULPROG
™o

e
8.5 8.0 75 70 65 60 55 50 45 40 35 30 25 20

i

()

VEPC-2973-45-ML-1-II-6-1
2

1

20121106

16.53

spect

5 mn BEL LH-BB
zg30

55536

Pyx

iz

2
102330.578 Hz
0.157632 Hz
3.1720407 sec
362
48,400 usec
6.50 usec
298.4 K
1.00000000 sec
1

11.50 usec
3.00 dB
500.1320885 MHz
127¢€8
500,1305122 MHzZ
EM
a
0.30 Hz
9

1.00



Molecules 2014, 19 S7

Figure S2. Cont.

MAME VEPC-2973-45-ML-1-T1-6-1
EXENO 3
PROCNG 1
Date_ 20121108
PPM  rine 17.09

INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG cosygpgf
T 2048
SCLVENT pyr
NS le
Dg e
SWH 5296.610 Hz
FIDRES 2.586236 Hz
AQ 0.1934756 sec
RG 574.7
D 94.400 usec
DE 6.50 usec
TE 298.4 K
. DO 0.00000300 sec
DI 1.4B689198 sec
D13 0.00000400 sec
Dlé 0.00020000 gec
INO 0.00018880 sec
mammms== CHANNEL fl ========
NUCL 1H
P 11.50 usec
Pl 11.80 usec
PL1 3.00 dB
8F0L §00.1326507 MHz
m====z GRADTENT CHANNEL =====
GENAM1 SINE.100
GPZ1 10.00 %
Plg 1009.00 usec
_— NDO 1
! ™ 128
SFO1 500.1327 MHz
FIDRES 41.379726 Hz
aH 10.530 ppm
® . FnMODE QF
ST 1024
SF 500.1305101 MHz
WDW SINE
[ T 858 Q
LB .00 Hz
GB 4
PC 1.40
S1 1024
MC2 QF
[ a SF 500.1305102 MHz
WDW SINE
S5R 0
- LA 0.00 Hz
g - GB Q

A R R LI R | ! LI N I I I I I 9
9.0 85 8.0 75 7.0 65 6.0 55 5.0 45 4.0 3.5 3.0 25 2.0 1.5 1.0 ppm

(b)



Molecules 2014, 19

Figure S2. Cont.

B Baamas

85 80 75 7.0

S8

NAKE VEPC-2993-25-ML-1-11-6-1
EXPNO 32
PROCHG 1
Date 20121110
Ti 13.28
INSTRUM spect
OBHD 5 mm Multinucl
PULPROG hsgegpmiph
™ 1024
SOLYENT Pyz
ng 112
o8
sux 5296.610 iz
FIDRES 5.172471 Hz
. 0 0.0963100 sec
- RG 18290 .4
- oW 94,400 usec
- - f— 20 oE 6.50 usec
I 298.3 E
- - -5 CHSTZ 145.0000000
T - - D0 0.00000300 sec
. . L D1 1.50000000 sec
- D4 0.00172414 sec
. D9 0.08300000 sec
: b1 0.03000000 sec
B o013 0.03000400 sec
= 40 D6 0.00020000 sac
. . wo 0.00002400 sec
1
. 3
woe: iH
m 11,50 upec
B2 23.00 ugec
- 80 23.34 usec
. 13 35.00 usec
. == gEage P7 70.00 usec
R7 2500,00 usec
B28 2000.00 useg
_ = . A= PLL 3.00 dB
Sl PLLO 13.67 dB
- -2 I gesm SFOL 500.1326507 MHz
- a oF  .a
swususss CHANNEL £2 sua
i D [ 80 CPDPRGL garp
wea L3¢
- 3 14.00 usec
e 28.00 usec
. . PCPD2 85.00 ugec
PL2 3.00 dp
PL12 18.67 dB
100 SF02 125.7872177 Hilz
. GRADTENT CHAKNEL
- - : SINE. 100
SINE. 100
SINE. 100
86,00 %
30,00 &
20.10 ¥
- - - 120 1000.00 usec
I 512
SvoL 1259672 MHz
FIDRES 40.69011.7 Hz
W L65.650 ppw
FOHODE States-TPPI
SI L0234
. SF 500.1305051 Mix
- 140 W 0SIME
S8B 2
LB 0.00 Hz
. @B °
P L.40
sI 1024
ue2 States-ToPT
. N - SF 125.7578034 MHz
— | T T T T T ™ L R R W OS1NE
S5 2
65 6.0 55 50 45 40 35 30 25 20 15 1.0 B 0.00 s
. . . .0 4. . . . . . . . ppm 2 0

(©)



Molecules 2014, 19

Figure S2. Cont.

A
o
e
e ©
= )
. &
e f e ogw O
e o °
- o2 @
e O
o
o
@

I

A

856 8.0 75 7.0 6.5 6.0

T R B B B S AR 7 T

§5 50 45 40 35 3.0 25 20 15

(d)

T
1.0

ppm

20

40

60

80

100

120

140

ppm

NRAME VEPC-2973-45-ML-1-11-4-1
EXPNO 4
FROCNG 1
Date_ 20121106

Time 18.09
INSTRIM BpRGT
PROBHD S mo BBI 1H-BB
FULPROG heqretgpsil

10 1024
SOLVENT Pyr

us E ]

Ds 18

SWH 5296.610 Hz
FIDRES 5.172471 Bz
2Q 0.0968100 sec
RG 18384

oW $4.400 usec
DE 6.50 usec
18 298.9 K
CNST2 145.0000000

oo 0.00000300 sec
ot 1.50000000 sec
o4 0.00172414 sec
D1l 0.03000000 sec
D13 0.00000400 sec
D6 0.00020000 sec
D24 0.00086207 sec
IKY 0.00002400 sec
2ZGOPTHS

mussac== CHANNEL £1

HuCL H

Fl 11.80

bzl 23.00

raa 2000.00 usec
PLL 3.00 da
SFO1 500.1326507 MHz

=mmssm=s CHANNEL £2 =commaus

CPDPRGZ garp

nuc2 1ac

b L14.00 usec

P4 28.00 usec

FCPD2 85.00 usec

FL2 3.00 da

PLlZ 18.67 da

BPO2 125.7672177 MHz

=mma=m GRADIENT CHANNEL sssss

GRHAML SINE.100

GRHAMZ SINE. 100

GEHAMI SINE.100

GRHAM4 SINE.100

GEZL 80.00 &

GEZ2 20.10 &

GRZE 11.00 %

GRZA -5.00 &

Pi6 1000.00 usec

P15 600.00 ugec

kDO H

D 2

SFOL 125.7672 MHz

FIDRES 81.38023¢ Hz
165,650 ppm

FIMODE  Echo-Astiecho

s1 102¢

SF 500.1305100 MHz

WoW Q8INE

658 2

LB 0.90 Hz

GB [

BC 1.40

81 102¢

MC2 echo-antiecko

BF 125.7570802 Mz

Wow QEINE

588 2

1B 0.00 Hz

GB )



Molecules 2014, 19

Figure S2. Cont.

WAKE
EXPNQ
PROCNO
Date_
Time

INSTRUM

PPM erosin

™

g
o}

BHH
FIDRES
A

- 20

40

6(] INO

r SI

gF

B5 80 75 70 65 6.0 55 50 45 40 35 3.0

IR R

T

T i T e T

T T

25 20 15

(€)

1.0

W
888

ppm &

PULFROG

SOLVENT

S10

VEPC-2973-45-ML-1-1L-6-1
5

1

20121107
3.298

spact

5 mm BBI 1H-BB
hawegpipndgf
4096

Pyr

258

16

5296.610
1.293118
0,3868068
16284
94.400

.50

296.0
145.0000000
£.0000000
0.0C000300
1.50000000
0.00344628
0.06250000
0.00020000
0.00001730

3.00
125.7703443

GRADTENT CHANNEL

S8INE.100
SINE.100

82
125.7703
340.645996
222.095

oF
2048
500.1305103
SINE

0

0.00

0

1,40

1024

QF
125.75768326
SINE

0
0.00
0

Hz
Hz
sec

ugec
ugec

sac
B8C
sec
sec
Bec
Bec

ugec
ugec

Mez

usec
ds
MEz

MHz

Hz



Molecules 2014, 19

S11

Figure S3. 1D and 2D NMR spectra of 11-deoxymogroside VI (3). (a) *H-NMR spectrum
of 3; *H-NMR spectrum of 3; (b) *H-'H COSY spectrum of 3 (c) *H-'H TOCSY spectrum
of 3; (d) *H-*C HSQC spectrum of 3. (e) *H-*C HMBC spectrum of 3.
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