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CHO

Triterpenoids saponins notoginsenoside V1-V6 (1-6) from Panax notoginseng
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Figure 1 'H NMR spectroscopic spectrum of 1
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Figure 2 *C and DEPT NMR spectroscopic spectrum of 1
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Figure 3. HSQC spectrum of 1
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Formula Predictor Report - wpn-82a.lcd Page 1 of 1
Data File: E:\\DATA\2023\0818\wpn-82a.lcd
Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max  Elmt Val. Min Max Use Adduct
H 1 10 100 F 1 0 0 Cl 1 0 0 Ag 1 0 0 Na
2H 1 0 0 Na 1 0 0 Co 2 0 0 | 3 0 0
B 3 0 0 Mg 2 0 0 Cu 2 0 0 Ir 3 0 0
c 4 5 100 Si 4 0 0 Se 2 0 0 Pt 2 0 0
N 3 0 10 P 3 0 0 Br 1 0 0
(¢] 2 0 30 S 2 0 0 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 30
Event#: 1 MS(E+) Ret. Time : 0.347 -> 0.507 Scan# : 53 -> 77
821.4657
6.000e4|
5.000e4
4.000e4-|
3.000e4
2.000e4
1.000e4
, 821.35 82140 82145 82150 82155 82160
Measured region for 821.4657 m/z o
821.4657
100.0 f
822.4608
50.0- f
823.4458 823.5737
821.5 8220 8225 8230 8235 8240 824.5
C42 H70 O14 [M+Na]+ : Predicted region for 821.4658 m/z N o S -
821.4658
100.0 i
50.0 822.4692
823.4721
8210 8215 822.0 8225 823.0 8235 8240 8245
Formula (M) S ETE L4E lon Meas. m/z  Pred. m/z Df.(mDa) Df. (ppm) DBE
C42 H70 014 [M+Na]+ 821.4657 821.4658 -0.12 8.0

Figure 7 HRESIMS spectrum of 1
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Figure 8 '"H NMR spectroscopic spectrum of 2
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Figure 9 *C and DEPT NMR spectroscopic spectrum of 2
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Figure 13 HRESIMS spectrum of 2

11

Formula Predictor Report - wpn-82f.lcd Page 1 of 1
Data File: E:\DATA\2023\0818\wpn-82f.lcd
Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 10 100 F 1 0 0 Cl 1 0 0 Ag 1 0 0 H
2H 1 0 0 Na 1 0 0 Co 2 0 0 | 3 0 0 HCOO
B 3 0 0 Mg 2 0 0 Cu 2 0 0 Ir 3 0 0 Cl
Cc 4 5 100 Si 4 0 0 Se 2 0 0 Pt 2 0 0
N 3 0 10 P 3 0 0 Br 1 0 0
0] 2 0 30 S 2 0 0 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 30
Event#: 2 MS(E-) Ret. Time : 0.373 -> 0.480 Scan# : 58 -> 74
797.4695
28000.0
26000.0-
24000.0
22000.0
20000.0
18000.0°
16000.0+
79743 79744 79745 79746 79747 79748 79745 79750 79751
Measured region for 797.4695 m/z B
797.4695
100.0 \
798.4717
50.0
799.4668
0L AV | 1 = I VA N S S il . W VAN, S W ~ . -
797.0 797.5 798.0 798.5 799.0 _799.5 800.0 /800.5
€42 H70 O14 [M-H]- : Predicted region for 797.4693 m/z - = — o -
797.4693
100.0 '
50.0 798.4727
799.4756
0 — % . . L -
1797.0 7975 798.0 798.5 799.0 799.5 800.0 800.5
_Formula (M) i __lon 4 U . Meas.m/z _Pred. m/z Df.(mDa) Df.(ppm) DBE
C42H70 014 [M-H]- 797.4695 797.4693 0.2 0.25 8.0
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b 0L

% |

N ® g TG o 4% 0 A%, b
® - % 'go v e . ] .

’ - P. ° ® e’ -

oa Y BG tod gyl

) =D o0 nﬁ @ - . @ g
o " aow 9 B w o 7 ©w o = -
oy -

28

33

oo @ . €°

T T T T T T T T T T T T T T T T T T T T T T T T T
5.4 52 50 48 46 4.4 42 40 3.8 36 3.4 3.2 30 28 2.6 24 2.2 20 LE 1.6 1.4 L2Z 10 0.8 0.8
£2 (ppm)

Figure 17 HMBC spectrum of 3
13

40

60

7o

100

110

120

120

F100
rl1o
rlzo
130
140
130
160
170
180
rle0
200
rZ10

220

1 (ppm)

1 (ppm}



Formula Predictor Report - wpn-45c.lcd

14

Page 1 of 1
Data File: E:\DATA\2023\1205\2\wpn-45c.lcd
Eimt  Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 100 F 1 0 0 Cl 1 0 0 Ag 1 0 0 H
2H 1 0 0 Na 1 0 0 Co 2 0 0 | 3 0 0 Na
B 3 0 0 Mg 2 0 0 Cu 2 0 0 Ir 3 0 0
(o} 4 5 100 Si 4 0 0 Se 2 0 0 Pt 2 0 0
N 3 0 10 P 3 0 0 Br 1 0 0
e} 2 0 30 S 2 0 0 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 30
_Event#: 1 MS(E+) Ret. Time : 0.507 -> 0.627 Scan# : 77 -> 95
953.5086
1.800e5"
1.600e5
1.400e5
1.200e5
1.000e5
8.000e4
6.000e4
4.000e4-
2.000e4
0 -
95336 95340 95345 95350 98355 95360 -
Measured region for 953.5086 m/z
953.5086
100.0 4
50.0-
954.4478 g54
SHaha 956.5120
954.0012
956.4643
9530 9535 0540 9545 9550 0555 9560 9565 0570 o575
C47 H78 O18 [M+Na]+ : Predicted region for 953.5080 m/z - _— e S R
953.5080
100.0 A
954.5115
50.0 )
955.5143
OA, e oo - v— e el i S - - — S —

9530 9535 954.0 954.5 955.0 955.5 956.0 956.5 957.0 9575
Formble (W) RN O R e ToRRT ~Meas. m/z _ Pred.m/z Df.(mDa) Df.(ppm) DBE
C47 H78 018 [M+Na]+ 953.5086 953.5080 0.6 0.63 9.0

Figure 18 HRESIMS of 3
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Figure 19 'H NMR spectroscopic spectrum of 4
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Formula Predictor Report - wpn-62.Icd Page 1 of 1

Data File: E\DATA\2023\0614\wpn-62.lcd

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 10 100 F 1 0 0 Cl 1 0 0 Ag 1 0 0 Na
2H 1 0 0 Na 1 0 0 Co 2 0 0 | 3 0 0
B 3 0 0 Mg 2 0 0 Cu 2 0 0 Ir 3 0 0
(o} 4 5 100 Si 4 0 0 Se 2 0 0 Pt 2 0 0
N 3 0 10 P 3 0 0 Br 1 0 0
[¢) 2 0 30 S 2 0 0 Pd 2 0 0
Error Margin (ppm): § DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 30
Event#: 1 MS(E+) Ret. Time: 0.413 -> 0.507 Scan# : 63 -> 77 o N o B
837.4601
1.400e5
1.200e5
1.000e5
8.000e4
6.000e4 |
4.000e4
2.000e4
o —_— o«
83730 837.35 '837.40 837.45 83750 _ 837.55 837.60
Measured region for 837.4601 m/z
837.4601
100.0 "
|
|
|
50.0
838.6013
8383496 839.4510
839.5947
ot M T o NS WS e S PN i Sl S S
837.0 837.5 838.0 838.5 839.0 839.5 840.0 840.5
C42 H70 O15 [M+Na]+ : Predicted region for 837.4607 m/z
837.4607
100.0- 3
50.0 838.4641
839.4669
Q- e T - sty - -l
837.0 8375 838.0 838.5 839.0 839.5 840.0 840.5
Formula (M) - ~lon 2 % ~ Meas.m/z  Pred. m/z Df.(mDa) Df.(ppm) DBE
C42H70 O15 [M+Na]+ 837.4601 837.4607 -0.6 -0.72 8.0

Figure 23 HRMS spectrum of 4

17
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Figure 25 13C and DEPT NMR spectrum of 5
18



Fio
L4 M
Q
. = |
: o 8 o LY
— =@ f B ]
p— = N L
—_—Z co® $§%§:,eq§i3 30
E— o D = 40
— , @
— 3
e @ &g @ o . 50
&0
— o o k=]
@ o
—1 o® [
— .
g [ e ¢ é 50
Feo
100
— @
110
w 120
— e o
130
5.4 52 50 48 4.0 3.8 3.6 34 3.2 3.0 20 L8 L6 L4 L2 1.0
£2 (ppm)
Figure 26 HSQC spectrum of 5
F1o
— o ° [
— @ g Ogna@qa %o "
3 o
— - ) o e fe
?— o P v CY:) @ )
—_— @ o ) (éi} F40
—_— T
o L |-
. . ] o 0 L] !is 50
F60
= ° = = o0 6
— @ 0 GE o @ . F70
J— ™ N [=] [+
o ] % o = o )
= : - 4. %é Ls0
ra0
100
I s g ‘@ ©
Fi1o
Flzo
—e oo e;!b o
F130
[ 4]
— o @oé 50 140
54 52 50 48 40 3.8 36 34 3.2 30 20 1.8 1.6 14 1.2 L0 0.8 0.6

£2 (ppm)

Figure 27 HMBC spectrum of 5
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Formula Predictor Report - wpn-92d.lcd Page 1 of 1

Data File: E:\DATA\2023\0927\wpn-92d.lcd

Eimt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 10 100 F 1 0 0 Cl 1 0 0 Ag 1 0 0 H
2H 1 0 0 Na 1 0 0 Co 2 0 0 | 3 0 0 HCOO
B 3 0 0 Mg 2 0 0 Cu 2 0 0 Ir 3 0 0 Cl
Cc 4 5 100 Si 4 0 0 Se 2 0 0 Pt 2 0 0
N 3 0 10 P 3 0 0 Br 1 0 0
o} 2 0 30 S 2 0 0 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 30
Event#: 2 MS(E-) Ret. Time : 0.360 -> 0.387 Scan# : 56 -> 60
697.4533
90000.0-
85000.0-
80000.0
75000.0
70000.0
65000.0
60000.0-
55000.0-
50000.0-
45000.0
40000.0
35000.0

69741 69742 697.43 69744  697.45 69746  697.47  697.48  697.49  697.50

_Measured region for 697.4533 m/z

697.4533
100.0 \
698.4598
50.0
697.6729
698.3570
698.0086 698.5881 699.4587
697.2618 : I
™1 I
697.0 697.5 698.0 698.5 699.0 699.5 7000 7005
C37 H64 09 [M+HCOQ]- : Predicted region for 697.4532 m/z
697.4532
100.0 |
50.0 698.4567
699,4595
6970 6975 6980 6985 6990 6995 7000 7005
Formula (M) Bl  Meas.miz Pred.miz Df.(mDa) Df.(ppm) DBE
C37 He4 09 [M+HCOO)- 697.4533  697.4532 0.1 014 60

Figure 30 HRESIMS spectrum of 5
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Figure 31 'H NMR spectrum of 6
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Formula Predictor Report - wpn-92e.lcd

Data File: E:\DATA\2023\0927\wpn-92e.lcd

Elmt

H
2H

ozow

Error Margin (ppm): 5
HC Ratio: unlimited
Max Isotopes: all
MSn Iso RI (%): 75.00

Val.

1

1
3
4
3
2

Min Max
10 100
0 0
0 0
5 100

0 10

0 30

Elmt

F
Na
Mg

Si

P

s

Val.

1

2
4
3
2

Min Max Elmt
Cl
Co
Cu
Se
Br
Pd

cooco
coooooco

DBE Range: not fixed

Apply N Rule: no

Isotope RI (%): 1.00
MSn Logic Mode: OR

Event#: 2 MS(E-) Ret. Time : 0.320 -> 0.373 Scan# : 50 -> 58

8000.0-
7000.0
6000.0
5000.0
4000.0-
3000.0-
2000.0
1000.0

0 -
783.42

_783.44

Measured region for 783.4903 m/z

100.0

0 SV rON—
783.0

783.4903

7835

784.4835
784.3485
7840 7845

C42 H72 O13 [M-H]- : Predicted region for 783.4900 m/z

Formua(M) 00
C42H72013

100.0

50.0

7830

783.4900

7835

784.4934

,7,81L4€._ 783.48

_Meas. miz__Pred. m/z Df.(mDa) Df.(ppm) DBE
03

783.4903  783.4900 0.38

Figure 35 HRESIMS spectrum of 6
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Page 1 of 1
Val. Min Max Elmt Val. Min Max Use Adduct
1 0 0 Ag 1 0 0 H
2 0 0 | 3 0 0 HCOO
2 0 0 Ir 3 0 0 Cl
2 0 0 Pt 2 0 0
1 0 0
2 0 0
Electron lons: both
Use MSn Info: yes
Isotope Res: 10000
Max Results: 30
783.4903
78350 78352 78384 |
785.4976
7850 7855  786.0 786.5
7854963
7850 7855  786.0 786.5

7.0



