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Figure S1: the information of compound 3 by NMR analysis
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F2 - Processing parameters
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WDW E
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LB 0.30 Hz
GB 0

PC 1.0C
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Current Data Parameters
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- Processing parameters
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FIDRES 278.272491 Hz
sW 236.015 ppm
FnMODE Echo-Antiecho
F2 - Processing parameters
sI 2048
SF 6€0.1300127 MHz
WDW SINE
SSB 4
LB 0 Hz
GB Q
PC 1.40
Fl1 - Processing parameters
SI 1024
MC2 echo-antiecho
SF 150.9025931 MHz
WDW QSINE
SSB 2
LB 0 Hz
GB 0



HPOO1

% % BRUKER
g b e . tﬂvs Current Data Parameters

' NAME Component 3 of
{ L Chebulae Fructus_230401
[ EXPNO 6
E .‘mw PROCNO 1
§ L F2 - Acquisition Parameters
+ Date_ 20231013
+ Time 20.35 h
r INSTRUM Avance
r PROBHD  2172446_0005 (
r PULPROG hmbcetgpl3nd
B D 4096
o= .— mb. SOLVENT MeOD
@ NS 54
E DS 1
L SWH 7812.500 Hz
L FIDRES 3.814697 Hz
L BQ 0.2621440 sec
L G 101
+ DW 64.000 usec
+ DE 6.50 usec
— -ﬁmm TE 298.2 K
F CNST6 120.0000000
E CNST7 170.0000000
r CNST13 8.0000000
r ¢ 0.00000300 sec
I DL 2.00000000 sec
5 D6 ©.06250000 sec
r D16 0.00020000 sec
E INO 0.00001404 sec
s »—mm TDav 1
B SFO1 600.1330006 MHz
B NUC1 1H
L Pl 11.92 usec
- P2 23.84 usec
+ PLW1 17.17900085 W
+ SFO2 150.9178988 MHz
+ NUC2 13c
- P3 11.80 usec
B P24 2000.00 usec
B .—m.N PLW2 86.66300201 W
i P16 1000.00 usec
r CNST30 0.598115
L F1 - Acquisition parameters
g D 256
L SFO1 150.9179 MHz
L FIDRES 278.272491 Hz
L sW 236.015 ppm
- A mw FnMODE Echo-Antiecho
L
- F2 - Processing parameters
- SI 2048
B SF 600.1300127 MHz
E WDW SINE
r SSB a
E LB 0 Hz
B GB 0
B ,—m@ C 1.40
L Fl - Processing parameters
L SI 1024
L MC2 echo-antiecho
L SF 150.9025931 MHz
L WDW QSINE
- SSB 2
F LB 0 Hz
pr =

> I : I : I s 1] : I ; I . I : I g I : | ! T - I 5 T K I ;

730 728 726 724 722 7120 7.48 7.16 714 7112 7.10 708 706 7.04 ppm



HPOO1

BRUKER

Lo S iojolng Current Data Parameters

} NAME Component 3 of
i Chebulae Fructus_230401

EXPNO 6

PROCNO 1

F2 - Acquisition Parameters

r Date_ 20231013
o Time 20.35 h
& -— 0.— INSTRUM Avance
r PROBHD  2172446_0005 (
F PULPROG hmbcetgpl3nd
F D 4096
£ SOLVENT MeOD
E NS 54
= .—QM DS 16
t SWH 7812.500 Hz
B FIDRES 3.814697 Hz
+ AQ sec
E G
F DW usec
E DE usec
163 = :
o CNST6
F CNST7 170.0000000
r CNST13 8.0000000
4 Do ©.00000300 sec
F D1 2.00000000 sec
F D6 €.C6250000 sec
—164 D16 0.60020000 sec
L INO ©.00001404 sec
I TDav &
5 SFO1 600.1330006 MHz
r NUC1L 1H
L Pl 11.92 usec
E P2 23.84 usec
L .— mm PLWL 17.17900085 W
F SFO2 150.9178988 MHz
r NUC2 13C
L P3 11.80 usec
[ P24 2000.00 usec
E PLW2 86.66300201 W
B n—mm P16 1000.00 usec
C CNST30 0.598115
E F1 - Acquisition parameters
E ™D 256
C SFO1 150.9179 MHz
E FIDRES 278.272491 Hz
- ._mﬂ SW 236.015 ppm
B FnMODE Echo-Ant iecho
\ F F2 - Processing parameters
A E SI 2048
» 3 SF 600.1300127 MHz
\/ r WDW SINE
- .—mm ssB 4
i 2 LB 0 Hz
| L GB 0
( N C 1.40
V< r F1 - Processing parameters
N F SI 1024
= ._mw c2 echo-antiecho
[ SF 150.9025931 MHz
E WDW QSINE
[ SSB 2
r LB 0 Hz
L GB 0




HPOO1

BRUKER

NN
D L T - nU—\: Current Datea Parameters
NAME Component 3 of
Chebulae Fructus_230401
- EXPNO 6
L PROCNO i

F F2 - Acquisition Parameters
L Date_ 2023101

L Time 20.35 h
— ,_mb. INSTRUM Avance

L PROBHD  2172446_0005 (

L PULPROG hmbcetgpl3nd

E ™D 4096

S SOLVENT MeOD

F NS 54

+ DS 16

L SWH 7812.500 Hz
+ FIDRES 3.814697 Hz
+ RO 0.2621440 sec
— .—OW RG 101

- DW 64.000 usec
r DE 6.50 usec
P TE 298.2 K

F CNST6 120.0000000

+ CNST7 170.00000C0

+ CNST13 8.0000000

+ De €.£0000300 sec
F D1 2.00000000 sec
D6 €.06250000 sec

- .__mm D16 0.00020000 sec

[ INO £.00001404 sec

6C0.1330006 MHz

1H

.92 usec
23.84 usec

17.17900085 W

150.9178988 MHz

Hl.dmﬂ P3 11.80 usec

P24 2000.C0 usec
B PLW2 86.66300201 W
P16 1000.00 usec
CNST30 0.598115

Fl - Acquisition parameters
™D 256

[ SFO1 150.9179 MHz

FIDRES 278.272491 Hz

&= .—mm SW 236.015 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
SI 2048
SF 600.1300127 MHz
WDW SINE
SSB 4

“Il—mw OW ? 1.40

1 - Processing parameters
sI 1024
= MC2 cho-antiecho
E SF 150.9025931 MHz
- WDW QSINE
2

-171

WWW%WWMMMLM,MMW,WAW.

L L e 2

ZLPYYZ N

cmpNo~Ccmo

a0 Aom

N - R

i

w

a

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 T T T T T T T T T T T T T T T T T T T

4.75 4.70 4.65 4.60 4.55 4.50 4.45 4.40 4.35 ppm



HPOO1

L - = ~ PPM  curent pete parameters
5 NAME Component 3 of
§ Chebulae Fructus_230401
“ EXPNO 6
M PROCNO 1
! ,_b.w m F2 - Acquisition Parameters
o Date_ 20231013
Time 20.35 h
INSTRUM Avance
PROBHD 2172446_0005 (
PULPROG hmbcetgpl3nd
144 Q ™ 1096
] SOLVENT MeOD
NS 54
DS 16
SWH 7812.500 Hz
FIDRES 3.814697 Hz
0.2621
._N_.h..m >m 262 “:_% sec
DW 64.000 usec
DE 6.50 usec
TE 298.2 K
CNST6 20.0000000

dhmno MMMMWw muooooooo

DC .0C0003C0 sec
D1 00000000 sec
D6 .06250000 sec
D16 .00020000 sec
.__b.m m INO .00001404 sec
. TDhav 1
SFO1 600.1330006 MHz
NUC1 1H
P1 11.92 usec
P2 23.84 usec
PLW1 17.17900085 W
.—hm.o SFO2 150.9178988 MHz
NUC2 13C
P3 11.80 usec
P24 2000.C0 usec
PLW2 86.66300201 W
P16 1000.00 usec
.—hm.m CNST30 0.598115
F1 - Acquisition parameters
D 256
SFO1 150.9179 MHz
FIDRES 278.272491 Hz
.—hﬂ Q SW 236.015 ppm
$ = FnMODE Echo-Antiecho
F2 - Processing parameters
SI 2048
SF 600.1300127 MHz
WDW SINE
475 = -
LB 0 Hz
§ GB o
PC 1.40
x_hm o Fl1 - Processing parameters
= ST 1024
MC echo-antiecho
SF 150.9025931 MHz
WDW QSINE
SSB 2

1485 = e

149.0

] 5 A s o A A A s e S R P £ S ) e )

149.5

RO D T D e S N

[ |
7.30 7.25 7.20 7.15 7.10 7.05 ppm



HP0O1
BRUKER

HEie e UU:\— Current Data Parameters
NAME Component 3 of
r Chebulae Fructus_230401
r EXPNO 4
3 PROCNO 1

+ F2 - Acquisition Parameters

r Date, 20231013
Z - Awm Time 20.35 h

2 INSTRUM Avance

- PROBHD  2172446_0005 (

+ PULPROG hmbcetgpl3nd

- D 4096

+ SOLVENT MeOD

L NS 54

L DS 16

- SWH 7812.500 Hz

L FIDRES 3.814697 Hz

e .—wﬂ AQ 0.2621440 sec

K RG c1

E DW 64.0C0 usec

L DE 6.50 usec

E TE 298.2 K
CNST6 120.0000000

§ CNST7 170.0000000

E CNST13 8.00C000C0

& DO ©.000003C0 sec

B D1 2.000000C0 sec

r D6 0.06250CC0 sec

E “wm D16 €.000200C0 sec

[ INO £.000014C4 sec

# TDav 3

& SFO1 600.1330006 MHz

7 NUCL 1H

I ' 8 11.92 usec

r P2 23.84 usec

3 PLW1 17.17900085 W

o SFO2 150.9178988 MHz

- NUC2 13¢

- ._“ww P3 11.80 usec

P P24 2000.00 usec

- PLW2 86.66300201 W

F P16 10C00.00 usec

3 CNST30 0.598115

L Fl - Acquisition parameters

L TD 256

L SFO1 150.9179 MHz

E FIDRES 278.272491 Hz

s .—ho SW 236.015 ppm

| FnMODE Echo-Ant iecho

L F2 - Processing parameters
sI 2048

B SF 600.1300127 MHz

r WDW SINE

B SSB 4

r LB 0 Hz

B GB 0

B n—hn— C 1.40

r Fl1 - Processing parameters

r i 1024

r MC echo-antiecho

r SF 150.9025931 MHz

F WDW QSINE

E SSB 2

F LB 0 Hz

o GB 0




HPOO1

NP N }k s
N S — vﬁm T B ———

- ppm

T T T T T T T T

Current Data Parameters

NAME Component 3 of
Chebulae Fructus_2304C1

EXPNO 6
PROCNO 1

F2 - Acquisition Parameters
Date_ 2023101

Time 20.35 th
INSTRUM Avance
PROBHD 2172446_0005 (
PULPROG hmbcetgpl3nd

D 4096
SOLVENT MeOD

NS 54

DS 16

SWH 7812.500 Hz
FIDRES 3.814697 Hz
AQ 0.2621440 sec
RG 101

DW 64.000 usec
DE 6.50 usec
TE 298.2 K
CNST6 120.000000C0
CNST7 170.00000C0
CNST13 8.00000CC0

DO .0CO003CO sec
Dl .000000C0 sec
D6 .06250000 sec
D16 .00020000 sec
INO .000014C4 sec
TDav 1

SFO1 .1330006 MHz
NUC1 iH

Pl 11.92 usec
P2 23.84 usec
PLWL 17.17900085 W
SFO2 150.9178988 MHz
NUC2 13€

P3 11.80 usec
P24 2000.00 usec
PLW2 86.663002C1 W
P16 1000.00 usec
CNST3C 0.598115

1 - Acquisition parameters
D 256
SFO1 150.9179 MHz
FIDRES 278.272491 Hz
SW 236.015 ppm
FnMODE Echo-Ant iecho

F2 - Processing parameters

sI 2048

SE 600.1300127 MHz
WDW SINE
SSB 4

LB 0 Hz

GB Q

C 1.40

F1 - Processing parameters
SI 1024
MC2 echo-antiecho

SF 150.9025931 MHz
WDW QSINE
SSB 2

LB 0 Hz

GB 0



HP0O1
BRUKER

et ———— vna Current Data Parameters
i i NAME Component 3 of
L Chebulze Fructus_230401
M - EXPNO 6
! + PROCNO i
=5 Aom F2 - Acquisition Parameters
L Date_ 20231013
r Time 20.35 h
3 INSTRUM Avance
- PROBHD 2172446_0005 (
+ PULPROG hmbcetgp!3nd
F TD 4096
K MeOD
—-107 2
L 16
I 7812.500 Hz

3.814697 Hz
0.2621440 sec

64.000 usec
6.50 usec

120.0000CC0O

sec
sec
sec
0 sec
C4 sec

11.92 usec

23.84 usec
17.17900C85 W
150.9178988 MHz

11.80 usec
2060.00 usec

S
-
o
©0

1000.00 usec

B CNST30 0.598115

- F1 - Acquisition parameters
F D 256

E SFO1 150.9179 MHz
B FIDRES 278.272491 Hz
[ d.—-— SW 236.€15 ppm
L FnMODE Echo-Antiecho

L F2 - Processing parameters

- SI 2048
E SF 600.1300127 MHz
L WDW SINE
L SSB 4
— -_ .—M LB 0 Hz
+ GB 0
I 4|59 1.490
N F1 - Processing parameters
L sI 1024

MC2 echo-antiecho

SF 150.9025931 MHz
r WDW QSINE
—113 sse 2
L LB 0 Hz
L GB 0

e DS G S B D S S I ol GO SO O S,
T

T - ——
Nho Nwm

_ T
7.30 .25



HPOO1 Il
A BRUKER

Current Data Parameters

NAME Component 3 of
L Chebulae Fructus_2304C:
EXPNO 6
L PROCNO R
o F2 - Acquisition Parameters
Date_ 20231013
L Time 20.35 h
INSTRUM Avance
| PROBHD ~ 2172446_0005 (
65 PULPROG hmbcetgpl3nd
L T 4096
SOLVENT MeOD
NS 54
i DS 16
SWH 7812.500 Hz
[ FIDRES 3.814697 Hz
AQ 0.2621440 sec
r RG 101
' . oW 64.CCO user
@ g @ - 70 DE 6.50 usec
TE 298.2 K
r CNST6 120.0000000
CNST7 170.0000000
r CNST13 8.0000000
_— DC 0.00000300
r DL 2.00000000
D6 C.06250000
B D16 0.00020000
IND 0.00001404
— 75 TDav 1
SFOL 600.1330006 MHz
E q @ ” NUCL iH
——j Pl 11.92 usec
- P2 23.84 usec
PLK1 17.17900085 «
- SFO2 150.9178988 MHz
NUC2 13C
—_ w @ ! P3 11.80 usec
P24 2000.C0 usec
— 80 PLW2 86.66300201 W
P16 1000.00 usec
L CNST30 0.598115
Fi - Acquisition parameters
D 256
SFO1 150.9179 MHz
FIDRES 278.27249 Hz
L sw 236.015 ppm
FnMODE Echo-Ant iecho
B 85 F2 - Processing parameters
| SI 2048
SF 600.1300127 MHz
WDW SINE
SSB 4
LB 0 Hz
[ GB 0
PC L.40
Fl - Processing parameters
— 90 sI 1024
MC2 echo-ant iecho
SF 150.9025931 MHz
WDW QSINE
SSB 2
LB 0 Hz
L i
—95
=== (] I




