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HR-ESIMS for compound 1

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name
Method
Sample Name
Comment

D:\Data\MS\data\201905\liwanshan_2-37_pos_35_01_6636.d
LC_Direct Infusion_pos_70-500mz.m
liwanshan_2-37_pos

Acquisition Date

Operator
Instrument

SCsIO
maxXis

5/14/2019 4:36:58 PM

255552.00029

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 70 m/z Set End Plate Offset -500 VvV Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APC| Heater o°C
Intens. +M8, 0.6-0.7min #38-39)
x104
] +
g [M + H] [M + Na]*
2: 609.3993 631.3823
1 .
0 " | 625.3899 629{3‘656 “ | ‘
800 " 605 ‘ “et0 &5 &0 625 " e300 640 Y
Meas. m/iz # lon Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
609.3993 1 C34H5709 100.00 609.3997 -06 -0.4 90 65 even ok
631.3823 1 C34H56Na0O9 100.00 631.3817 1.0 0.6 56 65 even ok
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HR-ESIMS for compound 1

Generic Display Report

Analysis Info
Analysis Name

D:\Data\MS\data\201905\iwanshan_2-37_pos_35_01_6636.d

Acquisition Date 5/14/2019 4.36:58 PM

Method LC_Direct Infusion_pos_70-500mz.m Operator SCsIO
Sample Name liwanshan_2-37_pos Instrument maXis
Comment
Intens‘i liwanshan_2-37_pos_35_01_6636.d: +MS, 0.6-0.7min #38-39
x10
4]
1239.7755
591.3893
3]
2_
1 |
338.3428
5 200.5926 | | 439.3064 1 mn i 1375.7526
200 ' 400 | 600 ' 800 1000 ’ 1200 ' 1400 miz
+MS, 0.6-0.7min #38-39
fnakees 631.3823
. L. . 629.3656 L ‘ e
610 620 630 640 miz
+MS, 0.6-0.7min #38-39
1217.7944
1199.7809
w3 550 Lo Lo e g i 1234i8152 i 1255,7588 1273,7497
1180 1200 1220 1260 1280 m/z
Bruker Compass DataAnalysis 4.1 printed: 4/7/2021 11:45:12 AM by: SCSIO Page 1 of 1
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'H (700 MHz) NMR spectrum of compound 1 in CD;0D
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'H (700 MHz) NMR spectrum of compound 1 in CD;0D

ere”
Sve”
87"
0sZ-
Lsz"®
66C°
9z
T0E”
£0E"
qog”
80€"
0TE"
8GF -
69%°
LL%”®
L8¥% "
808~
I18"
818"
e "
£C9”
9¢8”
€€9”
9€8 "
LY9-
¢G9”
8G9 -
€99°
699"
€eo”
8c0”
€vo”
970~
¢s0”
190°
60€"
8TE"
IRAN
g9ce”
Tee”
6eE”
S8L”
66L"
0€8”
€r8”
Fve”
298’
9L8”
068°
08¥% "
167"
S6%°
86F "
806G~
180"
€80°
G80°

VWO TIPSO OO

Me OH Me
31 30

OH OH

ppm

35

4.0

4.5

5.0

5.5

~
(=7}
o

-7

[=2]
o
-

<
i
-

{

<
-
N

|

S7



'H (700 MHz) NMR spectrum of compound 1 in CD,0OD
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3C (175 MHz) NMR spectrum of compound 1 in CD;0D
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BC (175 MHz) NMR spectrum of compound 1 in CD;0D
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BC (175 MHz) NMR spectrum of compound 1 in CD;0D
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3C (175 MHz) NMR spectrum of compound 1 in CD;0D
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3C (175 MHz) NMR spectrum of compound 1 in CD;0D
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3C (175 MHz) NMR spectrum of compound 1 in CD;OH
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Comparison of °C (175 MHz) NMR spectrum of compound 1 in CD;OH with that in CD,0D
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DEPT135 (175 MHz) spectrum of compound 1 in CD;0D
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DEPT135 (175 MHz) spectrum of compound 1 in CD;0D
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DEPT135 (175 MHz) spectrum of compound 1 in CD,0D
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DEPT135 (175 MHz) spectrum of compound 1 in CD;0D
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DEPT135 (175 MHz) spectrum of compound 1 in CD,0D
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'H-'H COSY (700 MHz) spectrum of compound 1 in CD;0D
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'H-'H COSY (700 MHz) spectrum of compound 1 in CD;0D
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'H-'H COSY (700 MHz) spectrum of compound 1 in CD;0D
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'H-'H COSY (700 MHz) spectrum of compound 1 in CD;0D
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HSQC (700 MHz) spectrum of compound 1 in CD;0D
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HSQC (700 MHz) spectrum of compound 1 in CD;0D
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HSQC (700 MHz) spectrum of compound 1 in CD;0D
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HSQC (700 MHz) spectrum of compound 1 in CD;0D
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HMBC (700 MHz) spectrum of compound 1 in CD;0D
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HMBC (700 MHz) spectrum of compound 1 in CD;0D
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HMBC (700 MHz) spectrum of compound 1 in CD;0D
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HMBC (700 MHz) spectrum of compound 1 in CD;0D
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HMBC (700 MHz) spectrum of compound 1 in CD;0D
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HMBC (700 MHz) spectrum of compound 1 in CD;0D
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HMBC (700 MHz) spectrum of compound 1 in CD;0D
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NOESY (700 MHz) spectrum of compound 1 in CD;0D
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NOESY (700 MHz) spectrum of compound 1 in CD;0D
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NOESY (700 MHz) spectrum of compound 1 in CD;0D
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NOESY (700 MHz) spectrum of compound 1 in CD,0OD
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NOESY (700 MHz) spectrum of compound 1 in CD;0D
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NOESY (700 MHz) spectrum of compound 1 in CD;0D
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2D JRES (700 MHz) spectrum of compound 1 in CD;0D
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2D JRES (700 MHz) spectrum of compound 1 in CD;0D
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2D JRES (700 MHz) spectrum of compound 1 in CD;0D
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HETLOC (700 MHz) spectrum of compound 1 in CD;0D
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HETLOC (700 MHz) spectrum of compound 1 in CD;0D
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HETLOC (700 MHz) spectrum of compound 1 in CD;0D
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HETLOC (700 MHz) spectrum of compound 1 in CD;0D
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UV spectrum of compound 1
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LR-ESIMS for the fragment 1A
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LR-ESIMS for the fragment 1A
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'H (600 MHz) NMR spectrum of the fragment 1A in CD;0D
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'H (600 MHz) NMR spectrum of the fragment 1A in CD;0D
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'H (600 MHz) NMR spectrum of the fragment 1A in CD;0D
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'H (600 MHz) NMR spectrum of the fragment 1A in CD;0D
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'H-'H COSY (600 MHz) spectrum of the fragment 1A in CD,0OD
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'H-'H COSY (600 MHz) spectrum of the fragment 1A in CD,0OD
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'H-'H COSY (600 MHz) spectrum of the fragment 1A in CD,0OD
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'H-'H COSY (600 MHz) spectrum of the fragment 1A in CD,0OD
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LR-ESIMS for the fragment 1B
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LR-ESIMS for the fragment 1B
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'H (600 MHz) NMR spectrum of the fragment 1B in CD;0D
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'H (600 MHz) NMR spectrum of the fragment 1B in CD;0D
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'H (600 MHz) NMR spectrum of the fragment 1B in CD;0D
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'H (600 MHz) NMR spectrum of the fragment 1B in CD;0D
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'H-'H COSY (600 MHz) spectrum of the fragment 1B in CD,0OD
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'H-'H COSY (600 MHz) spectrum of the fragment 1B in CD,0OD
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'H-'H COSY (600 MHz) spectrum of the fragment 1B in CD,0OD
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'H-'H COSY (600 MHz) spectrum of the fragment 1B in CD,0OD
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HR-ESIMS for compound 1s

Analysis |

nfo

Analysis Name

Method

Sample Name

Comment

Mass Spectrum SmartFormula Report

Acquisition Date

D:AData\MS\data\202011\jiangzhongping_37-1-R_pos_3_01_9232.d

LC_Direct Infusion_pos_100-3000mz.m
jiangzhongping_37-1-R_pos

Operator
Instrument

11/16/2020 4:13:55 PM

SCSIO
maXis

255552.00029

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset ov Set Dry Gas 4.0 I/min
Scan End 3500 m/z Set Charging Voltage oV Set Divert Valve Waste
Set Carona 0nA Set APCI Heater 0°C
Intens. | +MS, 1.0min #62
109
1.0+ I
] [M + Na]
0.84
7 1711.5853
0.6
041 1713.5912
0.2 1706.6279 17145936
1 A 17155953
0.04— —h A . A .
1700.0 17025 1705.0 1707.5 1710.0 1712.5 1715.0 17175 1720.0 17225 54 1725.0m/z
Meas. m/z # lon Formula Score mfz err[ppm] err[mDa] mSigma rdb e Conf N-Rule Me
17115853 1 C84H91F15NaO19@ 100.00 1711.5807 2.7 -4.6 225 315 even ok e}
0 I8 6 4 2
OR OR Me OR Me
31 30
S70
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HR-ESIMS for compound 1s

Generic Display Report

Analysis Info

Acquisition Date 11/16/2020 4.13:55 PM
Analysis Name D:\Data\MS\data\202011\jiangzhongping_37-1-R_pos_3_01_9232.d
Method LC_Direct Infusion_pos_100-3000mz.m Operator SCSIO
Sample Name jiangzhongping_37-1-R_pos Instrument maXis
Comment
Intent‘g- jiangzhongping_37-1-R_pos_3_01_9232.d: +MS, 1.0min #62
107
X 1455,5532
1.5
1.0:
29
1711.5853 Me
0.5
338.3428 H 0 28
1221.4997 2027.9407 25
0_07 i LIL‘.. Iliu IO DY ; " ; i . ; -J‘L . u Iil - I( L : : ; . : . H291]:1.097]: ; § ; ; .
500 1000 1500 2000 2500 KZQ o 3000 m/z
| ] ‘
n?(;: 1711.5853 +MS, 1.0min #62
6
57
4]
31 OR OR Me OR Me
31 30
2]
15 1706.6279 R = (S)‘MTPA
] 1687].5?7.7 | | i | 1727-564? 1737.5846 17435736
0 T T T T r T T b T A=l
1680 1690 1700 1710 1720 1730 1740 1750 m/z
Bruker Compass DataAnalysis 4.1 printed: 4/7/2021 11:40:27 AM by: SCSIO Page 1 of 1
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'H (400 MHz) NMR spectrum of compound 1s in CDClI,
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'H (400 MHz) NMR spectrum of compound 1s in CDClI,
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'H (400 MHz) NMR spectrum of compound 1s in CDClI,
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'H-'H COSY (400 MHz) spectrum of compound 1s in CDCI,
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'H-'H COSY (400 MHz) spectrum of compound 1s in CDCI,
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'H-'H COSY (400 MHz) spectrum of compound 1s in CDCI,

ppm

35

4.0

45
L 5.0
55

6.0

. | . & v «JUUJL_

6.5

27 2.6 25 24 23 22 21 20 19 1.8 17 1.6 15 14 13 12 1.1 1.0 09 0.8 0.7 ppm

S77



HR-ESIMS for compound 1r

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 11/16/2020 4:17:22 PM
Analysis Name D:\Data\MS\data\20201 1\jiangzhongping_37-1-S_pos_4_01_9233.d

Method LC_Direct Infusion_pos_100-3000mz.m Operator SCSIO

Sample Name jlangzhongping_37-1-S_pos Instrument maxis 255552.00029
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset ov Set Dry Gas 4.0 I/min
Scan End 3500 m/z Set Charging Voltage oV Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°Cc
Intens. +MS, 1.1min #60
X105
] +
os] [M + Na]
] 1711 5824
0.6
| 17135890
= 1706.6256 17145914
h 1715.5934
ot—:-—-_i—an A+~ 4 i A .
1700.0 1702.5 1705.0 1707.5 1710.0 17125 1715.0 1717.5 17200 17225 1725.0 m/z
Meas. m/z # lon Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule 29
1711.5824 1 C84H91F15NaO19 100.00 1711.5807 -1.0 1.7 26.8 315 even ok Me

OR OR Me OR Me
31 30

R = (R)-MTPA <78



HR-ESIMS for compound 1r

Generic Display Report

Analysis Info

Analysis Name D:\Data\MS\data\202011\jiangzhongping_37-1-S_pos_4_01_9233.d

Method LC_Direct Infusion_pos_100-3000mz.m Operator SCSIO
Sample Name jiangzhongping_37-1-S_pos Instrument maXis
Comment

Acquisition Date 11/16/2020 4:17:22 PM

Intens.

jiangzhongping_37-1-S_pos_4_01_9233.d: +MS, 1.1min #60
x10% 1455.5514

1.259
1.001

0.75]
1711.5824
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338.3428
0.251 2027.9387

BE TR 1221.4979
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) T O A i | ulk Jilfees 1 i )

T 33 3% T T T

500 1000 1500 2000 2500 3000 ‘r m/z
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31 30

R = (R)-MTPA
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L4 i i 1 Pk s oy L i

Bruker Compass DataAnalysis 4.1 printed: 4/712021 11:39:15 AM by. SCSIO Page 1 of 1
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'H (400 MHz) NMR spectrum of compound 1r in CDCI,
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'H (400 MHz) NMR spectrum of compound 1r in CDCI,
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'H (400 MHz) NMR spectrum of compound 1r in CDCI,

Feo-
Fro-
90L"
EeL”
goL”
86L"
FI8°
L78"
198"
088"
S68°
0T6”
TTT"
IcT®
OLT"
SeT”
AN
622"
Sy
FLZ”
s8¢’
rec”
sog”
cee”
Tee”
STP-
27
A4
€09°
(-
£89°
8TL”
FeEL”
gL -
66L”"
TE8”
98"
098"
6L8"
68"
676"
786"
AN
S60°
Gq1*
I8T°
681"
N
LT "
L9E "
FE
AT
TEP -
vy
LO9%”
8LF”
TeS”
€C9”

ppm

0.4

|

0g’e
1S°€
8€’L

i

ve'v

q¢c-H 9v-H
B8~

0¢-‘H

qa81-H

SIS TN = ———

SI-H
BL-H

Me
30

q.-H

31
(R)-MTPA

R =

NN AN NN NN I NN il il doo 49 4 A A A A4 -4 414 -4di 4444 A4 4 A A A A A A AAAAOCCO O OCOOOOOOOO
OR OR Me OR

S82



'H-'H COSY (400 MHz) spectrum of compound 1r in CDClI,
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'H-'H COSY (400 MHz) spectrum of compound 1r in CDClI,
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'H-'H COSY (400 MHz) spectrum of compound 1r in CDClI,
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'H-'H COSY (400 MHz) spectrum of compound 1r in CDClI,
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LR-ESIMS for the fragment 1As

Generic Display Report

Analysis Info

Analysis Name

Acquisition Date
D:\Data\amaZon SL\AMS\data\202011\jiangzhongping_37-1-03-2-S-1_98_01_2315.d

2020-11-09 15:57:29

Method 2315.m Operator bruker
Sample Name  jiangzhongping_37-1-03-2-S-1 Instrument amaZon SL
Comment
IntensB. jiangzhongping_37-1-03-2-5-1_98_01_2315.d: +MS, 0.4-0.5min #11-15
X109
+
[M + Na]
1125.1
551 1381.2 2
i OR Me
32
Me,, ~&_ -~ OR
12
0.6 31
Me
-10 -8 Gi
0.4 OR OR OR
R = (S)-MTPA
0.2
6035 891.1
339.1
0.0 T T 4 1 T A L T l T it f " l|IL T T 169"63 T ¥ T T
200 400 600 800 1000 1200 1400 1600 1800 2000 m/z
Intense._ jiangzhongping_37-1-03-2-5-1_98_01_2315.d: -MS, 0.5min #16
10 -
* [M + HCOO]
1403.8
2.0
1.5
1.0
0.5 326.0
m 1683.2
0.0 e L T, . ; : . ; R ety . - . .
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'H (700 MHz) NMR spectrum of the fragment 1As in CD;0D
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'H (700 MHz) NMR spectrum of the fragment 1As in CD;0D

£0eC”
oLe”
€0g”
s0¢g”
LogE"
iAA
€07 °
9¢6¥”
So9%”
L8F "
L0S”
A5
911"
S¢tT°
4%
|5 AN
6vT-”
LST-
G9T~
GLT"
066~
998"
66"
000~
F00~
TTO"
8T0°"
120"
820~
ELT"
¢8c”
¢6c”
c9t”
cLE"
SLE”
8LE”"
€8¢°
gge”
06e"
c6e”
rec”
86¢t"
4007
80% "
8T% "
XA
INAA
0E? "
6EV”
87478
9v7”
677°
6L
8% "
T6¥%”
c0s”
0TS~
R4l

W

=/ N

=TSN W DD DLW MO LN P S s s s 0 o) 00 0 M0 ) o) ) 6)

52

x ” 14
O 6_—0
3 x
a2 le Y0
¥ o =) o
O — _—O

®

=

R = (S)-MTPA

i

K

|

4.5

J

SS

€l

b

gg¢

5.5

6.0

6.5

S&9



'H (700 MHz) NMR spectrum of the fragment 1As in CD;0D

608"
618"
rese”
EE8"
8TO~"
LEO"
1A
£€9F°
iA%A7
89¥% "
PLY "
LLY”
98%"
8e¥”
L0S”
1 N4
EES”
£LG”
F8S°”
Fes”
665"
S08-
919°
24
LEY"
A
6¥9°
€9.9"
620"
6L9"
goL”
6vL"
9GL”
ogL”
69.L"
QLL”
o8L”
L8L-
£v8-
TS8”"
gge8-
098°
£28°
LLg”
9L8"
088~
L88°
T68°
Le8”
Fe6”
T0O0~"
S00-
AN

~“JqaNSNAAAAAAAAA-A-AAA-A-A-Ad-d-dT A -AAAAT A AT AAAAA A A A A A A A A A AAAAOO OO

¢-*H
ce-*H

1€-*H

eII-H 911-H
¢I-H

33
AN OR
31
Me
-8 62
OR OR OR
(S)-MTPA

OR Me
13
10

R

32
Me/,,

18 1.7 16 15 14 13 12 11 10 09 08 0.7 0.6 ppm

1.9

2.0

2.1

24 23 22

2.5

S90



'H-'H COSY (700 MHz) spectrum of the fragment 1As in CD,0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1As in CD,0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1As in CD,0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1As in CD,0D
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LR-ESIMS for the fragment 1Ar

Generic Display Report

Analysis Info
Analysis Name

Acquisition Date 2020-11-09 15:52:38
D:AData\amaZon SL\MS\data\202011\jiangzhongping 37-1-03-2-R-1_96_01_2313.d

Method 2313.m Operator bruker
Sample Name jilangzhongping_37-1-03-2-R-1 Instrument amaZon SL
Comment
Intenss. jiangzhongping_37-1-03-2-R-1_96_01_2313.d: +MS, 0.4-0.5min #14-16|
x10
1.251 1125.1 [M + Na]+
33
OR Me 1381.1
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12 31
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0.50- OR OR OR
R = (R)-MTPA
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- 183»3 B s i 79?.5 [ . ' . . i . 1696.3 . . . ‘
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Intens. jiangzhongping_37-1-03-2-R-1_96_01_2313.d: -MS, 0.5-0.5min #17-19
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2.0
1403.8
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1.0
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'H (700 MHz) NMR spectrum of the fragment 1Ar in CD,;0D
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'H (700 MHz) NMR spectrum of the fragment 1Ar in CD,;0D
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'H (700 MHz) NMR spectrum of the fragment 1Ar in CD,;0D
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'H (700 MHz) NMR spectrum of the fragment 1Ar in CD,;0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1Ar in CD,0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1Ar in CD,0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1Ar in CD,0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1Ar in CD,0D
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LR-ESIMS for the fragment 1A's

Generic Display Report

Analysis Info
Analysis Name

Acquisition Date  2020-11-09 16:00:02

D:\Data\amaZon SL\MS\data\202011\jiangzhongping_37-1-03-2-S-2_99 01_2316.d

Method 2316.m Operator bruker
Sample Name  jiangzhongping_37-1-03-2-S-2 Instrument amaZon SL
Comment
Intenss jiangzhongping_37-1-03-2-5-2_99_01_2316.d: +MS, 0.4-0.4min #11-13
x10
1.251 n
[M + Na]
1381.2
1.00
0.75+
0.50- R = (S)-MTPA
1125.1
0.25
3331 891.2
423.7 517.6 1697.3
0.00 T e — T T : ' b : ) : . : '
200 400 600 800 1000 1200 1400 1600 1800 2000 m/z
lntenss-j jiangzhongping_37-1-03-2-5-2_99_01_2316.d: -MS, 0.4-0.5min #14-18
x10°
[M + HCOO]-
14038
1.00
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050
| 326.1
0.25
1 l 1683.3
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'H (700 MHz) NMR spectrum of the fragment 1A's in CD;0D
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'H (700 MHz) NMR spectrum of the fragment 1A's in CD;0D

T0€E”
EDE"
sog”
80¢€"
otTeE”
LZE”"
4745
9€%”
LY
88F "
GGS "
9%G”
coT”
ITT"
81T~
L&~
ErT”
I6T”
6GT"
99T~
066G~
9GL”
6GL"
SoL”
89L"
Tl
PLL”
s98°
668"
qoc”
08¢€”
gge”’
Tee”
get’
Lee”
T0¥%°
A0
SO¥”°
LO%”
0T¥F”
AN
ST
LT%”
XA
XA
8CF "
0EF”
87F”
0S%”
GGF”
8G¥ "
8%
T6%°
€06°
A
0es-
gce’
824"

o
e
|

n
=

T
3
<
i =]
mmﬁn

o

n J“Luu
i

O
=
%]m
(é

c1-H | —ZF}
0I-H —~90°F

S D e e\
:

R = (S)-MTPA
I

=~ PSSP TP O PSS s oSS s <SPS S 0)0n) 00), 00) 0) 60) 0 09 107, 107 [09)

S106



'H (700 MHz) NMR spectrum of the fragment 1A's in CD;0D

S9L”
FLL®
Z88”
298"
920"
GEOD”
£0%”°
90¥%"
8T%"
XA
A
XA
6EV”
err”
8v¥-
667"
697"
LLY -
98% "
S6%”°
c08-
906~
¢TS”
G1G”
AAN
CES”
L9G"
SLG"
786G~
166"
966°
009°
€08”
€19°
£c9”
€e9”
89L"°
TLL"
€8L”
98L"
oeL”
€6L”
S08-
808"
€E8”
6E8"
Sv8”
168"
a8’
098"
998"
L8’
€68°
868°
006°
906"
F16°”
616"

—_—= =

44 441444444 4gA A4 A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A A AAAAAOO OO

c-*H

)

ce-*H

1€-*H

R = (S)-MTPA

acetonitrile X

0.7 ppm

)

0.9

1.0

1.1

12

S107



'H-'H COSY (700 MHz) spectrum of the fragment 1A's in CD,OD
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'H-'H COSY (700 MHz) spectrum of the fragment 1A's in CD,OD
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'H-'H COSY (700 MHz) spectrum of the fragment 1A's in CD,OD
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'H-'H COSY (700 MHz) spectrum of the fragment 1A's in CD,OD
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LR-ESIMS for the fragment 1A'r

Generic Display Report

Analysis Info Acquisition Date 2020-11-09 15:55:03
Analysis Name D:\Datal\amaZon SL\MS\data\202011\jiangzhongping 37-1-03-2-R-2_97_01_2314.d
Method 2314.m Operator bruker
Sample Name jilangzhongping_37-1-03-2-R-2 Instrument amaZon SL
Comment
Ihtensa. jiangzhongping_37-1-03-2-R-2_97_01_2314.d: +MS, 0.4min #13
x10°] +
[M + Na]
1381.2
1.0
0.8
0.6 1125.1
0.4
R = (R)-MTPA
o 891.1
339.1 i
0.0 ; R N 6919(? o N 16?7'4,
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x100
10 [ ]
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'H (700 MHz) NMR spectrum of the fragment 1A'r in CD,0D
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'H (700 MHz) NMR spectrum of the fragment 1A'r in CD,0D
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'H (700 MHz) NMR spectrum of the fragment 1A'r in CD,0D
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'H (700 MHz) NMR spectrum of the fragment 1A'r in CD,0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1A'r in CD;0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1A'r in CD;0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1A'r in CD;0D
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'H-'H COSY (700 MHz) spectrum of the fragment 1A'r in CD;0D
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LR-ESIMS for fragments 1Bs

Generic Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date
D:\Data\amaZon SL\MS\data\202011\jiangzhongping_37-1-03-1-S_95_01_2312.d
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2020-11-09 15:50:13
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amaZon SL
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'H (600 MHz) NMR spectrum of fragments 1Bs in CD;0D
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'H (600 MHz) NMR spectrum of fragments 1Bs in CD;0D
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'H (600 MHz) NMR spectrum of fragments 1Bs in CD;0D
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'H-'H COSY (600 MHz) spectrum of fragments 1Bs in CD,0D
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'H-'H COSY (600 MHz) spectrum of fragments 1Bs in CD,0D
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'H-'H COSY (600 MHz) spectrum of fragments 1Bs in CD,0D
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'H-'H COSY (600 MHz) spectrum of fragments 1Bs in CD,0D
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LR-ESIMS for fragments 1Br

Analysis Info
Analysis Name

Method

Sample Name

Comment

Generic Display Report

Acquisition Date  2020-11-09 15:47:49
D:\Data\amaZon SL\MS\data\20201 1\jiangzhongping_37-1-03-1-R_94_01_2311.d
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jilangzhongping_37-1-03-1-R Instrument amaZon SL
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'H (600 MHz) NMR spectrum of fragments 1Br in CD;0D
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'H (600 MHz) NMR spectrum of fragments 1Br in CD;0D
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'H (600 MHz) NMR spectrum of fragments 1Br in CD;0D
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'H-'H COSY (600 MHz) spectrum of fragments 1Br in CD,0OD
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'H-'H COSY (600 MHz) spectrum of fragments 1Br in CD,0OD
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'H-'H COSY (600 MHz) spectrum of fragments 1Br in CD,0OD
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'H-'H COSY (600 MHz) spectrum of fragments 1Br in CD,0OD

pPpm
3.2

&4 -3.4

o, -3.6

%

-3.8
-4.0
Q ;4.2

N P—4.4
' .—4.6
48
5.0

< 5.2

Al
B23p % |

5.4
2.1 20 19 18 17 16 15 14 13 12 1.1 1.0 09 08 07 ppm

S136



5

w
o
1

Relative Luciferase Activity
s 3

o
1

Figure S1. Agonistic effects of chenodeoxycholic acid (the positive control) on hFXR in HepG2 cells
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