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Qualitative Analysis Report

Data Filename LH-4216-LMB-15. Sample Name  LH-4216
Sample Type Sample Position P2-D3
Instrument Name Instrument 1 User Name
Acq Method LH LMLm Acquired Time ~ 4/14/2018 10:35:59 AM
IRM Calibration Status S oA Method YINMIN.m
Comment
sample Group Info.
UserSpeotra
Fragmentor Voltage Collision Energy Tonization Mode
50 3 Est
x10 6 |+ESI Scan:1 (23.126 min) Frag=50.0V LH-4216-LMB-15.d
2 273.2577
15
B
331.2607
05
149.1316 5455099 701.5065 978.7396

200 300 400 800 900 1000

500 00 700
Counts vs. Mass-to-Charge (m/z)

z_[Abunc
149.1316 1 181138.58
163.1475 1 [71275.75
177.1631 1 [56453.14
271.2417 1 [61072.92
273.2577 1 [1908992.13
273.3995 1 [119781.39
273.4571 2 |71117.74
274.2607 1 1484225.53
331.2607 1 1616329.88

Auilant Toshnalogics Page 1 of 1 Printed at: 10:37 AM on: 4/18/2018

Figure S1. HR-ESI-MS spectrum of compound 1.
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Figure S2. UV spectrum of compound 1.
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Figure S3. 'H-NMR spectrum (500 MHz, CDCls) of compound 1.
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Figure S4. 13C-NMR spectrum (125 MHz, CDCls) of compound 1.
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Figure S9. ROESY spectrum (500 MHz, CDCIz) of compound 1.
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Figure S10. SELTOCSY spectrum (500 MHz, transmitter frequency at 1.79 ppm, 10
Hz width, 120 ms mix time, CDClIs) of compound 1.
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Figure S11. SELTOCSY spectrum (500 MHz, transmitter frequency at 1.86 ppm, 10
Hz width, 120 ms mix time, CDCl3) of compound 1.
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Figure S12. SELTOCSY spectrum (500 MHz, transmitter frequency at 5.14 ppm, 10
Hz width, 120 ms mix time, CDClz) of compound 1.
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Qualitative Analysis Report

Data Filename LH-4214-LMR-9.d Sample Name  LH-4214
sample Type Sample Position 201
Instrument Name Instrument 1 User Name
Acq Method LH MLm Acquired Time  4/14/2018 8:54:10 AM
IRM Calibration Status GOSN 04 Method  INMIN.m
Comment
Sample Group Info.
UserSpectra
Fragmentor Voltage Colision Energy Tonization Mode
200 o Est
x10 6 | +ESI Scan:4 (12.523 min) Frag=200.0V LH-4214-LMR-9.d
2712411
4
3
2
3472551
o |27 ss0.4871 g0 5040
100 200 300 400 _ 500 0 800 900 1000 1100

600 700
Counts vs. Mass-to-Charge (miz)

Peak Li

191.1782 1 [313494.78
269.2259 1 ]320340.78
271.2411 2 14123874.75
271.3824 1 [277907.56
272.2442 2 |973332.25
[2ez2361 | 1 [asorz001 |
289.2518 1 [3439059.5
290.2548 1 [816644.81
345.2397 [ 1] 285323.72.
347.2551 1 |593094.56

jont Technologies Page 1 of 1 Printed at: 10:18 AM on: 4/18/2018

Figure S13. HR-ESI-MS spectrum of compound 2.
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Figure S14. UV spectrum of compound 2.
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Figure S15. 'H-NMR spectrum (500 MHz, CDCls) of compound 2.
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Figure S16. 13C-NMR spectrum (125 MHz, CDCls) of compound 2.
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Figure S17. DEPT spectrum (125 MHz, CDCls) of compound 2.
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Figure S18. HSQC spectrum (500 MHz, CDCls) of compound 2.
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Figure S19. HMBC spectrum (500 MHz, CDCls) of compound 2.
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Figure S20. !H-H COSY spectrum (500 MHz, CDClIs) of compound 2.
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Figure S22. SELTOCSY spectrum (500 MHz, transmitter frequency at 4.28 ppm, 10
Hz width, 120 ms mix time, CDClIs) of compound 2.
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Figure S23. SELTOCSY spectrum (500 MHz, transmitter frequency at 1.88 ppm, 10
Hz width, 120 ms mix time, CDCl3) of compound 2.
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Figure S24. SELTOCSY spectrum (500 MHz, transmitter frequency at 5.13 ppm, 10
Hz width, 120 ms mix time, CDCIz) of compound 2.
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Qualitative Analysis Report

Data Filename LH-4215-LMR-10.d Sample Name  LH-4215
Sample Type Sample Position P2-D2
Instrument Name Instrument 1 User Name
Acq Method LH LML.m Acquired Time  4/14/2018 9:45:06 AM
IRM Calibration Status SRS oA Method YINMIN.m
Comment
Sample Group Info.
UserSpectm
Fragmentor Voltage Collision Energy Tonization Mode
200 o sl
x10 5| +ESI Scan:4 (14.459 min) Frag=200.0V LH-4215-LMR-10.d
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Figure S25. HR-ESI-MS spectrum of compound 3.
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Figure S26. UV spectrum of compound 3.
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Figure S29. DEPT spectrum (125 MHz, CDCl3:CDs0OD=1:1) of compound 3.
|' | /| | Ly \‘Uﬂ" Wi \J
il Jlo I v _J (WAL L
LMR-10-ZR5
LMR=10 500 CDCI3:COB00=11 300K AV=300 1o
1.0, 16. B8] in.92. 1. 85) |
2. 18, 3. 30, 1197, 23.33 11.23,23. 36} oo
3 S 4
3 N b t0-93, 25 96 a0
—_— | 1. 26, 29.97) L
40
i [3.35, 48,51 .35, 49.23) r
————— W 50
-1 F
60
1 1852738 49, 73861 wid
3 [3. 59, 79 33] (3.6, T0. &3] [3.03, 7. 66) [
——
AN Ve Lo
3. 56, 79. 36) L
o0
100
Fiio
(.31, 120. 10} [543, 120. 47 I
—_— AN N Fizo
L0
T T T T T T T T T T T T T )
6.5 6.0 55 5.0 L5 40 1.5 3.0 25 2.0 L5 L0 0.5
2 (ppm}

Figure S30.

HSQC spectrum (500 MHz, CDCl3:CD30D=1:1) of compound 3.

S18

f1 (ppm}



|
J' L_ﬂ__JiLJLJl_J NPTy I

V306 F10

A A

LMR-10-ZW5

LMR—10—HUBE—EDEL Ch30D=11 300k

T T T T T T T T T T T T T
6.5 6.0 5.5 5.0 4.5 0 1.5 50 25 2.0 L5 Lo 0.5
2 (ppm)

HMBC spectrum (500 MHz, CDCl5:CD3sOD=1:1) of compound 3.

l [
!
N L L | n‘“'tﬁ.djh J l“"'LL s .Jhl Y d|

Figure S31.

| ME-To-ZWE
| R-10 cOsY cocid:cosop=1il 300K AV-300 ¢
_ ¥
= : s =) ’#
i
Iy oD g
o .
E : g e !
s
gl
____—;_] ] 0 B e ™ \
. -
'
P '
i

| i

| -

i 2 o

=

|

= ® o

T T T T T T T T T T T T T
65 6.0 5.5 5.0 45 a0 1.5 3.0 25 20 15 Lo 0.5

e

1 {ppm)

£2 (ppm}

Figure S32. !H-'H COSY spectrum (500 MHz, CDCl5:CDsOD=1:1) of compound 3.
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Figure S33.
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ROESY spectrum (500 MHz, CDCl3:CDs0OD=1:1) of compound 3.
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Figure S34. SELTOCSY spectrum (500 MHz, transmitter frequency at 3.57 ppm, 10
Hz width, 120 ms mix time, CDCl3) of compound 3.
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Figure S35. SELTOCSY spectrum (500 MHz, transmitter frequency at 5.49 ppm, 10
Hz width, 120 ms mix time, CDCl3) of compound 3.
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Figure S36. SELTOCSY spectrum (500 MHz, transmitter frequency at 6.31 ppm, 10

Hz width, 120 ms mix time, CDCIz) of compound 3.
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Figure S37. SELTOCSY spectrum (500 MHz, transmitter frequency at 3.62 ppm, 10
Hz width, 120 ms mix time, CDCl3) of compound 3.
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