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Figure S1. *H NMR spectrum of 1 in CD3OD.
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Figure S6. NOESY NMR spectrum of 1 in CD30D.
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Figure S19. *H NMR spectrum of 4 in CD3sOD.
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Figure S21. HSQC NMR spectrum of 4 in CDz0D.
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Figure S22. COSY NMR spectrum of 4 in CDz0D.

ppm

Supplementary Material

NAME
EXPHNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS
DS
SWH
FIDRES
AQ
RG

DE

CHANNEL fl =====

®xin3-101
4
1
20181007
1z2.38
spect

5 mm CPEBO BBE-
cosygpmippgL
2048

M=0D
2

10
6009.615 Hz
2.934382 Hz

0.1704436 sec
2050
83.200 usec
10.00 usec
288.0 K
.00000300 sec
.50000000 sec
.03000000 sec
.00002000 sec
.00000400 sec
.00020000 sec
00016640 sec

oooooro

600.1328206 MHz
1H

12.20 usec
2500. 00 usec
1
256
600.1328 MH=
23.475060 Hz
10.014 ppm
QF
2048
600.1300000 MHz
QSINE
o}
0.00 Hz
o}
1.40
2048
QF
600.1300000 MH=z
QSINE
o}
0.00 Hz
o}



x®xin3-101-HMBCGP

— . " . "B". B
:: » . ,. ‘P L
—_ - - * I
_;4: L] L] e L
_ +4 -
] .- - ".‘ .-
L N S B Sy B S B S B L B B I S e
4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 ppm

Figure S23. HMBC NMR spectrum of 4 in CD30D.
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Figure S24. NOESY NMR spectrum of 4 in CD3OD.
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Figure S25. *H NMR spectrum of 5 in CD3sOD.
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Figure S27. HSQC NMR spectrum of 5 in CDsOD.
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Figure S28. COSY NMR spectrum of 5 in CD30D.

30



Supplementary Material

xin3-87-1-HMBCGP

NAME ®xin3-87-1
EXFNO [
PROCHO 1
l_ Date_ 20181007
i Time 17.05
i —\ L ]j - PPM | ron spect
FROBHD 5 mm CFEEO BE-
| 0 PULFROG hmbcgplpndgf
D 2048
e ab | SOLVWENT MeOD
L™ . . ' [ ] 1] HS a
— P | ] 16
] . 20 g 6009.615 Hz
' | FIDRES 2.934382 Hz
O 0.1704436 sec
| RE 2050
40 OW 83.200 usec
—_— ] | DE 10.00 usec
IE 298.0 K
] L &0 CHST2 145.0000000
CHNST13 10.0000000
— . * . [ LA | oo 0.00000300 sec
- '] D1 1.50000000 sec
- LI D2 0.00344828 =ec
' ’ . . — 80 . 0.05000000 sec
| D16 0.00020000 s=ec
THO 0.00001380 =ec
_100 ———————= CHANMEL fl1 =
] | sFol 600.13282
0-’ HUC1
Pl 12.
—120 P2 24.40
| DO z
D 128
£ s * | 140 5Fo! 150.9179 MHz
— [] ] FIDRES 283.061584 H=z
= L | SW 240.077 ppm
FnMODE QF
] | SI 2048
'. . 160 = 500.1300000 MHz
WOW SINE
‘. " I SEB i}
LE 0.00 Hz
_180 CE o
PC 1.40
I SI 1024
MC2 QF
LA " L] —200 SF 150.9028085 MH=z
WOW SINE
[T T T T T T [ [ T [ e e iga Dﬁg}_z
75 7.0 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0 ppmezs 0

Figure S29. HMBC NMR spectrum of 5 in CD3OD.
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Figure S30. NOESY NMR spectrum of 5 in CD30OD.

32



Supplementary Material

®xin3-96-2

™ — o O oS O OY SO W WD (M) O WD O D W o O o

= g O WO oS o W O OO o W W = O s WD O O

ol Ly [ e L T s T o T T SN OO0 00 OO WD =P 0T O] O

Uy L = =P oS ) () ) ) ) ) — o~ o o — o~ o —
I/
1)

. VNN Vv 1A/

CHANNEL Il

400.1324710 Muz
1H

0.3

T ,JJ_AJ_ _ Jtt UJL |

N

6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm
g i U
shiz @ selageim
— e — |- ea|od e |en|en|ea|en

il g

Figure S31. *H NMR spectrum of 6 in CD3sOD.
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Figure S32. 3C NMR spectrum of 6 in CD3OD.
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Figure S33. HSQC NMR spectrum of 6 in CDsOD.
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Figure S35. HMBC NMR spectrum of 6 in CDsOD.

37



Supplementary Material

xin3-96-2-NOE m
Bg.g@n

NAME xin3-96-2
J i EXENO 7
| M PROCNO 1
e 7 > PP Date_ 20181112
s C Time 9.24
T O INSTRUM spect
i o PROBHD S mm PABEO BB-
[E PULPROG noesygpphpp
F D 2048
F SOLVENT MeOD
r NS 64
79 -1 DS 32
S e e SWH 4000.000 Hz
é U ' L Eg Ak FIDRES 1.953125 Hz
F AQ 0.2560500 sec
—_— 1 ‘ . n
===caley F RG 203
% S A ;T E DW 125.000 usec
T T _—2 DE 6.50 usec
5 TE 298.8 X
r DO 0.00010730 sec
F D1 2.00000000 sec
F D8 0.30000001 sec
d D11 0.03000000 sec
-3 D12 0.00002000 sec
F D16 0.00020000 sec
o INO 0.00025000 sec
" [
F S CCHANNEL £l ====——c=
' I SFO1 400.1318419 MHz
) * —4 NUC1 1H
+ P1 13.90 usec
[ P2 27.80 usec
C P17 2500.00 usec
F NDO 1
2=a. [ D 256
-5 sFO01 400.1318 MHz
E FIDRES 15.625000 Hz
[ SW 9.997 ppm
1 B FnMCDE States-TPPI
F sI 1024
' [ SF 400.1300116 MHzZ
-6 WOW QSINE
F SSB 2
K LB 0.00 Hz
g GB 0
E BC 1.00
L SI 1024
=7 MC2 States-TPPI
E SF 400.1300116 MHz
u WDW QSINE
e e S | T e S T T P SSB 2
T T T T T T T T T T T T T T T T LB 0.00 Hz
7.5 7.0 6.5 6.0 55 5.0 45 4.0 3.5 3.0 25 20 1.5 1.0 0.5 0.0 ppm = 0

Figure S36. NOESY NMR spectrum of 6 in CDz0OD.
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Figure S37. 'H NMR spectrum of 7 in DMSO-d.
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Figure S38. 3C NMR spectrum of 7 in DMSO-ds.
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Figure S39. HSQC NMR spectrum of 7 in DMSO-ds.
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Figure S40. COSY NMR spectrum of 7 in DMSO-ds.
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Figure S41. HMBC NMR spectrum of 7 in DMSO-ds.
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Figure S43. *H NMR spectrum of 8 in CDsOD.
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Figure S44. 3C NMR spectrum of 8 in CD3sOD.
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Figure S45. HSQC NMR spectrum of 8 in CD30D.
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Figure S46. COSY NMR spectrum of 8 in CD3OD.
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Figure S47. HMBC NMR spectrum of 8 in CDsOD.
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Figure S48. NOESY NMR spectrum of 8 in CDz0OD.
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Figure S50. 3C NMR spectrum of 9 in CD3OD.
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Figure S51. HSQC NMR spectrum of 9 in CD3OD.
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Figure S52. COSY NMR spectrum of 9 in CD30D.
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Figure S53. HMBC NMR spectrum of 9 in CD3OD.
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Figure S55. *H NMR spectrum of 10 in CD3OD.
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Figure S56. 3C NMR spectrum of 10 in CD3OD.
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Figure S57. HSQC NMR spectrum of 10 in CD30D.
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Figure S58. COSY NMR spectrum of 10 in CDsOD.
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Figure S59. HMBC NMR spectrum of 10 in CDsOD.
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Figure S60. NOESY NMR spectrum of 10 in CD30D.
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