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Table S1. NMR spectra checklist for the target compounds.

Compounds 'H NMR 3C NMR HRMS
8c \ \ \
8d \ \ \
8e \ \ \
8g \ \ \
8h \ \ \
8j \ \ \
8k \ \ \
8l \ \ \
9b \ \ \
12f \ \ \
18b \ \ \
23b \ \ \
23i \ \ \
24b \ \ \
29a \ \ \
29b \ \ \
32a \ \ \
32b \ \ \
36a \ \ \
39b \ \ \
42b \ \ \




Current Data Parameters
NAME NMR15110917-WS-82

NN\ A N\ oo

F2 - Acquisition Parameters

206.092
156.413

36.569
30.310
30.157
30.004
29.848
29.695
29.542
29.389

Date 20151127
Time 21.42
INSTRUM spect

PROBHD 5 mm PABBO BB-
\ ‘ PULPROG zgpg30

N rerbotlatmsatmemore st bt oot D 65536
iy Y P W il o " i el Wi e gt N ol oAb o] s bl e SOLVENT Acetone
r T T r T NS 1024
155 150 145 140 135 130 125 ppm DS 4
SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec
RG 198.55
I} DW 14.400 usec
)il y Q o DE 6.50 Usec
SNN Q 3 TE 303.1K
| H 0 D1 2.00000000 sec
D11 0.03000000 sec
8c TDO 1
======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C
P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W

F2 - Processing parameters
Sl 32768
SF 125.7576707 MHz

wWDW EM
SSB O
LB 1.00 Hz
GB O

PC 1.40
220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 ppm




7.727
7.559
7.556
7.552

N

7.542
7.538
7.433
7.428
7.424
7.414

3

7.410
7 150
7.028
7.003
6.999
6.987

6.983
6.827
2.058
2.053
2.049
2.045
2.040
-0.000

6.810
5.997
—2.999
—2.775
2.085

{

Current Data Parameters
NAME NMR15110917-WS-82

— NI

214 212 210 208 206 204

9.0

T
85 80

'@éﬁwﬁw

65

ppm

EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20151126
Time 13.00
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
ﬂLVENT Acetone
7 NS 128
prDS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 160.92
DW 50.000 usec
DE 6.50 usec
TE 303.2K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1
SFO1 500.1330885 MHz
NUC1 1H
P1 11.26 usec
PLW1 19.95299911 W
F2 - Processing parameters
Sl 65536
Sk 500.1300088 MHz
wDwW EM
SSB O
LB 0.30 Hz
GB O
PC 1.00
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41.386
30.305
30.150
29.998
29.845
29.689
29.535
29.382
25.725
18.741
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Current Data Parameters
NAME NMR15110918-WS-83

EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date 20151127

Time 22.45
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT Acetone

NS 1200

DS 4

SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec

RG 198.55

DW 14.400 usec

DE 6.50 usec

TE 303.2K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C

P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W
F2 - Processing parameters

Sl 32768

SF 125.7576707 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
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e e e B ™

‘\ | H “ | F2 - Acquisition Parameters

“ | ‘M | | | Time 13.12
1 i I I | N INSTRUM spect
M | | (— M | PROBHD 5 mm PABBO BB-
i [l 1l 11— W PULPROG 230
JUL /| )0 UL iyt TD 65536
— - T SOLVENT Acetone
e N B NS 128
7.7 7.6 75 7.4 7.3 7.2 7.1 7.0 6.9 ppm DS 2
SWH 10000.000 Hz
FIDRES  0.152588 Hz
AQ 3.2767999 sec
RG 198.55
o DW 50.000 usec
O DE 6.50 usec
N Y ¢ TE 303.2 K
N 0~ DI 1.00000000 sec
TDO 1
8d ======== CHANNEL f1 =======
SFO1  500.1330885 MHz
NUC1 1H
P1 11.26 usec
PLW1  19.95299911 W
F2 - Processing parameters
Sl 65536
SF 500.1300085 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
| |
Il NINL
) . M‘\‘ _»“,,L“JKJ@. R ;‘\L . . . . rHH L;"L L-“i"‘t/"u“u["‘ x'ﬂhlj\, y;‘u; _
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fe

—163.712

4
7

147.887
146.885
137.312
133.293

——108.337
T~105.254

T—101.074

128

126

124

122

39.998
39.832

<

39.665
39.497
39.331
39.164
38.998

—16.990
14774

PC

190

180

170
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Current Data Parameters
NAME NMR16100058-LSS-50

EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20161017

Time 17.04
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 64

DS 4

SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec

RG 198.55

DW 14.400 usec

DE 6.50 usec

TE 298.3K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C

P1 9.12 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 19.95299911 W
PLW12 0.41303000 W
PLW13 0.26434001 W
F2 - Processing parameters

Sl 32768

SF 125.7578475 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

1.40



3.459

3454
3451

3.433

3.427

—2.500

1711
1.698
1.692
1.686
1.660
1.638

75
Iy
.
NG 0 O 8]
s
H
8e
|
Iy
i |
‘
| H | A(
| J‘\
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Current Data Parameters
NAME NMR16100058-LSS-50

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20161017
Time 16.10
INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 32.04

DW 50.000 usec
DE 6.50 usec

TE 298.1 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1 =======
SFO1 500.1330885 MHz
NUC1 1H

P1 11.51 usec
PLW1 19.95299911 W
F2 - Processing parameters
Sl 65536

SF 500.1300044 MHz
WDW EM

SSB O

LB 0.30Hz

GB 0

PC 1.00



206.077

™M o 0 M
N oo e VRS E T Y
A SOmMoO S mE
S o © O VMARDNRONOM
YEek=k=! II8TI22Q
L MONNNNN

©
o
=
(=}

130 129 127 126 15 124 123 122 121 ppm

T——"

180

160

140

120

100 80 60 40 20 0

Current Data Parameters
NAME NMR15120053-LSS-16

EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20151204
Time 4.34
INSTRUM spect

PROBHD 5 mm PABBO BB-
PULPROG zgpg30

| TD 65536
. SOLVENT Acetone
" NS 1200

DS 4
SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec
RG 198.55
DW 14.400 usec
DE 6.50 usec
TE 303.2K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C
P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W

F2 - Processing parameters

Sl 32768

SF 125.7576707 MHz
wWDW EM

SSB O

LB 1.00 Hz

GB O

PC 1.40



Current Data Parameters
NAME NMR15120053-LSS-16

N N oo 1

| F2 - Acquisition Parameters

—3.698
2.769
2.737
2.735
2.734
2.086
2.058
2.054
2.050
2.045
2.041
-0.000

| l Date 20151202
Il - Time 15.52
I (. INSTRUM spect
AV il PROBHD 5 mm PABBO BB-
) A AV VN AU S i ' PULPROG 2930
L e e e N 15-8 65536
750 745 740 735 730 725 720 715 710 705 700 695 690 685 6.80 ppm NS'-VENT 12@‘36‘0“6
DS 2
SWH 10000.000 Hz
FIDRES  0.152588 Hz
0 AQ 3.2767999 sec
O Y RG 198.55
Y o]

o DW 50.000 usec
@\/g O DE 6.50 Usec
N TE 303.2K

D1 1.00000000 sec

89 TDO 1
======== CHANNEL f1 =======
SFO1 500.1330885 MHz
NUC1 1H
P1 11.26 usec

PLW1 19.95299911 W

F2 - Processing parameters

Sl 65536

SF 500.1300085 MHz
WDW EM

SSB O

LB 0.30 Hz

GB O

) L . e
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o N[ N[O D) OO
o alalN N = e



39.999
39.832
39.665
39.498
39.331
39.165
38.998

|

L e e
148 146 144 142 140 138 136 134 132 130 128 126 124 ppm
0
0 C S O D>
S N
| y H
8h
o ‘ > ‘ N _ - o
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

Current Data Parameters
NAME NMR16010803-LSS-20

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20160130
Time 0.07
INSTRUM spect

PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 1024

DS 4

SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec

RG 198.55

DW 14.400 usec

DE 6.50 usec

TE 298.2 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C

P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W

F2 - Processing parameters

Sl 32768

SF 125.7578517 MHz
wWDW EM

SSB O

LB 1.00 Hz

GB O

PC 1.40



Current Data Parameters
NAME NMR16010314-LSS-20

EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20160121
Time 12.14
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 128
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
0 RG 122.2
O ) DW 50.000 usec
0 o 0 DE 6.50 usec
TE 298.1 K
‘ D1 1.00000000 sec
= N TDO 1
| N M
= ======== CHANNEL f1 =======
8h SFO1  500.1330885 MHz
NUC1 1H
P1 11.26 usec
PLW1 19.95299911 W
F2 - Processing parameters
Sl 65536
SF 500.1300039 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
‘ ‘ H o
|
\‘\ “ “ l" 1 J ‘\n h ‘ J‘ . | |
""" | DR D D L D A I IR AL I DL B
12 11 10 5 4 3 2 1 ppm

: WWMW H 3



«© VANV OMOVTAOANDDOM
o A MANONANOONMNANONN DM OMNM
S SRES R SEEEEEEE Current Deta Perameters
& 3%&’3'3‘3&‘:&&&888 BIBARXIK NAME NMR15120810-LSS-17
NSNS SN N 8
PROCNO 1
F2 - Acquisition Parameters
Date 20151223
| | Time 4.42
INSTRUM spect
PROBHD 5 mm PABBO BB-
‘ ‘ ‘ PULPROG  zgpg30
| } | I | | | D 65536
o L 0 T | W S A ¥ S NS R SOLVENT Acetone
— \ \ \ [ I NS 1200
DS 4
145 140 135 130 125 120 115 110 105 ppm SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec
RG 198.55
0 DW 14,400 usec
g8 of s
| o = 0 DI 200000000 sec
AN D11 0.03000000 sec
M TDO 1
O H )
B] ======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C
P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW?2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W
F2 - Processing parameters
S 32768
SF 125.7576771 MHz
WDW EM
| 1| =
LB 1.00 Hz
GB 0
PC 1.40

210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 S50 40 30 20 10 ppm
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N LO LW LW LW0 C‘OC‘OC")H\—!\—!QQSQQQQ ) 00 O O N~ S g Current Data Parameters
ONNNNNNNNNNNNNNNNNNNNG G © NEN RSN N 7 NAME NMR15120810-LSS-17
l\\&Vﬂ%/ \\/ | EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

| m | | Date 20151222

i | \\ Time 6.34

) | | I i H \\ INSTRUM spect

N | I | | PROBHD 5mm PABBO BB-
M| N — | PULPROG 2630

A AU WA W JU| D 65536

B e e SOLVENT Acetone

T I I IR I I IR I | NS 128

75 7.4 7.3 7.2 7.1 7.0 6.9 ppm DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
0 RG 62.41
DW 50.000 usec
g > DE 6.50 usec
0 G = 0 TE -18.1K
D1 1.00000000 sec
N TDO 1
o
Ei ======== CHANNEL f1 =======
SFO1 500.1330885 MHz
NUC1 1H
P1 11.26 usec

PLW1 19.95299911 W

F2 - Processing parameters

Sl 65536
SF 500.1300062 MHz
WDW EM
SSB O
LB 0.30 Hz
GB O
PC 1.00
1 |

| 1]

\ \ |
LU U‘ [V P o n . W/‘.gu/ L J

8.5 50 45 40 35 30 25 20 15 10 05 ppm

[ fﬁfhﬁﬁ ﬁ 8



__—147.828
~—146.802
% 131.668
——108.335
—105.205
——101.006
40.000
39.833
39.666
39.499
39.333
39.166
38.998
29.561
4.898

=

s mirstsessed esasssssribost! ssm

0
““-0>

Current Data Parameters

NAME NMR15110717-LSS-13

EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20151123
Time 9.04
INSTRUM spect

PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 256

DS 4

SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec

RG 198.55

DW 14.400 usec

DE 6.50 usec

TE 303.2K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C

P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W

F2 - Processing parameters

Sl 32768

SF 125.7578538 MHz
wWDW EM

SSB O

LB 1.00 Hz

GB O

PC 1.40



9.735

7.508
7.491

\\\"\N%//

7.240
7.223
7.100

7.067

7.062
7.029
7.011
7.008
6.995
6.992
6.903
6.887

6.024

C\IHO@H@OLDC\ICV)SI\CDCV)CV)
(Y)g(‘ONNHHOOO D MM AN
™ OIS 000 O
mdaadNaNdNadNadNadNadNaNaNN oo o

N R 4

75 74 73 72 71 70  ppm 26 24 22 20 18 16 14 12
()
AY 1) A 0
.-'_.-S“N
H 8k
|
| ‘\
| 1] | L
| \ ‘ | h |
Jol J_ M |
""""" ||||||||
10 9 5 4 3 2 1 0 ppm
g ElEE W E 7 g 4
S & =
(@) o <t

Current Data Parameters
NAME NMR15110717-LSS-13

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20151120
Time 12.09
INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 65536
SOLVENT DMSO
NS 128

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 80.16

DW 50.000 usec
DE 6.50 usec

TE 303.2K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1 =======
SFO1 500.1330885 MHz
NUC1 1H

P1 11.26 usec
PLW1 19.95299911 W
F2 - Processing parameters
Sl 65536

SF 500.1300044 MHz
WDW EM

SSB O

LB 0.30Hz

GB 0

PC 1.00



5 BERNOSS83NEr B35S © —©WO LW
N TARRCQORREREMRO 858%88% Current Data Parameters
ISV | PROCNO 1
| F2- Acquisition Parameters
Date 20151110
 Time 1.19
INSTRUM spect
’ PROBHD 5mm PABBO BB-
PULPROG zgpg30
| | \ | \ | ™ 65536
' | . | | . | SOLVENT _ Acetone
L | u L ., NS 1200
e L s B 5 B B L N B S e ) 34722.223 Hz
148 146 144 142 140 138 136 134 132 130 128 126 124  ppm ! SRES 0 9915?72195412;:2
RG 198.55
DW 14.400 usec
O DE 6.50 usec
‘ » TE 303.1K
o =N 0 D1 2.00000000 sec
by D11 0.03000000 sec
SN TDO 1
0" H
======== CHANNEL {1 =======
8l SFO1  125.7703637 MHz
NUC1 13C
P1 8.99 usec
PLW1  125.88999939 W
======== CHANNEL 2 =======
SFO2  500.1320005 MHz
NUC2 1H
CPDPRG[2  waltz16
PCPD2 80.00 usec
PLW2  19.95299911 W
PLW12  0.39528000 W
PLW13  0.25297999 W
F2 - Processing parameters
Sl 32768
SF 125.7576824 MHz
WDW EM
‘ SSB 0
] [ | LB 1.00 Hz
GB 0
L L ] S A N = ¢ 1.40

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



S 0 S 2
S ™ n o Current Data Parameters
— o NN NAME NMR15110068-Iss-12
| ‘ ‘ ‘ EXPNO 10
PROCNO 1

F2 - Acquisition Parameters

I i “ Date 20151116
o I | Time 10.25
i i | INSTRUM spect
AR AR /'l PROBHD 5mm PABBO BB-
I N N -~ N - AN Y PULPROG 2930
R I A I I TS-SLVENT 65536DMSO
780 775 770 765 760 755 750 745 740 735 730 725 720 715 710 7.05 7.00 6.95 pPM NS 64
DS 2
SWH 10000.000 Hz
0 FIDRES 0.152588 Hz
g S AQ 3.2767999 sec
= 0 RG 90.46
0 G DW 50.000 usec
S DE 6.50 usec
o N TE 303.1K
D1 1.00000000 sec
8l TDO 1
======== CHANNEL f1 =======
SFO1  500.1330885 MHz
NUC1 1H
P1 11.26 usec
PLW1  19.95299911 W
F2 - Processing parameters
S 65536
SF 500.1300047 MHz
WDW EM
SSB 0
’ ‘ LB 0.10 Hz
GB 0
‘ PC 1.00
A | | |
\‘ Q‘” “ “ | ‘u‘ H
YU \ L
[rrrTrTeT [rerrTTeTT | R D [rrrrTrTTT [rrrrTrTTT [rrrrTeTT [rrrTrTeTT [rerTrTeTT [rerrrTeTT [rerrTTeTT 1
10 9 7 6 5 4 3 2 1 0 ppm

i
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S =) ggggggg g% Hgggggggc’g Current Data Parameters
= S 239999 S8 BIBIAI8S I NAME NMR16020154-LSS-21
EXPNO 20
I NWL ] \ TSN w4
| F2 - Acquisition Parameters
‘ I Date 20160227
| ", Time 4.31
[ INSTRUM spect
(. o PROBHD 5 mm PABBO BB-
I - . PULPROG zgpg30
T T T T T - o TD 65536
H N B ‘ ‘ ‘ ‘ ‘ ‘ ‘ SOLVENT DMSO
139 ppm 127.0 126.8 ppm NS 1024
DS 4
SWH 34722.223 Hz
FIDRES 0.529819 Hz
- AQ 0.9437184 sec
0 RG 198.55
DW 14.400 usec
DE 6.50 usec
. P TE 298.1 K
O 0 D1 2.00000000 sec
G D11 0.03000000 sec
N TDO 1
H
9h ======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C
P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W
F2 - Processing parameters
S| 32768
SF 125.7578506 MHz
WDW EM
SSB 0
, , . | . i LB 1.00 Hz
GB 0
PC 1.40

190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 ppm
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| | »
‘L - J““v“\‘ - JK“ “} i L _ _ _ H\ ‘ | | \ /r“‘“\u{\ N ‘)

""""" IR R D R D U L L I IR
10 9 8 7 6 5 4 3 2 1 0 ppm
g el g g
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Current Data Parameters
NAME NMR16020154-LSS-21

EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20160225
Time 11.51
INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 65536
SOLVENT DMSO
NS 128

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 32.04

DW 50.000 usec
DE 6.50 usec

TE 298.1 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1 =======
SFO1 500.1330885 MHz
NUC1 1H

P1 11.26 usec
PLW1 19.95299911 W
F2 - Processing parameters
Sl 65536

SF 500.1300038 MHz
WDW EM

SSB O

LB 0.30Hz

GB 0

PC 1.00



165.441
160.696
156.716

154.755

138.821
136.060
136.000
133.964
131.818
129.455
128.424
127.795
127.454
126.778
126.767
125.120
125.020
122.635
122.617
113.130
112.965

104.612

100.104

—55.178
39.999

39.832
39.665
39.498
39.331
39.164
38.998

Current Data Parameters

NAME NMR16031134-LSS-31

SSEESSN\=—— e oo
| PROCNO 1
‘ F2 - Acquisition Parameters
| H | Date. 20160330
| \ \ | » , Time 8.15
| u | [ I | INSTRUM  spect
I | | | I I | 1l | PROBHD 5 mm PABBO BB-
M ~ N L o \ ‘= AN -~ oo J PULPROG zgpg30
TD 65536
“““ \\\\\\\\\\\\\\SOLVENT DMSO
136 135 134 133 132 131 130 129 128 127 126 125 124 PPMNS 600
| DS 4
. SWH 34722.223 Hz
. 0~ FIDRES  0.529819 Hz
(- AQ 0.9437184 sec
I RG 198.55
| i - O DW 14.400 usec
U o 0 DE 6.50 usec
— - . ‘ " O | TE 298.2 K
1135 1130 1125  ppm H DI Ao
12 TDO 1
======== CHANNEL f1
SFO1  125.7703637 MHz
NUC1 13C
P1 8.99 usec
PLW1  125.88999939 W
======== CHANNEL f2
SFO2  500.1320005 MHz
NUC2 1H
CPDPRG[2  waltz16
PCPD2 80.00 usec
PLW2  19.95299911 W
PLW12  0.39528000 W
PLW13  0.25297999 W
F2 - Processing parameters
S 32768
SF 125.7578496 MHz
WDW EM
‘ ‘ SSB 0
| LB 1.00 Hz
GB O
PC 1.40
190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 ppm
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Current Data Parameters

NAME NMR16031134-LSS-31

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20160328
Time 11.47
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

D 65536
SOLVENT DMSO
NS 64

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 32.04

DwW 50.000 usec
DE 6.50 usec

TE 298.1 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1 =======
SFO1 500.1330885 MHz
NUC1 1H

P1 11.26 usec
PLW1 19.95299911 W
F2 - Processing parameters
Sl 65536

SF 500.1300004 MHz
WDW EM

SSB O

LB 0.30 Hz

GB O

PC 1.00



5 SE852835%8 €58 S HBEULON S Current Data P .
s ORRHRENSS 888 SRETOIGRGT NAME  NMIRIG090155-L S5-22
N\ 7 oo 1
F2 - Acquisition Parameters
Date 20160227
Time 5.26
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 1024
DS 4
0 e L8] SWH 34722.223 Hz
> FIDRES 0.529819 Hz
HN 0 AQ 0.9437184 sec
RG 198.55
18b DW 14.400 usec
DE 6.50 usec
TE 298.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C
P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 19.95299911 W
PLW12 0.39528000 W

PLW13 0.25297999 W

F2 - Processing parameters

S 30768
SF 1257578517 MHz
WDW EM
SSB 0
. " 1 " L LB 1.00 Hz
GB O
PC 1.40

190 180 170 160 150 140 130 120 110 100 90 80 /0 60 50 40 30 20 10 ppm



Current Data Parameters
NAME NMR16020155-LSS-22

—9.746

EXPNO 10
PROCNO 1
/] F2 - Acquisition Parameters
|| Date 20160225
| Time 12.03
I INSTRUM spect
il PROBHD 5 mm PABBO BB-
il PULPROG 2930
R D 65536
SOLVENT DMSO
AL NS 128
76 75 74 DS 2
m SWH 10000.000 Hz
il FIDRES  0.152588 Hz
i AQ 3.2767999 sec
' RG 80.16
I MYV e DW 50.000 usec
34 3.3 32 3.1 30 2.9 2.8 2.7 2.6 25  ppm D1 100005000 sec
TDO 1
======== CHANNEL f1 =======
O O SFO1  500.1330885 MHz
j)LHN NUC1 1H
P1 11.26 usec

PLW1 19.95299911 W

F2 - Processing parameters

Sl 65536

SF 500.1300039 MHz
WDW EM

SSB O

LB 0.30 Hz

GB O

‘ PC 1.00

| |
| [
k o | ‘ Lk J‘Jw \ Jl\ o |




3 SBBEI988K8ES § P
= NSYYTROVNONHO O © NDANOGRNODNNNO
Te] NOUOMNMTdDBOANBD O 9 WO N MO0
5 3383399889388 S 888888833
WORAPS
%HN o
23b
" Il " L__LHUI
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Current Data Parameters
NAME NMR16020156-LSS-23

EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20160227

Time 6.20
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 1024

DS 4

SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec

RG 198.55

DW 14.400 usec

DE 6.50 usec

TE 298.2 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C

P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W
F2 - Processing parameters

Sl 32768

SF 125.7578517 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



o AN MOMNMNM NN~ OOV ANNTNDLO Q [V} AN MON~NL ANOLND [o2NTe]
) HOINDOHNOMNOVONNOONMOHANNNND SOMoNOnHIONnOS OO Current Data Parameters
‘ \\M\NW//_«% \\\\\\%/ v EXPNO 20
PROCNO 1
\
‘ F2 - Acquisition Parameters
, ‘\ l Date 20160225
i h I l Time 12.15
il i f ’ 1 INSTRUM spect
I L “\3“"‘ 1 | I PROBHD 5 mm PABBO BB-
| [ W I ) PULPROG 2930
I\ ) ‘ o) )\ D 65536
e - N e N VN N SOLVENT DMSO
76 75 74|73 72 71 70 69 68 67 66 65 64 63 62 61 60 ppm DS 2
| SWH 10000.000 Hz
(1 FIDRES  0.152588 Hz
Rl i AQ 3.2767999 sec
) [ RG 56.83
DW 50.000 usec
)\ | ‘ VYA DE 6.50 usec
— _— AN i — TE 298.1 K
““““““““““““‘““““‘“““‘““““‘““““‘“““‘“““““““““““““‘“““““““““““ Dl 1.00000000%
35 34 33 32 31 30 (29 28 27 26 25 ppm TDO 1
======== CHANNEL f1 =======
SFO1  500.1330885 MHz
NUC1 1H

0 ey (]
G O Y P1 11.26 usec
W)L HN 0 PLW1  19.95299911 W
23b

F2 - Processing parameters

sl 65536
SF 500.1300043 MHz
WDW EM
| SSB 0
‘ | LB 0.30 Hz
| GB 0
J | ‘ ’ | { M PC 1.00
\ |‘| | | |
H‘ ‘I \. | H M I
H \ ‘\ ‘\, | J"u | i “«"‘! i
""""" IR R D R D U L L I IR
10 9 8 7 6 5 4 3 2 1 0 ppm
g | e g B 5
S S SHSISIISI Y S 3 N
— AN AN || N — (o]



8@58858%%2‘38 o NOMODNMLL O
2 -‘E%ﬁgo'?,%ﬁg%% g SREIN TS A Current Data Parameters
SE508aR8§83 88 8 S88BBBBB NAME NMR16040130-LSS-32-C
NNV S 0%
PROCNO 1
( [ F2 - Acquisition Parameters
I [l ‘\‘ Date 20160407
[ I I Time 5.16
| [ [ 0\ PROBHD 5 mm PABBO BB-
o PULPROG zgpg30
/) /o /| A TD 65536
T o - ~— — N SOLVENT DMSO
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ NS 1024
I I I I I I I I I I I I DS 4
404 402 400 398 396 394 392 390 388 386 384 382 ppm SWH 32894.738 Hz
FIDRES 0.501934 Hz
AQ 0.9961472 sec
RG 198.55
DW 15.200 usec

0 = 0 DE 6.50 USEC
4 ) TE 208.1 K
d o D1 2.00000000 sec
g HN

D11 0.03000000 sec

TDO 1

23i
======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C
P1 8.99 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 19.95299911 W
PLW12 0.39528000 W
PLW13 0.25297999 W
F2 - Processing parameters
Sl 32768
SF 125.7578482 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



—2.506

—1.990
1.190
1.176

——-0.000

| ‘\
Il I
/| I
I /'
N e e I T O
345 340 335 330 325 320 315 310 3.05 3.00 ppm xSP >
g HN ©
23i
-
| |
| | " | | | | '
_ | _ . 7,,,)“‘.,_@“;”; “J‘_‘IL ,/M‘UU\”“L7_,‘\\,7(,\ JU\ . d \M,_[‘\ A‘ N W «J‘] o
[rorrTreT [rorTTTrT [rorrTrT [rorTTrTT [rorTTrTT [rorTTTTT [rorTTrTe [rorTTrTT [rorTTrTT [rorTTTTT [rorTTrTe r—— 7
10 9 8 7 6 5 4 3 2 1 0 ppm

REEEEE

Current Data Parameters
NAME NMR16031257-LSS-32

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20160330
Time 16.39
INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 65536
SOLVENT DMSO
NS 32

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 72.71

DW 50.000 usec
DE 6.50 usec

TE 298.2 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1 =======
SFO1 500.1330885 MHz
NUC1 1H

P1 11.26 usec
PLW1 19.95299911 W
F2 - Processing parameters
Sl 65536

SF 500.1300013 MHz
WDW EM

SSB O

LB 0.30Hz

GB 0

PC 1.00



5 8 S929338 8 3 RN RS DRy

4 o cpeonat  Bog SEREEREEEEE

Q 8 %%F‘)%Ngg 8 N~ annc»ovc»oiovoooogci
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ol
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405 40.0 39.5 39.0 385 ppm
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24b
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Current Data Parameters
NAME NMR16070013-LSS-40

EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20160706

Time 10.11
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 256

DS 4

SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec

RG 198.55

DW 14.400 usec

DE 6.50 usec

TE 298.2 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C

P1 9.12 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 19.95299911 W
PLW12 0.41303000 W
PLW13 0.26434001 W
F2 - Processing parameters

Sl 32768

SF 125.7578453 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

1.40



3.426
3411
2.624
2.610
2.597
2.583
2.570
2.503
2.500
2.497
1.123
1114
1.100

Current Data Parameters

\\ \\[% \ \.\ \V % W NANE ~NMRIG070013-L 5540

——9.829
7.597
7.580
7.338
7.320
6.418
6.414
6.383
6.356
6.352
6.347
6.326
6.313
6.299
6.281
3.717
3.442

“ PROCNO 1
' F2 - Acquisition Parameters
| ‘ Date_ 20160705
| h I Time 11.16
I | INSTRUM spect
I Il PROBHD 5 mm PABBO BB-
it i PULPROG 2930
L g B D 65536
S — — . SOLVENT DMSO
77 76 75 74 73 72 71 70 69 68 67 66 65 64 63 ppm DS 2
SWH 10000.000 Hz
FIDRES  0.152588 Hz
AQ 3.2767999 sec
RG 32.04

= 0 ‘ DW 50.000 usec
O - DE 6.50 USeC
\I)L HN TE 299.1 K

D1 1.00000000 sec
O TDO 1
e
24b ======== CHANNEL f1 =======
SFO1 500.1325007 MHz
NUC1 1H
P1 11.51 usec
PLW1 19.95299911 W
F2 - Processing parameters
S 65536
SF 500.1300044 MHz
WDW EM
SSB O
LB 0.30Hz
GB 0
| PC 1.00
| |
| | I |
| I ,I\J [‘ | “\ Mw\é \
""""" ||| ||||||
10 9 5 4 3 2 1 0 ppm



MCX

—169.02
149.63
148.25
141.22
140.47
128.87
128.50
126.52

CN O
- )
e G
A
H 29a

1

119.64
118.75

| ' | ' | ' |
200 180 160 140
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100

80
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20
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Current Data Parameters

NAME MCX-70
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20190225
Time 15.00 h
INSTRUM spect

PROBHD Z116098 0436 (
PULPROG  zgpg30

TD 65536
SOLVENT DMSO
NS 1024

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 1

SFO1 100.6278593 MHz
NUC1 13C

P1 10.00 usec

PLW1 68.03199768 W
SFO2 400.1516006 MHz

NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2 15.00300026 W
PLW12 0.20275000 W
PLW13 0.10182000 W

F2 - Processing parameters

Sl 32768

SF 100.6177975 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB O

PC 1.40
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Current Data Parameters

NAME MCX-70
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20190221
Time 18.44 h
INSTRUM spect
PROBHD 7116098 0436 (
PULPROG zg30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 111.98

DW 62.400 usec
DE 6.50 usec

TE 298.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

P1 8.00 usec

PLW1 15.00300026 W

F2 - Processing parameters

Sl 65536

Sk 400.1500008 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB O

PC 1.00



by Sp82Ng3N88884% 229 §
5 e e I T I P S NN SBNOITNHNAOO < Current Data Parameters
2 R ERRREERE
5 35339899 95955858 EEEEEEER: NAME - NMR16090172:.55.35-C
| VNNV NP/ g | PROCNO 1
‘ F2 - Acquisition Parameters
Date 20160930
‘ ‘ Time 12.59
1 | \ INSTRUM spect
| i | | | | L PROBHD 5 mm PABBO BB-
’ TD 65536
r—— 71 T " T "~ T " T " T " T " T T T SOLVENT DMSO
128 126 124 122 120 118 116 114 112 110 108 ppm NS 1024
DS 4
SWH 34722.223 Hz
FIDRES 0.529819 Hz
AQ 0.9437184 sec
RG 198.55
CN D> DW 14.400 usec
- 0 DE 6.50 usec
o TE 298.2 K
O D1 2.00000000 sec
M D11 0.03000000 sec
H 29b TDO 1
======== CHANNEL {1 =======
SFO1 125.7703637 MHz
NUC1 13C
P1 9.12 usec
PLW1 125.88999939 W
======== CHANNEL 2 =======
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW?2 19.95299911 W
PLW12 0.41303000 W
PLW13 0.26434001 W
F2 - Processing parameters
Sl 32768
SF 125.7578495 MHz
WDW EM
SSB 0
A hornd L LB 1.00 Hz
D R 0 0 D L R R LA D LA M) M) R AAARARAN] R MAMAMAMAM RAMMAAAAM) MAAMAMAA) MMM GB 0
PC 1.40

190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 0 ppm



10.024

S9R583898H § BRNIRKS a3
oor\rx_g_o_mv_voo — MO©OOom — Current Data Parameters
PSS~ O ONNNNNN i NAME NMR16090160-LSS-35
w7 V=S % PROCN !

PROCNO 1

I F2 - Acquisition Parameters

I , Date 20160928
[ A I Time 13.23
I INSTRUM spect
) o /aa PROBHD 5 mm PABBO BB-
I — —_— — PULPROG zg30
“““““‘““‘““““““““"““‘“““‘“““““““““ TD 65536
SOLVENT DMSO
7.6 7.5 7.4 7.3 7.2 7.1 ppm NS 128
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 62.41
F DW 50.000 usec
— = - DE 6.50 usec
Frrprr [ [ [ TE 298.2K
D1 1.00000000 sec
ppm 1.2 1.1 ppm TDo 1
======== CHANNEL f1 =======
SFO1 500.1330885 MHz
NUC1 1H
P1 11.51 usec
PLW1 19.95299911 W
F2 - Processing parameters
S 65536
SF 500.1300050 MHz
WDW EM
‘ SSB O
| ‘ LB 0.30Hz
. \ GB 0

PC 1.00

vty | | I I
L ) I \ Ul

- "



MCX

—169.21
148.76
148.51
141.66
141.22
130.42
128.82
128.77

b

| ' | ' | ' | ' | ' | ' | ' | ' | ' | ' |
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME MCX-71
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20190225
Time 1351 h
INSTRUM spect

PROBHD Z116098 0436 (
PULPROG  zgpg30

TD 65536
SOLVENT DMSO
NS 1024

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 1

SFO1 100.6278593 MHz
NUC1 13C

P1 10.00 usec

PLW1 68.03199768 W
SFO2 400.1516006 MHz

NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2 15.00300026 W
PLW12 0.20275000 W
PLW13 0.10182000 W

F2 - Processing parameters

Sl 32768

SF 100.6177975 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB O

PC 1.40



MCX

—10.235

—3.336
—2.506
—2.088

Current Data Parameters

NAME MCX-71
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20190221
Time 18.33 h
INSTRUM spect
PROBHD 7116098 0436 (
PULPROG zg30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 111.98

DW 62.400 usec
DE 6.50 usec

TE 298.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

P1 8.00 usec

PLW1 15.00300026 W

F2 - Processing parameters

S 65536
SF_ 400.1500006 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0

opm PC 1.00



MCX

o PROIBRRBISER T NDQoooaroQ
© 0O —Hd—d WO DO 0 LN O NOMNOMN O
e 533333399388 SS SIISTRS33
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32b
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200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters
NAME MCX-67-C

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20190111
Time 16.35h
INSTRUM spect

PROBHD Z116098 0436 (
PULPROG  zgpg30

TD 65536
SOLVENT DMSO
NS 835

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 1

SFO1 100.6278593 MHz
NUC1 13C

P1 10.00 usec

PLW1 68.03199768 W
SFO2 400.1516006 MHz

NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2 15.00300026 W
PLW12 0.15003000 W
PLW13 0.07534400 W

F2 - Processing parameters

Sl 32768

SF 100.6177975 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB O

PC 1.40



MCX

% OCOT-COTOT-TNT-OTOH”D o N~ Current Data Parameters
= S EROREgRERRIas 8253 NAME ~ MCX-67-H
- NNNNNNNNNNNNN G NN NN N EXPNO 2
\\}N \%// \‘ / PROCNO 1
F2 - Acquisition Parameters
Date 20190221
Time 18.48 h
INSTRUM spect
0 PROBHD Z116098 0436 (
g N PULPROG 2830
0 = 0 TD 65536
G N SOLVENT DMSO
N NS 16
\H\H DS 2
32b SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 98.25
DW 62.400 usec
DE 6.50 usec
TE 298.0K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1 IH
P1 8.00 usec
PLWI1 15.00300026 W
F2 - Processing parameters
SI 65536
L SF 400.1500005 MHz
L Y M LMW EM
LB 0.30 Hz
AR A [T T AR [T [T T T IR IR r GB 0
10 9 8 7 5 4 3 2 1 ppm  PC 1.00




(e} 0 O AN 00 WO OO
g 38 838888 83 3 35¢ 8 8 S Crent Deta Porerne
[0} N~ O O MO 1O o M~ : : " urren a Parameters
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Current Data Parameters
NAME 150033-LSS-2
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| ) Date 20150610
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EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20171201
Time 23.17h
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PROBHD 7116098 0436 (

PULPROG zgpg30
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FIDRES 0.733596 Hz
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TDO 1

SFO1 100.6278593 MHz
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NUC2 1H
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PCPD2 80.00 usec
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PLW12 0.22284999 W
PLW13 0.11191000 W
F2 - Processing parameters
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Current Data Parameters
NAME MCX-1-1201

EXPNO 1
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F2 - Acquisition Parameters
Date 20171201
Time 11.12 h
INSTRUM spect
PROBHD 7116098 0436 (
PULPROG zg30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 98.25

DW 62.400 usec
DE 6.50 usec

TE 298.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

P1 9.75 usec

PLW1 15.00300026 W

F2 - Processing parameters
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WDW EM
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GB O
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NONNNWNA L N\ NAME  MCX-2.C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20161215
Time 11.08 h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zgpg30
o TD 65536
> SOLVENT DMSO
T 8] NS 1024
H O DS 4
N SWH 24038.461 Hz
)ﬁ( FIDRES 0.733596 Hz
O AQ 1.3631488 sec
42h RG 202.1
DW 20.800 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6278593 MHz
NUC1 13C
P1 10.00 usec
PLW1 68.03199768 W
SFO2 400.1516006 MHz
NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 15.00300026 W
PLW12 0.22284999 W
PLW13 0.11191000 W
F2 - Processing parameters
Sl 32768
SF 100.6177975 MHz
WDW EM
SSB 0
LU . L | LB 1.00 Hz
GB 0
PC 1.40
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NUC1 1H
P1 9.75 usec
PLW1 15.00300026 W

F2 - Processing parameters

Sl 65536

SF 400.1499852 MHz
J LL JL WDW EM

SSB 0

LB 0.30 Hz
R D D D L L L R N B GB 0
85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 ppm PC 1.00

3 [EEgE A :



HRMS for the representative compounds.
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name FTMS- 17010083 Pos_20170117_000004.d Acquisition Date AATI20MT 3:18:35 PM
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Pharmacokinetic experimental conditions of compound 32b.

LC-MS method: It was performed on a Thermo Scientific Q Exactive HF-X instrument, the column
was an ACQUITY UPLC BEH C18 Column, 130 A, 1.7 pm, 2.1 mmx100 mm, and the pre-column
was an ACQUITY UPLC BEH C18 VanGuard Pre- column, 1304, 1.7 um, 2.1 mmx5 mm, and the
liquid-phase was based on gradient elution with acetonitrile and 0.1% aqueous formic acid, and the
mass spectrometry was performed in positive ion mode. The drug concentration in plasma samples
was quantified by internal standard method and the pharmacokinetic parameters were calculated by
phoenix winnonlin.

Mass spectrometry conditions: 32b mass spectrometry acquisition mode is positive ion mode, the
molecular weight of the precursor ion is [M+H]": 335.1384, the molecular weight of the daughter
ion is: 265.0969.

ACQUITY UPLC BEH C18 Column

Column Details:
(1.7 pm, 2.1 mmx100 mm)

Column Temperature: 30°C
Flow Rate: 0.3 mL/min
Injection volum: 3uL

Solvent A: 0.1% formic acid in water; Solvent B: acetonitrile.

Time | Solvent A | Solvent B
0 60 40
2 60 40
3 2 98
10 2 98
11 60 40
13 60 40
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Figure S1. Results of dose-toxicity experiment for compounds 29b, 32a, and 32b.
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