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NAME Sepl4d-2020-abb
EXPNO 21
PROCNO i !
Date_ 20200914
Time 2321
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8278.146 Hz
FIDRES 0.126314 Hz
AQ 3.9584243 sec
RG 256
DW 60.400 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1
-

======== CHANNEL fl ========
NUC1 1H
Pl 11.60 usec

- PL1 3.00 dB
SFO1 400.1324710 MHz
SI 32768
SF 400.1300000 MEz
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- SSB 0
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GB 0
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Figure S1. *H NMR spectrum of compound 5g (400 MHz, DMSO-ds).
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Figure S2. Detail of *H NMR spectrum of compound 5g.
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Figure S3. Detail of *H NMR spectrum of compound 5g.
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Figure S4. Detail of *H spectrum of compound 5g.
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'H-1H COSY spectrum of compound 5g.
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NAME Sepl4-2020-abb
EXPNO 20
PROCNO .
Date_ 20200914

Time 23..18
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 4096

Ds 4

SWH 23980.814 Hz
FIDRES 0.365918 Hz
AQ 1.3664756 sec
RG 32768

DW 20.850 usec
DE 6.50 usec
TE 3013 K

D1 2.00000000 sec
D1l 0.03000000 sec
TDO ik
======== CHANNEL fl ========
NUC1 13e

Pl 14.75 usec
PL1 0.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé

Nuc2 1H
PCPD2 80.00 usec
PL2 -2.00 dB
PL12 12.54 dB
PL13 15.00 dB
SFO2 400.1316005 MHz
SI 32768

SF 100.6128193 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

ppm

Figure S6. 3C NMR spectrum of compound 5g (100 MHz, DMSO-ds).
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Figure S7. Detail of *C NMR spectrum of compound 5g.
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Figure S8. Detail of *C NMR spectrum of compound 5g..
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Figure S9. H-3C HSQC spectrum of compound 7a.
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Figure S10. Detail of *H-3C HSQC spectrum of compound 5g.
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Figure S11. Detail of *H-3C HSQC spectrum of compound 5g.
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Figure S12. H-3C HMBC spectrum of compound 5g.
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Figure S13. Detail of *H-3C HMBC spectrum of compound 5g,
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Figure S14. Detail of *H-3C HMBC spectrum of compound 5g.
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Figure S15. Detail of *H-3C HMBC spectrum of compound 5g.
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Figure S16. *H-®*N HSQC spectrum of compound 5g.
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Figure S17. Detail of *H-*N HSQC spectrum of compound 5g.
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Figure S18. *H-*N HMBC spectrum of compound 5g.
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Figure S19. Detail of *H->N HMBC spectrum of compound 5g.
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NAME Mar26-2021-abb
EXPNO 21
PROCNO 1
Date_ 20210327

Time 0.41
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8278.146 Hz
FIDRES 0.126314 Hz
AQ 3.9584243 sec
RG 256

Dw 60.400 usec
DE 6.50 usec
TE 296.9 K

D1 1.00000000 sec
TDO 1
s=mm=c===) (CHANNEL, £l ===s=====
NUC1 1H

Pl 11.60 usec
PL1 3.00 dB
SFO1 400.1324710 MHz
ST 32768

SF 400.1300000 MHz
WDwW EM

SSB 0

LB 0.30 Hz
GB 0

BC 1.00
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Figure S20. *H NMR spectrum of compound 7b (400 MHz, DMSO-ds).
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Figure S21. Detail of *H NMR spectrum of compound 7b.
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Figure S22. Detail of *H NMR spectrum of compound 7b.



15

[rel]

—

2.9156

3.3346

n

—~

[

s'e

_J

0z

St

|30000 [

0L

[wdd]

peubtsun

Figure S23. Detail of *H NMR spectrum of compound 7b.
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Figure S24. Detail of *H NMR spectrum of compound 7b.
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NAME Mar26-2021-abb
EXPNO 22
PROCNO 3
Date_ 20210327
Time 0.42
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG cosygpaf

TD 2048
SOLVENT DMSO

NS ik

DS 8

SWH 4664.179 Hz
FIDRES 2.277431 Hz
AQ 0.2195956 sec
RG 128

Dw 107.200 usec
DE 6.50 usec
TE 296.6 K
DO 0.00000300 sec
D1 1.45944905 sec
D13 0.00000400 sec
D16 0.00020000 sec
INO 0.00021440 sec
======== CHANNEL fl ========
NUCL 1H

PO 11.60 usec
Pl 11.60 usec
PL1 3.00 dB
SFO1 400.1325038 MHz
====== GRADIENT CHANNEL =====
GPNAM1 SINE.100

GPZ1 10.00 %
Pl6 1000.00 usec
NDO 1

TD 128

SFO1 400.1325 MHz
FIDRES 36.438900 Hz
Sw 11.657 ppm
FnMODE QF

ST 1024

SF 400.1300000 MHz
WDW SINE

SSB 0

LB 0.00 Hz
GB 0

PC 1.40

SI 1024

MC2 QF

SF 400.1300000 MHz
WDW SINE

SSB 0

LB 0.00 Hz
GB 0

Figure S25. *H-'H COSY spectrum of compound 7b.
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Figure S26. Detail of *H-'H COSY spectrum of compound 7b.
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Figure S27. Detail of *H-'H COSY spectrum of compound 7b.

¥ T
F1[ppm]




L

|

L]

(]

[wdd] 23

14
8YYH

e e e (s e Vi R e S
140 120 100

60 40

Figure S28. *H-3C HSQC spectrum of compound 7b.
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Figure S29. Detail of *H-3C HSQC spectrum of compound 7b.
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Figure S30. Detail of *H-3C HSQC spectrum of compound 7b.
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Figure S31. H-3C HMBC spectrum of compound 7b.
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Figure S32. Detail of *H-3C HMBC spectrum of compound 7b.
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Figure S33. Detail of *H-3C HMBC spectrum of compound 7b.
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Figure S34. Detail of *H-3C HMBC spectrum of compound 7b.
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Figure S35. Detail of *H-3C HMBC spectrum of compound 7b.
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Figure S36. *H-®N HSQC spectrum of compound 7b.
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Figure S37. Detail of *H->N HSQC spectrum of compound 7b.
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Figure S38. *H-®*N HMBC spectrum of compound 7b.

T T
60 F1 [ppm]



5

[ g g
8 2
i 5
El
5
a
sy
-_—
&
aie]
el
—
m
n
?_
o
3
e T e —
140 139 138 137 F1 [ppm]

Figure S39. Detail of *H->N HMBC spectrum of compound 7b.
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Figure S40. *H spectrum of compound 7a (400 MHz, DMSO-ds).
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Figure S41. Detail of *H spectrum of compound 7a.
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Figure S42. Detail of *H spectrum of compound 7a.
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Figure S43. Detail of *H spectrum of compound 7a.
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NAME Augl0-2020-abb
EXPNO 11
PROCNO 1
Date_ 20200810
Time 1951
INSTRUM spect
PROBHED 5 mm PABBO BB-
PULPROG cosygpaf
TD 2048
SOLVENT DMSO
NS 1
DS 8
SWH 4761.905
FIDRES 2.325149
AQ 0.2150900
RG 90.5
DW 105.000
DE 6.50
TE 297.0
Do 0.00000300
D1 1.46354496
D13 0.00000400
D16 0.00020000
INO 0.00021000
======== CHANNEL fl1 ====
NUCL 1H
PO 11.60
Pl 11.60
PL1 3.00
SFO1 400.1325656
====== GRADIENT CHANNEL
GPNAM1 SINE.100
GPz1 10.00
P16 1000.00
NDO 1
TD 128
SFO1 400.1326
FIDRES 37.202381
Sw 11.901
FnMODE QF
ST 1024
SF 400.1300000
WDW SINE
SSB 0
LB 0.00
GB 0
BC 1.40
SI 1024
MC2 QF
SF 400.1300000
WDwW SINE
SSB 0
LB 0.00
GB 0

MHz
Hz
ppm

MHz

MHz
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Figure S44. *H-'H COSY spectrum of compound 7a.
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Figure S45. Detail of *H-'H COSY spectrum of compound 7a.
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PROBHD
PULPROG
TD
SOLVENT
NS

Ds

SWH
FIDRES
20

RG

DwW
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CPDPRG2
NUC2
PCPD2
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1
20200810
23.50
spect
5 mm PABBO BB-
zgpg30
65536
DMSO
4096
4
23980.814 Hz
0.365918 Hz
1.3664756 sec
32768
20.850 usec
6.50 usec
302.7 K
2.00000000 sec
0.03000000 sec

CHANNEL fl ========
13¢
14.75 usec
0.00 dB
100.6228298 MHz

15.00 dB
400.1316005 MHz
32768
100.6128193 MHz
EM
0
1.00 Hz
0
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Figure S46. 13C spectrum of compound 7a (100 MHz, DMSO-ds).
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Figure S47. Detail of 3C spectrum of compound 7a.
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Figure S48. *H-3C HSQC spectrum of compound 7a.
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Figure S49. Detail of *H-3C HSQC spectrum of compound 7a.
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Figure S50. H-3C HMBC spectrum of compound 7a.
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Figure S51. Detail of *H-3C HMBC spectrum of compound 7a.
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Figure S52. Detail of *H-3C HMBC spectrum of compound 7a
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Figure S53. Detail of *H-3C HMBC spectrum of compound 7a.

N
!

-

U

i

|

i

V

|

:q/1° zutdsco

aqe



f

o1 = »
@i & &
P & 2
5] g £
nN o i s
a 8
AT
ks &
Q H % o
- ] iy
¥ w
! -
; 5
; 9
o
S
kol
1
= ; 9
o 5
&
0 S
°
g
g
@]
e——
® d =
o Shee o
| T e r:-—
e ———
—
o
-
R
=)
©
3 |
T T

e p—— R R G S S Ty e
300 200 100 0 - 100 F1[ppm]

Figure S54. *H-®*N HSQC spectrum of compound 7a.
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Figure S57. Detail of *H-1>N HMBC spectrum of compound 7a.
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Figure S59. Detail of *H NMR spectrum of compound 7c.
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Figure S60. Detail of *H NMR spectrum of compound 7c.
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Figure S61. *H-'H COSY spectrum of compound 7c.
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Figure S64. Detail of 3C NMR spectrum of compound 7c.
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Figure S65. Detail of 3C NMR spectrum of compound 7c.
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Figure S66. Detail of 3C NMR spectrum of compound 7c.
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Figure S67. *H-3C HSQC spectrum of compound 7c.
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Figure S68. Detail of *H-3C HSQC spectrum of compound 7c.
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Figure S69. Detail of *H-3C HSQC spectrum of compound 7c.
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Figure S70. *H-3C HMBC spectrum of compound 7c.
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Figure S71. Detail of *H-3C HMBC spectrum of compound 7c.
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Figure S72. Detail of *H-3C HMBC spectrum of compound 7c.
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Figure S73. Detail of *H-3C HMBC spectrum of compound 7c.
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Figure S74. *H->N HMBC spectrum of compound 7¢ (*H-°N experiment gave no cross peaks).
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Figure S76. *H spectrum of compound 7d (400 MHz, DMSO-ds).
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Figure S77. Detail of H spectrum of compound 7d.
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Figure S78. Detail of *H spectrum of compound 7d.
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Figure S79. *H-'H COSY spectrum of compound 7d.
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Figure S80. Detail of *H-'H COSY spectrum of compound 7d.



psubTsun

[ 4

S'e
©

[

X4
1
@

0z

S’k

[wdd] g4

9peH

|

V

Figure S81. Detail of *H-'H COSY spectrum of compound 7d.

r T T
F1 [ppm]

:q/1-zurdsdoa/ado/ T zz AUe-1Z0Z-81483

@



LU !\ [—

clL

oL
1

[wdd] 23

oub TS

do/ 1 €2 Qqe-120Z-81923

e B 1 ) i T e e e D [ e Lo o R L [
140 120 100 80 60
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Figure S83. Detail of *H-3C HSQC spectrum of compound 7d.
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Figure S84. Detail of *H-3C HSQC spectrum of compound 7d.
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Figure S85. H-3C HMBC spectrum of compound 7d.

qoqe :@/1-zutdsdolsade/ 1 vz QAe-1Z0Z-81994



S8
I

8 B B =

(8]
1

]

=
3 = =5
— LD =
_@;
o
o
1
1
=CD> = =y %—
o
=)
o
3
................ ————— T —T—T—— T
170 160 150 140 130 120 F1 [ppm]

Figure S86. Detail of *H-3C HMBC spectrum of compound 7d.
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Figure S88. Detail of *H-3C HMBC spectrum of compound 7d.
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Figure S89. H-*N HSQC spectrum of compound 7d.
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Figure S92. Detail of *H->N HMBC spectrum of compound 7d.
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TD 2048
SOLVENT DMSO
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DS 8
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FIDRES 2.298876 Hz
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DW 106.200 usec
DE 6.50 usec
TE 297.9°K
DO 0.00000300 sec
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D13 0.00000400 sec
D16 0.00020000 sec
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======== CHANNEL fl ========
NUC1 1H

PO 11.60 usec
Pl 11.60 usec
PL1 3.00 &B
SFO1 400.1324980 MHz
====== GRADIENT CHANNEL =====
GPNAM1 SINE.100

GPzZl 10.00 %
P16 1000.00 usec
NDO 1
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SFO1 400.1325 MHz
FIDRES 36.782017 Hz
SW 11.766 ppm
FnMODE QF

SI 1024

SF 400.1300000 MHz
WDW SINE

SSB 0

LB 0.00 Hz
GB 0

PC 1.40

ST 1024

MC2 QF

SF 400.1300000 MHz
WDW SINE

SSB 0

LB 0.00 Hz
GB 0

Figure S98. H-'H COSY spectrum of compound 7e.
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Figure S102. 3C spectrum of compound 7e (100 MHz, DMSO-ds).
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======== CHANNEL fl ========
NUC1 1H

Pl 11.60 usec
PL1 3.00 dB
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Figure S117. *H NMR spectrum of compound 7f (400 MHz, DMSO-ds).
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Figure S121. H-'H COSY spectrum of compound 7f.
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Figure S122. Detail of *H-tH COSY spectrum of compound 7f.
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Figure S125. 13C NMR spectrum of compound 7f (100 MHz, DMSO-ds).
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Figure S126. Detail of 3C NMR spectrum of compound 7f.
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Figure S129. H-3C HSQC spectrum of compound 7f.
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Figure S133. Detail of *H-*C HMBC spectrum of compound 7f.
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1]

8L

9°L

V'L

TL

0L

8'9

[wdd]

Figure S173

1 1z Que-1zoz-tZung

qqe  :a/1-zutdsdoa/3do/

0 5 10 15 [rel]
| 1 1
=
ig
| gz
-
B @ .\',:
3
] —7.9324
—7.9126
{ 1.0148
—7.8688
| —7.8494
0.9976 —7.5601
1 —7.5412
—7.5220
110118
—7.3129
il —7.2924
—7.2226
i —7.2036
—7.1851
| 10028
_ —6.8292
0.8875 %T a1

. Detail of *H NMR spectrum of compound 7j.



SY 0's §°S 09
1 L ' L

[wdd]

Figure S174

1

L L s \ ! L L L
N =] =] -
e (5 | o)
o 0o B N
= ~ ©| ©|
o) N | i

1.3201

2.0190

T

—5.7315

—4.8981

S —4.4353

0 5 10 15 [rel]
| 1 I} tc E
i3
g o
2l
g
3
5.9219
Z 89085
< 58955
~5.8802
— 58548

qqe  :a/t zutdsdoa/ado/ 1 1z QAR-120Z-Teunr

. Detail of *H NMR spectrum of compound 7j.



(V4

S'E

0'e

sec

[wdd]

Figure S175

0 5 10 15 frel]
i L I L L L 1
§ 8
. 8 2
i3
o
5
3
L 3.8147
-1 3.0000 (’f
j.nos %L —3.3203
]
ﬁL
| 9.0882 % —2.8965
—2.7375
| o136
i —2.5075
4.2930
0.0308 \

. Detail of *H NMR spectrum of compound 7j.

qqe :g/1-zutdsdoasade; 1 1z QEe-1z0Z-TZUnge



HA71 or HA77

'‘d-"N cos—

ppm

)

Al
-

N

AR LR RS LA AR MRS

LALLS RAARAARREN

=l
-
N

2

R haaa

1

Co><)

L% )

NAME Jun21-2021-abb
EXPNO 22
PROCNO &
Date_ 20210622
Time 1.12
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG cosygpaf
TD 2048
SOLVENT DMSO
NS 1
DS 8
SWH 4664.179
FIDRES 2.277431
AQ 0.2195956
RG 228.1
DW 107.200
DE 6.50
TE 297.9
DO 0.00000300
D1 1.45944905
D13 0.00000400
D16 0.00020000
INO 0.00021440
======== CHANNEL fl ====
NUC1 1H
PO 11.60
Pl 11.60
PL1 3.00
SFOL 400.1325462
====== GRADIENT CHANNEL
GPNAM1 SINE.100
GPZ1 10.00
P16 1000.00
NDO 1
TD 128
SFO1 400.1325
FIDRES 36.438900
SwW 11.657
FnMODE QF
SI 1024
SF 400.1300000
WDW SINE
SSB 0
LB 0.00
GB (0]
PC 1.40
SI 1024
MC2 QF
SF 400.1300000
WDW SINE
SSB 0
LB 0.00
GB 0

Hz

MHz
Hz
bpm

Hz

MHz

Figure S176. H-'H COSY spectrum of compound 7j.



8L

9L

VL

cL

Figure S177

[wdd] 24

. Detail of *H-H COSY spectrum of compound 7j.

:
TN
00)10
DOD !
I slo 7|s 715 7'4 7I2 t IF1I[pp;1|]

qge :@/1-zutdsdolsado/ 1 ZZ Q@e-1Z0Z-TZUNL



HA77

5]

165

163.28
162.98
161.78

A

¥31.27

MM T NO T W

o-wmMmOM—™Mm l
HO NS00 .
M NN e e e o~
B B R R ] a

P G

13

—66.21

%

S

LUV O NN
COAHOASEO AR
N OO
nmYLIMaOMmmam

16
A cans

< oM (166 Mg DMSO- o,

Co><)

(O

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL13
SFO02

SI

SF

160

T _
120 100

60 40

20 0 ppm

Jun23-2021-abb
20

1

20210624
10.56
spect

5 mm PABBO BB-
zgpg30
65536

DMSO

16384

4
23980.814
0.365918
1.3664756
32768
20.850
6.50

301.1
2.00000000
0.03000000

100.6228298

CHANNEL f2 ====

waltzl6

1H

80.00

-2.00

12.54

15.00
400.1316005
32768
100.6128193
EM

0

1.00

0

1.40

Figure S178. 13C NMR spectrum of compound 7j (100 MHz, DMSO-ds).
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Figure S191. Detail of *H NMR spectrum of compound 7k.
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Figure S210. Detail of *H NMR spectrum of compound 71.
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Figure S212. Detail of *H-'H COSY spectrum of compound 7.
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Figure S214. 3C NMR spectrum of compound 71 (100 MHz, DMSO-ds)
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Figure S215. Detail of 3C NMR spectrum of compound 7.
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Figure S217. Detail of *C NMR spectrum of compound 71.
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Figure S218. H-*C HSQC spectrum of compound 71.
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Figure S219. Detail of *H-3C HSQC spectrum of compound 71.
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Figure S220. Detail of *H-3C HSQC spectrum of compound 71.
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Figure S221. *H-*C HMBC spectrum of compound 71.
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Figure S222. Detail of *H-3C HMBC spectrum of compound 71.
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Figure S223. Detail of *H-3C HMBC spectrum of compound 71.
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'H-N HMBC spectrum of compound 7.
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