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'H NMR (500 MHz, CDCI3)
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Compound S1
3C NMR (126 MHz, CDCI3)
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'H NMR (400 MHz, CDCI3)
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Compound S2
3C NMR (101 MHz, CDCI3)
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'H NMR (600 MHz, DMSO-d6)
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3C NMR (151 MHz, DMSO-d6)

Compound S3
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'H NMR (600 MHz, CDCI3)
N
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Compound S4
3C NMR (151 MHz, CDCI3)
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'H NMR (600 MHz, CDCI3)
N

Compound S5
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Compound S5
3C NMR (151 MHz, CDCI3)
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'H NMR (500 MHz, CDCI3)
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*C NMR (126 MHz, CDCI3)

Compound S6
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'H NMR (500 MHz, CDCI3)
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*C NMR (126 MHz, CDCI3)

Compound S7
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'H NMR (600 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)
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'H NMR (500 MHz, CDCI3)
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*C NMR (126 MHz, CDCI3)
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Compound S10

'H NMR (500 MHz, CDCI3)
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Compound S11

'H NMR (500 MHz, CDCI3)
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Compound S11
3C NMR (126 MHz, CDCI3)
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'H NMR (500 MHz, CDCI3)
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Compound S$12
3C NMR (126 MHz, CDCI3)
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Compound S13

'H NMR (500 MHz, CDCI3)
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*C NMR (126 MHz, CDCI3)

Compound S13
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Compound S14

'H NMR (600 MHz, CDCI3)
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Compound S15

'H NMR (600 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)
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Compound S16

'H NMR (500 MHz, CDCI3)
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*C NMR (126 MHz, CDCI3)
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'H NMR (600 MHz, CDCI3)
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*C NMR (126 MHz, CDCI3)
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Compound S18

'H NMR (400 MHz, CDCI3)
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*C NMR (101 MHz, CDCI3)
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Compound S19

'H NMR (600 MHz, CDCI3)

99'Gq
99'G~\ _
89°S
8S°S
01’9
[4%°]
€19
ST'9

€Tt =
vN.@%

9¢'9
NN@N.

€04~ _

SoL7

e

e U

5.6

5.8

6.0

6.2

80 78 76 74 72 7.0

1.5

2.0

36 34 3.2

3.8

42 4.0

5.4

6.4

f1 (ppm)

f1 (ppm)

f1 (ppm)

f1 (ppm)

Ge'T
LE°T
8¢'T
6E'T
89T
65T
097
a7
€91
€1
vLT
SLT
91
18T
€81
88’1

[45h%
€6’y
€6’y
€6’y

99'q
99'q
89'G
89°S

€0,
S0°Z
veL
SC¢L
9¢’'L
€10Ddd 9¢’L
9¢’'L
&L
'L
[4°y4
13-4

|
w

[1°€
wmmw "
Q.m&

+00C |

H\mo.m

=GPE |

R poe

6T |

00T

=S8T'T 1

F00°¢

/60

/80

H\Hm.o
880

Agg0 [

€60

=00 |

- T16°0
00T

660

35 30 25 20 15 10 05 0.0 -05 -1(

4.0

105 100 95 90 85 80 75 70 65 60 55 50 45
f1 (ppm)

11.0



*C NMR (151 MHz, CDCI3)

Compound S19
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Compound S20

'H NMR (600 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)
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'H NMR (500 MHz, DMSO-d6)
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Compound 2
3C NMR (126 MHz, DMSO-d6)
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'H NMR (600 MHz, DMSO-d6)
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'H NMR (500 MHz, DMSO-d6)
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Compound 4
3C NMR (126 MHz, DMSO-d6)
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Compound 6
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'H NMR (600 MHz, CDCI3)
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Compound S21
3C NMR (151 MHz, CDCI3)
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Compound S22

'H NMR (600 MHz, CDCI3)
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Compound S22
3C NMR (151 MHz, CDCI3)
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'H NMR (600 MHz, CDCI3)
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Compound S23
3C NMR (151 MHz, CDCI3)
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Compound S24

'H NMR (600 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)
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Compound S$25

'H NMR (600 MHz, CDCI3)
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Compound S26

'H NMR (600 MHz, CDCI3)
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Compound S27

'H NMR (600 MHz, MeOD-d4)
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Compound S27
3C NMR (151 MHz, MeOD-d4)
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Compound S28
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Compound S28

*C NMR (151 MHz, MeOD-d4)
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Compound S29
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Compound S29
3C NMR (151 MHz, MeOD-d4)
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Compound 7
3C NMR (151 MHz, DMSO-d6)
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Compound 8

'H NMR (600 MHz, DMSO-d6)
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Compound S30

'H NMR (600 MHz, CDCI3)
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Compound S30
3C NMR (151 MHz, CDCI3)
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3C NMR (151 MHz, DMSO-d6)
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Cl

'H NMR (600 MHz, CDCI3)
Cl

Compound 10

S0°0
oo.ovllu
£L0°0

_©
o
0L'€E—~ - o
Lo §
Mg
b
06's—— - o E
RS 3
4 ]
)" =¢0'¢ L
mm.m\-ﬂ =881
@
66'G w
66'S S
80'9 -G
60'9 —
.19 |~
81'9 e
(9 <&
629, O =
W@.o Y H/..VN.._” |
< wtL 960
QL OT'T
) ¥
Yy
@ STl
€1Dad 9z,
9L Byozr
[Tl 01T
L 00T |
WL +90'T
ra i
19'L
STl €9/
/ |~ 68°L
VAVANS -~ ™~ 16°L
'L <«
N:W ™~ )
) = [P 6—— FS9°0
WL - 3
T9'L~ _. -o
€91 4
| @
N
68 L~ _
16~

30 25 20 15 10 05 00 -05 -1(

3.5

4.0

100 95 90 85 80 75 70 65 60 55 50 45
f1 (ppm)

10.5

11.0



Compound 10
3C NMR (151 MHz, CDCI3)
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Compound 11

'H NMR (600 MHz, MeOD-d4)
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*C NMR (151 MHz, MeOD-d4)
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Compound 12

'H NMR (600 MHz, DMSO-d6)
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Compound 12
3C NMR (151 MHz, DMSO-d6)
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Compound S31

'H NMR (500 MHz, CDCI3)
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Compound S31
3C NMR (151 MHz, CDCI3)
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Compound S$32

'H NMR (500 MHz, CDCI3)
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Compound S$32
3C NMR (151 MHz, CDCI3)
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CH

"H NMR (500 MHz, CDCI3)
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Compound S33

*C NMR (151 MHz, CDCI3)
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Compound S34

'H NMR (600 MHz, CDCI3)
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Compound S34
3C NMR (151 MHz, CDCI3)
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Compound S35

'H NMR (500 MHz, CDCI3)
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Cl

*C NMR (151 MHz, CDCI3)
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Compound S36

'H NMR (500 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)

Compound S36
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Compound S37

'H NMR (500 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)
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'H NMR (600 MHz, MeOD-d4)
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*C NMR (151 MHz, MeOD-d4)

Compound 13
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'H NMR (400 MHz, MeOD-d4)
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*C NMR (151 MHz, MeOD-d4)
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'H NMR (400 MHz, MeOD-d4)
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Compound 15
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'H NMR (600 MHz, DMSO-d6)
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3C NMR (151 MHz, DMSO-d6)
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Compound S39

'H NMR (500 MHz, CDCI3)
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*C NMR (126 MHz, CDCI3)
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Compound S40

'H NMR (500 MHz, CDCI3)
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*C NMR (126 MHz, CDCI3)
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Compound 18

3C NMR (151 MHz, DMSO-d6)
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Compound S$41

'H NMR (600 MHz, CDCI3)
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Compound S$41
3C NMR (151 MHz, CDCI3)
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O _-CHs

*C NMR (151 MHz, CDCI3)
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Compound S43

'H NMR (600 MHz, DMSO-d6)
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OH

3C NMR (151 MHz, DMSO-d6)
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'H NMR (600 MHz, DMSO-d6)
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Cl

'H NMR (600 MHz, DMSO-d6)
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3C NMR (151 MHz, DMSO-d6)
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'H NMR (600 MHz, DMSO-d6)
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Compound 21

3C NMR (151 MHz, DMSO-d6)
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'H NMR (600 MHz, DMSO-d6)
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Compound 22
3C NMR (151 MHz, DMSO-d6)
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'H NMR (600 MHz, MeOD-d4)
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*C NMR (151 MHz, MeOD-d4)
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Compound 24

'H NMR (600 MHz, DMSO-d6)
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Compound 24
3C NMR (151 MHz, DMSO-d6)
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Compound S$45

'H NMR (600 MHz, CDCI3)
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Compound 25
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'H NMR (600 MHz, MeOD-d4)
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*C NMR (151 MHz, MeOD-d4)
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'H NMR (600 MHz, MeOD-d4)
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*C NMR (151 MHz, MeOD-d4)
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'H NMR (600 MHz, MeOD-d4)
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*C NMR (151 MHz, MeOD-d4)
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Compound 29

'H NMR (600 MHz, DMSO-d6)
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3C NMR (151 MHz, DMSO-d6)
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Compound 31 ‘
3C NMR (151 MHz, DMSO-d6)
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CH,
CH,

CH;

'H NMR (600 MHz, CDCI3)

0] /\/\ Si CHs
~ NH O/ \CH3

680

HN.H/
LT
A\l

PLTA

SLT

mm.H.\
9T
LLT

LERN
SS°€EH
SS°E
SS°€A
95"€
VAR
Sy
15°¢”]
8¢~
6S°¢
69°¢
0L'¢
TL°€

6L
m?W-
08y
08/

4.84 4.82 4.80 4.78 4.76 4.74

1.0 08 06 04 0.2 0.0

1.7 16 15
f1 (ppm)

1.8

1.9

36 34 32 3.0

3.8

4.0

f1 (ppm)

f1 (ppm)

f1 (ppm)

680

€10dd 9¢° L ———

=019

—90'6 |

Focy

Feey ¢

E=+0'¢

=E0°'T

B80T t

=E0'T

=007 |

105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 1.0 05 00 -05 -1
f1 (ppm)

11.0



Compound S46

3C NMR (151 MHz, CDCI3) CH;
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Compound S47

'H NMR (600 MHz, CDCI3)
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Compound S47

*C NMR (151 MHz, CDCI3)
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Compound S48

'H NMR (600 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)
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Compound S49

'H NMR (600 MHz, CDCI3)
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Compound S50

'H NMR (600 MHz, CDCI3)

Cl

OH

Cl

%'
%6V~ __=
L6 -
L6t

5.10 5.05 5.00 4.95 4.90 4.85

19 18 17 16 15

2.0

38 37 36 35

f1 (ppm)

3.9

4.0

76 74 72 7.0

7.8

8.0

f1 (ppm)

f1 (ppm)

f1 (ppm)

No..:
No.:
mo.j
€91+
€9°TH
OCH ¥9°TH
S9'TH
S9'TH

59'T

OCZH 99'T
LT
R
R
98T
98T
98T
/81
/8T
(8T
88'T
88T
68'T
68'T-
06T
06'T
06'T-
167

€10ad

=

09°¢
9'¢
66'¢
00t
00t
10p

0%
[4h%
€0y

o$
om.¢L
L6')
L6'F

A #

€0'L

90,

9L

[TL

[TL

bb'L |
bb'L
Nm.n/-ll_
€5~ T/
00'8
mo.quM
£0'8

v8T'E

=80T 1

Ry

Fy1e

Eere

=107

= 10T

s9ET |

- 00T
H0'T

=107

30 25 20 15 10 05 00 -05 -1(

3.5

4.0

105 100 95 90 85 80 75 70 65 6.0 55 50 45
f1 (ppm)

11.0



CSh—-

988 ~—-——

192 h—

€10ad m.omV.
€10ad NNN.\‘ =
€DAd v'LL

OH

Zz—O

Cl

*C NMR (151 MHz, CDCI3)
Cl

Compound S50

T'89T~__|

30 20 10

40

50

T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70
f1 (ppm)

T
190

T
200



Compound S51

'H NMR (600 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)
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Compound S$52

'H NMR (600 MHz, CDCI3)
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Compound S53

'H NMR (600 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)

Compound S53
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Compound 32

'H NMR (600 MHz, DMSO-d6)
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Compound 32

3C NMR (151 MHz, DMSO-d6)
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Cl

'H NMR (600 MHz, DMSO-d6)
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Cl

3C NMR (151 MHz, DMSO-d6)
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Compound S54

'H NMR (500 MHz, CDCI3)
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Compound S54
3C NMR (151 MHz, CDCI3)
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Compound S$55
3C NMR (151 MHz, CDCI3)
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/CH2

"H NMR (500 MHz, CDCI3)
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Compound S56
3C NMR (151 MHz, CDCI3)
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Compound S57

'H NMR (500 MHz, CDCI3)
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Compound S57
3C NMR (151 MHz, CDCI3)
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= CH,

"H NMR (400 MHz, CDCI3)
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Compound S58
3C NMR (101 MHz, CDCI3)
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Compound S$59

'H NMR (400 MHz, CDCI3)
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Compound S$59
3C NMR (101 MHz, CDCI3)
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Compound S60

'H NMR (600 MHz, CDCI3)
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Cl

*C NMR (151 MHz, CDCI3)
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Compound S61

'H NMR (600 MHz, CDCI3)
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“NcH,
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*C NMR (151 MHz, CDCI3)
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Compound S$62

'H NMR (500 MHz, CDCI3)
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Compound S63

'H NMR (600 MHz, CDCI3)
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Compound S64

'H NMR (600 MHz, CDCI3)
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'H NMR (600 MHz, MeOD-d4)
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'H NMR (600 MHz, MeOD-d4)
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'H NMR (600 MHz, MeOD-d4)
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*C NMR (600 MHz, MeOD-d4)
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Compound 37
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Compound 38

'H NMR (600 MHz, DMSO-d6)
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Compound 38
3C NMR (151 MHz, DMSO-d6)
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Compound S72

'H NMR (600 MHz, MeOD-d4)
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Compound S72
3C NMR (151 MHz, MeOD-d4)
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Compound 39
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Compound 39

3C NMR (151 MHz, DMSO-d6)
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Compound S73

'H NMR (600 MHz, DMSO-d6)
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Compound S73
3C NMR (151 MHz, DMSO-d6)
o 0
. F
NH; ¢}
F
F
o}
cNoNoNOoNONON®)
nu;mumumoum n v
S =Z=Z=Z=Z=Z=
[ayayaNaNaNala)
QNN
O (o)) ) o) e) o) We)
) Mmoo omoemom
& (R Y A
i |
A (d)
158.1
T T T T T T T T T T T T T <|'
41.0 40.5 40.0 39.5 39.0 38.5 38.0 NS
f1 (ppm) Qo
. /
—
N
[\ N)
0 0
nn
N
WWWWWWWWWWWWWNWMWMWMWWWWWWM

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)



NH

0]

cl
AN

'H NMR (600 MHz, DMSO-d6)
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Compound 40

T'se
5'9€
OSWA T'6€
OSWA Z'6€
OSWA +'6€
OSWA §'6€
OSWA £'6€
OSWA 8'6€
OSWA 6'6€
o X
=z
o
T
Z
$ o
3
=/
N
T
=
o O
o
= _
= &)
3)

'8¢—- 3

6'sct
0’8zt q
w.wﬁ/ i

62T —
w.EN —
8ZET— Ri—
0bET
PHET
SBET

THIT————

OTLT———

30 20 10

40

70 50

T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90
f1 (ppm)

T
190

|
200



Compound S74

'H NMR (600 MHz, MeOD-d4)
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Compound S74
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Compound 41

'H NMR (600 MHz, MeOD-d4)
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Compound 41
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*C NMR (151 MHz, MeOD-d4)
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Cl

'H NMR (600 MHz, DMSO-d6)
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H NMR (400 MHz, CDCI3)
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Compound S75
3C NMR (101 MHz, CDCI3)
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Compound S76

'H NMR (600 MHz, CDCI3)
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Compound S76

*C NMR (151 MHz, CDCI3)
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Compound S77

'H NMR (600 MHz, CDCI3)
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*C NMR (151 MHz, CDCI3)
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Compound 43

'H NMR (600 MHz, DMSO-d6)
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Compound 43

3C NMR (151 MHz, DMSO-d6) N
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