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Figure S1. IR spectrum of 3b (KBr).
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Full *H NMR spectrum of 3b (500 MHz, CDCls).
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Figure S3. Expanded ‘H NMR spectrum of compound 3b (500 MHz, CDCly).
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Figure S4. Full *C NMR spectrum of compound 3b (125 MHz, CDCIs).
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Figure S5. Expanded **C NMR spectrum of compound 3b (125 MHz, CDCls).

T T T T T
124 123 122 121 120



60 —
%T | |
|&] &
- I
gof 8
50 — § g
i X 3
.
4 H
] : !
. g
40 —| g | 2
— B «
a
g
] / | |
30— : ] B
i 2 B B
A B
7 g
g
i ) 8
1 g |
20 — H 3
i o g
[ =
_ gy
g/ 3
7 | 18§ g
| ® 2 g ~
10 — e g & °
4 g &
3
Teod o 23 I T T 1 7T l 1 T T I T T 1 7T l LSS I Teod of o I T T 1 T I T 1 T T I T 1 T T I T 1L 1 T I T od of a3 I L I T 1 17T I L I T
4000 3750 3500 3250 3000 2750 2500 2250 2000 1750 1500 1250 1000 750 500
RLB1157b 1/em
Figure S6. IR spectrum of 3c (KBr).
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Figure S7. Full *H NMR spectrum of 3¢ (500 MHz, DMSO-ds).
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Figure S8. Expanded ‘*H NMR spectrum of 3¢ (500 MHz, DMSO-ds).
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Figure S9. Expanded *H NMR spectrum of 3¢ (500 MHz, DMSO-dg).
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Figure S10. Full *C NMR spectrum of compound 3c (125 MHz, DMSO-d).
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Figure S11. Expanded *C NMR spectrum of compound 3c (125 MHz, DMSO-d).
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Figure S12. IR spectrum of 3d (KBr).
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Figure S13. Full *H NMR spectrum of 3d (500 MHz, CDCly).
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Figure S14. Expanded *H NMR spectrum of compound 3d (500 MHz, CDCls).
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Figure S15. Expanded *H NMR spectrum of compound 3d (500 MHz, CDCls).

7.40 7.35 7.30 7.25

7.45



wre—

189,
ETLL W
8€°LL

S8TCT ~L
v —
0L'veT "
69°L71 —
00'6¢T -~

65VET —

89T —

3d

o)
)J\NH

Cl

3d

5wk

Brb——

o ——

I
smmans
T

iz

s

[

noeer—

I

—————

36 135 13¢ 133 132 131 130 129 128 127 126 125 124 123 122 121

e —— ——y

1 (ppm})

80 70 60 50 40 30 20 10

90
f1 (ppm)

160 150 140 130 120 110 100
Figure S16. Full *C NMR spectrum of compound 3d (125 MHz, CDCly).
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Figure S17. IR spectrum of 3e (KBr).
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Figure S18. Full *H NMR spectrum of 3e (500 MHz, CDCls).
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Figure S19. Expanded *H NMR spectrum of compound 3e (500 MHz, CDCls).
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Figure S20. Full *C NMR spectrum of compound 3e (125 MHz, CDCly).
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Figure S21. IR spectrum of 3f (KBr).
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Figure S$22. Full *H NMR spectrum of compound 3f (500 MHz, CDCls).
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Figure S23. Expanded *H NMR spectrum of compound 3f (500 MHz, CDCls).
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Figure S25. IR spectrum of 3g (KBr).
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Figure S$26. Full *H NMR spectrum of compound 3g (500 MHz, CDCl).
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Figure S27. Expanded *H NMR spectrum of compound 3g (500 MHz, CDCls).
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Figure S29. IR spectrum of 3h (KBr).
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Figure S30. Full *H NMR spectrum of 3h (500 MHz, CDCl,).
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Figure S31. Expanded *H NMR spectrum of compound 3h (500 MHz, CDCls).
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Figure S32. Full *C NMR spectrum of compound 3h (125 MHz, CDCl5).
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Figure S33. IR spectrum of 3i (KBr).
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Figure S35. Expanded *H NMR spectrum of compound 3i (500 MHz, CDCls).
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Figure S37. IR spectrum of 3j (KBr).
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Figure $38. Full *H NMR spectrum of compound 3j (500 MHz, CDCls).
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Figure S40. Full *C NMR spectrum of compound 3j (125 MHz, CDCl,).
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Figure S41. Expanded **C NMR spectrum of compound 3j (125 MHz, CDCIs).
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Figure S44. Expanded *H NMR spectrum of compound 3k (500 MHz, CDCls).
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Figure S45. Full *C NMR spectrum of compound 3k (125 MHz, CDCly).



24

3k

)J\NH

Cl

3k

Cl

reIT ——

1912 ——

8¥'0ET ——

€8T ——

SLTET ——

SELET ——

137 136 135 134 133 132 131 130 129f (128) 127 126 125 124 123 122 121 120 119 118
1 (ppm

138

Figure S46. Expanded *C NMR spectrum of compound 3k (125 MHz, CDCI,).
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Figure S$48. *H NMR spectrum of compound 31 (500 MHz, DMSO-dg).
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Figure S50. Full *C NMR spectrum of compound 31 (125 MHz, DMSO-d).
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Figure S51. Expanded **C NMR spectrum of compound 31 (125 MHz, DMSO-d).
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Figure S52. IR spectrum of 3m (KBr).
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Figure S53. Full *H NMR spectrum of compound 3m (500 MHz, CDCly).
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Figure S54. Expanded *H NMR spectrum of compound 3m (500 MHz, CDCI,).
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Figure S55. Full *C NMR spectrum of compound 3m (125 MHz, CDCls).



29

0
)J\NH

3m

w0t —

9912 —

€9'STT ~
S6'STT
10921 —
09z

$9'871 —

£9°5Z——

S6'GZT ———
T09g1T—"—

0" 9g T ——

3m

125.8

126.2

126 125 124 123 122 121 120 119 118 117

127
f1 (ppm)

136 135 134 133 132 131 130 129 128
Figure S56. Expanded **C NMR spectrum of compound 3m (125 MHz, CDCly).

137

——CE'858
_—S0LP6

——00'LLLL
I\Immwm:—

——iTceol
“—22°GEOL

|\I»\? L0z

I\IND vzl

__—ZGELEL

——ET'BLET

I\Ianthm—

8L LEvL
89l
A
. 9C £8vl

29 0051

—PEGESH
——aG0LaL
1 6rol

el —0g 9901

T
500

T T T

750

1000

rrrrjrrrryrrrryrrrrrrrrrrrr[rror [ rr 1t T[Tt

60

%T

40
30

20
10
0

3750 3500 3250 3000 2750 2500 2250 2000 1750 1500 1250

4000

1lem

RLB1153b

Figure S57. IR spectrum of 3n (KBr).



30

3n
X
NH
| N
3n \ﬂ/
(e}
| L
EXE )
1‘4 1‘3 1‘2 11 10 9 8 7 5 4 3 2 1 0 1 -2 3 4 5
f1 (ppm)
Figure S58. Full *H NMR spectrum of compound 3n (500 MHz, CDCls).
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Figure S59. Expanded *H NMR spectrum of compound 3n (500 MHz, CDCls).



31

€LEC—

9L°9L
T0°LL V

9T LL 7

19521——

3n

L

B0 9E T

TS'STT ~L
60921 -~

95°0€T —

€6'69T —

3n

126.0 125.5

T LYY W T

Al
L

WMWMWWWW‘. o

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

180

Figure S60. Full *C NMR spectrum of compound 3n (125 MHz, CDCl,).
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Figure S61. IR spectrum of 30 (KBr).
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Figure S62. Full *H NMR spectrum of 30 (500 MHz, CDCls).
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Figure S$63. Expanded *H NMR spectrum of 30 (500 MHz, CDCls).
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Figure S64. Full °C NMR spectrum of compound 30 (125 MHz, CDCI,).
45
%l |
. @] 3p (@) n
30 —
i : |
. g 3
225 — © o
2 2
7 g
] Il
15—_ II E §
: : L
7 | 8 2 g
. £ )| lg*
® = @
" =g gl e
] = &| =2
i | g 2
N o
1)z 2 {
] s ¥ /)8 2
0— o \ |g f = 2
- \E s el :
.
. 8 82 @
75—
||||||III||||||III|||IIIIIIII|||||||||||IIII]Illl[lIII|IIII|IIII|IIIIII
4000 3750 3500 3250 3000 2750 2500 2250 2000 1750 1500 1250 1000 750 500
RLB1152 1fem

Figure S65. IR spectrum of 3p (KBr).
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Figure S66. Full *H NMR spectrum of 3p (500 MHz, DMSO-d).
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Figure S67. Expanded *H NMR spectrum of 3p (500 MHz, DMSO-ds).
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Figure S$69. Expanded *C NMR spectrum of compound 3p (125 MHz, DMSO-d).



36

250 —
%T I
200 —
i Il
i B i |
150 —j EE
] Rl { !
s | l
100 — o J' g |
| ]
50 —| l . g
i 5 ! )
il : g | i
-0 — N
T T T T T T T T T T T T T T T T
4000 3750 3500 2750 2500 2250 1250 1000 750 500
RLB1190 1/em
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Figure S71. Full *H NMR spectrum of compound 5a (500 MHz, CDCly).
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Figure S72. Expanded *H NMR spectrum of compound 5a (500 MHz, CDCly).
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Figure S73. Full *C NMR spectrum of compound 5a (125 MHz, CDCIs).
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Figure S74. IR spectrum of 5b (KBr).
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Figure S75. Full *H NMR spectrum of compound 5b (500 MHz, CDCIs).
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Figure S77. Full *C NMR spectrum of compound 5b (125 MHz, CDCly).
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Figure S79. IR spectrum of 5¢ (KBr).
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Figure S80. Full *H NMR spectrum of compound 5¢ (500 MHz, CDCls).
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Figure S81. Expanded *H NMR spectrum of compound 5¢ (500 MHz, CDCls).
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Figure S82. Full **C NMR spectrum of compound 5¢ (125 MHz, CDCl,).
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Figure S83. Expanded **C NMR spectrum of compound 5¢ (125 MHz, CDCI,).
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Figure S85. Full *H NMR spectrum of compound 5d (500 MHz, CDCls).
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Figure S86. Expanded *H NMR spectrum of compound 5d (500 MHz, CDCls).
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Figure S87. Full *C NMR spectrum of compound 5d (125 MHz, CDCly).
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Figure $89. Full *H NMR spectrum of 7 (500 MHz, CDCly).
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Figure S90. Expanded *H NMR spectrum of 7 (500 MHz, CDCl5).
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Figure S91. Expanded *H NMR spectrum of compound 7 (500 MHz, CDCls).
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Figure S93. Full *C NMR spectrum of 7 (125 MHz, CDCls).
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Figure S95. Expanded *C NMR spectrum of 7 (125 MHz, CDCls).
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Figure S96. IR spectrum of 9 (KBr).
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Figure S97. Full *H NMR spectrum of 9 (500 MHz, CDCly).
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Figure $98. Expanded *H NMR spectrum of compound 9 (500 MHz, CDCls).
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Figure S99. Expanded *H NMR spectrum of compound 9 (CDCly).
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Figure $100. Full **C NMR spectrum of 9 (125 MHz, CDCl5).



