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Figure S1. The ADME properties of compound a



= o~ @ -8E+08
L= o™~ [==]
= B o
— w Lo
L7E+08
L6E+08
et A L6E+08
| OH I
N-p
\ L6E+08
L5E+08
—_ -4E+08
\O
N
Q L 4E+08
>
a L4E+08
[q\]
(-
o -3E+08
g
]
m L2E+08
)
o
L2E+08
o~
=
z L2E+08
_ 1H
) ~1E+08
<
T
m/_u. L5E+07
)
N3 ol gl [,
50
& S = - 5E+07
(=] - ™
T Y T . T L T b T L T 4 T L) T ¥ T 2 T . T L} T ’ T L T " T ¥ T L4 T T
120 115 1.0 105 100 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 45 4.0 35

2.H NMR, 3C N



139.227

[ 138850

138.491
138123

X

—123.299
-—120.635

84.831

34159

e
TN —oH
N~y
\ nasa S &
Nt .
oy @ O ® ™ O
oMM m o o™
! | 1 -2E+08
L1E+08
Il | 1
i o I o
T T T L] = T s 1 ¥ ] ¥ T + L ¥
140 135 130 125 120 115 110
W o g
o=
o)
_ I ¥ 1 L 1 " T . I 2 I s, 1 L T s I .y 1 N 1 . 1 g I I 1 T 1 1 ¥ 1 * 1 1 . 1 1 T 1
150 145 140 135 130 125 120 115 10 105 100 95 90 85 8 75 70 65 60 55 50 45 40 35 30

+3E+08

F3E+08

-2E+08

F2E+08

r2E+08

F2E+08

r2E+08

~1E+08

F1E+08

+F1E+08

F8E+07

F6E+07

FAE+07




J_\/Yoz

N~y

-656.645

T

Figure S4. The F NMR spectrum of 2 (DMSO-d6)
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Figure S7. The YF NMR spectrum of 3 (Chloroform-d)
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Figure S10. The F NMR spectrum of 4 (Chloroform-d)
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Figure S13. The F NMR spectrum of 5 (Chloroform-d)
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Figure S16. The F NMR spectrum of 6 (Chloroform-d)
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Figure|S19. The F NMR spectrum of 7a (Chloroform-d)
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Figurel S22. The F NMR spectrum of 7b (Chloroform-d)
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Figurg S28. The F NMR spectrum of 7d (Chloroform-d)
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Figure S34. The F NMR spectrum of 7f (Chloroform-d)
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Figurg S37. The ”F NMR spectrum of 7g (Chloroform-d)
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Figure S40. The F NMR spectrum of 7h (Chloroform-d)
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Figure S49. The F NMR spectrum of 7k (Chloroform-d)
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