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Table S1. Acute toxicity of compounds 3-5.

Compound | CCso Vero 24h, uM | CCso PEK 24h, uM
6 >100 >100
Favipiravir >1000 >1000
3a >50 >50
3b >50 >50
3¢ >50 >50
3d >50 >50
3e >50 >50
3f >50 >50
3g >50 >50
3h >50 >50
3j 40+3 >50
3k >50 >50
31 >50 >50
4a >50 >50
4b >50 >50
4c >50 >50
4ad >50 >50
4e >50 >50
af >50 >50
4g >50 >50
4h >50 >50
4i 35+4 >50
4j >50 >50
4k >50 >50
41 >50 >50
5b >50 >50
5¢ >50 >50
5d >50 >50
5e >50 >50
5f >50 >50
5g >50 >50
5h 39+8 >50
5i >50 >50
5j >50 >50
5k 149+1.5 >50
51 >50 >50




'H NMR spectrum of compound 4a (CDCl,)
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'3C NMR spectrum of compound 4a (CDCl,)
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'H NMR spectrum of compound 4b (CDCl,)
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'3C NMR spectrum of compound 4b (CDCl,)
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HSQC NMR spectrum of compound 4b (CDCI,)
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HMBC NMR spectrum of compound 4b (CDCI,)
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'H NMR spectrum of compound 4c¢ (CDCl,)
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'3C NMR spectrum of compound 4c (CDCl,)
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'H NMR spectrum of compound 4d (CDCl,)
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HSQC NMR spectrum of compound 4d (CDClI,)
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H3C HMBC NMR spectrum of compound 4d (CDCl,)
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'H NMR spectrum of compound 4e (CDCl,)
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'3C NMR spectrum of compound 4e (CDCl,)
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"H NMR spectrum of compound 4f (CDCl,)
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HSQC NMR spectrum of compound 4f (CDCl,)
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'H NMR spectrum of compound 4g (CDCl,)
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'3C NMR spectrum of compound 4g (CDCl,)

F
F o
F 3
o
N ~
S¢OO | o
O\ i &
N—? F
v O -
N 5
O 2
0]
o
o
[s2]
\H\\\H\\‘H\\\H\\‘H\\\H\\‘H\\\\H\‘\H\\HH‘HH\HH‘HH\HH‘HH\HH‘HH\HH‘HH\HH‘H
1200 118 116 114 112 110 108 106 104 102
Chemical Shift (ppm)
<
5
o
85 o2 2% gg o = 7
28 s© NEN > 2 0 Q S
€7 e °e 8 T
~ | |5 TQ
— ©
N
3 8
< & 5
©
‘(llo‘\".oou
N Y|
\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\ ‘:«)‘m
170 165 160 9 S|
Chemical Shift (ppm) ~ N
[so 2y Q
S293BI8y 3
CLETYCE S
L Y l

A A AR W A

192 184 176 168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8 0
Chemical Shift (ppm)

21



'9F NMR spectrum of compound 4g (CDCl,)

-95.28

-98.03

T T T T T T T T |
-95.00 -95.25 -95.50
Chemical Shift (ppm)

98.00 -98.25
Chemical Shift (ppm)

H‘\\H\\H\‘\\H\H\\‘\H\\\\\\‘\H\U\H‘HH\\\H‘H\\\\H\‘\\H\\H\‘HH\H\\‘\H\\H\\‘\H\U\H‘HH\HH‘H\\\\H\‘\\H\\H\‘\\H\HH‘\H\\H\\‘\H\\\\H‘HH\\\H‘HH\\H\‘HH\\H\‘\\H\HH‘\H\\HH‘\H\\HH‘H\\\\\H‘HH\HH‘HH\HH‘
0 -8 -16 -24 -32 -40 -48 -56 -64 =72 -80 -88 -96 -104  -112 120 -128 -136 -144 -152 -160 -168 -176  -184  -192 -200
Chemical Shift (ppm)

22



HSQC NMR spectrum of compound 4g (CDClI,)
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HMBC NMR spectrum of compound 4g (CDCI,)
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"H NMR spectrum of compound 4h (CDCl,)
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'3C NMR spectrum of compound 4h (CDCl,)
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"H NMR spectrum of compound 4i (CDCl,)
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'3C NMR spectrum of compound 4i (CDCl,)
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'H NMR spectrum of compound 4j (CDCl,)
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3C NMR spectrum of compound 4j (CDCl,)

0
(o]
~
o
W, :
<
5720 2
OF\ 1
N-S N
[ o N
v\ O icl I, 8
N S S
(0] l o |
\
|
[s2]
N
o
[s2]
wn
~ ©
© N~
~ Y
=
S ~
»
T & S
o @
© o o]
s o o
S
|
N~
(o))
ﬁ"
© N
S
= ] &
- o 5
2 e
|
wn
©
N &
@
\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘
131 130 129 128 127
Chemical Shift (ppm)

i it oot

192 184 176 168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8 0
Chemical Shift (ppm)

30



HSQC NMR spectrum of compound 4j (CDCI,)
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HMBC NMR spectrum of compound 4j (CDCl,)
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'H NMR spectrum of compound 4k (CDCl,)
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'3C NMR spectrum of compound 4k (CDCl,)
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'H NMR spectrum of compound 4l (CDCl,)
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'3C NMR spectrum of compound 41 (CDCl,)
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HSQC NMR spectrum of compound 4l (CDCI,)
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'H NMR spectrum of compound 5b (CDCl,)
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'3C NMR spectrum of compound 5b (CDCl,)
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HSQC NMR spectrum of compound 5b (CDClI,)
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'H NMR spectrum of compound 5¢ (CDCl,)
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'3C NMR spectrum of compound 5¢ (CDCl,)
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'H NMR spectrum of compound 5d (CDCl,)
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'3C NMR spectrum of compound 5d (CDCl,)
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HSQC NMR spectrum of compound 5d (CDClI,)
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HMBC NMR spectrum of compound 5d (CDCl,)

100
110
- . 120
130
140
150

Qe

T TN
(1)

75 70 65 60 55 50 45 40 35 30 25 20 15 46
ppm

ppm



'H NMR spectrum of compound 5e (CDCl,)
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'3C NMR spectrum of compound 5e (CDCl,)
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'3C NMR spectrum of compound 5f (CDCL,)
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HSQC NMR spectrum of compound 5f (CDClI,)
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HMBC NMR spectrum of compound 5f (CDCl,)
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'3C NMR spectrum of compound 5g (CDCI,)
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'9F NMR spectrum of compound 5g (CDCl,)
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HSQC NMR spectrum of compound 5g(CDCl,)
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HMBC NMR spectrum of compound 5g (CDCI,)

%

@ 991

{ ¥ )

- ¢

-

4

o

©

-
(o))

N
~

TTTT[TTTT[TITT[ITTT
B B w
[e°] o N

n
(o))

~ [«2)
N N

o]
o

(o]
o

‘HH‘HH
F1 Chemical Shift (ppm)

©
[«

N
o
S

-
-
N

-
N
o

-
N
oo

T
N -
S w
» (]

-
a
N

-
D
o

=N
[*2]
[o2)

\\\‘\\\\\\\\\‘\\\\\\\\\T\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\

8.0 7.5 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5
F2 Chemical Shift (ppm)
57



'H NMR spectrum of compound 5h (CDCl,)
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'3C NMR spectrum of compound 5h (CDCl,)
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HMBC NMR spectrum of compound 5h (CDCI,)
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'H NMR spectrum of compound 5i (CDCl,)
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'3C NMR spectrum of compound 5i (CDCl,)
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HSQC NMR spectrum of compound 5i (CDCI,)
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'H NMR spectrum of compound 5j (CDCl,)
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'3C NMR spectrum of compound 5j (CDCl,)
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HSQC NMR spectrum of compound 5j (CDCI,)

é

e

N
o

N
a

w
o

w
[$)]

HH‘HH HH‘HH
N
o

A
a

(&)
o

[$)]
[$)]

[e2]
o

D
a

~
o

~
a

©
o

©
a

©
o

©
a

=N
o
o

-
-
o

TTTTTTTT
=N
N
o

-
N
o

-
N
a

-
w
o

(AL LA AL LA
-
w
[$)]

8.0

7.5

7.0

6.5

6.0

5.5

5.0 4.5
F2 Chemical Shift (ppm)

4.0

3.5 3.0 2.5 2.0 1.5

66

F1 Chemical Shift (ppm)



'H NMR spectrum of compound 5k (CDCl,)
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'3C NMR spectrum of compound 5k (CDCl,)
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HSQC NMR spectrum of compound 5k (CDCl,)
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HMBC NMR spectrum of compound 5k (CDClI,)
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'H NMR spectrum of compound 51 (CDCl,)

OO -
S -5/
0" N3N\ N
A @)
N
O
N
@
[ce]
o
I
o ~Y
< <
~ -
N
[=¢)
o ~
w ~
™~ o
[se}
/
/
3 /
o /
/
[e)]
<
|
|~
f
J W AAI\WJ/"/ / A‘V‘m
3.59 1.80 1.96 1.00 0.98 1.053.15 8.76
[E— [ [— [— [— [ | |
\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\
8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5
Chemical Shift (ppm)
71

8.5



'3C NMR spectrum of compound 51 (CDCl,)
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HSQC NMR spectrum of compound 5k (CDCl,)

=
—

-
o

Z
/2
N
HH‘HHHH‘HHHH‘
N
N

Oo > ®
S " - .?

Q
z
\
»
z
NS
]
¢
N

pd

AR EAARERARRNRRRRN RARRNRARE:
B B
[ee] o

~ D n
N A o))

o]
o

F1 Chemical Shift (ppm)

™
[0
oo

©
[«

-
-
N

b\..
N
)
S

-
N
o8]

=N
w
[e2)

-
~
N

Aq.l. .
-
0

9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5
F2 Chemical Shift (ppm)
73



	Supplementary
	spectra



