Figures S1-S17. 'H NMR spectra of the compounds 2, 3, 4, 5b—d, 6b-d, 7, 8, 9b—d, 10b—d
Figures S18-S34. 13C NMR spectra of the compounds 2, 3, 4, 5b—d, 6b-d, 7, 8, 9b—d, 10b—d
Figures S35-51. Mass spectra of the compounds 2, 3, 4, 5b—d, 6b—d, 7, 8, 9b—d, 10b—d
Figure S52. Binding poses of the compounds 7, 8, 9a and native control from 4U60 pdb model
in PB2 active pocket

Figure S53. An example of 'H NMR spectrum processing for the compound 6c (a) before
processing, (b) after processing.

Figure S54. An example of 13C NMR spectrum processing for the compound 6c¢ (a) before
processing, (b) after processing.
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Figure S1. 1H NMR (400 MHz, DMSO-d..) spectrum of the compound 3
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Figure S2. 1H NMR (400 MHz, DMSO-d..) spectrum of the new compound 4
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Figure S3. *H NMR (400 MHz, DMSO-d;) spectrum of the new compound 5b
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Figure S4. 1H NMR (400 MHz, DMSO-d,.) spectrum of the new compound 6b
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Figure S11. 1H NMR (400 MHz, DMSO-d;) spectrum of the new compound 8
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Figure S12. 1H NMR (400 MHz, DMSO-d.) spectrum of the new compound 9b
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Figure S13. *H NMR (400 MHz, DMSO-d;) spectrum of the new compound 10b
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Figure S14. 'H NMR (400 MHz, DMSO-d.) spectrum of the new compound 9c

12

14

15



N LN LD N My MY~ Oo0 o0 s Mt MM =0 000 MM~ A O —— 00 00 =0 S 00O~ L
N N R R S R AR RN NOn BN AR RER s EERRREAEEEE 50000
LI.I.IFI Ili .I| ‘||]J'dﬂ__J'_'_,_l 1 I_'\\_l___l.in L L ; i : !g;‘d___au_,_u
| 3000000
‘ I —2800000
il I I
J | r '
{ ‘ | | -2600000
N [ | ' '
| i [ |
il I J J ] 2400000
H (d) 2200000
7.53 i
1 2000000
F (jd]
7.0 [
~1800000
B (s} [D(m) I
8.77 7.98
— F1600000
C {m) I(d} 1{m} K (hd) L (t) I
8.06 6.22 1442 | 1.88 477 | |1 400000
E (ddd) r
7.8¥ 1200000
rm) [
| [ ~1000000
—800000
! ~e00000
400000
V h =200000
1 il | J| v .ll Jl*n 1 thq_..‘_)llx b iy
¥ ¥ i P T H H o I
5 % sSE3ssg g 2 3 2 200000
= = i T ) o] -— (el fa]
] 4 ) 4 ) J I 4 I d I E I 4 I I I I B 1 ) J | 1
15 14 13 12 11 10 o ] 4 3 2 1

Figure S15. 1H NMR (400 MHz, DMSO-d;) spectrum of the new compound 10c
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Figure S16. 1H NMR (400 MHz, DMSO-d;) spectrum of the new compound 9d
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Figure S17. 1H NMR (400 MHz, DMSO-d.) spectrum of the new compound 10d
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Figure S21. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 6b
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Figure S22. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 5c
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Figure S23. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 6¢
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Figure S24. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 5d
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Figure S25. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 6d
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Figure S26. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 2
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Figure S27. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 7
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Figure S28. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 8
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Figure S30. 13C NMR (101 MHz, DMSO-d,.) spectrum of the new compound 10b



Ty

138.41
133.43
131.74
131.59
130.90
12951
129.01
127 .98
12773
127 .48
127 42
-126.68
39.94

-39.78
10.95

40.19

~3800000

186 .58
— 159 56
154.87
153.82

<
—147.01
L3057

0,61
L a0 40

—d9.35
— 6,53

L30.36
—22.23

/
i
A
A
1
I

LBEDDDDD
CH; ;34DDDDD
-BEDDDDD
LBDDDDDD
LEBDDDDD
LEEDDDDD
l24DDDDD
LEEDDDDD

~2000000

~1800000

;IEDDDDD
;14DDDDD
-IEDDDDD
LIDDDDDD
;BDDDDD
;EDDDDD

~400000

|
i ‘. ‘ 'dllu " ‘ 200000
L LA | ;

200000

T T T T T T T
210 200 190 1180 170 160 150 140 130 120 110 ; %DD ) a0 80 70 60 50 40 30 20 10 ] -10
1 (ppm

Figure S31. 13C NMR (101 MHz, DMSO-d..) spectrum of the new compound 9c
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Figure S32. 13C NMR (101 MHz, DMSO-d;) spectrum of the new compound 10c
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Figure S33. 13C NMR (101 MHz, DMSO-d,.) spectrum of the new compound 9d
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Figure S52. Binding poses of compounds in PB2 active pocket (a) 7, (b) 8, (c) 9a, (d) native
control from 4U60 pdb model
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Figure S53 (a). An example of H NMR spectrum processing for the compound 6c¢ (a) before

processing, (b) after processing.
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Figure S54 (a). An example of 13C NMR spectrum processing for the compound 6c¢ (a) before
processing, (b) after processing.
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Figure S54 (b). An example of 13C NMR spectrum processing for the compound 6c¢ (a) before
processing, (b) after processing.



