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Figure S1. Representative 'H NMR (400 MHz, DMSO-ds) Analysis of Fosylation and SuFEx. Reaction
illustrated a Starting Material (red) and fosylated compound (blue) and SuFEx product (black).
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Figure S2. Representative 'F NMR (400 MHz, DMSO-ds) Analysis of Fosylation and SuFEx. Reaction
illustrated a Starting Material (red) and fosylated compound (blue) and SuFEx product (black).
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Figure S3. Representative '3C NMR (400 MHz, DMSO-ds) Analysis of Fosylation and SuFEx.
Reaction illustrated a Starting Material (red) and fosylated compound (blue) and SuFEx product (black).
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Molecular docking study

A

GLY
A B:33
. GLY
ASN 820
B:91
TYR CYS THR
i : B:56
T A:93 B:57
A:58 e
CYS
A:57 A:60 H o
i
GLN o—
cvs i A:62 &
A:59 N \ = :
S G VR N
©:93)" -0 p
| N
9 0 N
THR
A:56
GLY 3
A33 GLN =
B:54 s (0]
\ ILE
LEU THR P 9 A:52
A:32 A:55 (THR THR gl-sle
&Y (895 :
Interactions
D van der Waals D Pi-Donor Hydrogen Bond
- Conventional Hydrogen Bond D Alkyl
I:l Carbon Hydrogen Bond I: Pi-Alkyl
TYR
¥ B:97 GLN' >
(B:62 (THR
ves : _ lBs6) 6Ly
GLY £ . - . {8:60
B:96 THRY
H o H ‘A:95 _ - ASN
[ R B:91
o, 0 ) H = H
N H
~o
GLY : ! o &
A:60 ~9 PRO
H o o B:58
o cys
TYR o 4
A93 H i) B:57
g '|B'Hg§ A:54
THR ‘ 3
GLN
A:56 GLY
5;54 B:33
CYS GLN
PRO A:57 A:62
A:58
THR
A:55
Interactions
I:| van der Waals I:I Pi-Donor Hydrogen Bond
- Conventional Hydrogen Bond D Alkyl
D Carbon Hydrogen Bond E] Pi-Alkyl

S-4



GLN
GLN GLN B:62
THR &iS3 A:54
A:56
B= THR
o] { b B:56
P X Q
o}
Q
0=
o GLN
0 B:54 (THR 5
A:95
L) GLY
B:96 ILE o
RO &2 B:93
THR B:97
TYR B:95
A:93 ILE
d B:52
MET
B:53
Interactions
] van der Waals | Pi-Donor Hydrogen Bond
! Conventional Hydrogen Bond D Pi-Pi Stacked
[:] Carbon Hydrogen Bond [: Pi-Alkyl
ILE
D o B:52
B:97
GLN
i TYR
&z GLY A93 e
LEU &3S A:32
B:31A THR THR
B:957 (aA:55
O.
GLY
B:33 o
Q
Q
o
cYs A T
B:59
GLN
A:54
TYR THR
ﬂ% B:93 A:95] GLN
i — A62 TR
B:60 THR GLN Q28
B:56 B:62
PRO GLY.
B:58 A:60
ASN
CE
Interactions
:] van der Waals [:] Alkyl
- Conventional Hydrogen Bond D Pi-Alkyl

\:I Carbon Hydrogen Bond

Figure S4. 2D-interaction docking model of (A) BMK-21007, (B) BMK-21014, (C) compound
11, and (D) compound 22 inside NS5A dimer model (3FQQ). Various interactions are depicted
by different color legends. Inhibitors are shown by line, interacting residues by colored sphere,
and interactions by dash lines.
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Figure S5. Superposed model of inhibitors inside NS5A dimer model (3FQQ). Daclatasvir, BM
K-21007, and compound 11 shown by orange, blue, and red, respectively.
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Figure S6. Superposed model of inhibitors inside NS5A dimer model (3FQQ). Compounds 11 a
nd 22 shown by red and grey, respectively.
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NMR Spectra
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HPLC (compound 17, wavelength = 254 nm)
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HPLC (compound 18, wavelength = 254 nm)
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HPLC (compound 19, wavelength = 254 nm)
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HPLC (compound 20, wavelength = 254 nm)
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HPLC (compound 21, wavelength = 254 nm)
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HPLC (compound 23, wavelength = 254 nm)
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HPLC (compound 32, wavelength = 254 nm)
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