S1 Fig. Co-crystal (Gray; PDB ID: 2HKS5) overlaped with its docked orientation (yellow).
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S2 Fig. Overlay of the pharmacophore model in the active site of the protein.



Supplementary Table 1. Chemical structures of test set compounds with their respective ICs

values.
Compound IC50 Structure
No. (nmol/L)
HoN HaC
A WO
1 20 = e Y
HN o\\
.
FF

N HN
%
= HN
HaN—( p!
N— H4C
H,C N
WS TN
H3C —
5 46 o
N HN




10

54

56

65

69

84

HaC
HN
F
F i © Ne
HN
N:.(
HN A~ €
NW l}l
N| \ H,C
~
o]
F HN
FF
HN
Nt(
N HN H,C
Sy
N N H3C
~~
o)
HN
F s©
FF
HN
N= SV
=
| H,C
N\7




11

12

13

14

15

139

151

172

181

192




215

16

HsC

HN

H,;C

245
345

©
Lo
N

17
18
19

349

20




378

21

H;C

HN

405

22

446

23

HN

450

24

HO

456

25




26

27

28

29

30

475

546

676

917

1000

T
@<
(@]

]
T

HyC”

NH3C
HO OJ\) /

H3C
[//\\N Ne—
\\/N\J —
- \_
HsC
F
HN N o
AN \\T//§§T//N\\f7 Er
| P J | HN
\y

N— Cl
= N
-/ HoN




31

32

33

34

1700

2500

5970

12900




