[Supporting Information]

Structure based virtual screening and molecular dynamic simulation studies to identify novel cytochrome

bel inhibitors as antimalarial agents
Rahul P. Gangwal,” Gaurao V. Dhoke,* Mangesh V. Damre,” Kanchan Khandelwal,* Abhay .T. Sangamwar®*

*Department of Pharmacoinformatics, National Institute of Pharmaceutical Education and Research (NIPER),

Sect-67, S.A.S. Nagar, Punjab-160 062, India
* Corresponding author: Tel: 0172-2214682

E-mail: abhays@niper.ac.in




o o Lo

title: 2 title: 6a title: 6b_
Activ: 20000 Activ: 88.5 Activ: 120
o)
H \K
§ P W
o)
o o)
(6]
title: 6¢ title: 6d title: 6e
Activ: 107 Activ: 122 Activ: 26
H H
§ N N O O
(6] le) o
title: 6f title: 6g title: 6i
Activ: 83 Activ: 37 Activ: 212
H
H H
N N O ‘ N
(0] (0] (6] (0]
e
title: 6j title: 6l title: 6m
Activ: 36 Activ: 38 Activ: 664

N o N
0 -~ 0
\O 4\ 4\
0 0
title: 6n title: 60 title: 6q

Activ: 465 Activ: 8 Activ: 31



Tt Mo O

title: 6r title: 6s title: 6u
Activ: 34 Activ: 552 Activ: 92
O
o 0
0
H
PoReY” : )
o]
() | N i
N
o) H
(6]
title: 6v title: 6w title: 7
Activ: 274 Activ: 797 Activ: 160
O ‘ O ‘ O
(0]
H H
N HO N
0 O 0
N
(0] (0] H
title: 7a title: 7b title: 8
Activ: 465 Activ: 139 Activ: 250

title: 8a title: 8b title: 8c
Activ: 24.04 Activ: 59.98 Activ: 1516.92
o o " 0 ° o o
§ N g
\N W XQ/ /T\ an /@/ \N w
Br O)\O O/ o N¢ O/‘\O
title: 8d title: 8e title: 8f

Activ: 9.44 Activ: 63.26 Activ: 275.17



Tops 'Sl Veps SR N vy SR

(¢}

title: 8g title: 8h title: 8i
Activ: 23.76 Activ: 18.79 Activ: 57.92
(0]
O /©/
H © 0
N
) SRS Y ﬁ
N
)\O /gf NN
0 H
(0]
title: 8j title: 8k title: 9
Activ: 15.93 Activ: 5312.08 Activ: 450
H (0] e
N (o]
N
OH
= N/
\
0 N
! o P = N
title: 9_ title: 10 title: 10_
Activ: 1290 Activ: 2200 Activ: 27
OH
0 |
N
B O
o N ‘ ‘
H
o N
title: 11_ title: 13 title: 14
Activ: 18 Activ: 4000 Activ: 400
0
. <
N N O O )<
{ 0
0
0 (e}
title: 14a title: 14b title: 14e

Activ: 52.9 Activ: 47.9 Activ: 48



OX X@ Lk

title: 14f title: 14g title: 14i
Activ: 16 Activ: 28 Activ: 430
(6]
VO 0k J T
H N
s Kk \
o]
[e]
0
o

title: 14j title: 14k title: 15b
Activ: 443 Activ: 272 Activ: 560

” RS

N

: Kk
0 N
% ~ ] O
© o o) o

title: 17b_ title: 22 title: 32b
Activ: 3 Activ: 190 Activ: 26

o o)
O
title: 33a title: 33b title: 34c
Activ: 63 Activ: 200 Activ: 27
o OH OH
: L P | P
Y T : N :
N e | |
N
(@] o) (o]
title: 36 title: 36a title: 36b

Activ: 1970 Activ: 52.2 Activ: 149



C‘)H
N
O | OY
O
title: 36¢ title: 36d
Activ: 18.5 Activ: 71

o)
N
////, N/ \©
o \o >(

L,

title: Famaxidone title: GW844520
Activ: 3.62 Activ: 7
Br 0
title: 4b title: 4c
Activ: >1000 Activ: >1000
N Br
)
N Jg\
)N\ “\\\\ \
O/ 0
title: 4e title: 4f
Activ: >1000 Activ: >1000
N Br
)
) //g\
N \‘\\\ N
)\
o (6]
title: 4h title: 4i
Activ: >1000 Activ: >1000

i
Cﬁé
e
/ N
N
\N)\

hpe

title: 38
Activ: 6610

title: 4a
Activ: >1000
N Br
H 7~
N // ‘
AN
N \\\\\ \
Br )\
o (0]
title: 4d
Activ: >1000
title: 4g
Activ: >1000
/O
H
N
\N
"l,// AN N
Zanc |
(6] / Br
title: 4j
Activ: >1000



o N
o o N
| o N Ney RN @i%
\Qh"“ \N(\ /©/ O N /OJ\ /W/QO/ 0= = N N
- o et
o

title: 4k title: 31 title: 32
Activ: >1000 Activ: >1000 Activ: >1000
o) 0
H H
N N
N = N =
H o] | H |
N — N N
N
o) 0
title: 35 title: 36
Activ: >50000 Activ: >1000

Fig. S1 Chemical structure of test set compounds



