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Results of the high-throughput virtual screening for hits against G-quadruplex DNA
(PDB ID: 2A5P). Hits were obtained by the BRACO-19 pharmacophore-based search of
the Kyoto Encyclopedia of Genes and Genomes (KEGG) databases COMPOUND (Table

S1) and DRUG (Table S2).

Table S1. Hits obtained by the BRACO-19 pharmacophore-based search of the KEGG-COMPOUND database

Structure

M.
NH :
Yesol
/\)‘\ T J\/\
Oa NH N NH rD

Similarity-Score : 1.00
.:.mH
0
MH, .0
T

Similarity-Score : 0.50

Name

BRACO-19
9-[4-(N,N-
Dimethylamino)phenylamino]-
3,6-bis (3-pyrrolodino-
propionamido) acridine

Canthiumine

AG
(kcal/mol)

-6.77

-8.45

K4
(uM)

12.02

0.64

S1

ACIintermolecular

(kcal/mol)

-9.99

-8.75



3 N HR1917 -5.92 46.06 -8.00
C15343 ) ! 4',4"-Di-2-imidazolin-2-yl-2-
Oﬁhl* -0 Ni nitroterephthalanilide
0 dihydrochloride
NH
NH
NH o
<,.ﬂ/©/ [
N
Similarity-Score : 0.50
4 Nafoxidine -7.89 1.65 -9.08
Cl4212 O
Similarity-Score : 0.48
5 Loperamide -7.09 6.33 -7.99
07080 Cl
OH
0 |
!
Similarity-Score : 0.47
6 Nelfinavir -7.46 3.42 -9.25
C07257
5 0 NH
CH, 0 e
HD L HC
NH |
OH
Similarity-Score : 0.45

S2



7 UCL 1608 -6.41 19.95 -7.61
Similarity-Score : 0.45
8 Fexaramine -7.62 2.58 -8.82
C15649
/‘/‘/\OH
® :
| 0
Similarity-Score : 0.44
9 Pleurostyline -9.27 0.16 -9.27
C10612
0
hH
hH
N/-W
0
Similarity-Score : 0.42
10 Nelfinavir mesylate -6.57 15.17 -8.36
C08091 Nelfinavir mesilate
D%:I_JI".IH
" g
HJ—%—DH
0
Similarity-Score : 0.42
11 Tetramethylrosamine -5.57 82.13 -6.47
Cl11622

| [
A 0 N-._
e

S3




Similarity-Score : 0.42

12 Pimozide -5.55 85.55 -6.44
C07566 O -NH
M
U
JORS F
Similarity-Score : 0.41
13 Nefazodone -6.18 29.44 -8.27
C07256 1
—N (\N
1” I".I\)
DW”Y Ry
0
Similarity-Score : 0.41
14 Ketanserin -6.63 13.73 -7.53
C07464 3\1/”"'
F " WH
0
0
Similarity-Score : 0.41
15 g NH Altanserin -7.37 3.99 -8.26
C11734
Mw”
0 0
F
Similarity-Score : 0.41
16 MC-207,110 -6.36 21.72 -8.15
C11602

S4




17
C07228

18
C07773

19
Cl11564

20
C07427

21
C11737

H.N

MH

g T

HO

Similarity-Score : 0.41

OH

0

Similarity-Score : 0.40

Similarity-Score : 0.40

S oviand

Similarity-Score : 0.40

G DWH

WNI
H3C)

OH
! dw

Similarity-Score : 0.40

ol
\

!

CH

0

Similarity-Score : 0.40

NH

0

OH

C1

EH3

OH

Raloxifene
LY 139481

Ambenonium

N-(3-Benzooxazol-2-yl-4-
hydroxy-phenyl)-2-p-
tolyloxyacetamide

Perphenazine
4-(3-(2-Chlorophenothiazin-
10-YL)propyl)-1-
piperazineethanol

CB3717

-8.86

-8.41

-6.01

-6.89

-6.06

0.32

0.68

39.00

8.87

36.09

S5

-10.05

-9.61

-6.91

-7.19

-8.15



No
Entry

1
D03654

2
D10635

3
D09618

4
DO01855

5
D08066

6
D05106

Table S2. Hits obtained by the BRACO-19 pharmacophore-based search of the KEGG-DRUG database
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