Ligand-based pharmacophore modeling using novel 3D
pharmacophore signatures

Alina Kutlushina 1, Aigul Khakimova !, Timur Madzhidov !, Pavel Polishchuk 2"

1 AM. Butlerov Institute of Chemistry, Kazan Federal University, Kremlevskaya Str. 18, Kazan, Russia

2 Institute of Molecular and Translational Medicine, Faculty of Medicine and Dentistry, Palacky University and
University Hospital in Olomouc, Hnevotinska 5, 77900 Olomouc, Czech Republic

* Correspondence: pavlo.polishchuk@upol.cz; Tel.: +420 585632298

Supporting materials

tolerance threshold

1.0 1.0 1.0
08 08 08
*
06 06 - 06
3 - 3
03 | é ﬁ
. 04 04 . 04
-
N
- s A
02 02 L = 02
-
gt | 4 . N . ‘e
[ A . L] ] LI
a
o - . 0.0 7 P i A 4 00 N PE— &t H
00 02 0.4 06 08 10 00 02 0.4 06 08 10 00 02 04 06 08 10
precision precision precision
10 10 10
a:: 08 08 08
Q .
N -
: 0.6 0.6 - 0.6
Q - . 3 . 3
= | 04 |¢ & E .
x 0.4 L] A 0.4 - 0.4 LY
(] s 2 . - (Y
+— “ A4 " . 2
i
wn a B y A0, Al N S A,
= 02 = a 4 02 02 i S “‘f‘
-
= d R - PR
() & | a s . .a:./
N
00 aa s ar g sary Tan (] 00 4 . [} 00 . A poa, 4 B (]
0.0 0.2 04 0.6 08 10 0.0 0.2 04 0.6 08 1.0 0.0 02 0.4 06 08 10
Precision precision precision
10 10 10
08 08 = 08
«
06 06 06
= = iga @ =
| . 5 g
0.5 | ; i ¥ . i .
o 04 04 04
a Pe ¥ "
- a
02 8- "a 02 " 02 =
M i .o |
- A LA .
» aAlS 4 a A la A - a
A 4 A 'y
T B, hk.».wﬂ-hu A 00 ay tb g & & o & 00 A .
0.0 02 04 0.6 08 10 0.0 02 04 06 08 10 0.0 02 04 06 08 10
Precision precision precision

m  Strategy |
A Strategy Il

m Strategy | (consensus)
Strategy Il (consensus)

Strategy | & Il (consensus)

Figure S1. Precision-recall plot of 3D ligand-based pharmacophore models built on AChE inhibitors.
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Figure S2. Precision-recall plot of 3D ligand-based pharmacophore models built on adenosine 2a antagonists.
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Figure S3. Precision-recall plot of 3D ligand-based pharmacophore models built on CYP450 3A4 inhibitors.
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Figure S4. Performance of 3D ligand-based pharmacophore models built on AChE inhibitors and
comparison with the best result of similarity search based on 2D pharmacophore fingerprints.
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Figure S5. Performance of 3D ligand-based pharmacophore models built on adenosine 2a antagonists and
comparison with the best result of similarity search based on 2D pharmacophore fingerprints.
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Figure S6. Performance of 3D ligand-based pharmacophore models built on CYP450 3A4 inhibitors and
comparison with the best result of similarity search based on 2D pharmacophore fingerprints.




