Table 2 10 compounds selected by virtual screening and tested for their bioactivity against DYRK1A (%Inhibition at 10 μM). 
	Name
(IDNUMBER)
	Structure
	pharmacophore
(FitValue)
	Smina
[bookmark: OLE_LINK2](Minimized Affinity)a
	%Inhibitionc
mean±SD
(10 μM)

	L1
(HIT107112931)
	

	2.13
	-8.84
	[bookmark: OLE_LINK5]-12.97±7.89

	L2
(AB-323/25048488)
	

	2.40
	-9.75
	6.29±14.97

	L3 
(AO-365/43474032)
	

	2.49
	-9.70
	1.12±0.86

	L4
(AO-476/43415733)
	

	1.82
	-9.23
	4.61±2.59

	L5
(AO-022/43453924)
	

	2.51
	-10.30
	-4.35±3.17

	L6
 (HIT102986591)
	

	2.55
	-9.19
	4.48±16.11

	L7
(HIT104890285)
	

	2.25
	-9.67
	35.50±0.26

	L8
(HIT106192752)
	

	2.68
	-9.96
	14.40±4.00

	L9
[bookmark: _Hlk147789483](AG-690/37025004)
	

	1.73
	-8.34
	82.11±0.78

	L10
(AO-022/43452902)
	

	2.82
	-10.63
	5.54±0.48

	Harmine b
	

	/
	/
	97.17 ±3.55

	a the predicted free energy (kJ/mol) of binding between a protein and a ligand
b the positive control.
c the assay was performed in duplicate. 



image4.emf
H

N

O

H

N

O

S N

O

N

S

F



image5.emf
S

O N

N

H

NH

N

N

H

O

F



image6.emf
O

O

O

O

N

H

F

OH



image7.emf
O

O

N

S

N

F

OH

O

O

F



image8.emf
N

N

O

HN

O

N

N

N

N



image9.emf
N

N

H

N

N

N

N

N

H

2

N



image10.emf
N

H

N

N

F

F F

O

NH

O

O



image11.emf
N

O

H



image1.emf
N

H

S

N

O

N

O

O



image2.emf
N O

N

H

N

O

NH

N

H

N

O



image3.emf
N

H

N

O

N

O

HN

O

Cl Cl



