SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target Uniprot ID

-

Query Molecule

N (

lon channel
100%

Frequency of Target Class

N

Gene code

# sim.
cmpds
(3D /
2D)

ChEMBL ID Probability

Complex P11230/Q07001/P02708/P07510 CHRNB1/CHRND/CHRNA1/CHRNG CHEMBL1907588 _ 3/1

Complex P17787/P43681

Complex P30926/P32297

Complex P30926/P43681

Complex P30926/Q15822

Neuronal

acetylcholine

receptor P32297
subunit

alpha-3

Complex P32297/P17787

Neuronal

acetylcholine

receptor P36544
subunit

alpha-7

Neuronal
acetylcholine
receptor
subunit
alpha-4 (by
homology)

P43681

Complex Q15822/P17787

CHRNA7-

FAM7A

fusion Q494W8
protein (by

homology)

Neuronal
acetylcholine
receptor
subunit
alpha-2 (by
homology)

Q15822

CHRNB2/CHRNA4

CHRNB4/CHRNA3

CHRNB4/CHRNA4

CHRNB4/CHRNA2

CHRNA3

CHRNA3/CHRNB2

CHRNA7

CHRNA4

CHRNA2/CHRNB2

CHRFAM7A

CHRNA2

CHEMBL1907589 [ 1] 53/96
CHEMBL1907594 [ 14/26
CHEMBL1907591 [ ] 2/4
CHEMBL2109230 [ 2/4

cemeLsoce ] 1 /2
CHEMBL2109234 [ ] 4/4

70/
cHeveLze: I T,

CHEMBL2109236 [ 1/1

I
125

cheveL7os (] 1416

Target
Class

lon
channel

lon
channel

lon
channel

lon
channel

lon
channel

lon
channel

lon
channel

lon
channel

lon
channel

lon
channel

lon

channel

lon
channel



Neuronal
acetylcholine
receptor
subunit beta-
2 (by
homology)

Neuronal
acetylcholine
receptor
subunit beta-
4 (by
homology)

Neuronal
acetylcholine
receptor
subunit
alpha-10 (by
homology)

P17787

P30926

Q9GZz6

CHRNB2

CHRNB4

CHRNA10

cheveLres: (] +/2

cheveLcoo: I +/2

lon
channel

lon
channel

lon
channel



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Tyrosyl-DNA phosphodiesterase 1
Glucosylceramidase

Carbonic anhydrase 1

Carbonic anhydrase 2

Carbonic anhydrase 3 (by
homology)

Carbonic anhydrase 5A,
mitochondrial (by homology)

Carbonic anhydrase 7 (by
homology)

Carbonic anhydrase 13 (by
homology)

Carbonic anhydrase 5B,
mitochondrial (by homology)

Tissue alpha-L-fucosidase

Plasma alpha-L-fucosidase (by
homology)

Oxysterols receptor LXR-beta

Oxysterols receptor LXR-alpha

Glucoamylase

Sucrase

Uniprot

ID

QI9NUWS

P04062

P00915

P00918

P07451

P35218

P43166

Q8N1Q1

Q9Y2D0

P04066

Q9BTY2

P55055

Q13133

043451

P14410

-
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N e
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N
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code
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SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Microtubule-associated protein tau

Vascular endothelial growth factor
receptor 1 (by homology)

Vascular endothelial growth factor
receptor 2

Vascular endothelial growth factor
receptor 3 (by homology)

Alpha-2A adrenergic receptor

Alpha-2B adrenergic receptor

Alpha-2C adrenergic receptor

Cytochrome P450 2D6
Cytochrome P450 2J2

Platelet-activating factor receptor

Corticosteroid 11-beta-
dehydrogenase isozyme 1

Uniprot
ID

P40763

P42224

P52630

Q14765
P10636

P17948

P35968

P35916

P08913

P18089

P18825

P10635

P51589

P25105

P28845

-

Query Molecule

N

( N

Frequency of Target Class

Transcription Factor
20%

Unclassified
13%

Membrane receptor
27%

Kinase
20%

Gene # sim.
e ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
sTaTs  CHEMBL4026 [ | 1/4 Transcription
Factor
staTt CHEMBLetot [ ] 1/4  Unclassified
O TP s
Factor
B e [
Factor
MAPT ~ CHEMBL1293224 [ | 1/19  Unclassified
FI CHEMBL18e8 [L7 | 5/1  TyrKinase
KDR CHEMBL279 [0 ] ] 5/1  TyrKinase
FLT4  CHEMBL1955s [ ] 5/1  TyrKinase
aoraza  CHEMBLiss7 [N |  2/2  Membrane
receptor
aoraze  CHEMBLiss2 [ ]| 2/2  Membrane
receptor
oo oveweLiore [N ]  zsz  Membne
receptor
cveeps CHEMBL289 [ ] 1/1  Enzyme
cv22  CHEMBL3491 [0 | 1/1  Enzyme
omee cHemlzso [ ] 1/a  Membrane
receptor
HsD11B1  CHEMBL4235 [ | 0/4 Enzyme



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Tyrosine-protein phosphatase non-
receptor type 2

Tyrosine-protein phosphatase non-
receptor type 1

Microtubule-associated protein tau

Protein kinase C gamma type (by
homology)

Protein kinase C beta type (by
homology)

Protein kinase C alpha type

Protein kinase C theta type (by
homology)

Protein kinase C delta type
regulatory subunit (by homology)

Uniprot
ID

QINR56

Q5VZF2

QINUKO

P40763

P42224

P52630

Q14765

P17706

P18031
P10636

P05129

P05771
P17252

Q04759

Q05655

-

Query Molecule

N (

N

Frequency of Target Class

Kinase
33%

Unclassified
33%

Phosphatase
13%

Transcription Factor
20%

Gene # sim.
© ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
MBNL1 CHEMBL1293317 [ ] 1/2  Unclassified
MBNL2 ] 1/2  Unclassified
MBNL3 _:| 1/2 Unclassified
stas CHEMBLaoze [ | o0/4  lranscriptin
Factor
sTATi  CHEMBLe10t [ | 0/4  Unclassified
S e
Factor
S — e
Factor
PTPN2 CHEMBL3807 [ |  1/7  TyrPhosphatase
PPN CHEMBL335 [0 ]  1/7  TyrPhosphatase
MAPT CHEMBL1293224 [ | 0/12  Unclassified
PRKCG ~ CHEMBL2938 [[] | 1/123  Ser_ThrKinase
PRKCB  CHEMBL3045 [0 | 1/123  Ser_ThrKinase
PRKCA  CHEMBL209 [0 ] 1/123 Ser_ThrKinase
PRKCQ  CHEMBL3920 [0 | 1/126  Ser_ThrKinase
PRKCD ~ CHEMBL2996 [0] | 1/126  Ser_ThrKinase



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Fibroblast growth factor 1
Fibroblast growth factor 2

Vascular endothelial growth factor
A

Heparanase 8 kDa subunit

Inactive heparanase-2 (by
homology)

Muscarinic acetylcholine receptor
M5 (by homology)

Muscarinic acetylcholine receptor
M1

Muscarinic acetylcholine receptor
M3 (by homology)

Muscarinic acetylcholine receptor
M2 (by homology)

Muscarinic acetylcholine receptor
M4 (by homology)

Muscleblind-like protein 1

Uniprot
ID

P40763

P42224

P52630

Q14765

P05230

P09038
P15692
Q9Y251

Q8WWQ2

P08912

P11229

P20309

P08172

P08173

QINR56

-

Query Molecule

N (
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Frequency of Target Class

Transcription Factor
20%

Membrane receptor

Enzyme other

N
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13%

Gene
code
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STATH
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HPSE

HPSE2
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CHRM2

CHRM4
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SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

-

Target

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Tyrosine-protein phosphatase non-
receptor type 1

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Fibroblast growth factor 1
Fibroblast growth factor 2

Vascular endothelial growth factor
A

Heparanase 8 kDa subunit

Inactive heparanase-2 (by
homology)

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Muscarinic acetylcholine receptor
M5 (by homology)

Query Molecule

N

-

N

Frequency of Target Class

Membrane re¢eptor i oiace
7% %

Enzyiie otliei 170
13%

Transcription Factor
20%

Secreted
20%

4

y

/ Unclassified

27%

Uniprot
ID

P17706

P18031

P40763

P42224

P52630

Q14765

P05230

P09038

P15692

QoY251
Q8WWQ2
QINR56

Q5VZF2

QINUKO

P08912

G # sim.
ene ChEMBL ID Probability cmpds (3D Target Class
code /2D)
PTPN2  CHEMBL3807 [00] |  6/2  TyrPhosphatase
PTPNA1 CHEMBL335 -:| 6/2 Tyr Phosphatase
STAT3  CHEMBL4026 [ | o/4 l;i’:;c”pt'on
sTATI  CHEMBL6101 [ |  0/4  Unclassified
Transcription
STAT2 N | 0/4 o
Transcription
STAT4 N | 0/4 o
FGF1  CHEMBL2120 [ | 0/8  Secreted
FGF2 CHEMBL3107 [ | 0/8  Secreted
VEGFA  CHEMBL1783 [ | 0/2  Secreted
HPSE  CHEMBL3921 [ | 0/4  Enzyme
HPSE2 B | 0/4  Enzyme
MBNL1  CHEMBL1293317 [ |  0/3  Unclassified
MBNL2 B | 0/3  Unclassified
MBNL3 B | 0/3  Unclassified
M
CHRM5  CHEMBL2035 [ | osp  Membrane

receptor



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Tyrosine-protein phosphatase non-
receptor type 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Microtubule-associated protein tau

Serine/threonine-protein
phosphatase PP1-gamma catalytic
subunit

Serine/threonine-protein
phosphatase PP1-alpha catalytic
subunit

Serine/threonine-protein
phosphatase PP1-beta catalytic
subunit (by homology)

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

D(2) dopamine receptor

5-hydroxytryptamine receptor 2A

Uniprot
ID

P18031

P17706
QINR56

Q5VZF2

QINUKO

P10636

P36873

P62136

P62140

P40763

P42224

P52630

Q14765

P14416

P28223

-

Query Molecule

N

-

N

Frequency of Target Class

Membrane receptor
13%

e Phosphatase
\'\,

™~
Transcription Factor -
20%

Unclassified
33%

Gene # sim.
ChEMBL ID Probability cmpds (3D Target Class
code
/ 2D)
PPN CHEMBL335 [0 | 4/2  TyrPhosphatase
PTPN2 CHEMBL3807 -:l 4/2 Tyr Phosphatase
MBNL1 CHEMBL1293317 [ |  1/3  Unclassified
MBNL2 ] 1/3  Unclassified
MBNL3 ] 1/3  Unclassified
MAPT  CHEMBL1293224 ] ] 1/10  Unclassified
PrPicc  CHEMBL4438 [ | 1/2 oo
Phosphatase
PrricA  CHEMBL2164 [ | /2 e
Phosphatase
prrice  CHEMBL4sss [N | /2 o=
Phosphatase
swro crewplaze [ ] osa  Lenereon
Factor
staTt CHEMBLe101 [0 | 0/4  Unclassified
Factor
Factor
proz  CHEMBL217 [ |  4/2  Membrane
receptor
aen  cevelzes [ ] 1p  Memone

receptor



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Tyrosine-protein phosphatase non-
receptor type 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Microtubule-associated protein tau

Mu-type opioid receptor

Delta-type opioid receptor

Kappa-type opioid receptor

Nociceptin receptor (by homology)

Fibroblast growth factor 1

Uniprot
ID

QINR56

Q5VZF2

QINUKO

P18031

P17706

P40763

P42224

P52630

Q14765
P10636

P35372

P41143

P41145

P41146

P05230

-

Query Molecule

N e

N

Frequency of Target Class

BEEED]

7%

Unclassified

Membrane receptor 33%

27%

Phosphatase
13%

Transcription Factor
20%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/ 2D)

MBNL1 CHEMBL1293317 [0 ] 0/2  Unclassified

MBNL2 -:| 0/2 Unclassified

MBNL3 -:| 0/2 Unclassified

PTPN1 CHEMBL335 .:| 2/6 Tyr Phosphatase

PTPN2 CHEMBL3807 -:| 2/6 Tyr Phosphatase
Transcription

TAT

sTATs  CHEMBL4026 [ | o

sTATI  CHEMBL6101 [ | 0/4  Unclassified

STAT? . | 0/4 Transcription
Factor
Transcription

STAT4 N | 0/4 o

MAPT  CHEMBL1293224 [ | 0/12  Unclassified

oPAMI  CHEMBL233 [ | 176 Membrane
receptor

oPRD1  CHEMBL236 [ | 176 Membrane
receptor

oPRKI  CHEMBL237 [l | 176 Membrane
receptor

OPRLI  CHEMBL2014 [ | 176 Membrane
receptor

FGF1 CHEMBL2120 [ | 0/6  Secreted




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Tyrosine-protein phosphatase non-
receptor type 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Microtubule-associated protein tau

Mu-type opioid receptor

Delta-type opioid receptor

Kappa-type opioid receptor

Nociceptin receptor (by homology)

Fibroblast growth factor 1

Uniprot
ID

QINR56

Q5VZF2

QINUKO

P18031

P17706

P40763

P42224

P52630

Q14765
P10636

P35372

P41143

P41145

P41146

P05230

-

Query Molecule

N e

N

Frequency of Target Class

BEEED]

7%

Unclassified

Membrane receptor 33%

27%

Phosphatase
13%

Transcription Factor
20%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/ 2D)

MBNL1 CHEMBL1293317 [0 ] 0/2  Unclassified

MBNL2 -:| 0/2 Unclassified

MBNL3 -:| 0/2 Unclassified

PTPN1 CHEMBL335 -:| 2/6 Tyr Phosphatase

PTPN2 CHEMBL3807 -:| 2/6 Tyr Phosphatase
Transcription

TAT

sTATs  CHEMBL4026 [ | o

sTATI  CHEMBL6101 [ | 0/4  Unclassified

STAT? . | 0/4 Transcription
Factor
Transcription

STAT4 N | 0/4 o

MAPT  CHEMBL1293224 [ | 0/12  Unclassified

oPAMI  CHEMBL233 [ | 176 Membrane
receptor

oPRD1  CHEMBL236 [ | 176 Membrane
receptor

oPRKI  CHEMBL237 [l | 176 Membrane
receptor

OPRLI  CHEMBL2014 [ | 176 Membrane
receptor

FGF1 CHEMBL2120 [ | 0/6  Secreted




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Microtubule-associated protein tau

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Tyrosine-protein phosphatase non-
receptor type 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Vascular endothelial growth factor
receptor 1

Vascular endothelial growth factor
receptor 2

Vascular endothelial growth factor
receptor 3 (by homology)

Protein kinase C gamma type (by
homology)

Protein kinase C beta type

Uniprot
ID

P10636

P40763

P42224

P52630

Q14765
QINR56

Q5VZF2

QINUKO

P18031

P17706

P17948

P35968

P35916

P05129

P05771

-

Query Molecule

N

Ve

N

Frequency of Target Class

Kinase
33%

Unclassified
33%

Phosphatase
13%

Transcription Factor
20%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
MAPT ~ CHEMBL1293224 [ | 1/12  Unclassified
swro crevelaes [N ]  2s4  Erereon
Factor
staTt CHEMBLet01 [ | 2/4  Unclassified
Factor
Factor
MBNL1 CHEMBL12933177 [ | 0/2  Unclassified
MBNL2 [ ] o0/2  Unclassified
MBNL3 [ ] o0/2  Unclassified
PTPN1 CHEMBL335 -:| 1/6 Tyr Phosphatase
PTPN2 CHEMBL3807 -:| 1/6 Tyr Phosphatase
FT1 CHEMBL1888 [0 | 1/1  TyrKinase
KDR CHEMBL279 [0 ] 1/1  TyrKinase
FiT4  CHEMBL1955 [0 ] 1/1 TyrKinase
PRKCG ~ CHEMBL2938 [00] | 1/137  Ser_ThrKinase
PRKCB  CHEMBL3045 [L00] ] 1/137  Ser_ThrKinase



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Fibroblast growth factor 1
Fibroblast growth factor 2

Heparanase 8 kDa subunit

Inactive heparanase-2 (by homology) Q8WwQ2

Carbonic anhydrase 1
Carbonic anhydrase 2

Carbonic anhydrase 5A,
mitochondrial (by homology)

Carbonic anhydrase 7 (by homology)

Carbonic anhydrase 13 (by
homology)

Carbonic anhydrase 5B,
mitochondrial (by homology)

Carbonic anhydrase 3 (by homology)
Carbonic anhydrase 4

Carbonic anhydrase 12

Carbonic anhydrase 9

Carbonic anhydrase 14 (by
homology)

-

Query Molecule

eveetecas

N s

W

i |

N

Frequency of Target Class
Secreted
13%

Enzyme other
87%

Uniprot

ID

P05230
P09038

QoY251

P00915

P00918

P35218

P43166

Q8N1Q1

Q9Y2D0

P07451
P22748
043570

Q16790

Q9ULX7

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class

code / 2D)

FeF  CHEMBL2120 [0 |  0/13  Secreted
FeF2  CHEMBL3107 [0 | 0/13  Secreted
HPSE CHEMBL3921 [0 ] 0/7  Enzyme
B ] 07 Enyme
cat CHEMBL26t ] | 2/21  Enzyme
cA2 CHEMBL20s [0 ] 2/21  Enzyme
casn  CHEMBL4789 0] ] 2/21  Enzyme
cA7  CHEMBL2326 ] | 2/21  Enzyme
cais  CHEMBL3912 [ | 2/21  Enzyme
case CHEMBL3969 ] | 2/21  Enzyme
cAs  CHEMBL28ss ] | 2/21  Enzyme
cA4  CHEMBL3729 [ |  2/1  Enzyme
caliz CHEMBL3242 [T |  0/13  Enzyme
cA9  CHEMBL3594 [ | 0/15  Enzyme
cAl4  CHEMBL3510 [ |  0/13  Enzyme




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

-

Target

Tyrosine-protein phosphatase non-
receptor type 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Fibroblast growth factor 1
Fibroblast growth factor 2

Vascular endothelial growth factor
A

Heparanase 8 kDa subunit

Inactive heparanase-2 (by
homology)

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Muscarinic acetylcholine receptor
M5 (by homology)

Query Molecule

RE

N

-

N

Frequency of Target Class

Membrane re¢eptor i oiace
7% %

Enzyiie otliei 170
13%

Transcription Factor
20%

Secreted
20%

4

y

/ Unclassified

27%

Uniprot
ID

P18031

P17706

P40763

P42224

P52630

Q14765

P05230

P09038

P15692

QoY251
Q8WWQ2
QINR56

Q5VZF2

QINUKO

P08912

Probability

fggz ChEMBL ID
PTPN1 CHEMBL335 -
PTPN2  CHEMBL3807 [
STAT3  CHEMBL4026 [l
sTATI  CHEMBL6101 [
STAT2 .
STAT4 -
FeFi CHEMBL2120 [
FGF2  CHEMBL3107 [0
VEGFA  CHEMBL1783 [
HPSE  CHEMBL3921 [
HPSE2 .
MBNLT  CHEMBL1293317 [l
MBNL2 B
MBNL3 .
CHRM5  CHEMBL2035 [

# sim.
cmpds (3D  Target Class
/ 2D)

| 4/2  Tyr Phosphatase

| 4/2  Tyr Phosphatase

| 0/4 Transcription
Factor

| 0/4  Unclassified

| 0/4 Transcription
Factor

| 0/4 Transcription
Factor

| 0/8 Secreted

| 0/8  Secreted

| 0/2 Secreted

| 0/4 Enzyme

| 0/4 Enzyme

|  0/3  Unclassified

| 0/3  Unclassified

| 0/3  Unclassified

| 0/2 Membrane

receptor



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Fibroblast growth factor 1
Fibroblast growth factor 2
Heparanase 8 kDa subunit

Inactive heparanase-2 (by
homology)

Carbonic anhydrase 1
Carbonic anhydrase 2

Carbonic anhydrase 5A,
mitochondrial (by homology)

Carbonic anhydrase 7 (by
homology)

Carbonic anhydrase 13 (by
homology)

Carbonic anhydrase 5B,
mitochondrial (by homology)

Carbonic anhydrase 3 (by
homology)

Carbonic anhydrase 4
Ras-related protein Rap-1A
cAMP-specific 3',5'-cyclic
phosphodiesterase 4D

Ras-related protein Rap-1b (by
homology)

Uniprot

ID

P05230
P09038

Q9Y251

Q8WWQ2

P00915

P00918

P35218

P43166

Q8N1Q1

Q9Y2D0

P07451

P22748

P62834

Q08499

P61224

-

Query Molecule

N

-

N

Frequency of Target Class
Secreted
13%

Enzyme other
73%

Gen # sim.
e chEMBLID Probability cmpds (3D  Target Class
code / 2D)
FeFi CHEMBL2120 [[] ] 0/12  Secreted
Fer2 CHEMBL3107 [00] ] 0/12  Secreted
HPSE  CHEMBL392t [L] | 0/7 Enzyme
B ] o7 Enyme
CAT CHEMBL261 [0 ] 1/21  Enzyme
cAz CHEMBL20s [0 ] 1/21  Enzyme
casA  CHEMBL4789 [0 | 1/21  Enzyme
cA7  CHEMBL2326 [[] | 1/21  Enzyme
cats  CHEMBL3912 [I] ] 1/21  Enzyme
cAsB CHEMBL39%69 [L0] | 1/21  Enzyme
cAs  CHEmBL28ss [0 | 1/21  Enzyme
CA4 CHEMBL3729 [0 | 1/1  Enzyme
RAP1A  CHEMBL1255139 [ | 0/1  Unclassified
PDE4D  CHEMBL288 [ | 0/1  Enzyme
RAP1B B | 0/1  Unclassified




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Vascular endothelial growth factor
receptor 1

Vascular endothelial growth factor
receptor 2

Vascular endothelial growth factor
receptor 3 (by homology)

Microtubule-associated protein tau
Fibroblast growth factor 1
Fibroblast growth factor 2

Vascular endothelial growth factor
A

Heparanase 8 kDa subunit

Uniprot
ID

QINR56

Q5VZF2

QINUKO

P40763

P42224

P52630

Q14765

P17948

P35968

P35916

P10636
P05230

P09038
P15692

Q9Y251

-

Query Molecule

N (

N

Frequency of Target Class

Secreted
20%

Unclassified
33%

Kinase
20%

Transcription Factor
20%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code /2D)
MBNL1 CHEMBL1293317 [0 ] 0/2  Unclassified
MBNL2 -:| 0/2 Unclassified
MBNL3 -:| 0/2 Unclassified
staTs  CHEMBL4026 [ | 0/4 ;;irt'sf”pt'on
sTATI  CHEMBLe10t [0 | 0/4  Unclassified
= — T R e
Factor
- — T R
Factor

FLTi CHEMBL1888 [L0] | 1/1  TyrKinase
KDR CHEMBL279 [0 ] 1/1  TyrKinase
FiT4  CHEMBL1955 [0 ] 1/1 TyrKinase
MAPT  CHEMBL1293224 [ | 0/12  Unclassified
FGF1  CHEMBL2120 [ | 0/6  Secreted
FGF2  CHEMBL3107 [ | 0/6  Secreted
VEGFA  CHEMBL1783 [ | 0/2  Secreted
HPSE  CHEMBL3921 [ | 0/4  Enzyme




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Bcl-2-like protein 1

Apoptosis regulator Bcl-2 (by
homology)

Bcl-2-like protein 2 (by homology)
Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Vascular endothelial growth factor
receptor 1

Vascular endothelial growth factor
receptor 2

Vascular endothelial growth factor
receptor 3 (by homology)

Fibroblast growth factor 1

Fibroblast growth factor 2

Uniprot
ID

P40763

P42224

P52630

Q14765
Q07817
P10415

Q92843

QINR56

Q5VZF2

QINUKO

P17948

P35968

P35916

P05230

P09038

-

Query Molecule

N (

N

Frequency of Target Class

Transcription Factor
20%

Secreted

13%

Unclassified
27%

Gen # sim.
°n®  chemBLID Probability cmpds (3D  Target Class
code
/ 2D)
sTaT3 CHEMBL4026 [ ]  o0/4  Lranseripton
Factor
staTi  CHEMBL6101 [[] ]  0/4  Unclassified
= m— PR
Factor
= e R TR
Factor
BCL2Li  CHEMBL4625 [ | 0/1  Cytosolic other
BCLz  CHEMBL4860 [ | 0/1  Cytosolic other
BCL2l2  CHEMBL4677 [ | 0/1  Cytosolic other
MBNL1  CHEMBL1293317 [ |  0/3  Unclassified
MBNL2 N | 0/3  Unclassified
MBNL3 B | 0/3  Unclassified
FLT1 CHEMBL186s [ | 1/1  TyrKinase
KDR CHEMBL279 . | 1/1 Tyr Kinase
FLT4  CHEMBL1955  [I | 1/1 TyrKinase
FGFi  CHEMBL2120  [I] | 0/6  Secreted
FGF2 CHEMBL3107 [ | 0/6  Secreted




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Tyrosine-protein phosphatase non-
receptor type 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Microtubule-associated protein tau

Mu-type opioid receptor

Delta-type opioid receptor

Kappa-type opioid receptor

Nociceptin receptor (by homology)

Fibroblast growth factor 1

Uniprot
ID

QINR56

Q5VZF2

QINUKO

P18031

P17706

P40763

P42224

P52630

Q14765
P10636

P35372

P41143

P41145

P41146

P05230

-

Query Molecule

N e

N

Frequency of Target Class

BEEED]

7%

Unclassified

Membrane receptor 33%

27%

Phosphatase
13%

Transcription Factor
20%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/ 2D)

MBNL1 CHEMBL1293317 [0 ] 0/2  Unclassified

MBNL2 -:| 0/2 Unclassified

MBNL3 -:| 0/2 Unclassified

PTPN1 CHEMBL335 -:| 2/6 Tyr Phosphatase

PTPN2 CHEMBL3807 -:| 2/6 Tyr Phosphatase
Transcription

TAT

sTATs  CHEMBL4026 [ | o

sTATI  CHEMBL6101 [ | 0/4  Unclassified

STAT? . | 0/4 Transcription
Factor
Transcription

STAT4 N | 0/4 o

MAPT  CHEMBL1293224 [ | 0/12  Unclassified

oPAMI  CHEMBL233 [ | 176 Membrane
receptor

oPRD1  CHEMBL236 [ | 176 Membrane
receptor

oPRKI  CHEMBL237 [l | 176 Membrane
receptor

OPRLI  CHEMBL2014 [ | 176 Membrane
receptor

FGF1 CHEMBL2120 [ | 0/6  Secreted




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Tyrosine-protein phosphatase non-
receptor type 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Fibroblast growth factor 1
Fibroblast growth factor 2

Vascular endothelial growth factor
A

Heparanase 8 kDa subunit

Inactive heparanase-2 (by
homology)

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Muscarinic acetylcholine receptor
M5 (by homology)

Uniprot
ID

P40763

P42224

P52630

Q14765

P18031

P17706

P05230

P09038
P15692

QoY251

Q8WWQ2

QINR56

Q5VZF2

QINUKO

P08912

-

Query Molecule

N (

Frequency of Target Class

Membrane receptor
7% Transcription Factor

20%

Enzyme other

Unclassified
27%

G # sim.
ene ChEMBL ID Probability cmpds (3D Target Class

code /2D)

STATS  CHEMBL4026 [ | osa Ensorpton
STATI  CHEMBL6101 [ |  0/4  Unclassified

Transcription
STAT2 - | 0/4 Factor
Transcription

STAT4 ] | 0/4

PTPN1 CHEMBL335 [ | 2/2  Tyr Phosphatase
PTPN2  CHEMBL3807 [0 | 2/2  Tyr Phosphatase

FGF1  CHEMBL2120 [ | 0/8  Secreted

FGF2  CHEMBL3107 [ | 0/8  Secreted

VEGFA  CHEMBL1783 [ | 0/2  Secreted

HPSE  CHEMBL3921 [ | 0/4  Enzyme

HPSE2 B | 0/4  Enzyme

MBNLT  CHEMBL1293317 [ |  0/3  Unclassified
MBNL2 . | 0/3  Unclassified
MBNL3 B | 0/3  Unclassified
cHRMs  CHEMBL2035  [I | o0/2 ?ﬂiﬁ;ﬁ”e



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Protein kinase C gamma type (by
homology)

Protein kinase C beta type (by
homology)

Protein kinase C alpha type

Protein kinase C theta type (by
homology)

Protein kinase C delta type
regulatory subunit (by homology)

PEX

67 kDa matrix metalloproteinase-9
(by homology)

22 kDa interstitial collagenase
Stromelysin-1 (by homology)
Macrophage metalloelastase
Collagenase 3

Stromelysin-2 (by homology)

Matrix metalloproteinase-27 (by
homology)

Aldo-keto reductase family 1 member
B10

Aldose reductase

-

Query Molecule

HE
Hy, aH
an . o
e i
HE v & e
o
2
[

N (

N

Frequency of Target Class

Enzyme other

13%

Kinase
33%

Protease
53%

Uniprot Gene LAl

pro ChEMBL ID Probability cmpds (3D  Target Class

ID code

/ 2D)

POsi29  PRKCG CHEMBL2938 [L T | 10/43  Ser_ThrKinase
POs771  PRKCB CHEMBL3045 [ | 10/43  Ser_ThrKinase
P17252 PRKCA  CHEMBL299 [T | 10/43  Ser_ThrKinase
Q04759 PRKCQ  CHEMBL3920 [ | 10/45  Ser_ThrKinase
Qos6s5  PRKCD  CHEMBL2996 [L | 10/45  Ser_ThrKinase
P08253 MMP2 CHEMBL333 — 17/6 Metallo Protease
P14780 MMP9 CHEMBL321 _:| 17/6 Metallo Protease
P03956 MMP1 CHEMBL332 _:| 17/5 Metallo Protease
P08254 MMP3 CHEMBL283 — 17/5 Metallo Protease
P39900 MMPi2  CHEMBL4393 [ | 14/5  Metallo Protease
P45452 MMP13 CHEMBL280 _:| 14/5 Metallo Protease
P09238 MMP10  CHEMBL4270 _] 17/5 Metallo Protease
Q9H306 MMP27 _] 17/5  Metallo Protease
Oos0218  AKR1B10 CHEMBL5983 [ ] | 15/23 Enzyme
Pisi2t  AKRIBI CHEMBL1900 [ " | 15/23 Enzyme



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N e

Query Molecule

N

( N

Frequency of Target Class

Transcription Factor
6%

Unclassified
13%

Enzyme other
69%

# sim.
Target Uniprot ID (L0 ChEMBL ID Probability cmpds Target Class
code
(3D /2D)
Aldo-keto reductase family 1 060216 AKRiBIO  CHEMBL5983 [N | 4/8  Enzyme
member B10
DNA polymerase beta (by 06746 POLEB cHEmBL2392 [N |  7/11  Enzyme
homology)
Aldose reductase (by pisizi AkRiB1  CHEMBLis00 [N |  4/8  Enzyme
homology)
Aldo-keto reductase family 1
member B15 (by homology) 418 Enzyme
Alcohol dehydrogenase —
P14550 AKR1A1 4 E

[NADP(+)] (by homology) CHEMBL2246 /8 nzyme
1,5-anhydro-D-fructose
reductase (by homology) /8 nzyme
Complex QOUBE0/Q9UBT2 SAE1/UBA2 CHEMBL2095174 —:I 1/1 Unclassified

/Enzyme
piorolubule-associated Pofen | p1ese MAPT  CHEMBL1293224 [ |  4/17  Unclassffied
Corticosteroid 11-beta- P28845 HSD11B1 ~ CHEMBL4235 _:| 20/21 Enzyme
dehydrogenase isozyme 1
Hydroxysteroid 11-beta-
dehydrogenase 1-like protein Q7z5J1 HSD11B1L I ] 20/21 Enzyme
(by homology)
Bile acid receptor Qg6 NRiHs  CHEMBL2047 (DD | 2e/13  lranserietion

Factor
M-phase inducer phosphatase 30304 CDC25A CHEMBL3775 _:I 3/19 Ser_Thr_Tyr
1 Phosphatase
M-phase inducer phosphatase 30305 CDC25B CHEMBL4804 _:I 3/19 Ser_Thr_Tyr
2 (by homology) Phosphatase
DNA topoisomerase 2-alpha P11388 TOP2A CHEMBL1806 _:l 1/2 Enzyme
DNA topoisomerase 2-beta (by 50544 Top2s CHEMBL33%6 [N | 1/2  Enzyme

homology)



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Integrin alpha-L
Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

DNA polymerase alpha catalytic
subunit

Quinone oxidoreductase (by
homology)

Microtubule-associated protein tau

3-hydroxy-3-methylglutaryl-
coenzyme A reductase (by
homology)

Tubulin--tyrosine ligase
22 kDa interstitial collagenase
Stromelysin-1

Neutrophil collagenase (by
homology)

Macrophage metalloelastase (by
homology)

Collagenase 3 (by homology)

Uniprot
ID

P20701

P40763

P42224

P52630

Q14765

P09884

Q08257

P10636

P04035

Q8NG68
P03956

P08254

P22894

P39900

P45452

-

Query Molecule

N (

N

Frequency of Target Class

Membrane receptor

Transcription Factor
20%

7%

Protease
33%

Enzyme other
27%

Gene # sim.
e ChEMBL ID Probability cmpds (3D  Target Class
code
/ 2D)
meAL  CHEMBL1803 [N | 1/4  Membrane
receptor
stats CHEMBL4026 [N | 2/ [ranscripton
Factor
STAT1 CHEMBL6101 _:| 2/1 Unclassified
B e o
Factor
Factor
POLAT  CHEMBL1828 [ ] | 2/10 Enzyme
cRvz  CHEmBLe118 [L] | 10/24 Enzyme
MAPT  CHEMBL1293224 [ | 102/31 Unclassified
WMGCR  CHEMBL402 [0 | 27/75 Enzyme
L CHEMBLSs49 [ | 7/12  Enzyme
wvpi  CHEMBL332 [0 | 118/3  Metallo Protease
MMP3 CHEMBL283 -:| 118/3  Metallo Protease
MMP8 CHEMBL4588 -:l 94/3  Metallo Protease
wMpiz  CHEMBL4393 [0 | 110/3  Metallo Protease
MMP13 CHEMBL280 -:l 110/3  Metallo Protease



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Integrin alpha-L
Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 4 (by homology)

Signal transducer and activator of
transcription 2 (by homology)

Microtubule-associated protein tau

DNA polymerase alpha catalytic
subunit

Nitric oxide synthase, brain (by
homology)

Nitric oxide synthase, inducible

Nitric oxide synthase, endothelial
(by homology)

22 kDa interstitial collagenase
Stromelysin-1
Stromelysin-2 (by homology)

Neutrophil collagenase (by
homology)

Macrophage metalloelastase (by
homology)

Uniprot
ID

P20701

P40763

P42224

Q14765

P52630
P10636

P09884

P29475
P35228
P29474

P03956
P08254

P09238

P22894

P39900

-

Query Molecule

N (

N

Frequency of Target Class

Membrane receptor

Transcription Factor
20%

7%

Protease
33%

Enzyme other
27%

Gene # sim.
e ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
meAL  CHEMBL1803 [N  3/4  Membrane
receptor
stats  CHEMBL4026 [I] 4/ Lranscripton
Factor
staTt CHEmBLet01 [ 4/1 Unclassified
T
Factor
Factor
MAPT ~ CHEMBL1293224 [ | 234/32 Unclassified
POLAl  CHEMBL1828 [ ] | 3/10 Enzyme
Nosi  CHEMBL3s68 [ | | 12/15 Enzyme
Nos2  CHEMBL448t [ | 12/15 Enzyme
Noss  CHEMBL4803 [ ] | 12/15 Enzyme
wvpi  CHEMBL332 [0 | 280/3  Metallo Protease
MMP3 CHEMBL283 -:| 280/3  Metallo Protease
mMPio  CHEMBL4270 [ | 280/3 Metallo Protease
wmps  CHEMBL4588 [ | 212/3 Metallo Protease
MMPi2  CHEMBL4393 [ | 264/3 Metallo Protease



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Integrin alpha-L

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 4 (by homology)

Signal transducer and activator of
transcription 2 (by homology)

Microtubule-associated protein tau

DNA polymerase alpha catalytic
subunit

Quinone oxidoreductase (by
homology)

Corticosteroid 11-beta-
dehydrogenase isozyme 1

Hydroxysteroid 11-beta-
dehydrogenase 1-like protein (by
homology)

Nitric oxide synthase, inducible (by
homology)

Nitric oxide synthase, endothelial
(by homology)

Nitric oxide synthase, brain (by
homology)
3-hydroxy-3-methylglutaryl-
coenzyme A reductase (by
homology)

Apoptosis regulator Bcl-2

Uniprot
ID

P20701

P40763

P42224

Q14765

P52630
P10636

P09884

Q08257

P28845

Q7Z5J1

P35228

P29474

P29475

P04035

P10415

-

Query Molecule

N

( N

Frequency of Target Class

Cytosoliciother: receptor
=)

Transcription Factor
20%

7% %

Enzyme other
53%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
meaL  CHEMBL1s03 [N |  3/4  Vemorane
receptor
stats  CHEMBL4026 [N | 3/1  Lranscrietion
Factor
STAT{ CHEMBL6101 _:| 3/1 Unclassified
S I
Factor
Factor
MAPT ~ CHEMBL1293224 [ | 70/32 Unclassified
POLAl  CHEMBL1828 [ | 2/10 Enzyme
CRvz  CHEMBLe118 [ " | 10/24 Enzyme
HsD11B1  CHEMBL4235 [ | e4/21 Enzyme
HSD11B1L [ ] e4/21 Enzyme
nos2  CHEMBL448t [T | 2/15  Enzyme
Noss  CHEMBL4803 [ | 2/15 Enzyme
nost  CHEMBL3s68 [ | 2/15 Enzyme
HMGCR  CHEMBL4o2 [ | 32/79  Enzyme
BcLe  CHEMBL48s0 [ ] | 7/2  Cytosolic other



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

-

Target

Integrin alpha-L
Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Prostaglandin G/H synthase 1 (by
homology)

Prostaglandin G/H synthase 2
22 kDa interstitial collagenase
Stromelysin-1

Neutrophil collagenase

Macrophage metalloelastase (by
homology)

Collagenase 3 (by homology)
Stromelysin-2 (by homology)
Matrix metalloproteinase-27 (by

homology)

Gilucocorticoid receptor

Query Molecule

N

Ve

N

Frequency of Target Class

Membrane receptor

Transcription Factor
27%

7%

Protease

HO iy 47%
H
Enzyme othery
13%
Uniprot Gene s
pro ChEMBL ID Probability cmpds (3D Target Class
ID code
/ 2D)

P20701 ITGAL  CHEMBL1803 - 3/4 Membrane

receptor
paores  sTaTs  CHEMBL40z6 [N | 3/t lramscripton

Factor
P42224 STATT  CHEMBL6101 _:| 3/1 Unclassified

Factor

Factor
P23219 PTGst  CHEMBL22t [ | 18/6  Enzyme
Passss  PTGs2  CHEMBL230 [ " | 18/6 Enzyme
P03956 MMP1 CHEMBL332 _:| 102/3  Metallo Protease
P08254 MMP3 CHEMBL283 _:| 102/3 Metallo Protease
P22894 MMP8  CHEMBL4588 _:| 88/3 Metallo Protease
P39900  MMPi2 CHEMBL4393 [ |  91/3  Metallo Protease
P45452 MMP13 CHEMBL280 _:| 91/3 Metallo Protease
P09238 MMP10  CHEMBL4270 _:| 102/3  Metallo Protease
Q9H306 MMP27 _:| 102/3  Metallo Protease
Postso  Nmaci  CHEMBL2034 [N | S5e/s9  ramseripton

Factor



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N e

Target

Integrin alpha-L
Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 4 (by homology)

Signal transducer and activator of
transcription 2 (by homology)

Quinone oxidoreductase (by
homology)

DNA polymerase alpha catalytic
subunit

Adenosine receptor A1

Nuclear receptor subfamily 1 group |
member 2

Prostaglandin G/H synthase 1
Prostaglandin G/H synthase 2
Cytochrome P450 19A1

22 kDa interstitial collagenase
Stromelysin-1

Neutrophil collagenase (by
homology)

Query Molecule

N (

Protease
20%

Enzyme other
33%

Frequency of Target Class

Membrane receptor
13%

N

Transcription Factor
27%

Uniprot
ID

P20701

P40763

P42224

Q14765

P52630

Q08257

P09884

P30542

075469

P23219
P35354
P11511
P03956

P08254

P22894

Gene
code

ITGAL

STAT3

STATH

STAT4

STAT2

CRYZ

POLA1

ADORAT1

NR1I2

PTGS1
PTGS2
CYP19A1
MMP1

MMP3

MMP8

ChEMBL ID

CHEMBL1803

CHEMBL4026

CHEMBL6101

CHEMBL6118

CHEMBL1828

CHEMBL226

CHEMBL3401

CHEMBL221
CHEMBL230
CHEMBL1978
CHEMBL332
CHEMBL283

CHEMBL4588

# sim.
cmpds (3D
/ 2D)

Probability

2/4

2/1

2/1

2/1

41/1

5/1

3/8

3/8

1/71
94/2
94/2

86/2

Target Class

Membrane
receptor

Transcription
Factor

Unclassified

Transcription
Factor

Transcription
Factor

Enzyme

Enzyme

Membrane
receptor

Transcription
Factor

Enzyme
Enzyme
Enzyme
Metallo Protease

Metallo Protease

Metallo Protease



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Fatty acid-binding protein, heart

Fatty acid-binding protein,
adipocyte

Fatty acid-binding protein,
epidermal

Fatty acid-binding protein 12 (by
homology)

Fatty acid-binding protein, brain (by
homology)

Myelin P2 protein (by homology)

Fatty acid-binding protein 9 (by
homology)

Fatty acid-binding protein, intestinal

Tyrosyl-DNA phosphodiesterase 1
M-phase inducer phosphatase 1

M-phase inducer phosphatase 2
(by homology)

Corticosteroid 11-beta-
dehydrogenase isozyme 1

Hydroxysteroid 11-beta-
dehydrogenase 1-like protein (by
homology)

Prostaglandin E2 receptor EP2
subtype

Microtubule-associated protein tau

Uniprot
ID

P05413

P15090

Q01469

ABNFH5

015540
P02689
Q0Z7S8

P12104

QINUWS

P30304

P30305

P28845

Q72541

P43116

P10636

-

Query Molecule

N

( N

Frequency of Target Class

Unclassified

7%

Membrane r
7%

Phosphatase &
13%

£ W\W N
other
53%
20%
Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
FABP3  CHEMBL3344 [ | 9/3  Cytosolic other
FABP4  CHEMBL2083 [ | 9/3  Cytosolic other
FABPs  CHEMBL3674 [ |  9/3  Cytosolic other
FABP12 e 9/3  Cytosolic other
FABP7 _:| 9/3 Cytosolic other
PMP2 e 9/3  Cytosolic other
FABP9 _:| 9/3 Cytosolic other
FABP2  CHEMBL4879 [ | 1/1  Cytosolic other
TPt CHEMBL1075138 [ | | 6/13 Enzyme
cocesa  CHEMBL3775 [ | t2/16 oot
Phosphatase
cocess  CHEMBL4so:s [N | t2/1  SoThTyr
Phosphatase
HsD11B1  CHEMBL4235 [ ' | 16/10 Enzyme
HSD11B1L [ ] 1e/10 Enzyme
soere creveLiesr  [N]  se/s  Memoae
receptor
MAPT  CHEMBL1293224 _:l 3/8 Unclassified



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics

(2013) 29:3073-3079.

Uniprot

Target D

22 kDa interstitial collagenase P03956
Macrophage metalloelastase P39900
Collagenase 3 P45452
Stromelysin-1 (by homology) P08254
Stromelysin-2 (by homology) P09238
Matrix metalloproteinase-27 (by Q9H306
homology)
PEX P08253
67 kDa matrix metalloproteinase-9 14780
(by homology)
Protein kinase C gamma type (by P05 129
homology)
Protein kinase C beta type (by S
homology)
Protein kinase C alpha type P17252
Protein kinase C theta type (by Q04759
homology)
Protein kinase C.delta type Q05655
regulatory subunit (by homology)
Squalene synthase P37268
Matrix metalloproteinase-20 (by 060882

homology)

-

Query Molecule

N e

N

Frequency of Target Class

Enzyme other

13%

53%
Kinase £
33%

Gene # sim.

ChEMBL ID Probability cmpds (3D Target Class
code

/2D)

wapt  CHEMBL332 [0 | 1/2  Metallo Protease
MMP12 CHEMBL4393 -:| 1/2 Metallo Protease
MMP13 CHEMBL280 -:| 1/2 Metallo Protease
MMP3 CHEMBL283 -:| 1/2 Metallo Protease
MMP10 CHEMBL4270 -:l 1/2 Metallo Protease
MMP27 -:| 1/2 Metallo Protease
MMP2 CHEMBL333 -:| 1/2 Metallo Protease
mMpe  CHEMBL321  [] ] 1/2  Metallo Protease
PRKCG ~ CHEMBL2938 [L0] | 2/22  Ser_ThrKinase
PRKCB  CHEMBL3045 [0 | 2/22  Ser_ThrKinase
PRKCA  CHEMBL299 [ | 2/22  Ser_ThrKinase
PRKCQ  CHEMBL3920 [0 | 2/23  Ser_ThrKinase
PRKCD ~ CHEMBL2996 [0 | 2/23  Ser_ThrKinase
FOFTT  CHEMBL3338 [0 | 117/162 Enzyme
MMP20  CHEMBL1938226 [ |  1/1  Enzyme




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Carbonic anhydrase 1
Carbonic anhydrase 2
Carbonic anhydrase 3 (by homology)

Carbonic anhydrase 5A,
mitochondrial

Carbonic anhydrase 7

Carbonic anhydrase 13 (by
homology)

Carbonic anhydrase 5B,
mitochondrial (by homology)

Carbonic anhydrase 12
Carbonic anhydrase 9
Carbonic anhydrase 14

Dual specificity tyrosine-
phosphorylation-regulated kinase 1A
(by homology)

Amine oxidase [flavin-containing] A
Amine oxidase [flavin-containing] B
Prostaglandin G/H synthase 1
Prostaglandin G/H synthase 2

A s A s N
Query Molecule Frequency of Target Class
s}
o]
Hye”
.
o]
93%
Uniprot Gene # sim.
p ChEMBL ID Probability cmpds (3D  Target Class
ID code
/2D)
P00915 cAl CHEMBL26t [ | 31/13  Enzyme
P00918 caz CHEMBL20s [ | 31/13  Enzyme
P07451 CA3 CHEMBL2885 _:| 31/13 Enzyme
Pss21s  CAsA  CHEMBL4789 [ | 31/13  Enzyme
P43166 ca7  CHEMBL2326 [ | 31/13  Enzyme
Gental  cat3  CHEMBL3912 [ " | 31/13 Enzyme
Qovepo  cAse  CHEMBL3%69 [ " | 31/13 Enzyme
043570 oAtz CHEMBL3242 [ ] | 10/10 Enzyme
Q16790 cAs  CHEMBL3594 [ | 10/10 Enzyme
QoULX7  CA14  CHEMBL3510 [ | 10/10 Enzyme
aieez7  ovRkiA CHEMBL229? [ | 14/1a  So-nTyr
Kinase
P21397  MAOA CHEMBL1951 [T | 3/10  Enzyme
P27338 MAOB  CHEMBL2039 _:| 3/11 Enzyme
Pas2io PTGt CHEMBL221 [ | 54/20 Enzyme
Pasase PGSz CHEMBL230 [ | 54/20 Enzyme



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Tyrosyl-DNA phosphodiesterase 1
Tubulin--tyrosine ligase
Protein kinase C alpha type

Protein kinase C delta type
regulatory subunit (by homology)

Protein kinase C theta type (by
homology)

Protein kinase C gamma type (by
homology)

Protein kinase C beta type (by
homology)

Dual specificity protein
phosphatase 3

Inactive dual specificity
phosphatase 27 (by homology)

Dual specificity phosphatase
DUPD1 (by homology)

Dual specificity protein
phosphatase 13 isoform MDSP (by
homology)

Dual specificity protein
phosphatase 26 (by homology)

Ribosomal protein S6 kinase
alpha-5

Ribosomal protein S6 kinase
alpha-4 (by homology)

Ribosomal protein S6 kinase
alpha-3 (by homology)

Uniprot
ID

QONUWS8
Q8NG68

P17252

Q05655

Q04759

P05129

P05771

P51452

Q5VZP5

Q68J44

Q6B8I1

Q9BV47

075582

075676

P51812

-

3 ( N
Query Molecule Frequency of Target Class
I
aH Phosphatase
= 33%
o
o}
Gene # sim.
ChEMBL ID Probability cmpds (3D Target Class
code
/ 2D)
TOP1  CHEMBL1075138 [ | 0/2 Enzyme
T CHEMBL5549 [ | 0/12  Enzyme
PRKCA  CHEMBL299 [ | 0/141  Ser_ThrKinase
PRKCD CHEMBL2996 . | 0/143  Ser_ThrKinase
PRKCQ  CHEMBL3920 [ | 0/143  Ser_ThrKinase
PRKCG CHEMBL2938 . | 0/141  Ser_Thr Kinase
PRKCB CHEMBL3045 . | 0/141  Ser_Thr Kinase
Ser_Thr_Tyr
DUSP3 -
CHEMBL2635 [ | or1 Phosphatase
Ser_Thr_Tyr
DUSP27 -
. | 0/1 Phosphatase
Ser_Thr_Tyr
DUPD/1 _Thr_
. | 0/1 Phosphatase
Ser_Thr_Tyr
DUSP13 -
. | 0/1 Phosphatase
Ser_Thr_Tyr
DUSP26 -
. | 0/1 Phosphatase
RPS6KAS ~ CHEMBL4237 [ |  0/3  Ser_ThrKinase
RPS6KA4  CHEMBL3125 [ | 0/3  Ser_ThrKinase
RPS6KAZ  CHEMBL2345 [ | 0/3  Ser_ThrKinase




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Aldo-keto reductase family 1
member B10

Aldose reductase (by homology)

Aldo-keto reductase family 1
member B15 (by homology)

Alcohol dehydrogenase [NADP(+)]
(by homology)

1,5-anhydro-D-fructose reductase
(by homology)

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Tyrosine-protein phosphatase non-
receptor type 1

Corticosteroid 11-beta-
dehydrogenase isozyme 1

Hydroxysteroid 11-beta-
dehydrogenase 1-like protein (by
homology)

Tyrosyl-DNA phosphodiesterase 1
Microtubule-associated protein tau
DNA polymerase beta

Receptor-type tyrosine-protein
phosphatase F

Low molecular weight
phosphotyrosine protein
phosphatase

Receptor-type tyrosine-protein
phosphatase delta (by homology)

Uniprot
ID

060218
P15121

C9JRZ8

P14550

Q96JD6

P17706

P18031

P28845

Q7Z5J1

QIONUWS8
P10636

P06746

P10586

P24666

P23468

-

Query Molecule

N (

N

Frequency of Target Class

Membrane receptor
13%

Enzyme
other
60%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
AkriBlo  CHEMBLS983 [ |  6/7  Enzyme
AKR1B1  CHEMBL1900 [ ] 6/7  Enzyme
AKR1B15 _:| 6/7 Enzyme
AKR1IA1  CHEMBL2246 [ T ] 6/7  Enzyme
I o7 Ewyme
PTPN2  CHEMBL3807 [ 1| 16/50 Tyr Phosphatase
PTPN1  CHEMBL335 [ |  16/50  Tyr Phosphatase
HSD11B1  CHEMBL4235 [T | 6/23 Enzyme
HSD11B1L [ ] e/23 Enzyme
TOP1  CHEMBL1075138 [ | 5/15 Enzyme
MAPT  CHEMBL1293224 [T | 10/19  Unclassified
POLB CHEMBL2392 [ 7 | 6/17 Enzyme
PreRe  CHEMBL3521 [N | 1/1  Membrane
receptor
ACP1 CHEMBL4903 —:| 1/1 Tyr Phosphatase
) o e

receptor



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Aldo-keto reductase family 1
member B10

Aldose reductase (by homology)

Aldo-keto reductase family 1
member B15 (by homology)

Alcohol dehydrogenase [NADP(+)]
(by homology)

1,5-anhydro-D-fructose reductase
(by homology)

Microtubule-associated protein tau
Tyrosyl-DNA phosphodiesterase 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Tyrosine-protein phosphatase non-
receptor type 1

Corticosteroid 11-beta-
dehydrogenase isozyme 1

Hydroxysteroid 11-beta-
dehydrogenase 1-like protein (by
homology)

Phospholipase A2
DNA polymerase beta

Receptor-type tyrosine-protein
phosphatase F

Low molecular weight
phosphotyrosine protein
phosphatase

Uniprot
ID

060218
P15121

C9JRZ8

P14550

Q96JD6

P10636

QINUWS

P17706

P18031

P28845

Q72541

P04054

P06746

P10586

P24666

-

Query Molecule

N (

Frequency of Target Class

Membrane receptor
7%

Phosphatase

20%

Unclassified
7%

Enzyme other
67%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/ 2D)
AkriBlo  CHEMBLS983 [ 1 | 7/6  Enzyme
AKR1B1  CHEMBL1900 [T ] 7/6  Enzyme
AKR1B15 _:| 7/6 Enzyme
AKRIAT  CHEMBL2246 [ | 6/6  Enzyme
I ] o6 Enayme
MAPT  CHEMBL1293224 [ T | 10/22  Unclassified
TOP1  CHEMBL1075138 [ | 3/12  Enzyme
PTPN2  CHEMBL3807 [ |  14/50  Tyr Phosphatase
PPNt CHEMBL335 [ " | 14/50 TyrPhosphatase
HsD11B1  CHEMBL4235 [ | 6/23 Enzyme
HSD11B1L [ | 6/23 Enzyme
PLA2GIE  CHEMBL4426 [ 1 | 1/1  Enzyme
POLB  CHEMBL2392 [T | 6/16 Enzyme
preRE CHEMBL3521 [N | 2/1  embrane
receptor
AcPi CHEMBL4903 [ " |  1/1  TyrPhosphatase



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Prostaglandin G/H synthase 1 (by
homology)

Nitric oxide synthase, inducible (by
homology)

Prostaglandin G/H synthase 2 (by
homology)

Nitric oxide synthase, endothelial
(by homology)

Nitric oxide synthase, brain (by
homology)

Aldose reductase (by homology)

Aldo-keto reductase family 1
member B15 (by homology)

Aldo-keto reductase family 1
member B10 (by homology)

Inhibitor of nuclear factor kappa-B
kinase subunit beta

Inhibitor of nuclear factor kappa-B
kinase subunit alpha (by
homology)

Dual specificity tyrosine-
phosphorylation-regulated kinase
1A (by homology)

Microtubule-associated protein tau

ATP-binding cassette sub-family G
member 2

Tyrosyl-DNA phosphodiesterase 1

Arachidonate 5-lipoxygenase

Uniprot
ID

P23219

P35228

P35354

P29474

P29475
P15121

C9JRZ8

060218

014920

015111

Q13627

P10636
Q9UNQO

QI9NUWS

P09917

-

Query Molecule

N (

Kinase
20%

Frequency of Target Class

N

Enzyme other
67%

Gene
code

PTGS1

NOS2

PTGS2

NOS3

NOS1

AKR1B1

AKR1B15

AKR1B10

IKBKB

CHUK

DYRK1A

MAPT

ABCG2

TDP1

ALOX5

CHEMBL1293224

CHEMBL1075138

ChEMBL ID Probability

CHEMBL221

CHEMBL4481

CHEMBL230

CHEMBL4803

CHEMBL3568

CHEMBL1900

CHEMBL5983

CHEMBL1991

CHEMBL3476

CHEMBL2292

CHEMBL5393

webbbLL |

CHEMBL215

# sim.

cmpds (3D

/ 2D)

14 /37

6/3

14/37

6/3

6/3
20/68

20/68

20/68

14/1

14/1

40/ 21

254 /83
8/20

70/24
27/53

Target Class

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme
Enzyme

Enzyme

Enzyme

Ser_Thr Kinase
Ser_Thr Kinase
Ser_Thr_Tyr
Kinase
Unclassified

Unclassified

Enzyme

Enzyme



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Adenosine receptor A1 (by
homology)

Aldose reductase (by homology)

Aldo-keto reductase family 1
member B15 (by homology)

Aldo-keto reductase family 1
member B10 (by homology)

Tyrosyl-DNA phosphodiesterase 1

Dual specificity tyrosine-
phosphorylation-regulated kinase
1A (by homology)

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Xanthine dehydrogenase/oxidase
Aldehyde oxidase (by homology)
Lysine-specific demethylase 4A

Lysine-specific demethylase 4B (by
homology)

Lysine-specific demethylase 4C
(by homology)

Prostaglandin G/H synthase 2

Uniprot
ID

P30542
P15121

C9JRZ8

060218

QI9NUWS

Q13627

QINR56

Q5VZF2

QINUKO

P47989
Q06278

075164

094953

Q9H3RO

P35354

-

Query Molecule

N

Ve

N

Frequency of Target Class

Membrane receptor
7%

Kinase
7%

Enzyme other
67%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
apomAt  CHEMBL226 [N ] 20/10 embrane
receptor

AKRiBI  CHEMBL1900 [0 | 1/56 Enzyme
AKR1B15 _:| 1/56 Enzyme
AKRiBI0O  CHEMBL5983 [ ] | 1/56 Enzyme

TOP1 CHEMBL1075138 [ 1 | 3/11  Enzyme
ovekiA  CHEMBL2eoz [ | 1/12  SoThewr

Kinase

MBNL1 CHEMBL1293317 L] |  1/4  Unclassified
MBNL2 -:| 1/4 Unclassified
MBNL3 -:l 1/4  Unclassified

xoH  CHEMBL1929 [0 ] 0/9 Enzyme

Aoxi  CHEMBL3257 [ ] 0/9 Enzyme
komea  CHEMBLS89S [L] | 0/3  Enzyme
B ] oz Emyme
komac  CHEMBL6175 [L] ] 0/3  Enzyme
PrGs2  CHEMBL230 [0 | 0/5 Enzyme



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Tyrosyl-DNA phosphodiesterase 1
Microtubule-associated protein tau

Quinone oxidoreductase (by
homology)

Ribosomal protein S6 kinase
alpha-5

Ribosomal protein S6 kinase
alpha-4 (by homology)

Ribosomal protein S6 kinase
alpha-3 (by homology)

Ribosomal protein S6 kinase
alpha-2 (by homology)

Ribosomal protein S6 kinase
alpha-1 (by homology)

Ribosomal protein S6 kinase
alpha-6 (by homology)

Prostaglandin G/H synthase 1 (by
homology)

Prostaglandin G/H synthase 2

Platelet-activating factor receptor

M-phase inducer phosphatase 1

M-phase inducer phosphatase 2

Cytochrome P450 19A1

Uniprot
ID

QI9NUWS

P10636

Q08257

075582

075676

P51812

Q15349

Q15418

Q9UK32

P23219
P35354

P25105

P30304

P30305

P11511

-

N e 3
Query Molecule Frequency of Target Class
Phosphatase
13%
HSC CHS Enzyme other
—
o
o “oH
CH,
Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
TP1  CHEMBL1075138 [ ] | 24/5 Enzyme
MAPT  CHEMBL1293224 [ ] | 44/21  Unclassified
cRvz  CHEmBLe118 [ ] | 1/21 Enzyme
RPsekAs  CHEMBL4237 [ | 1/4  Ser_ThrKinase
RPseka4  CHEMBL3125 [ | 1/4  Ser_ThrKinase
RPsekAs  CHEMBL2345 [ | 1/4  Ser_ThrKinase
RPsekaz  CHEMBL3906 [ |  1/4  Ser_ThrKinase
RPsekAl  CHEMBL2553 [ | 1/4  Ser ThrKinase
RPsekas  CHEMBL4924 [0 | 1/4  Ser_ThrKinase
PGst  CHEMBL22t [ ] 3/11  Enzyme
PrGs2  CHEMBL230 [ ] ]| 3/11  Enzyme
PTAFR  CHEMBL250 [N ] 14/19 Membrane
receptor
Ser_Thr_Tyr
cocesa  CHEMBL3775 [ ] 1/17 Phosphatase
Ser_Thr_Tyr
cocess  CHEMBL4so4 [ | 1/17 Phosphatase
cvpioat  CHEMBL1978 [0 | 23/22 Enzyme



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Androgen receptor

Tyrosyl-DNA phosphodiesterase 1
Cytochrome P450 19A1

3-hydroxy-3-methylglutaryl-
coenzyme A reductase

Lanosterol 14-alpha demethylase
(by homology)

Oxysterols receptor LXR-beta (by
homology)

Oxysterols receptor LXR-alpha

Low-density lipoprotein receptor
Very low-density lipoprotein
receptor (by homology)

Low-density lipoprotein receptor-
related protein 8 (by homology)

Steroid 17-alpha-
hydroxylase/17,20 lyase

Estrogen receptor

Estrogen receptor beta
Sodium-dependent noradrenaline
transporter

Sodium-dependent dopamine
transporter (by homology)

Uniprot

ID

P10275

QINUWS

P11511

P04035

Q16850

P55055

Q13133

P01130

P98155

Q14114

P05093

P03372

Q92731

P23975

Q01959

-

Query Molecule

N

Ve

N

Frequency of Target Class

Transcription Factor
33%

Membrane receptor \
20%

Enzyme other
33%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
sn cHEmBLs7 [N | 13/90  ranseriton
Factor
TOP1  CHEMBL1075138 [ " | 5/14  Enzyme
cvpioat  CHEMBL1978 [T |  4/135 Enzyme
HMGCR  CHEMBL402 [T | 24/33  Enzyme
cvpsiat CHEMBL3849 [ | 2/2  Enzyme
wre  creveLaoss [N ]  e/z  [ESoren
Factor
NRiHs  CHEMBL2sos [N | s8/23  [ranscrition
Factor
totR  CHEMBL3311 [ | fo/1o embrane
receptor
B | o/ Mo
receptor
I | o0 Memoe
receptor
cypi7al  CHEMBL3522 [ | 21/56 Enzyme
esni CHEMBL20s DD | 1/52  Lanscripton
Factor
esre  CHEMBL242 [ | 1/s2  ranseripton
Factor
SLCBA2 CHEMBL222 _:| 37/6 Transporter
SLC6A3 CHEMBL238 _:l 37/6  Transporter



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Tyrosyl-DNA phosphodiesterase 1
Androgen receptor
3-hydroxy-3-methylglutaryl-

coenzyme A reductase

Lanosterol 14-alpha demethylase
(by homology)

Oxysterols receptor LXR-beta (by
homology)
Oxysterols receptor LXR-alpha

Cytochrome P450 19A1

Steroid 17-alpha-
hydroxylase/17,20 lyase
Low-density lipoprotein receptor
Very low-density lipoprotein
receptor (by homology)
Low-density lipoprotein receptor-

related protein 8 (by homology)

Estrogen receptor

Estrogen receptor beta
Sodium-dependent noradrenaline
transporter

Sodium-dependent serotonin
transporter

Uniprot

ID

QI9NUWS

P10275

P04035

Q16850

P55055

Q13133

P11511

P05093

P01130

P98155

Q14114

P03372

Q92731

P23975

P31645

-

N

Query Molecule

( N

Frequency of Target Class

Enzyme other
33%

Transporter
13%

b

Membrane receptor |,
20%

Transcription Factor

33%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
TOP1  CHEMBL1075138 [ | 4/14  Enzyme
ar cHEMBLIS7 [ |  1o/g0  ranscrition
Factor
HMGCR  CHEMBL402 [ ]| 16/33 Enzyme
cvPsiat - CHEMBL3849 [ | 2/2  Enzyme
NRiHe  CHEMBL40o3 [N | 13723 ranseripton
Factor
NRiHs  CHEMBL2sos [N | 13/23  Lranscrieton
Factor
cvpioat  CHEMBL1978 [ 1 | 5/135 Enzyme
cvpi7ai  CHEMBL3522 [T | 17/56 Enzyme
lotR  CHEMBL3311 [ | to/10 embrane
receptor
i TR i
receptor
| oo e
receptor
esni CHEMBL20s [N | 3/52  Lanscripton
Factor
esre  CHEMBL242 [ | 3/s2  ranseripton
Factor
SLCBA2 CHEMBL222 _:| 38/6 Transporter
SLC6A4 CHEMBL228 _:l 40/6  Transporter



SwissTargetPrediction report:

2 e N e N

Reference: Query Molecule Frequency of Target Class

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Transporter
20%

Membrane
receptor
40%

Transcription Factor
20%

Phosphatase nzymoe gley

13%

Uniprot Gene s
Target i ChEMBL ID Probability cmpds (3D  Target Class
ID code
/ 2D)
D(2) dopamine receptor prests  oRoz  CHEMBL217 [ | 11/1  Membrane
receptor
D(3) doparmine receptor Pz  DRDs  CHEMBL2s4 [N ] e/1  emorane
receptor

3-hydroxy-3-methylglutaryl-

P04035  HMGCR CHEMBL402 [ " | 7/98 Enzyme
coenzyme A reductase

5-hydroxytryptamine receptor 1A P08908 HTR1A  CHEMBL214 -:| 7/1 Membrane
receptor

5-hydroxytryptamine receptor 1B (by

poszze wirie CHEMBLisos [N | 7/1 emoene
homology) receptor

Tyrosine-protein phosphatase non- P17706 PTPN2  CHEMBL3807 -:| 5/48  Tyr Phosphatase
receptor type 2 (by homology)

Tyrosine-protein phosphatase non- 18031 [— CHEMBL335 -:I 5/48  Tyr Phosphatase
receptor type 1

Glucocorticoid receptor P04150 NR3C1  CHEMBL2034 -:| 7/18 'llz'girtls::rlptlon
Mineralocorticoid receptor (by 08235 NR3C2  CHEMBLA994 -:I 7720 Transcription
homology) Factor

Androgen receptor (by homology) ~ P10275 AR CHEMBL1S71 [ | 17/29 l;i’;gf”pt'on

Sodium-dependent noradrenaline

P23e7s  sicerz CHEMBL222 [T | 8/2  Transporter
transporter

Substance-P receptor (by homology)  P25103 TACR1 CHEMBL249 -:| 29/1 xzz;;arne

Sodium-dependent serotonin

P31645 SLC6A4  CHEMBL228 -:| 11/2 Transporter
transporter

Sodium-dependent dopamine oiss  sicens  CHEMBL23s [ | 8/2  Transporter
transporter

Neuromedin-K receptor (by

homology) receptor



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N s

Target

Androgen receptor

M-phase inducer phosphatase 1

M-phase inducer phosphatase 2

UDP-glucuronosyltransferase 1-4

UDP-glucuronosyltransferase 1-9
(by homology)

UDP-glucuronosyltransferase 1-6
(by homology)

UDP-glucuronosyltransferase 1-1
(by homology)

UDP-glucuronosyltransferase 1-3
(by homology)

UDP-glucuronosyltransferase 1-5
(by homology)

UDP-glucuronosyliransferase 1-7
(by homology)

UDP-glucuronosyliransferase 1-10
(by homology)

UDP-glucuronosyltransferase 1-8
(by homology)

Estrogen receptor

Estrogen receptor beta

Carbonic anhydrase 1

Query Molecule

N

Ve

N

Frequency of Target Class

Transcription Factor
20%

Phosphatase
13%

Enzyme other
67%

Uniprot
ID

P10275

P30304

P30305
P22310

060656

P19224

P22309

P35503

P35504

Q9HAW7

Q9HAWS

Q9HAW9

P03372

Q92731

P00915

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
an CcHEmBL1s7t [ | /14  ranscriton
Factor
Ser_Thr_Tyr
cocesa  CHEMBL3775 [ | 5/8 Phosphatase
Ser_Thr_Tyr
cocese CHEMBL4so4 [ | 5/8 Phosphatase
ueTiA«  CHEMBL3s19 [ " | 1/1  Enzyme
UGTIAS CHEMBL1743319 [ | 1/1  Enzyme
ueTiA6 CHEMBL1743316 [ " |  1/1  Enzyme
uGTiAl  CHEMBL1287617 [0 | 1/1  Enzyme
I ] ey
UGTIA7 CHEMBL1743317 [ | 1/1  Enzyme
UGTIAT0 CHEMBL1743320 [ " | 1/1  Enzyme
ueTiAs CHEMBL1743318 [ " | 1/1  Enzyme
esni CHEMBL20s [N | a/2  Lanseripton
Factor
esre CHEMBL242 [N | 3/2  [ranseripton
Factor
CAI CHEMBL26t [ | 23/2 Enzyme



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Tyrosyl-DNA phosphodiesterase 1
Cannabinoid receptor 1 (by
homology)

Androgen receptor
Sodium-dependent noradrenaline
transporter

Sodium-dependent serotonin
transporter

Sodium-dependent dopamine
transporter (by homology)

Steroid 17-alpha-
hydroxylase/17,20 lyase

3-hydroxy-3-methylglutaryl-
coenzyme A reductase

Oxysterols receptor LXR-beta

Oxysterols receptor LXR-alpha

Cholinesterase (by homology)
Acetylcholinesterase

Lanosterol 14-alpha demethylase
(by homology)

Sodium- and chloride-dependent
glycine transporter 1 (by homology)

Sodium- and chloride-dependent
glycine transporter 2 (by homology)

Uniprot
ID

QINUWS

P21554

P10275

P23975

P31645

Q01959

P05093

P04035

P55055

Q13133

P06276

P22303

Q16850

P48067

Q9Y345

-

Query Molecule

WaH

N

Ve

Frequency of Target Class

Transporter
33% Enzyme
other

40%

Transcription Factolzmbrane receptor

20% 7%

N

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/ 2D)
TOP1  CHEMBL1075138 [ | 4/12 Enzyme
oNri CHEMBLzis [ | 78/26 embrane
receptor
s cHEmBLs7t [ | 5/77  lranscription
Factor
sicenz  CHEMBL222 [ ] | 17/6  Transporter
SLCBA4 CHEMBL228 -:| 20/6  Transporter
SLC6A3 CHEMBL238 -:| 17/6  Transporter
cvpizal  CHEMBL3522 [ | 2/32 Enzyme
HMGCR  CHEMBL402 [ 7 | 16/3 Enzyme
NRiHe  CHEMBL4oss [ | i7/23  ranscripton
Factor
NRiHs  CHEMBLzsos [ ] i7/23  [ranseripton
Factor
BcHE  CHEMBL1914 [0 ] 12/1  Enzyme
AcHE  CHEMBL220 [ | 12/1  Enzyme
cvpsiAt  CHEMBL3849 [0 ] 2/2  Enzyme
SLC6A9 CHEMBL2337 -:| 5/6 Transporter
SLC6A5 CHEMBL3060 -:| 5/6 Transporter



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

# sim.
Target Uniprot ID (L) ChEMBL ID Probability cmpds Target Class
code
(3D / 2D)

DNA polymerase beta (by 06746 POLE cHEmBL2392 [ | 5/12  Enzyme
homology)
Aldo-keto reductase family 1 060218 AKR1B10 CHEMBL5983 _:l 3/8 Enzyme
member B10
Aldose reductase (by homology) P15121 AKR1B1 CHEMBL1900 —:| 3/8 Enzyme
Complex QoUBEO/QsUBT2 sAE1/UBA2 CHEMBL2095174 [N | 1/1  orclassified

/Enzyme
Aldo-keto reductase family 1
member B15 (by homology) 3/8 Enzyme
Alcohol dehydrogenase
[NADP(+)] (by homology) CHEMBL2246 3/8  Enzyme
1,5-anhydro-D-fructose
reductase (by homology) 3/8 Enzyme
Microtubule-associated protein -
L P10636 MAPT  CHEMBL1293224 [ | 2/17  Unclassified
Corticosteroid 11-beta- Pogsss  HsDite1  CHEMBL4235 [N | 5/14 Enzyme
dehydrogenase isozyme 1
Hydroxysteroid 11-beta-
dehydrogenase 1-like protein Q7Z5J1 HSD11B1L —:| 5/14  Enzyme
(by homology)
Tyrosy-DNA QoNUWS TOP1  CHEMBL1075138 [ | 1/17 Enzyme
phosphodiesterase 1
Tyrosine-protein phosphatase 17706 PTPN2 CHEMBL3807 _:I 10/32 Tyr
non-receptor type 2 Phosphatase
Tyrosine-proleln pRosphatase  piggs1  preni  CHEMBLSSS [N | to0/z2
non-receptor type 1 Phosphatase
Bile acid receptor Qg6RI1 NRiH4  CHEMBL2047 [DDDDMN | o0/13  ranserieton

Factor
M-phase inducer phosphatase 1 P30304 cocesa  CHEMBL3775 [ ] 5719 Ser_Thr_Tyr

-

Query Molecule

N

Ve

Frequency of Target Class

Transcription Factor
6%

Phosphatase

19%

Unclassified
13%

Phosphatase



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Cocaine esterase

Liver carboxylesterase 1
Dynamin-1

Tyrosyl-DNA phosphodiesterase 1

N-acylethanolamine-hydrolyzing
acid amidase subunit alpha (by
homology)

Carboxylesterase 5A (by
homology)

Carboxylesterase 3 (by homology)
Dynamin-2 (by homology)
Dynamin-3 (by homology)
Activation peptide fragment 1

Dual specificity protein
phosphatase 3

M-phase inducer phosphatase 1
(by homology)

M-phase inducer phosphatase 2
(by homology)

Inactive dual specificity
phosphatase 27 (by homology)

Dual specificity phosphatase
DUPD1 (by homology)

Uniprot
ID

000748
P23141
Q05193

QIONUWS8

Q02083

Q6NT32

Q6UWWS
P50570
QouQ1e

P00734

P51452

P30304

P30305

Q5VZP5

Q68J44

-

Query Molecule

N

( N

Frequency of Target Class

Phosphatase
33%

Enzyme other
47%

Protease

7%

Structural
13%

Probability

Gene ChEMBL ID
code
CEs2  CHEMBL3180 |
CEST CHEMBL2265 |
DNM1  CHEMBL4958 |
TOP1  CHEMBL1075138 |
NAAA  CHEMBL4349 |
CES5A [
CES3 [
DNM2  CHEMBL5812 |
DNM3 |
F2 CHEMBL204 |
DUSP3  CHEMBL2635 |
cbc2sA  CHEMBL3775 |
cbc2sB  CHEMBL4804 |
DUSP27 I
DUPD1 |

# sim.
cmpds (3D  Target Class
/ 2D)

| 0/6 Enzyme

| 0/6 Enzyme

| 0/1  Stuctural

| 0/1 Enzyme

| 0/1 Enzyme

| 0/6 Enzyme

| 0/6 Enzyme

| 0/1 Enzyme

| 0/1  Stuctural

| 1/0  Serine Protease
Ser_Thr_Tyr

| 2/0 Phosphatase
Ser_Thr_Tyr

| 5/0 Phosphatase
Ser_Thr_Tyr

| 5/0 Phosphatase
Ser_Thr_Tyr

| 2/0 Phosphatase

| 270 Ser_Thr_Tyr

Phosphatase



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Cocaine esterase
Liver carboxylesterase 1
Dynamin-1

Tyrosyl-DNA
phosphodiesterase 1

N-acylethanolamine-hydrolyzing
acid amidase subunit alpha (by
homology)

Carboxylesterase 5A (by
homology)

Carboxylesterase 3 (by
homology)

Dynamin-2 (by homology)
Dynamin-3 (by homology)
Carbonic anhydrase 1

Carbonic anhydrase 2
Alpha-trypsin chain 1

Carbonic anhydrase 4

Glutamate receptor ionotropic,
NMDA 1

Complex

-

Uniprot ID

QINUWS

Q6UWWS

Query Molecule

N

-

N

Frequency of Target Class

Structural
13%

Enzyme other
67%

# sim.
Gene code ChEMBL ID Probability cmpds Target Class
(3D/2D)
CES2 CHEMBL3180 | | 0/6 Enzyme
CESt CHEMBL2265 | | 0/6 Enzyme
DNM! CHEMBL4958 | | 0/1  Stuctural
TDP1  CHEMBL1075138 | | 0/1  Enzyme
NAAA CHEMBL4349 | | 0/1  Enzyme
CES5A [ | 0/6 Enzyme
CES3 [ | 0/6 Enzyme
DNM2 CHEMBL5812 | | 0/1  Enzyme
DNM3 [ | 0/1  Stuctural
CA1 CHEMBL261 | | 0/3 Enzyme
CA2 CHEMBL205 | | 0/3  Enzyme
PRSST CHEMBL209 | | oyq  Serie
Protease
CA4 CHEMBL3729 | | 0/3 Enzyme
GRINT CHEMBL2015 | | 0/1  lonchannel
Q05586/Q12879 GRIN1/GRIN2A CHEMBL1907604 | | 0/1  lonchannel




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

M-phase inducer phosphatase 1
(by homology)

M-phase inducer phosphatase 2
(by homology)

Cocaine esterase

Liver carboxylesterase 1
Dynamin-1

Tyrosyl-DNA phosphodiesterase 1

N-acylethanolamine-hydrolyzing
acid amidase subunit alpha (by
homology)

Carboxylesterase 5A (by
homology)

Carboxylesterase 3 (by homology)
Dynamin-2 (by homology)
Dynamin-3 (by homology)
Carbonic anhydrase 1

Carbonic anhydrase 2
Alpha-trypsin chain 1

Carbonic anhydrase 4

Uniprot
ID

P30304

P30305

000748
P23141
Q05193

QINUWS

Q02083

QBNT32

QBUWWS
P50570
QouQie
P00915
P00918
P07477

P22748

-

Query Molecule

N s

Frequency of Target Class

N

Pro7t°e/ase Phosphatase
= 13%

Enzyme other
67%

Gene
code

CDC25A

CDC25B

CES2
CESH
DNM1

TDP1

NAAA

CES5A

CES3
DNM2
DNM3
CA1
CA2
PRSS1

CA4

ChEMBL ID

CHEMBL3775

CHEMBL4804

CHEMBL3180
CHEMBL2265
CHEMBL4958

CHEMBL1075138

CHEMBL4349

CHEMBL5812

CHEMBL261
CHEMBL205
CHEMBL209
CHEMBL3729

Probability

# sim.
cmpds (3D  Target Class
/ 2D)
| 1/0 Ser_Thr_Tyr
Phosphatase
| 1/0 Ser_Thr_Tyr
Phosphatase

0/6 Enzyme

0/6 Enzyme

0/1 Structural

0/1 Enzyme

| 0/1 Enzyme

| 0/6  Enzyme

0/6 Enzyme

0/1 Enzyme

0/1 Structural

0/3 Enzyme

0/1 Serine Protease

|
|
|
| 0/3 Enzyme
|
|
|

0/3 Enzyme




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Cocaine esterase
Liver carboxylesterase 1
Dynamin-1

Tyrosyl-DNA
phosphodiesterase 1

N-acylethanolamine-hydrolyzing
acid amidase subunit alpha (by
homology)

Carboxylesterase 5A (by
homology)

Carboxylesterase 3 (by
homology)

Dynamin-2 (by homology)
Dynamin-3 (by homology)
Carbonic anhydrase 1

Carbonic anhydrase 2
Alpha-trypsin chain 1

Carbonic anhydrase 4

Glutamate receptor ionotropic,
NMDA 1

Complex

-

Uniprot ID

QINUWS

Q6UWWS

Query Molecule

N

-

N

Frequency of Target Class

Structural
13%

Enzyme other
67%

# sim.
Gene code ChEMBL ID Probability cmpds Target Class
(3D/2D)
CES2 CHEMBL3180 | | 0/6 Enzyme
CESt CHEMBL2265 | | 0/6 Enzyme
DNM! CHEMBL4958 | | 0/1  Stuctural
TDP1  CHEMBL1075138 | | 0/1  Enzyme
NAAA CHEMBL4349 | | 0/1  Enzyme
CES5A [ | 0/6 Enzyme
CES3 [ | 0/6 Enzyme
DNM2 CHEMBL5812 | | 0/1  Enzyme
DNM3 [ | 0/1  Stuctural
CA1 CHEMBL261 | | 0/3 Enzyme
CA2 CHEMBL205 | | 0/3  Enzyme
PRSST CHEMBL209 [ | oyq  Serie
Protease
CA4 CHEMBL3729 | | 0/3 Enzyme
GRINT CHEMBL2015 | | 0/1  lonchannel
Q05586/Q12879 GRIN1/GRIN2A CHEMBL1907604 | | 0/1  lonchannel




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Cocaine esterase
Liver carboxylesterase 1
Dynamin-1

Tyrosyl-DNA
phosphodiesterase 1

N-acylethanolamine-hydrolyzing
acid amidase subunit alpha (by
homology)

Carboxylesterase 5A (by
homology)

Carboxylesterase 3 (by
homology)

Dynamin-2 (by homology)
Dynamin-3 (by homology)
Carbonic anhydrase 1

Carbonic anhydrase 2
Alpha-trypsin chain 1

Carbonic anhydrase 4

Glutamate receptor ionotropic,
NMDA 1

Complex

-

Uniprot ID

QINUWS

Q6UWWS

Query Molecule

N

-

N

Frequency of Target Class

Structural
13%

Enzyme other
67%

# sim.
Gene code ChEMBL ID Probability cmpds Target Class
(3D/2D)
CES2 CHEMBL3180 | | 0/6 Enzyme
CESt CHEMBL2265 | | 0/6 Enzyme
DNM! CHEMBL4958 | | 0/1  Stuctural
TDP1  CHEMBL1075138 | | 0/1  Enzyme
NAAA CHEMBL4349 | | 0/1  Enzyme
CES5A [ | 0/6 Enzyme
CES3 [ | 0/6 Enzyme
DNM2 CHEMBL5812 | | 0/1  Enzyme
DNM3 [ | 0/1  Stuctural
CA1 CHEMBL261 | | 0/3 Enzyme
CA2 CHEMBL205 | | 0/3  Enzyme
PRSST CHEMBL209 | | oyq  Serie
Protease
CA4 CHEMBL3729 | | 0/3 Enzyme
GRINT CHEMBL2015 | | 0/1  lonchannel
Q05586/Q12879 GRIN1/GRIN2A CHEMBL1907604 | | 0/1  lonchannel




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Cocaine esterase

Liver carboxylesterase 1
Dynamin-1

Tyrosyl-DNA phosphodiesterase 1

N-acylethanolamine-hydrolyzing
acid amidase subunit alpha (by
homology)

Carboxylesterase 5A (by
homology)

Carboxylesterase 3 (by homology)
Dynamin-2 (by homology)
Dynamin-3 (by homology)

M-phase inducer phosphatase 1
(by homology)

M-phase inducer phosphatase 2
(by homology)

Carbonic anhydrase 1
Carbonic anhydrase 2
Alpha-trypsin chain 1

Carbonic anhydrase 4

Uniprot
ID

000748
P23141
Q05193

QIONUWS8

Q02083

Q6NT32

Q6UWWS
P50570

QouQ1e

P30304

P30305

P00915
P00918
P07477

P22748

-

Query Molecule

N s

N

Frequency of Target Class

Protease

Structural
13%

Enzyme other
67%

Probability

Gene ChEMBL ID
code
CEs2  CHEMBL3180 |
CEST CHEMBL2265 |
DNM1  CHEMBL4958 |
TOP1  CHEMBL1075138 |
NAAA  CHEMBL4349 |
CES5A [
CES3 I
DNM2  CHEMBL5812 |
DNM3 |
cbc2s5A  CHEMBL3775 |
cbc25B  CHEMBL4804 |
CAT CHEMBL261 |
CA2 CHEMBL205 |
PRSST CHEMBL209 |
CA4 CHEMBL3729 |

# sim.
cmpds (3D  Target Class
/2D)

| 0/6 Enzyme

| 0/6 Enzyme

| 0/1  Stuctural

| 0/1 Enzyme

| 0/1 Enzyme

| 0/6 Enzyme

| 0/6 Enzyme

| 0/1 Enzyme

| 0/1  Structural

| 1/0 Ser_Thr_Tyr
Phosphatase

| 1/0 Ser_Thr_Tyr
Phosphatase

| 0/3  Enzyme

| 0/3 Enzyme

| 0/1  Serine Protease

| 0/3  Enzyme




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Aldo-keto reductase family 1
member B10 (by homology)

Estrogen receptor
Cytochrome P450 1A2 (by

homology)

Cyclin-dependent kinase 1 (by
homology)

Microtubule-associated protein tau
Cytochrome P450 19A1

Cyclin-dependent kinase 4 (by
homology)

Estradiol 17-beta-dehydrogenase
1

Aldose reductase (by homology)

Casein kinase |l subunit alpha’ (by
homology)

Amine oxidase [flavin-containing] A

Prostaglandin G/H synthase 1 (by
homology)

Cyclin-dependent kinase 2 (by
homology)

Amine oxidase [flavin-containing] B
(by homology)

Adenosine receptor A2a (by
homology)

Uniprot
ID

060218

P03372

P05177

P06493

P10636

P11511

P11802

P14061
P15121
P19784
P21397

P23219

P24941

P27338

P29274

-

Query Molecule

N

Ve

N

Frequency of Target Class

Enzyme other
53%

Transcription Factor
7%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/ 2D)
AkRiBIo  CHEMBL5983 [ 1|  21/67 Enzyme
EsRi CHEMBL20s [N | 165/60 Iranscrition
Factor
cvpiA2  CHEMBL336 [ | 7/13  Enzyme
CDKT CHEMBL308 [ ] 13/22 Ser_ThrKinase
MAPT ~ CHEMBL1293224 [T 44/88  Unclassified
cvpioar  CHEMBL1978 [ ]| 10/19 Enzyme
coka  CHEMBL331 [ ] 13/22  Ser_ThrKinase
HsD1781  CHEMBL3181 [ 1| 87/4 Enzyme
AKR1BI  CHEMBL1900 [ 1| 21/67 Enzyme
csNkeAz  CHEMBL4070 [ | 3/2  Ser_ThrKinase
MAOA  CHEMBL1951 [ | 8/45 Enzyme
PrGst  CHEMBL22t [ | 15/15  Enzyme
coke  CHEMBL301 [ 1| 13/22  Ser_ThrKinase
MAOB  CHEMBL2039 [ 1| 8/45 Enzyme
avorAA  CHEMBL2S! [N |  5/13  embrane

receptor



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

Carbonic anhydrase 12
Epidermal growth factor receptor
Carbonic anhydrase 1

Carbonic anhydrase 2
Phospholipase A2

Receptor tyrosine-protein kinase
erbB-2 (by homology)

Myeloperoxidase

Cytochrome P450 1A2 (by
homology)

Cyclin-dependent kinase 1
Carbonic anhydrase 3
Alpha-trypsin chain 1

PEX

Stromelysin-1

Arachidonate 5-lipoxygenase

Microtubule-associated protein tau

Uniprot
ID
043570
P00533
P00915
P00918

P04054
P04626
P05164
P05177

P06493
P07451
P07477
P08253
P08254
P09917

P10636

-

Query Molecule

N

Ve

N

Frequency of Target Class

Protease

20%

Enzyme other
53%
Kinase
20%

Gene # sim.
code ChEMBL ID Probability cmpds (3D Target Class
/2D)
caiz CHEMBL3242 [ | 3/5 Enzyme
EGFR  CHEMBL203 [ | 6/28  TyrKinase
CA CHEMBL261 [ ] 10/7 Enzyme
cAz CHEMBL20s [ ]| 10/7 Enzyme
PLA2GIB  CHEMBL4426 [ | 1/1  Enzyme
ERes2  CHEMBL1824 [ | 6/28  TyrKinase
wPO  CHEMBL2439 [ ]  1/1  Enzyme
CyPiA2  CHEMBL3356 [ ] 8/13 Enzyme
coki  CHEMBL308 [ ] 3/27  Ser_ThrKinase
cas  CHEMBL2sss [ | 10/7 Enzyme
PRSST CHEMBL209 —:| 1/2  Serine Protease
wmpz  CHEMBL333 [ 1| 5/2  Metallo Protease
MMP3 CHEMBL283 _:| 3/2 Metallo Protease
aoxs  CHEMBL215 [ ]| 10/52 Enzyme
MAPT  CHEMBL1293224 [ | 25/77  Unclassified




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

Target

DNA polymerase beta

Tyrosine-protein phosphatase non-
receptor type 2

Tyrosine-protein phosphatase non-
receptor type 1

Corticosteroid 11-beta-
dehydrogenase isozyme 1

Hydroxysteroid 11-beta-
dehydrogenase 1-like protein (by
homology)

Aldo-keto reductase family 1
member B10

Aldose reductase (by homology)

Aldo-keto reductase family 1
member B15 (by homology)

Alcohol dehydrogenase [NADP(+)]
(by homology)

1,5-anhydro-D-fructose reductase
(by homology)

Phospholipase A2
Microtubule-associated protein tau

Receptor-type tyrosine-protein
phosphatase F

Low molecular weight
phosphotyrosine protein
phosphatase

Receptor-type tyrosine-protein
phosphatase delta (by homology)

Uniprot
ID

P06746

P17706

P18031

P28845

Q7Z5J1

060218
P15121

C9JRZ8

P14550

Q96JD6

P04054

P10636

P10586

P24666

P23468

-

Query Molecule

N

Ve

N

Frequency of Target Class

Membrane receptor
13%

Enzyme
other
60%

n
=
o
@
°
S
=)
I
173
@

20%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/ 2D)
POLB  CHEMBL2392 [T ]  6/19 Enzyme
PTPN2  CHEMBL3807 [T | 15/49  Tyr Phosphatase
PTPN1  CHEMBL335 [ | 15/49  Tyr Phosphatase
HsD11B1  CHEMBL4235 [T | 6/24 Enzyme
HSD11B1L [ | /24 Enzyme
AkriBlo  CHEMBL5983 [T | 4/7  Enzyme
AKRiBI  CHEMBL1900 [ T | 4/7  Enzyme
AKR1B15 e 4/7  Enzyme
AKR1A1  CHEMBL2246 [ | 4/7  Enzyme
D | 47 Eneyme
PLA2GIB  CHEMBL4426 [ | 2/1  Enzyme
MAPT  CHEMBL1293224 —:| 9/20 Unclassified
PreRe  CHEMBL3s21 [N | /1 Membrane
receptor
ACP1 CHEMBL4903 —:| 1/1 Tyr Phosphatase
) o

receptor



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

N

-

Target

22 kDa interstitial collagenase (by
homology)

Cytochrome P450 1A2 (by
homology)

PEX

Stromelysin-1 (by homology)

67 kDa matrix metalloproteinase-9
Aldose reductase (by homology)
Amine oxidase [flavin-containing] A

Amine oxidase [flavin-containing] B
(by homology)

ADP-ribosyl cyclase 1

Adenosine receptor A1 (by
homology)

Macrophage metalloelastase
Collagenase 3 (by homology)
Xanthine dehydrogenase/oxidase
Lactoylglutathione lyase

Lysine--tRNA ligase

Query Molecule

OH

N (

N

Frequency of Target Class

Membrane receptor
7%

Protease
40%

Enzyme other
53%

Uniprot
ID

P03956

P05177

P08253
P08254
P14780
P15121

P21397
P27338
P28907
P30542

P39900
P45452
P47989
Q04760

Q15046

Gene
code

MMP1

CYP1A2

MMP2

MMP3

MMP9
AKR1B1

MAOA

MAOB

CD38

ADORA1

MMP12
MMP13
XDH
GLO1

KARS

ChEMBL ID

CHEMBL332

CHEMBL3356

CHEMBL333
CHEMBL283
CHEMBL321
CHEMBL1900
CHEMBL1951

CHEMBL2039

CHEMBL4660

CHEMBL226

CHEMBL4393
CHEMBL280

CHEMBL1929
CHEMBL2424
CHEMBL5575

Probability

# sim.
cmpds (3D  Target Class
/ 2D)
4/2 Metallo Protease
9/13 Enzyme
4/2 Metallo Protease
4/2 Metallo Protease
4/2 Metallo Protease
19/68 Enzyme
7/31 Enzyme
7/31 Enzyme
1/2 Enzyme
5/23 Membrane
receptor
4/2 Metallo Protease
4/2 Metallo Protease
8/14 Enzyme
3/4 Enzyme
4/3 Enzyme



SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Activation peptide fragment 1
Bcl-2-like protein 1

Apoptosis regulator Bcl-2 (by
homology)

Bcl-2-like protein 2 (by homology)
Microtubule-associated protein tau

Tyrosine-protein phosphatase non-
receptor type 2

Tyrosine-protein phosphatase non-
receptor type 1

3-hydroxy-3-methylglutaryl-
coenzyme A reductase

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Uniprot
ID

P40763

P42224

P52630

Q14765

P00734

Q07817
P10415

Q92843

P10636

P17706

P18031

P04035
QINR56

Q5VZF2

QINUKO

-

Query Molecule

N

Ve

N

Frequency of Target Class

Enzyme other
Transcription Factor
20%

7%

Phosphatase
13%

Cytosolic other
20%

Unclassified
33%

Protease
7%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class

code /2D)

sTaTs  CHEMBL4026 [ | 1/4 ;;ir:sf”pt"’”
staTi  CHEMBL6101 [[] ]  1/4  Unclassified
o R TR

Factor
= NV i
Factor
F2 CHEMBL204 -:| 1/10  Serine Protease

Bolelt  CHEMBL4625 [0 | 0/3  Cytosolic other
Bcle  CHEMBL48s0 [0 |  0/3  Cytosolic other
BCL2L2 CHEMBL4677 -:| 0/3 Cytosolic other
MAPT CHEMBL1293224 ] | 3/24  Unclassified
PTPN2 CHEMBL3807 [[] | 12/35 TyrPhosphatase
PPN CHEMBL335 [0 | 12/35 TyrPhosphatase
HMGCR  CHEMBL402 [ | 2/83  Enzyme

MBNLT  CHEMBL1293317 [ |  2/4  Unclassified
MBNL2 ] | 2/4  Unclassified
MBNL3 N | 2/4  Unclassified




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Fibroblast growth factor 1
Fibroblast growth factor 2
Heparanase 8 kDa subunit

Inactive heparanase-2 (by
homology)

Carbonic anhydrase 1
Carbonic anhydrase 2

Carbonic anhydrase 5A,
mitochondrial (by homology)

Carbonic anhydrase 7 (by
homology)

Carbonic anhydrase 13 (by
homology)

Carbonic anhydrase 5B,
mitochondrial (by homology)

Carbonic anhydrase 3 (by
homology)

Carbonic anhydrase 4
Ras-related protein Rap-1A
cAMP-specific 3',5'-cyclic
phosphodiesterase 4D

Ras-related protein Rap-1b (by
homology)

Uniprot

ID

P05230
P09038

Q9Y251

Q8WWQ2

P00915

P00918

P35218

P43166

Q8N1Q1

Q9Y2D0

P07451

P22748

P62834

Q08499

P61224

-

Query Molecule

N

-

N

Frequency of Target Class
Secreted
13%

Enzyme other
73%

Gen # sim.
e chEMBLID Probability cmpds (3D  Target Class
code / 2D)
FeFi CHEMBL2120 [[] ] 0/12  Secreted
Fer2 CHEMBL3107 [00] ] 0/12  Secreted
HPSE  CHEMBL392t [L] | 0/7 Enzyme
B ] o7 Enyme
CAT CHEMBL261 [0 ] 1/21  Enzyme
cAz CHEMBL20s [0 ] 1/21  Enzyme
casA  CHEMBL4789 [0 | 1/21  Enzyme
cA7  CHEMBL2326 [[] | 1/21  Enzyme
cats  CHEMBL3912 [I] ] 1/21  Enzyme
cAsB CHEMBL39%69 [L0] | 1/21  Enzyme
cAs  CHEmBL28ss [0 | 1/21  Enzyme
CA4 CHEMBL3729 [0 | 1/1  Enzyme
RAP1A  CHEMBL1255139 [ | 0/1  Unclassified
PDE4D  CHEMBL288 [ | 0/1  Enzyme
RAP1B B | 0/1  Unclassified




SwissTargetPrediction report:

Reference:

Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of
bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

Target

Microtubule-associated protein tau

Signal transducer and activator of
transcription 3

Signal transducer and activator of
transcription 1-alpha/beta (by
homology)

Signal transducer and activator of
transcription 2 (by homology)

Signal transducer and activator of
transcription 4 (by homology)

Muscleblind-like protein 1

Muscleblind-like protein 2 (by
homology)

Muscleblind-like protein 3 (by
homology)

Tyrosine-protein phosphatase non-
receptor type 1

Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Fibroblast growth factor 1
Fibroblast growth factor 2

Vascular endothelial growth factor
A

Heparanase 8 kDa subunit

Inactive heparanase-2 (by
homology)

Uniprot
ID

P10636

P40763

P42224

P52630

Q14765
QINR56

Q5VZF2

QINUKO

P18031

P17706

P05230

P09038
P15692

Q9Y251

Q8WWQ2

-

Query Molecule

N

Ve

N

Frequency of Target Class

Enzyme other
13%

Unclassified
33%

Secreted

20%

Phosphatase
13%

Transcription Factor
20%

Gene # sim.
ChEMBL ID Probability cmpds (3D  Target Class
code
/2D)
MAPT ~CHEMBL1293224 [ | 1/12  Unclassified
sTaTs  CHEMBL4o26 [ | 2/4  Lranseripton
Factor
sTATi  CHEMBL6101 [[] ] 2/4  Unclassified
Factor
Factor
MBNL1 CHEMBL12933177 [N | 0/2  Unclassified
MBNL2 B ] 0/2  Unclassified
MBNL3 B ] 0/2  Unclassified
PTPN1 CHEMBL335 -:| 4/6 Tyr Phosphatase
PTPN2 CHEMBL3807 -:| 4/6 Tyr Phosphatase
FeFt CHEMBL2120 [I0] | 1/6  Secreted
FGF2 CHEMBL3107 -:| 1/6 Secreted
VEGFA CHEMBL1783 -:| 1/2 Secreted
WPSE  CHEMBL392t ] | 1/3  Enzyme
o R TR



