Figure S1. SwissTargetPrediction reports of the 20 main secondary metabolites.
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D code

Microtubule-associated proteintau  P10s3s  MAPT ~ CHEMBL1293224 NN 1/4  Unclassified

Cytochrome P450 19A1 Pi1511 Cypioat  CHEMBLI78 [ | 0/5  Enzyme
Desert hedgehog protein G-

product (by homology) 43323 HH 0/10  Unclassified
Indian hedgehog protein N-product [ E— -
0/10  Unclassified
(by homology)
Sonic hedgehog protein C-product o545 sy cuemelssre [ ] 0/10  Unclassied
(by homology)
Lanosterol 14-alpha demethylase
aiesso  cvesiar CHEMBL3s49 [ | 0/1  Enzyme
(by homology) y!
Cathepsin L1 light chain PO7711 cTsL1 CHEMBL3837 .:I 11 Cysteine
Protease

) Cysteine
P crse [ I

Cathepsin B 07858 CHEMBL4072 1/1 Protease

Cysteine

Cathepsin K paess  otsk  CcHEmBlees [ ] 11 oo

. Cysteine
Cathepsin L2 (by homology) 60911 L2 CHEMBL3272 T e
' Cysteine
Cathepsin S (by homology) Pes77a otss  CHEMBL2es4 [ ] 11 oo
Dynamin-1 Qos1e3  DNMI CHEMBL4958 [ ] 0/1  Structural
Dynamin-2 (by homology) Psos7o  onwe  CHEMBLsst2 [ ] 0/1  Enzyme

Dynamin-3 (by homology) couate | DNMS B 1 o/t stucwal

M-phase inducer phosphatase 1~ P30sos  CDC25A  CHEMBL3775 [ o/10  SerThrTyr

SwissTargetPrediction report: Artoindesianin B

Reference: Query Molecule Frequency of Target Class

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

Target D code

#sim.
ChEMBL ID Probability cmpds (3D Target Class
12D)

Adenosine receptor A1 P30542 ADORA1 CHEMBL226 59/1
[ receptor

Adenosine receptor A3 Pa7es  ADORAS  CHEMBL256  [J 31/3
receptor

Prostaglandin G/H synthase 1 P23219 PGS CHEmBL22t [ | 3/1 Enzyme

Prostaglandin G/H synthase 2 35354 PIGs2  CHEMBL230 [ | 3/1  Enzyme

Beta-secretase 1 Psesi7 | BACE! | CHEMBL4sz2 [ | 9/7 Aspartio
Protease
Aspartic

Botasecrotaso 2 (by homology)  covszo  mAce2  CHEmBleses [ ] 97 HRE

CGMP-specifc 3,5-cyclic oreors  poEsA  CHEMBL1S27 [l | 7/6  Enzyme

phosphodiesterase

Dual 3,5cyclic-AMP and -GMP

phosphodiesterase 1A (by csvcro  PDENiA  CHEMBL271i7 [l | 6/6  Enzyme

homology)

Arachidonate 5-lipoxygenase 09917 ALOXs  CHEMBL215 [ | 6/33 Enzyme

Arachidonate 15-lipoxygenase (by o050 aoxis  CHEMBL2903 ] 6/3 Enzyme
‘homology)

Arachidonate 15-ipoxygenase B

o296 ALoxise  CHEMBL24s7 [ | 6/33 Enzyme
(by homology) y!

Arachidonate 12-lipoxygenase,

12R-type (by homology) Ors34z | ALOX128 B 4/ Enzyme

Arachidonate 12-lipoxygenase,

12S-1ype (by homology) Pigoss  ALOxiz  CHEMBL3687  [I 6/33  Enzyme
Epidermis-type lpoxygenase 3 (by .. 4 o B ] o ey
‘homology)

Microtubule-associated proteintau 10536 WMAPT  CHEMBL1203224 [l |  72/2  Unclassified

SwissTargetPrediction report: Artocarpin

Reference: [ Frequency of Target Class
Gfeller D., Michielin O. & Zoete V.
Shaping the interaction landscape of b oo

bioactive molecules, Bioinformatics
(2013) 29:3073-3079.

' #sim.
Target Uniprot — Gene o\ el 1p Probability cmpds (3D Target Class

D code 20)
Adenosine receptor AT (by wosiz | aoonst | cHEVBLzzs [N teo/1r MeTOrene
homology) receptor
Adenosine receptor A3 pasres o | CHEMBL2s (NN  t0s/15  Membrane
receptor
Beta-secretase 1 Pses17  BACE!  CHEMBL4s22 [N 24713 Aspartc
Protease
Aspartic

Beta- 2 (by homol covszo  sacez  CHEMBL2s2s [N | 24/1
eta-secretase 2 (by homology) c 525 3 Protease

Prostaglandin G/H synthase 1 peazio piest  CHEMBL221 [ | 24/7  Enzyme

Prostaglandin G/H synthase 2 passsa  piGs2  CHEMBL230 [N |  24/7  Enzyme
ATP-binding cassette sub family G oo \00 e cHEMBLS3o3 [ ] 11/19  Unclassiied
member 2

CGMP-specific 3',5'-cyclic oreo7a  poesa  CHEMBL1S27 [N |  79/8  Enzyme
phosphodiesterase

Dual 3 5-cyclic-AMP and -GMP

phosphodiesterase 11A (by QsHCR9  POE1IA CHEMBL2717 [ | 72/8  Enzyme
homology)

RAC-alpha serine/threonine-protein

P31749 ATt CHEMBLazs2 [ | 128/2  Ser_ThrKinase
kinase

RAC-beta serine/threonine-protein

Kingoe P31751 ak2 CHEMBL2431 I | 128/2  Ser_ThrKinase
E:ai'ega’“’“ase”"e/'h’e""i"””mi" oovass  akts CHEMBLaste [ | 128/2  Ser ThrKinase
Arachidonate 5-lipoxygenase Pos917  Aoxs  CHEMBL215 ([ | 43/45 Enzyme
Arachidonate 15-fpoxygenase (B o100 woxis cHEMBLeoos [ | 41/45  Enzyme

homology)
Arachidonate 12-ipoxygenase, 125-

Pigoss  ALoxiz CHEMBL3es7 [ | 41/45 Enzyme
type (o homoogy) i

SwissTargetPrediction report: Artonin E

Reference: Query Molecule Frequency of Target Class

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

Uniprot  Gene £
Target b ChEMBL ID Probability cmpds (3D Target Class
code
12D)
ATP-binding cassette subfamily oo voo  pacce  HEmBLsass [N | 13/2  Unclassied
G member 2
Prostaglandin GH synthase 1 (% 5516 prest  cHemBleer [N | 13/1  Enzyme
homology)
Prostaglandin G/H synthase 2 P3s3se  PTGs2  CHEMBL230 [N | 13/1  Enzyme
Nuclear factor NF-kappa BP0 510505 ek cHewBLazst [N | 2/1  Jranscriton
subunit Factor
Transcription factor p65 o0 mea CHEMBLSs:s [N | /2 [enscrpton
Factor
Nuclear factor NF-kappa-B p100 [ .| Transcription
Cutunt by homobooy) Q00653 NFkE2  GHEMBL3003 21 e
Proto-oncogene c-Rel (by cousse | meL e R L
homology) Factor
Beta-secretase 1 psar7  micet | CHEMBLasz (NN | 152 AP
Protease
Aspartic
Beta-secretase 2 (by homology) 520 > CHEMBL2525 1572 e
Adenosine receptor A1 Pasic  ADORA1  CHEMBL2ze [N | 47/1  Membrane
receptor
Adenosine receptor A3 paies  Avoras | CHEMBLess [N | 173 Membrane
receptor
Scavenger receplor class B [ — »
oo (o homoloay) QBWTVO  SCARBT CHEMBL1914272 1/1  Unclassified
Microtubule-associated protein tau ~ P10636 MAPT  CHEMBL1293224 [N | 203/5 Unclassified
Arachidonate 5-lipoxygenase Poso17  ALOXs  CHEMBL2t5 [ | 46/39 Enzyme
Arachidonale 15-Ipoxygenase B o000 woxis  cHEmBleocs [ | 47/39  Enzyme

homology)



SwissTargetPrediction report: Artonin V
Reference:

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

(2013) 29:3073-3079.

oH

; #sim.
Target Uniprot — Gene o\ el 1p Probability cmpds (3D Target Class
1D code
Aspartic
Beta-secretase 1 Possi7 | BACE!  GHEMBLAS22 8/12
Protease
Beta-secretase 2 (by homology) Qovszo  BACE2  CHEMBL2525 g/1p Aspartic
Protease
RAG-alpha serinefthreonine-protein ., o AT CHEMBL4282 110/2  Ser_ThrKinase
kinase
RAC-beta serine/threonine-protein ;. AKT2 CHEMBL2431 110/2  Ser_ThrKinase
kinase (by homology)
RAC-gamma serine/threonine-protein ., ., AKT3  CHEMBL4816 110/2  Ser_Thr Kinase
Kinase (by homology)
CGMP-specific 35'-cyclio o76074  PDESA  CHEMBL1827 60/7 Enzyme
phosphodiesterase
Dual 3 5-cyclic-AMP and -GMP
phosphodiesterase 11A (by OHCRS  PDETIA  CHEMBL2717 56/7  Enzyme
homology)
Adenosine receptor A3 P33765 ADORA3  CHEMBL256 13/15 Membrane
receptor

Tyrosine-protein phosphatase non-
receptor type 1

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

Pigoai  PTPNT  CHEMBL335 8/13  Tyr Phosphatase

P17706 PTPN2  CHEMBL3807 8/13 Tyr Phosphatase

Adenosine receptor A1 (by Pasiz | ADORA1 | GHEMBL22G 915 Membrane
homology) receptor
Cytochrome P450 19A1 PI1s11 GYPI9AT CHEMBL1978 11/13  Enzyme
Arachidonate 5-lipoxygenase P0s917 | ALOXs  CHEMBL215 55/46  Enzyme

Arachidonate 15-lipoxygenase (by
‘homology)

Arachidonate 12-lipoxygenase, 12S-
type (by homology)

P16050 ALOX15  CHEMBL2903 55/46  Enzyme

ihbhbbLLE

P18054 ALOX12  CHEMBL3687 55/46  Enzyme

SwissTargetPrediction report: Bicyclogermacrene

Reference: Query Molecule Frequency of Target Class

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

Uniprot Gene

Target D code

#sim.
ChEMBL ID Probability cmpds (3D Target Class
12D)

Sodium-dependent noradrenaline

transporter prors  sicore CHewBlzze [ 4/t Transporter

Sodium-dependent dopamine coiese  stosas  CHEMBL2ss [l | 4/1  Transporter
transporter (by homology)

Squalene monooxygenase (by Quasss  sale CHEMBL3se2 [ | 0/8  Enzyme
hhomology)

Tyrosy-DNA phosphodiesterase 1 GsNuws  ToP1  CHEMBL1O75138 [l | 1/4  Enzyme

Muscarinic acetylcholine receplor o oL g o e
M2 [ I receptor

Muscarinic acetylcholine receptor L e oo T
M4 w1 receptor

Musoarinic acelylcholine receplor o oo ol o o
M5 [ I receptor
Muscarinic acelylcholine receplor (L o o m T
M1 receptor
Muscarinic acelyloholine receplor . oo uevel e T
M3 [ I receptor

22:;;‘1""’"‘"“’ intracelllar 99720 siamart  CHEMBL287 [ 1201 eptor
Cytochrome P450 19A1 Pi1511 CyPisAl  CHEMBL1978 [l | 1/57 Enzyme
Acelylcholinesterase P2220s  AcHE  CHEMBL220 [l | 1/1  Enzyme
Cholinesterase (by homology) Posere | BcHE  CHEMBLIOW [l | 1/1  Enzyme
Microtubule-associated proteintau ~ P10s3s  WAPT  CHEMBL1203224 [ |  1/2  Unclassified
Muscleblind-like protein 1 coNRss  MBNLT CHEMBL1203317 [ | 3/1  Unclassiied

SwissTargetPrediction report: Artonol B
Reference:

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

(2013) 29:3073-3079.

’ #sim.
Target uriceC U eney ChEMBL ID Probability cmpds (3D Target Class
D code /2D)

ATP-binding cassette sub-family G

csUNQo  ABcGe  CHEMBLS393 [ | 11/1  Unclassified
member 2

Microtubule-associated proteintau 10536 MAPT  CHEMBL1293224 [ | 604/3 Unclassified

Scavenger receplor class B cewrvo  scamst CHEMBL19t4272 [l | 2/1  Unclassified
member 1 (by homology)

Prostaglandin GH synhase 1 6% ;515 pres  cHEmplezt [ | 28/2  Enzyme
‘homology)

Prostaglandin G/H synthase 2 Pasase  piesz  CHEMBL2s0 [ ] 28/2  Enzyme
Dual specificity tyrosine-

phosphorylation-reguiated kinase ~ 0iss27  DvAkiA  CHEMBLzzoz [ | 22/t iienr;ST:LTyr

1A (by homology)
Tyrosy-DNA phosphodiesterase 1 GaNuws ~ ToPi  CHEMBL1075138 [l | 153/1 Enzyme
Nuclear factor NF-kappa-B p50

Rt R m— TR oot
‘subunit Factor

Nuclear factor NF-kappa-B p100 | Transcription
Q00653 NFKB2
subunit (by homology) CHEMBL3003 T Factor

Botasccrtase | YV — VT B v
Protease
Aspartic

- QIY5Z BACE2
Beta-secretase 2 (by homology) 0 CHEMBL2525 . 4/1 Protease

Peroxisome proliferator-activated Pazest PRARG CHEMBL235 .:I 2/3 Transcription

receptor gamma Factor

Peroisome prlferatorasaed oy s oz ] ase  Terscreton

receptor alpha Factor

Peroxisome prolferator-activated Transcription
Qo3tr | PPARD ]

receptor delta (by homology) g CHEMBL3979 218 Facior

Protein kinase C gamma type (by

Posizs  pAkcG  CHEMBL2938 [ ] 22/1  Ser_ThrKinase
homology)

SwissTargetPrediction report: Brunfelsamidine

Reference: Query Molecule Frequency of Target Class

Geller D., Michielin O. & Zoete V.

Shaping the interaction landscape of H2N NH2
bioactive molecules, Bioinformatics

(2013) 29:3073-3079. |

L

# sim.

Uniprot  Gene ¢\ byg) 1p Probability cmpds (3D Target Class
/2)

[ code
Carbonic anhydrase 12 043570 caz  CHEMBL3242 [ | 2/0  Enzyme
Garbonic anhydrase 1 P00915 car CHEmBlzst [l | 2/0  Enzyme
Carbonic anhydrase 2 P00918 cre CHEmBL2os [l | 2/0 Enzyme
Carbonic anhydrase 9 Q16790 cro  CHEMBL3s94 [l | 2/0  Enzyme

Carboric anhydrase 14 (by

Qulx7  cae CHEMBLSStO [l | 2/0  Enzyme
homology)

Target

Carbonic anhydrase 3 (by homology) ~ Po7451 crs CHEMBLesss [ | 2/0  Enzyme

Carbonic anhydrase 5A, [ E—

mitochondrial (by homology) Pas218  CASA  CHEMBL4789 2/0  Enzyme

Carbonic anhydrase 7 (by homology) ~ P43166 o7 CHEMBL2s26 [l | 2/0  Enzyme

Carbonic anhydrase 13 (by amviar | owe cHemelaorr L]  2/0  Enayme

‘homology)

Carbonic anhydrase 5B, [ —

mitochondrial (by homology) Gev2D0 | CASE | CHEMBL39GS 2/0  Enzyme

Adenosine receptor A2a Pe9274  ADORAZA CHEMBL2ST [l | 6/0  Membrane
receptor

Adenosine receptor A1 (by

s oo creweizzs ] w0 Menee
homology) receptor

Adenosine receptor A2b (by vaoers | soomes chEveLzss [l ] eso  Memorane
homology) receptor
Nitrc oxide synthase, endothelial P2oa7e  Noss  CHEMBL48o3 [l ] 3/0  Enzyme
Nitric oxids synthase, brain (by p20a75 nost  CHEMBLases [l | 3/0  Enzyme
‘homology)



SwissTargetPrediction report: 2,4-trans-4,5-trans-4,5-dihydroxypipecolic acid

Reference: Query Molecule Frequency of Target Class.

Geller D., Michielin O. & Zoete V.

Shaping the interaction landscape of oH
bioactive molecules, Bioinformatics H
(2013) 29:3073-3079. HO

chanme
60

. #sim.

Target un::m €om ChEMBL ID Probability cmpds (3D Target Class

code
/2D)

Glutamate receptor ionotropic, T s
kainato 1 by hemology) P35 | GRKI  CHEMBL1918 7/11 lonchannel
Glutamate receptor ionotropic, -:I
ainete 2 (o hemolony) Quaoz  cAke | CHEMBL38S3 7/11  lonchannel
Glutamate receptor ionotropic, [ —
ainato 3 (by hemology) Qis0s  GAKs  CHEMBL3684 7/11  lon channel
Glucoamylase Osa451  MGAM  CHEMBL2074 [ | 1/39  Enzyme
Lysosomal alpha-glucosidase Pio2s3  GAA CHEMBL26os [ | 1/18  Enzyme

Sucrase P14410 si cHEmBlezss [ | 1/39  Enzyme
Glucosylceramidase Poss2  cea  CHEMBL2179 [ | 1/47 Enzyme
Glutamate receptor 1 pazzet  GRAT  CHEMBL2009 [ | 10/2  lonchannel

Glutamate receptor 2 42262  GRA2  CHEMBL406 [ | 10/2  lonchannel
Glutamate receptor 3 (by pi2es  GRAs  CHEMBL3so5 [ | 10/2  lonchamnel
homology)

Glutamate receptor 4 pagoss  GRA«  CHEMBL3190 [ | 10/2  lonchannel
Microtubule-associated proteintau ~ P10s35  MAPT CHEMBL1203224 [I |  2/5  Unclassiied
Glutamate receptor ionotropic,

" Qie478  GRKs  CHEMBL2675 [ | 2/2  lonchannel
kainate 5

Glutamate receptor ionotropic,

kainate 4 (by homology) aeoss  ehke  CHEMBLges [l ] 2/2  lonchamnel
Tissue alpha-L-fucosidase Pososs  FuCAt  CHEMBL4176 [ | 0/37 Enzyme

SwissTargetPrediction report: Cycloaltilisin

Reference: Query Molecule Frequency of Target Class

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

#sim,
Uniprot  Gene ChEMBL ID Probability cmpds (3D Target Class
/2)

Target D code

Phospholipase A2 P04054  PLA2GIE  CHEMBL4426 [N |  7/1  Enzyme

Microtubule-associated proteintau ~ P10s35  MAPT  CHEMBL1293224 [ | 513/6 Unclassified
Beta-secretase 1 psser7  macer  CHEMBLasze [N | 17/4  APae
Protease

Beta-secretase 2 (by homology) Q9Ysz0 BACE2 CHEMBL2525 -:| 1714 Aspartic

Protease
ATP binding cassette subfamily G o 00 ascce  cEweLsaes [ ] 23/8  Unclassified
member 2
Adenosine receptor A3 Pas7es | ADORAS  CHEMBL256  [IN 42/8

receptor
Prostaglandin G/H synthase 1 Pas219  PTGst  CHEMBL22t [ | 25/3  Enzyme
Prostaglandin G/H synthase 2 Pasase  pisz  CHEMBL230 [ | 25/3  Enzyme

cGMP-specific 3'5-cyclic

phosphodiesterase oreorspossa cewstier [ ] 127/7 Enzyme

Dual 3',5'-cyclic-AMP and -GMP

phosphodiesterase 11A (by QoHcRe  PDETIA  CHEMBL2717 [ | 116/7 Enzyme
‘homology)
Transcription factor p65 cos0s  meta  CHEMBLssss [ | 1/z  [ranscrieten
Factor
Proto-oncogene c-Rel (by cosses | e B ] 1 T
‘homology) Factor
Adenosine receptor Al Paosez | ADORAT  CHEMBL226 [ 86/4
receplor
Multidrug resistance protein 1 Posisa  ABCB1  CHEMBL4302 [ |  25/5  Transporter

Mulidrug resistance protein3 (5 1, 436 pgcas  GHEMBLIZA3120 [l | 25/5 Enzyme
hhomology)

SwissTargetPrediction report: Chaplasin
Reference:

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

(2013) 29:3073-3079.

; #sim.
Target Uniprot — Gene o\ el ip Probability cmpds (3D Target Class
D code
/2)
Adenosine receptor A3 Pasies  aoorns | CHEMBLess [N | esoss  Membrane
receptor
Adenosine receptor At paosiz avora CHEMBlees [ ] serss  Memerae
receptor
Beta-secretase 1 Pser7  eacer CHEMBLasz2 [ ] se/11  Asare
Protease
Aspartic
Beta- 2 (by homol covszo  macez CHEMBL2s2s [ | /11
eta-secretase 2 (by homology) c 525 59 o

Arachidonate 5-lipoxygenase Pos917  Aoxs CHEMBL215 [l | 21/33 Enzyme
Arachidonate 15-ipoxygenase B (by

ots296  ALOX15B CHEMBL2457 [ | 21/33 Enzyme
homology)
Arachidonate 12-lipoxygenase, 12R- .~ [~
21/33  Enzyme
type (by homology) y

Arachidonate 15-ipoxygenase by 50050 ploxis  CHEMBL2903 ] 21/33 Enzyme
homology)

Arachidonate 12-lipoxygenase, 12S- o1
8054 ALoxiz CHEMBL3es7 [l | 21/33 Enzyme
type (by homology) 4

Epidermis-type lipoxygenase 3 (by

romology) 1 3 21/83  Enzyme

Prostaglandin G/H synthase 1 (by

Peszie  PTGst  CHEMBL22t ] | 11/2  Enzyme
homology)

Prostaglandin G/H synthase 2 Passse  pias2  CHEMBL230 [I | 11/2  Enzyme
CGMP-specifc 3.5-cyclie oo poEsa CHEMBL1s27 [ | 49/9  Enzyme
phosphodiesterase

Dual 3',5'-cyclic-AMP and -GMP

phosphodiesterase 11A (by QsHCRe  POETIA CHEMBL2717 [l | 38/9  Enzyme
‘homology)

Hypoxia-inducible factor 1-alpha oweses | HFA  CHEmBLazst [l ] 6/15 l;’l':rc”p""”

SwissTargetPrediction report: Cycloartenol

Reference: Query Molecule Frequency of Target Class

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

Transporter
20

Uniprot  Gene # sim.
Target ks ChEMBL ID Probability cmpds (3D Target Class
code
/2D)
Oxysterols receptor LXR-beta (by PE50SS NRiH2 CHEMBLA4093 11/23 Transcription
homology) Factor
Oxysterols receptor LXR-alpha Q13133 NRiHs  CHEMBL280S 11/23 l’:c'zzrc"pm"
Low-density lipoprotein receptor PO1130 LDLR  CHEMBL3311 9/10 Membrane
receptor
Very low-density lipoprotein eosrss | vioLe 9710 Membrane
receptor (by homology) receptor
Low-density lipoprotein receptor- Membrane
related protein 8 (by homology) Qu414 | LRP 9710 | o ceptor
Cytochrome P450 19A1 Pi1s11 | CYPioAl  GHEMBL1978 3/78  Enzyme
Transcription
Androgen receptor P10275 AR CHEMBL18T1 7175 e

Tyrosyl-DNA phosphodiesterase 1 QsNUwe  TOP1  GHEMBL1075138 4/10  Enzyme
Sodium-dependent noradrenaline
transporter
Sodium-dependent dopamine
transporter (by homology)

P23975 SLCBA2 CHEMBL222 17/6  Transporter

Q01959 SLCeAs  CHEMBL238 17/6  Transporter

3-hydroxy-3-methylglutaryl-
coenzyme A reductase

Lanosterol 14-alpha demethylase
(by homology)

Microtubule-associated protein tau ~ P10636 MAPT  CHEMBL1293224

P04035 HMGCR CHEMBL402 13/3  Enzyme

Q16850 CYP51A1 CHEMBL3849 2/2 Enzyme

2/8 Unclassified

Sodium-dependent serotonin

P31645 SLCBA4 CHEMBL228
transporter

16/6  Transporter

Transcription
Factor

bbb

Estrogen receptor Posarz  ESRI CHEMBL206 2/50



SwissTargetPrediction report: Cycloartobiloxantone

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

Target

Nuclear factor NF-kappa-B p50
subunit

Transcription factor pe5
Nuclear factor NF-kappa-B p100
subunit (by homology)
Proto-oncogene c-Rel (by
homology)

ATP-binding cassette sub-family
G member 2

Prostaglandin G/H synthase 1 (by
‘homology)

Prostaglandin G/H synthase 2

Beta-secretase 1

Beta-secretase 2 (by homology)

Microtubule-associated protein tau
Scavenger receptor class B
member 1 (by homology)
Arachidonate 5-lipoxygenase
Arachidonate 15-lipoxygenase (by
homology)

Arachidonate 12-lipoxygenase,
12S-type (by homology)
Arachidonate 15-lipoxygenase B
(by homology)

Uniprot
D
P19838
Qoa206
Q00653
Qoases
Q9UNQO

P23219
Pa5a54
P56817
Q9Y520
P10636
QBWTVO
P09917
P16050

P18054

015296

Query Molecule

Frequency of Target Class.

Gene
code

NFKB1

RELA

NFKB2

ABCG2

PTGS1

PTGS2

BACE{

BACE2

MAPT

SCARB1

ALOXS

ALOX15

ALOX12

ALOX158

ChEMBL ID

CHEMBL3251

CHEMBL5533

CHEMBL3003

CHEMBL5393

CHEMBL221

CHEMBL230

CHEMBL4822

CHEMBL2525

CHEMBL1293224

CHEMBL1914272

CHEMBL215

CHEMBL2903

CHEMBL3687

CHEMBL2457

SwissTargetPrediction report: D-Germacrene

#sim.

cmpds (3D Target Class

12D)

11

1/2

22/28

22/28

22/28

22/28

Transcription
Factor

Transcription
Factor

Transcription
Factor

Transcription
Factor

Unclassified

Enzyme

Enzyme

Aspartic
Protease

Aspartic
Protease

Unclassified
Unclassified
Enzyme
Enzyme

Enzyme

Enzyme

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

Target

Cytochrome P450 19A1
Fatty-acid amide hydrolase 1

Sodium-dependent noradrenaline
transporter

Sodium-dependent dopamine
transporter (by homology)
Microtubule-associated protein tau
Alpha-2A adrenergic receptor
Alpha-2B adrenergic receptor
Alpha-2C adrenergic receptor

Tyrosyl-DNA phosphodiesterase 1
Muscarinic acetylcholine receptor
M2

Muscarinic acetylcholine receptor
M4
Muscarinic acetylcholine receptor
M5
Muscarinic acetylcholin receptor
M1
Muscarinic acetylcholine receptor

M3
Mitogen-activated protein kinase 14

Uniprot
D

P11511

000519

P23975

Q01959
P10636

P08913

P18089

P18825
QoNUWE

P08172

P08173

P08912

P11229

P20309

Q16539

Query Molecule

Frequency of Target Class

HyC
HyC
H,C
. #sim.
ChEMBL ID Probability cmpds (3D Target Class
code
/2D)
cveioat  CHEMBLIS78 [ | 1/41 Enzyme
FAAH CHEMBL2243 [l | 1/9  Enzyme
stcsrz  CHEMBL222 [ | 11/1  Transporter
slceAs  CHEMBL238 [I | 11/1  Transporter
vAPT  CHEMBLI293224 [l | 7/1  Unclassified
ADAA2A  CHEMBLiSS7 [ 43/1
receptor
Aora2s  CHEMBL1s42 [T 43/1
receptor
AoRA2C  CHEMBL1916  [I 43/1
receptor
TPt CHEMBLIO75138 [l | 4/1  Enzyme
crrve  CHEMBL211 [ 2/1
receptor
crame  CHEMBL1S21 (I 2/1
receptor
cHAws  CHEMBL2035 [T 11
receptor
cHAmi CHEMBL216 [ 2/1
receptor
CHRM3 CHEMBL245 . 11
receptor
MAPKi4  CHEMBL260 [ | 2/1  Ser_ThrKinase

SwissTargetPrediction report: Cycloartocarpin

Reference:

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

Target

Adenosine receptor Al (by
homology)

Adenosine receptor A3

Prostaglandin G/H synthase 1
Prostaglandin G/H synthase 2

Beta-secretase 1

Beta-secretase 2 (by homology)
ATP-binding cassette sub-family G
member 2

Phospholipase A2
Microtubule-associated protein tau
GMP-specific 3'5-cyclic
phosphodiesterase

Dual 3'5-cyclic-AMP and -GMP
phosphodiesterase 11A (by
homology)

Transcription factor p65
Proto-oncogene c-Rel (by
homology)

Scavenger receptor class B
member 1 (by homology)
Tyrosine-protein phosphatase non-
receptor type 2 (by homology)

Uniprot
D
P30542

Paazes

P23219

P35354

P56817
Q9Y520

Q9UNQD

P04054

P10636

076074
Q9HCRY

Q04206
Qo4864
QBWTVO

P17706

Query Molecule

Frequency of Target Class.

Enayme
other

Gene
code

ADORA1

ADORA3

PTGS1

PTGS2

BACE1

BACE2

ABCG2

PLA2GIB

MAPT

PDESA

PDE11A

RELA

SCARB1

PTPN2

ChEMBL ID

CHEMBL226

CHEMBL256

CHEMBL221
CHEMBL230

CHEMBL4822

CHEMBL2525

CHEMBL5393

CHEMBL4426
CHEMBL1293224

CHEMBL1827

CHEMBL2717

CHEMBL5533

CHEMBL1914272

CHEMBL3807

SwissTargetPrediction report: Deguelin

#sim.
cmpds (3D
/2D)

103/3

62/6

20/2
20/2

16/4

16/4

12/5

4/1
571/4

53/7

4717

34/4

Target Class

Membrane
receptor

Membrane
receptor

Enzyme
Enzyme

Aspartic
Protease

Aspartic
Protease

Unclassified

Enzyme

Unclassified

Enzyme

Enzyme

Transcription
Factor

Transcription
Factor

Unclassified

Tyr Phosphatase

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

Target

Tyrosyl-DNA phosphodiesterase 1
Ornithine decarboxylase
Antizyme inhibitor 1 (by homology)
Arginine decarboxylase (by
homology)

Microtubule-associated protein tau
NADH-ubiquinone oxidoreductase
chain 4

Cytochrome P450 2C19

5-hydroxytryptamine receptor 6

Cytochrome P450 2E1 (by
homology)
Cytochrome P450 2C8 (by
homology)
Cytochrome P450 2A6 (by
homology)
Cytochrome P450 2C9 (by
‘homology)
Cytochrome P450 2B6 (by
‘homology)
Cytochrome P450 2A7 (by
‘homology)
Gytochrome P450 2F1 (by
homology)

Trget
Tyrosyl-DNA phosphociesterase 1 Qsnuwe.
Omithine cecaroonyiase Pr1926
Antzyme nniitor 1

Acgiine decaroanyiase

014977
Qsear0
Mcrotubule-associated protein tau P10636
NADH-ublauinone oxidoreductase cnain 4 PO3905
Oytochrame paso 2c19 P3261
S-hydroxywypiamine receptor & Ps0406
Oytochrame paso 261
Cytochrome paso 2c8

Posist
P10632
p11s09
Pu712
P01
Pa0ss3

Cytochrame paso 261 P24903

Uniprot
D

QoNUWB
P11926

o14977
Q96ATO0
P10636
P03905
P33261

P50406

POS181

P10632

P11509

P11712

P20813

P20853

P24903

Unprat 1D Gene Code

Top1
ovcr
AziN:
aoc
s
N4
creacis
HTRs
cvezer
creacs
cveans
creacs
cveass
a7
cvear

Query Molecule

Frequency of Target Class

Gene
code

TOP1
opct

AZINY

ADC

MAPT

MT-ND4

CYP2C19

HTR6

CYP2E1

CYP2cs

CYP2AB

CYP2Cy

CYP286

CYP2A7

CYP2F

cnevL 1o
CHEMBLIO7S138
CHEmBLISES

cHempL1293226
CHemBLa499
cHemaLse22
CHemaLss71
cHempLs2s:
cremaLs721
cHemLs282
CremLss97
cHemLaT2s

ChEMBL ID

Probability

#sim.
cmpds (3D
/2D)

CHEMBL1075138 [ | 220/20

CHEMBL1869

oHeweLenzzs [T ]

CHEMBL4499

CHEMBL3622

CHEMBL3371

CHEMBL5281

CHEMBL3721

CHEMBL5282

CHEMBL3397

CHEMBL4729

[
[ I
[

[ I
[ I
[ I

1/10
1/10

1/10

1904 /25

By Homology Probatilty Number of s, cmpcs (30) Number of sim. cmpds (02)

o 0s2
No o8
ves 086
ves o086
o 080
o 049
No 0.9
o 049
ves 0.9
ves 045
ves 049
ves 045
ves 0.9
ves 048
ves 049

20 2
1 10
1 0
1 10
1904 2
s s
2 :
s 1
2 :
2 1
2 1
2 1
2 '
2 1
2 1

Target Class

Enzyme
Enzyme

Enzyme
Enzyme
Unclassified
Enzyme

Enzyme

Membrane
receptor

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Target Class
Enayme

Enzyme

Enayme

Enzyme
Unclassified
Enzyme

Enzyme

Membrane recestor
Enzyme

Enzyme.

Enzyme

Enzyme.

Enzyme.

Enzyme.

Enzyme.



SwissTargetPrediction report: Escopoletin

Reference:

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

Target

FAD-linked sulfhydryl oxidase ALR
Carbonic anhydrase 9
Carbonic anhydrase 1

Carbonic anhydrase 2 (by
‘homology)

Carbonic anhydrase 3 (by
homology)

Carbonic anhydrase 5A,
mitochondrial

Carbonic anhydrase 7

CGarbonic anhydrase 13 (by
‘homology)

Carbonic anhydrase 58,
mitochondrial

Microtubule-associated protein tau
Carbonic anhydrase 12

Carbonic anhydrase 14

Garbonic anhydrase 4

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

Carbonic anhydrase 6

Uniprot
D

P55789
Q16790

P00915

P00918
PO7451
Pas218
P43166

asNiQt

Qov2D0

P10636
043570
Q9ULXT

P22748
Q13627

P23280

Query Molecule

Frequency of Target Class.

Gene
code

GFER

CA13

CAsB
MAPT
CA12
CAt4

cA4

DYRK1A

ChEMBL ID

CHEMBL1741189
CHEMBL3594
CHEMBL261

CHEMBL205

CHEMBL2885

CHEMBL4789

CHEMBL2326

CHEMBL3912

CHEMBL3969

CHEMBL1293224
CHEMBL3242
CHEMBL3510
CHEMBL3729

CHEMBL2292

CHEMBL3025

Probability

llnbbiube,

SwissTargetPrediction report: Morusin

#sim.
cmpds (3D
/2D)

6/6
5/47
25/28

25/28

25/28

25/28

25/28

25/28

25/28

10/42
3/30
3/30
1/7

5/24

2/8

Target Class

Enzyme
Enzyme
Enzyme

Enzyme

Enzyme

Enzyme
Enzyme

Enzyme

Enzyme
Unclassified
Enzyme
Enzyme

Enzyme

Ser_Thr_Tyr
Kinase

Enzyme

Reference:

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

Target

Prostaglandin G/H synthase 1 (by
homology)

Prostaglandin G/H synthase 2
ATP-binding cassette sub-family G
member 2

Beta-secretase 1

Beta-secretase 2 (by homology)

Nuclear factor NF-kappa-B p50
subunit

Transcription factor p65

Nuclear factor NF-kappa-B p100
subunit (by homology)
Proto-oncogene c-Rel (by
‘homology)

Adenosine receptor A1 (by
homology)

Adenosine receptor A3

Microtubule-associated protein tau
Scavenger receptor class B
member 1

cGMP-specific 3.5 -cyclic
phosphodiesterase

Dual 3,5cyclic-AMP and -GMP
phosphodiesterase 11A (by
homology)

Uniprot
D

P23219
P35354

Q9UNQO

P56817

Q9Y520

P19838

Q04206

Q00853

Qoasss

P30542

Paazes
P10636

QBWTVO

076074

Q9HCRY

Query Molecule

Frequency of Target Class

Gene
code

PTGS1

PTGS2

ABCG2

BACE1

BACE2

NFKB1

RELA

NFKB2

ADORA{

ADORA3

MAPT

SCARB1

PDESA

PDET1A

ChEMBL ID

CHEMBL221

CHEMBL230

CHEMBL5393

CHEMBL4822

CHEMBL2525

CHEMBL3251

CHEMBL5533

CHEMBL3003

CHEMBL226

CHEMBL256

CHEMBL1293224

CHEMBL1914272

CHEMBL1827

CHEMBL2717

Probability

[ |
]
B -
L
S -
]
[ I

[E
L I
L I

£
L I

#sim.
cmpds (3D
/2D)

1771

17/1

18/3
21/8

21/8

Target Class

Enzyme
Enzyme
Unclassified
Aspartic
Protease
Aspartic
Protease

Transcription
Factor

Transcription
Factor

Transcription
Factor

Transcription
Factor

Membrane
receptor

Membrane
receptor
Unclassified

Unclassified

Enzyme

Enzyme

SwissTargetPrediction report: Fenchone

Reference:

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

Target

Microtubule-associated protein tau
Cytochrome P450 19A1

Carbonic anhydrase 1

Carbonic anhydrase 2

Carbonic anhydrase 4

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)
Androgen receptor

Tyrosyl-DNA phosphodiesterase 1
Testosterone 17-beta-
dehydrogenase 3

Estradiol 17-beta-dehydrogenase
12 (by homology)

Corticosteroid 11-beta-
dehydrogenase isozyme 1

Uniprot
D

P10636
P11511
P00915
P00918

P22748

PO7451

Pas218

P43166

Q8N1Q1

Q9v2D0

P10275
QoNUWs

P37058

Q53600

P28845

SwissTargetPrediction report: Rotenone

Query Molecule Frequency of Target Class
H4C
H4C
o CHs
o #sim.
ChEMBL ID Probability cmpds (3D Target Class
code
2D)
VAPT  CHEMBL1293224 [N | 5/3  Unclassified
cvpisAl  CHEMBL1978 [N | 14/30 Enzyme
ot CHEMBL261 [ | 2/2  Enzyme
cAz CHEMBL20s [ | 2/2  Enzyme
cas  CHEmBLa72o [N | 1/1 Enzyme
cA3 CHEmBlesss [N |  2/2  Enzyme
casn CHEMBL4789 [N |  2/2  Enzyme
A7 CHEmBlsze [N |  2/2  Enzyme
cas  CHEMBL3912 [N | 2/2  Enzyme
cass CHEMBL3oeo [N |  2/2  Enzyme
a cHevsisrt [ ] s/o  ranscriton
Factor
TPt CHEMBL1075138 [ | 2/4  Enzyme
Hspi783  CHEMBL4234 [ | 2/11  Enzyme
HsDi7812  CHEMBLSe98 [ | 2/11  Enzyme
Hspi181  CHEMBL4235 [ | 13/3  Enzyme

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

Target

NADH-ubiquinone oxidoreductase
chain 4

Microtubule-associated protein tau
Cytochrome P450 2C19

5-hydroxytryptamine receptor 6

Tyrosyl-DNA phosphodiesterase 1
Cytochrome P450 2E1 (by
‘homology)

Cytochrome P450 2C8 (by
‘homology)

Gytochrome P450 2A6 (by
homology)

Cytochrome P450 2C9 (by
homology)

Cytochrome P450 2B6 (by
thomology)

Cytochrome P450 2A7 (by
homology)

Cytochrome P450 2F1 (by
homology)

Cytochrome P450 2C18 (by
‘homology)

Cytochrome P450 2A13 (by
‘homology)

Cytochrome P450 19A1

Uniprot
D

P03905

P10636

P33261
P50406
QaNUwWs

PO5181

P10632

P11509

P11712

P20813

P20853

P24903

P33260

Q16696

P11511

Query Molecule

Frequency of Target Class

Gene
code

MT-ND4

MAPT

CYP2C19

HTR6

TOPY

CYP2E1

cyP2cs

CYP2A6

CYP2Cy

CYP286

CYP2A7

CYP2F1

CYP2c1s

CYP2A13

CYP19AT

ChEMBL ID

CHEMBL4499

CHEMBL1293224
CHEMBL3622

CHEMBL3371

CHEMBL1075138

CHEMBL5281

CHEMBL3721

CHEMBL5282

CHEMBL3397

CHEMBL4729

CHEMBL2408

CHEMBL1978

Probability

IR

#sim.
cmpds (3D
/2D)

5/5

662 /27

Target Class

Enzyme

Unclassified
Enzyme

Membrane
receptor

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme

Enzyme





