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AUC and area-2h

Classes

u Actin polymerization inhibitor
= AKTinhibitor
= AlKinhibitor
AMPKinhibitor
B Angiogenesis inhibitor
B Anthelmintic
u Antitussive
B ATP synthase inhibitor
B ATR kinase infibitor
DK inhibitor
B DNA dependent protein kinase inhibitor
= Dopamine receptor agonist
B EGRR inhibitor
famesyltransferase inhibitor
FLT3 inhibitor
Focal adhesion kinase inhibitor
B GABA recepptor agonist
= Glucocorticoid receptor agonist
u Glucosyltransferase inhibitor
= Glycogen synthase kinase inhibitor
B HDAC inhibitor
# HIF modulator
BHMGCR inhibitor
mHsPinhibitor
= IGF-Linhibitor
IKK inhibitor
Inositol monophosphatase inhibitor
Leucinerich repeat kinase inhibitor
Lipoxygenase inhibitor
MAP kinase inibitor
W MEK inhibitor
u Membrane integrity inhibitor
u Micratubule inhibitor
u Mitochondrial oxidative phosphorylation
ncoupler
= MTORnhibitor
I3 inhibitor
PKCinhibitor
P inhibitor
Progesterone receptor agonist
Protein kinase inhititor
Protein synthesis inhibitor
Pyruvate dehydrogenase kinase inhibitor
W RAFinhibitor
uSYKinhibitor
u Topoisomerase inhibitor
u Tyrosine kinase inhibitor
= VEGHR inhibitor

W WEE1 kinase inhibitor

Number of perturbagens

o

Circularity

Classes

Supplementary Figure S2: Distribution of perturbagens with the 100 top scores according to their class.

m Adrenergic receptor antagonist

= AKT inhibitor

= ALK inhibitor
ATMkinase inhibitor

m ATPase inhibitor

= ATR kinase inhibitor

m Aurora kinase inhibitor

® Autotaxin inhibitor

m Bacterial perm eability inducer

mBCL inhibitor

mBCR-ABL kinase inhibitor

® Calcineurin inhibitor

m Calcium channel blocker
Cannabinoid receptor agonist
Carnitine palmitoy Itransferase inhibitor
CDK inhibitor

= Cyclooxygenase inhibitor

™ Dehydrogenase inhibitor

mDNA alkylating agent

®DNA dependent protein kinase inhibitor

= DNA replication inhibitor

= Dopamine receptor antagonist

mEGFR inhibitor

= Estrogen receptor antagonist

= FLT3 inhibitor
GATinhibitor
GLCNAC phosphotransferase i nhibitor
Glucokinase activator

Glucosyltransferase inhibitor

Gonadotropin releasing factor hormone receptor antagonist

m Guanylyl cydase activator
= HDAC inhibitor
m Hepatocyte growth factor receptor inhibitor
= Histamine receptor agonist
® HMGCR inhibitor
= GF-1inhibitor
= KK inhibitor
Importin-beta transport receptor inhibitor
MAP kinase inhibitor
MDM inhibitor
MEK inhibitor
Mitochondrial oxidative phosphorylation uncoupler
= MTOR inhibitor
= NAMPT inhibitor
m Neuropeptide receptor antagonist
= NFkB pathway inhibitor
m PI3K inhibitor
W PKA inhibitor
Protein kinase inhibitor
Protein synthesis inhibitor
Protein tyrosine kinase inhibitor
RAF inhibitor
Serotonin receptor antagonist
sodium fluorescein uptake inhibitor
m Sodium /glucose cotransporter inhibitor
= SRC inhibitor
= SYKinhibitor
T-type cald um channel blocker
m Topoisomerase inhibitor

® VEGFR inhibitor

Each graph corresponds to the number of compounds, with the 100 top scores, in each indicated class for the results obtained with the gene expression signatures
for AUC and area-2h (A) and for circularity (B). In both cases, HDCA inhibitors (red) are the most represented class.



