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Supplementary Figure S8
Graphical representation of the AUC-ROC values for all 83 MoAs with 23 active compounds. These AUC-ROC values are also listed in
Supplementary Table S4.



A549-ACTB-RAB5A (n_incl_in_auc = 10, n_tested = 10) -
A549-CANX-COX4 (n_incl_in_auc = 8, n_tested = 10) -
A549-GM130-SQSTML1 (n_incl_in_auc = 9, n_tested = 10) -
A549-TP53BP1-CLTA (n_incl_in_auc = 10, n_tested = 10) -
A549-TUBA1B-RELA (n_incl_in_auc = 9, n_tested = 10) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 9, n_tested = 10) -
HepG2-CANX-COX4 (n_incl_in_auc =9, n_tested = 10) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 10, n_tested = 10) -
HepG2-TP53BP1-CLTA (n_incl_in_auc =9, n_tested = 10) -
HepG2-TUBA1B-RELA (n_incl_in_auc =9, n_tested = 10) -
WPMY1-ACTB-RAB5A (n_incl_in_auc =9, n_tested = 10) -
WPMY1-CANX-COX4 (n_incl_in_auc = 8, n_tested = 10) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 9, n_tested = 10) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc =9, n_tested = 10) -

WPMY1-TUBAL1B-RELA (n_incl_in_auc = 8, n_tested = 10) -
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ALK/LTK family”*inhibitor

A549-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 5) - ]
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 5) - O. ®
A549-GM130-SQSTM1 (n_incl_in_auc =5, n_tested = 5) - |
A549-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 5) - &
A549-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 5) - B o0
HepG2-ACTB-RABS5A (n_incl_in_auc =5, n_tested = 5) - &
HepG2-CANX-COX4 (n_incl_in_auc =5, n_tested = 5) - B8 Oe
HepG2-GM130-SQSTM1 (n_incl_in_auc =5, n_tested = 5) - B0
HepG2-TP53BP1-CLTA (n_incl_in_auc =5, n_tested =5) - Oe B

HepG2-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 5) - O H

WPMY1-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 5) - {H

WPMY1-CANX-COX4 (n_incl_in_auc = 4, n_tested = 5) - Be O
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 5) - o +« ®H
WPMY1-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 5) - Juy::
WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 5) - ® :)
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ATM~inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 2) -

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 2) - . All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) - O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 2) - 8  Within Batch 2

HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 3) -

HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) - cell_type
. . * A549
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 3) -
e HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -
¢ WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) - B O FDR-adjusted
WPMY 1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) - p-value < 0.05
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 3) - il FALSE
NA

WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -
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Actin®inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 6) - B0
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 6) - ;R
A549-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 6) - B e O

A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 6) -

A549-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 6) - O
HepG2-ACTB-RABS5A (n_incl_in_auc =4, n_tested = 6) - B . O
HepG2-CANX-COX4 (n_incl_in_auc =5, n_tested = 6) - B0
HepG2-GM130-SQSTM1 (n_incl_in_auc = 5, n_tested = 6) - He O

HepG2-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 6) - o - ]
HepG2-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 6) - «H O
WPMY1-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 6) - :: I

WPMY1-CANX-COX4 (n_incl_in_auc =5, n_tested = 6) - 0«8

WPMY1-GM130-SQSTM1 (n_incl_in_auc =5, n_tested = 6) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 6) - O «@

WPMY1-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 6) - i
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AktNinhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 6, n_tested = 7) - Oe H
A549-CANX-COX4 (n_incl_in_auc =5, n_tested = 8) - He O FDR-adjusted
A549-GM130-SQSTML (n_incl_in_auc = 5, n_tested = 7) - B p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 8) - 5 » FALSE
. . ® TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 7) - Hel
HepG2-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 8) - Q]
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 6, n_tested = 8) - B m]
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 8) - B o O o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 8) - He O @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 8) - B O
WPMY1-ACTB-RAB5A (n_incl_in_auc = 6, n_tested = 8) - Do cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 6, n_tested = 8) - BO . ©  A549
WPMY1-GM130-SQSTML (n_incl_in_auc = 5, n_tested = 8) - © HepG2
o «  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 8) - o H
WPMY1-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 8) - B eO
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Alpha—adrenergic receptor*agonist

A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 13) -

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 15) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 13) - . All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 15) - O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 13) - 8  Within Batch 2

HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 15) -

HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 15) - cell_type
: . ¢ A549
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 15) -
e HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 15) -
¢ WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 15) -
WPMY1-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 15) - FDR-adjusted
WPMY1-CANX—-COX4 (n_incl_in_auc = NA, n_tested = 15) - p-value < 0.05
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 15) - O e H il FALSE
NA

WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 15) -

WPMY1-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 15) -
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Alpha—adrenergic receptor*antagonist

A549-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 10) - Hid
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 11) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 10) - o e M © AllAggr.

. . O Within Batch 1
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 11) -
@ Within Batch 2

A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 10) - B O
HepG2-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 11) - :: |
cell_type
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 11) - . A549
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 11) - *  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 11) - *  WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 11) - an
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 11) - 0 o1 FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in =3,n =11)-
C COX4 (n_incl_in_auc = 3, n_tested ) 2l . FALSE
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 11) - O pH - NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 11) - e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 11) -
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Anti-microbial*agent

A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 6) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 6) -
A549-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 6) - | ]
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 6) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 6) -
HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 6) -
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 6) - ] e O
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 6) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 6) -
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 6) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 6) -
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 6) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 6) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 6) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 6) -

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE
NA



Aurora kinase”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 11, n_tested = 11) - ]
A549-CANX-COX4 (n_incl_in_auc = 11, n_tested = 11) -
Batch
A549-GM130-SQSTM1 (n_incl_in_auc = 11, n_tested = 11) - 23]
] ] e All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = 11, n_tested = 11) - ]
O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = 11, n_tested = 11) - 73] s
B Within Batch 2
HepG2-ACTB-RABS5A (n_incl_in_auc = 11, n_tested = 11) - LeH
HepG2-CANX-COX4 (n_incl_in_auc = 11, n_tested = 11) - [&H cell_type
HepG2-GM130-SQSTM1 (n_incl_in_auc = 11, n_tested = 11) - (86 +  AB549
HepG2-TP53BP1-CLTA (n_incl_in_auc = 11, n_tested = 11) - e HepG2
HepG2-TUBA1B-RELA (n_incl_in_auc = 11, n_tested = 11) - 3] e WPMY1
WPMY1-ACTB-RAB5A (n_incl_in_auc =11, n_tested = 11) -
WPMY1-CANX-COX4 incl_i =10 tested = 11 FDR_adeSted
(n_incl_in_auc = 10, n_tested = 11) 3 p-value < 0.05
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 9, n_tested = 11) - Heél e TRUE
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 11, n_tested = 11) - [t
WPMY1-TUBA1B-RELA (n_incl_in_auc =11, n_tested = 11) - [
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Beta—adrenergic receptoragonist

A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 14) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 15) -
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 14) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 15) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 14) -
HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 15) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 15) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 15) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 15) -
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 15) -
WPMY1-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 15) -
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 15) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 4, n_tested = 15) - fiHe
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 15) -
WPMY1-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 15) -
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A549-ACTB-RABS5A (n_incl_in_auc = 4, n_tested = 12) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 14) -
A549-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 12) -
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 14) -
A549-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 12) -
HepG2-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 14) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 14) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 14) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 14) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 14) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 14) -
WPMY1-CANX-COX4 (n_incl_in_auc = 4, n_tested = 14) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 5, n_tested = 14) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 14) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 14) -
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Bromodomain”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 15, n_tested = 22) - i
A549-CANX—-COX4 (n_incl_in_auc = 9, n_tested = 22) - [#H FDR-adjusted
A549-GM130-SQSTM1 (n_incl_in_auc = 12, n_tested = 22) - a0 p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 10, n_tested = 22) - el g FALSE
N e TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 9, n_tested = 22) - [
HepG2-ACTB-RABS5A (n_incl_in_auc = 15, n_tested = 22) - H ]
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 14, n_tested = 22) - [0
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 12, n_tested = 22) - H &1 o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 10, n_tested = 22) - 23] @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc = 12, n_tested = 22) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 10, n_tested = 22) - s cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 9, n_tested = 22) - =Y © A9
WPMY1-GM130-SQSTML (n_incl_in_auc = 11, n_tested = 22) - Olef © HepG2
o «  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 9, n_tested = 22) - [¢]
WPMY1-TUBA1B-RELA (n_incl_in_auc = 11, n_tested = 22) - [eH
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A549-ACTB-RAB5A (n_incl_in_auc = 9, n_tested = 11) -
A549-CANX-COX4 (n_incl_in_auc = 7, n_tested = 11) -
A549-GM130-SQSTML1 (n_incl_in_auc = 9, n_tested = 11) -
A549-TP53BP1-CLTA (n_incl_in_auc = 7, n_tested = 11) -
A549-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 11) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 11) -
HepG2-CANX-COX4 (n_incl_in_auc = 6, n_tested = 11) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 7, n_tested = 11) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 7, n_tested = 11) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 11) -
WPMY1-ACTB-RAB5A (n_incl_in_auc =7, n_tested = 11) -
WPMY1-CANX-COX4 (n_incl_in_auc = 7, n_tested = 11) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 11) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 11) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 11) -
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CDK"inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 18, n_tested = 20) - [
A549-CANX-COX4 (n_incl_in_auc = 14, n_tested = 20) - ] FDR-adjusted
A549-GM130-SQSTM1 (n_incl_in_auc = 16, n_tested = 20) - ® 0 p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 14, n_tested = 20) - @ 0 g FALSE
. . ® TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 15, n_tested = 20) - ;]
HepG2-ACTB-RABS5A (n_incl_in_auc = 14, n_tested = 20) - e
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 14, n_tested = 20) - 80
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 15, n_tested = 20) - 2] o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 15, n_tested = 20) - B O @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc = 14, n_tested = 20) - ;]
WPMY1-ACTB-RAB5A (n_incl_in_auc = 15, n_tested = 20) - a cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 17, n_tested = 20) - =l ©  A549
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 12, n_tested = 20) - O @ *  HepG2
o «  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 12, n_tested = 20) - m R
WPMY1-TUBA1B-RELA (n_incl_in_auc = 17, n_tested = 20) - H®

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



Calmodulin®antagonist

A549-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 3) -

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 3) - . All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) - O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) - 8  Within Batch 2

HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 3) -

HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) - cell_type
. . * A549
HepG2-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 3) -
e HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -
¢ WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 3) - FDR-adjusted
WPMY 1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) - p-value < 0.05
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 3) - ] . O il FALSE
NA

WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



Casein kinase 1”7inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 5) -

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 5) -
A549-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 5) - CEe
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 5) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 5) -
HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 5) -

HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 5) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 5) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 5) - m] e H
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 5) -

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
«  A549
e HepG2
+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE
NA



A549-ACTB-RAB5A (n_incl_in_auc =7, n_tested = 7) -
A549-CANX-COX4 (n_incl_in_auc = 6, n_tested = 7) -
A549-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 7) -
A549-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 7) -
A549-TUBA1B-RELA (n_incl_in_auc =7, n_tested = 7) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 7) -
HepG2-CANX-COX4 (n_incl_in_auc =6, n_tested = 7) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 6, n_tested = 7) -
HepG2-TP53BP1-CLTA (n_incl_in_auc =7, n_tested = 7) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 7) -
WPMY1-ACTB-RAB5A (n_incl_in_auc =7, n_tested = 7) -
WPMY1-CANX-COX4 (n_incl_in_auc = 7, n_tested = 7) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc =7, n_tested = 7) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 7) -

WPMY1-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 7) -

0.0

Checkpoint kinase”inhibitor

g O

He

01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



A549-ACTB-RABS5A (n_incl_in_auc = 4, n_tested = 10) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 10) -
A549-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 10) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 10) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 10) -
HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 10) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 10) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 10) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 10) -
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 10) -
WPMY1-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 10) -
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 10) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 10) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 10) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 10) -

0.0

Cytochrome P4507inhibitor

O«&

01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE
NA



A549-ACTB-RAB5A (n_incl_in_auc =9,
A549-CANX-COX4 (n_incl_in_auc =9,
A549-GM130-SQSTM1 (n_incl_in_auc = 8,
A549-TP53BP1-CLTA (n_incl_in_auc =9,
A549-TUBA1B-RELA (n_incl_in_auc =7,
HepG2-ACTB-RABS5A (n_incl_in_auc = 10,
HepG2-CANX-COX4 (n_incl_in_auc = 10,
HepG2-GM130-SQSTM1 (n_incl_in_auc =9,
HepG2-TP53BP1-CLTA (n_incl_in_auc =9,
HepG2-TUBA1B-RELA (n_incl_in_auc = 10,
WPMY1-ACTB-RAB5A (n_incl_in_auc =9,
WPMY1-CANX-COX4 (n_incl_in_auc =9,
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 11,
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 9,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 10,

n_tested = 18) -
n_tested = 21) -
n_tested = 18) -
n_tested = 21) -
n_tested = 18) -
n_tested = 21) -
n_tested = 21) -
n_tested = 21) -
n_tested = 21) -
n_tested = 21) -
n_tested = 21) -
n_tested = 21) -
n_tested = 21) -
n_tested = 21) -

n_tested = 21) -

0.0

0.1

DNA synthesis”inhibitor
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02 03 04 05 06 07 08 09
auc_max_over_concentr_median

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



A549-ACTB-RAB5A (n_incl_in_auc = 6, n_tested = 8) -
A549-CANX-COX4 (n_incl_in_auc =5, n_tested = 9) -
A549-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 8) -
A549-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 9) -
A549-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 8) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 9) -
HepG2-CANX-COX4 (n_incl_in_auc = 6, n_tested = 9) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 6, n_tested = 9) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 9) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 9) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 6, n_tested = 9) -
WPMY1-CANX-COX4 (n_incl_in_auc = 6, n_tested = 9) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 9) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 9) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 9) -

0.0

0.1

DNA-PK”inhibitor

B O

o OH

02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



Dopamine receptor®agonist

A549-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 6) -

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 7) - Batch

A549-GM130-SQSTML (n_incl_in_auc = NA, n_tested = 6) - = AllAgor.
] ] 0O  Within Batch 1

A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 7) -
B Within Batch 2

A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 6) -

HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 7) -

cell_type
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 7) - . A549
HepG2-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 7) - *  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 7) - ¢ WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 7) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 7) - FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 7) -
(n_incl_in_au - ) « FALSE
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 4, n_tested = 7) - B e [] . NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 7) - e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 7) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



Dopamine receptor*antagonist

A549-ACTB-RAB5A (n_incl_in_auc = 11, n_tested = 16) - ]
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 18) -
A549-GM130-SQSTM1 (n_incl_in_auc = 12, n_tested = 16) - ]|
A549-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 18) - 3
A549-TUBA1B-RELA (n_incl_in_auc = 11, n_tested = 16) - ]
HepG2-ACTB-RABS5A (n_incl_in_auc = 10, n_tested = 18) -
HepG2-CANX-COX4 (n_incl_in_auc = 4, n_tested = 18) - O« B
HepG2-GM130-SQSTM1 (n_incl_in_auc = 9, n_tested = 18) - 3::}
HepG2-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 18) - ]
HepG2-TUBAL1B-RELA (n_incl_in_auc =12, n_tested = 18) - BeO
WPMY1-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 18) -
WPMY1-CANX-COX4 (n_incl_in_auc = 6, n_tested = 18) - B [
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 18) - E [o]
WPMY1-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 18) - O o[
WPMY1-TUBA1B-RELA (n_incl_in_auc = 7, n_tested = 18) - &

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted

p-value < 0.05
e FALSE
NA
e TRUE



ErbB family”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc =9, n_tested = 10) - ]
A549-CANX-COX4 (n_incl_in_auc = 9, n_tested = 10) - o a
A549-GM130-SQSTML1 (n_incl_in_auc = 9, n_tested = 10) - )
A549-TP53BP1-CLTA (n_incl_in_auc = 8, n_tested = 10) - 23]
A549-TUBA1B-RELA (n_incl_in_auc = 9, n_tested = 10) - H O
HepG2-ACTB-RABS5A (n_incl_in_auc = 7, n_tested = 10) - O @
HepG2-CANX-COX4 (n_incl_in_auc = 7, n_tested = 10) - O e«H
HepG2-GM130-SQSTML1 (n_incl_in_auc = 8, n_tested = 10) - (= ::
HepG2-TP53BP1-CLTA (n_incl_in_auc = 9, n_tested = 10) - o . ®©
HepG2-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 10) - ;]
WPMY1-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 10) - )
WPMY1-CANX-COX4 (n_incl_in_auc = 6, n_tested = 10) - Cal::]
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 6, n_tested = 10) - B ¢ O
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 10) - O« B
WPMY1-TUBA1B-RELA (n_incl_in_auc =4, n_tested = 10) - B O

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



FAAH7Inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 8) -

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 8) - Batch

A549-GM130-SQSTML (n_incl_in_auc = NA, n_tested = 8) - = AllAgor.
] ] 0O  Within Batch 1

A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 8) -
B Within Batch 2

A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 8) -

HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 8) -

cell_type
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 8) - . A549
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 8) - *  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 8) - Hé ¢ WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 8) - B] . i}
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 8) - FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 8) -
(n_incl_in_au - ) « FALSE
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 8) - - NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 8) - e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 8) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



FGFR family”*inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 8) - L]
A549-CANX-COX4 (n_incl_in_auc =7, n_tested = 9) - O ©
A549-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 8) - O ©
A549-TP53BP1-CLTA (n_incl_in_auc = 8, n_tested = 9) - HE
A549-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 8) -
HepG2-ACTB-RABS5A (n_incl_in_auc =7, n_tested = 9) - a
HepG2-CANX-COX4 (n_incl_in_auc = 8, n_tested = 9) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = 8, n_tested = 9) - L]
HepG2-TP53BP1-CLTA (n_incl_in_auc = 8, n_tested = 9) - G B
HepG2-TUBA1B-RELA (n_incl_in_auc =7, n_tested = 9) - (m]
WPMY1-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 9) - &
WPMY1-CANX-COX4 (n_incl_in_auc = 7, n_tested = 9) - 8 |
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 9) - ] . O
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 9) - B <O
WPMY1-TUBA1B-RELA (n_incl_in_auc =7, n_tested = 9) - B O

00 01 02 03 04 05 06 07 08
auc_max_over_concentr_median

0.9

1.0

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE



Glucocorticoid receptor*agonist

A549-ACTB-RAB5A (n_incl_in_auc = 10, n_tested = 10) -

ry
L1l

L

A549-CANX-COX4 (n_incl_in_auc = 10, n_tested = 10) -

A549-GM130-SQSTM1 (n_incl_in_auc = 10, n_tested = 10) -

ry
1]

ry
1]

A549-TP53BP1-CLTA (n_incl_in_auc = 10, n_tested = 10) -

A549-TUBA1B-RELA (n_incl_in_auc = 10, n_tested = 10) -

ry
1]

HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 10) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 10) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 10) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 10) -
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 10) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 10) -
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 10) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 10) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 10) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 10) -

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median

Batch

e All Aggr.
O Within Batch 1
@ Within Batch 2

FDR-adjusted

p-value < 0.05
NA
e TRUE
cell_type
°  A549
e HepG2
°  WPMY1



Glycogen synthase kinase 3”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 10) - Ql::
A549-CANX-COX4 (n_incl_in_auc = 6, n_tested = 10) - 0 H FDR-adjusted
A549-GM130-SQSTML (n_incl_in_auc = 8, n_tested = 10) - B o p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 8, n_tested = 10) - B0 » FALSE
. . ® TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 7, n_tested = 10) - H O
HepG2-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 10) - cy::)
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 7, n_tested = 10) - o
o All Aggr.
HepG2-GM130-SQSTML1 (n_incl_in_auc = 7, n_tested = 10) - e H o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 10) - &0 @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 10) - o B
WPMY1-ACTB-RAB5A (n_incl_in_auc = 6, n_tested = 10) - Be O cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 7, n_tested = 10) - B . O ©  A549
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 10) - 80 *  HepG2
o «  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 7, n_tested = 10) - o - H
WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 10) - O eH

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



A549-ACTB-RAB5A (n_incl_in_auc = 15,
A549-CANX-COX4 (n_incl_in_auc = 14,
A549-GM130-SQSTML1 (n_incl_in_auc = 13,
A549-TP53BP1-CLTA (n_incl_in_auc = 13,
A549-TUBA1B-RELA (n_incl_in_auc = 13,
HepG2-ACTB-RABS5A (n_incl_in_auc = 14,
HepG2-CANX-COX4 (n_incl_in_auc = 14,
HepG2-GM130-SQSTM1 (n_incl_in_auc = 13,
HepG2-TP53BP1-CLTA (n_incl_in_auc = 13,
HepG2-TUBA1B-RELA (n_incl_in_auc = 13,
WPMY1-ACTB-RAB5A (n_incl_in_auc = 14,
WPMY1-CANX-COX4 (n_incl_in_auc = 15,
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 15,
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 15,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 14,

HDAC inhibitor

n_tested = 20) - He ]
n_tested = 21) - fel
n_tested = 20) - Hel
n_tested = 21) - B
n_tested = 20) - (o
n_tested = 21) -

n_tested = 21) - (e

n_tested = 21) - 3]
n_tested = 21) -
n_tested = 21) -
n_tested = 21) - [&H

n_tested = 21) - ”

n_tested = 21) - CleH
n_tested = 21) - O«
n_tested = 21) - [

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



HGF receptor family”*inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 6) - Oe B
A549-CANX—-COX4 (n_incl_in_auc = 3, n_tested = 7) = o . ® Batch
A549-GM130-SQSTML (n_incl_in_auc = 3, n_tested = 6) - Of:= *  AllAggr.
) ) O Within Batch 1
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 7) = G H
B Within Batch 2
A549-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 6) - O B
HepG2-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 7) - )
cell_type
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 7) - 21 . AB549
HepG2-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 7) - o . ] +  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 7) - a *  WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 7) - O e[
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 7) - . O FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc =3, n_tested =7) - B -0
(n_incl_in_au - ) e FALSE
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 7) - « B O . NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 7) - e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 7) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



HIV protease”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) - ml:}
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 4) - . All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) - 0O  Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) - 8  Within Batch 2

HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 4) -

HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) - cell_type
: ; ¢ Ab549
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 4) -
e HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) - WPMY1
L]
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 4) - FDR-adjusted
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) - p-value < 0.05
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 4) - il FALSE
NA

WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



HMG-CoA reductase”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 6, n_tested = 7) -

ry|
1]

A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 7) -

M #

A549-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 7) -

A549-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 7) - e
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 7) -

HepG2-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 7) -

ry ry|
1] 1]

HepG2-CANX-COX4 (n_incl_in_auc =6, n_tested = 7) -

HepG2-GM130-SQSTML1 (n_incl_in_auc = 6, n_tested = 7) -

ry ry|
1] 1]

HepG2-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 7) -

HepG2-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 7) -

ry
|

WPMY1-ACTB-RAB5A (n_incl_in_auc = 6, n_tested = 7) -

ry|
1]

ry
1]

WPMY1-CANX-COX4 (n_incl_in_auc = 6, n_tested = 7) -

WPMY1-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 7) -

ry|
1]

ry
1]

WPMY1-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 7) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 7) -

ry|
1]

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

[EnY
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Batch

e All Aggr.
O Within Batch 1
@ Within Batch 2

FDR-adjusted

p-value < 0.05
NA
e TRUE
cell_type
°  A549
e HepG2
°  WPMY1



Heat shock protein®inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 10, n_tested = 11) - |
A549-CANX-COX4 (n_incl_in_auc = 8, n_tested = 11) - o] FDR-adjusted
A549-GM130-SQSTM1 (n_incl_in_auc = 10, n_tested = 11) - & p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 9, n_tested = 11) - = » FALSE
o e TRUE
A549-TUBA1B-RELA (n_incl_in_auc =9, n_tested = 11) -
HepG2-ACTB-RABS5A (n_incl_in_auc =9, n_tested = 11) - ]
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 10, n_tested = 11) -
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 11, n_tested = 11) - o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc =9, n_tested = 11) - : @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc = 10, n_tested = 11) - i3]
WPMY1-ACTB-RAB5A (n_incl_in_auc = 10, n_tested = 11) - =8 cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 9, n_tested = 11) - T ©  A549
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 11, n_tested = 11) - &0 *  HepG2
o «  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc =9, n_tested = 11) - ¢
WPMY1-TUBA1B-RELA (n_incl_in_auc = 10, n_tested = 11) - oHi

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



A549-ACTB-RAB5A (n_incl_in_auc =12,
A549-CANX-COX4 (n_incl_in_auc = 4,
A549-GM130-SQSTM1 (n_incl_in_auc = 10,
A549-TP53BP1-CLTA (n_incl_in_auc = 4,
A549-TUBA1B-RELA (n_incl_in_auc =9,
HepG2-ACTB-RABS5A (n_incl_in_auc =9,
HepG2-CANX-COX4 (n_incl_in_auc = 4,
HepG2-GM130-SQSTM1 (n_incl_in_auc = 8,
HepG2-TP53BP1-CLTA (n_incl_in_auc = 8,
HepG2-TUBA1B-RELA (n_incl_in_auc = 10,
WPMY1-ACTB-RAB5A (n_incl_in_auc =9,
WPMY1-CANX-COX4 (n_incl_in_auc =7,
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 10,
WPMY1-TP53BP1-CLTA (n_incl_in_auc =7,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 9,

n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -
n_tested = 27) -

n_tested = 27) -

0.0

0.1

Histamine receptor*antagonist
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auc_max_over_concentr_median

1.0

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 11) -
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 11) -
A549-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 11) -
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 11) -
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 11) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 11) -
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 11) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 11) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 11) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 11) -
WPMY1-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 11) -
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 11) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 11) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 11) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 11) -

0.0

Histone demethylase”inhibitor
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auc_max_over_concentr_median

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE



A549-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 7) -
A549-CANX-COX4 (n_incl_in_auc =5, n_tested = 7) -
A549-GM130-SQSTM1 (n_incl_in_auc =5, n_tested = 7) -
A549-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 7) -
A549-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 7) -
HepG2-ACTB-RABS5A (n_incl_in_auc =5, n_tested = 7) -
HepG2-CANX-COX4 (n_incl_in_auc =5, n_tested = 7) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 4, n_tested = 7) -
HepG2-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 7) -
HepG2-TUBA1B-RELA (n_incl_in_auc =4, n_tested = 7) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 7) -
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 7) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 7) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 7) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 7) -

0.0

IkB kinase”inhibitor

FDR-adjusted

p-value < 0.05
e FALSE
e TRUE
Batch
o All Aggr.
O Within Batch 1
B  Within Batch 2
B0 cell_type
°  A549
o= e HepG2
s WPMY1
He

07 08 09 1.0
auc_max_over_concentr_median



Insulin receptor family?inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) - B o O
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = 4, n_tested = 4) - | . m] . Al Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) - O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 4) - : R 8  Within Batch 2
HepG2-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) - 0@
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) - u::3 cell_type
. . * Ab549
HepG2-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 4) - ;N
e HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) - 08
¢ WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = 3, n_tested = 4) - B O .
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 4) - FDR-adjusted
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) - p-value < 0.05
WPMY1-GM130-SQSTML (n_incl_in_auc = NA, n_tested = 4) - * FALSE
NA

WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



A549-ACTB-RAB5A (n_incl_in_auc =9, n_tested = 11) -
A549-CANX-COX4 (n_incl_in_auc = 7, n_tested = 11) -
A549-GM130-SQSTML1 (n_incl_in_auc = 8, n_tested = 11) -
A549-TP53BP1-CLTA (n_incl_in_auc = 8, n_tested = 11) -
A549-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 11) -
HepG2-ACTB-RABS5A (n_incl_in_auc =7, n_tested = 11) -
HepG2-CANX-COX4 (n_incl_in_auc = 8, n_tested = 11) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 10, n_tested = 11) -
HepG2-TP53BP1-CLTA (n_incl_in_auc =9, n_tested = 11) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 11) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 11) -
WPMY1-CANX-COX4 (n_incl_in_auc = 8, n_tested = 11) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 7, n_tested = 11) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 7, n_tested = 11) -
WPMY1-TUBA1B-RELA (n_incl_in_auc =7, n_tested = 11) -

0.0 0.1

Janus kinase family”inhibitor

3]

0.6 0.7 0.8 0.9

auc_max_over_concentr_median

1.0

Batch

[m]

All Aggr.
Within Batch 1
Within Batch 2

cell_type

°

L]

°

A549
HepG2
WPMY1

FDR-adjusted
p-value < 0.05

FALSE



Kinesin®inhibitor

A549-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 9) - He[]
A549-CANX-COX4 (n_incl_in_auc =5, n_tested = 9) - [l FDR-adjusted
A549-GM130-SQSTML1 (n_incl_in_auc = 6, n_tested = 9) - [ p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 9) - Wl » FALSE
o e TRUE
A549-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 9) - =
HepG2-ACTB-RABS5A (n_incl_in_auc =5, n_tested = 9) - &
Batch
HepG2-CANX-COX4 (n_incl_in_auc =5, n_tested = 9) - &
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 9) - [CeHH o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 9) - 3] B  Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 9) - ]
WPMY1-ACTB-RAB5A (n_incl_in_auc = 5, n_tested = 9) - ™ cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 5, n_tested = 9) - 22 © A9
WPMY1-GM130-SQSTML (n_incl_in_auc = 6, n_tested = 9) - * HepG2
S s WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 9) -
WPMY1-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 9) -

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



LRRK27inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) - O @

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 4) - O0H . All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) - O Within Batch 1

A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 4) - m] 8  Within Batch 2

HepG2-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) - ]|
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) - B e« O cell_type
A549
HepG2-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 4) - O « @ ‘
e HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) - D B
¢ WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = 3, n_tested = 4) - : R o
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) - o @ FDR-adjusted
WPMY1-CANX—-COX4 (n_incl_in_auc = 3, n_tested = 4) - |0 . p-value < 0.05
WPMY1-GM130-SQSTML (n_incl_in_auc = NA, n_tested = 4) - * FALSE
NA

WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) - | 0

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



A549-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 14) -
A549-CANX-COX4 (n_incl_in_auc =5, n_tested = 15) -
A549-GM130-SQSTML1 (n_incl_in_auc = 9, n_tested = 14) -
A549-TP53BP1-CLTA (n_incl_in_auc = 7, n_tested = 15) -
A549-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 14) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 9, n_tested = 15) -
HepG2-CANX-COX4 (n_incl_in_auc =7, n_tested = 15) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = 10, n_tested = 15) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 10, n_tested = 15) -
HepG2-TUBAL1B-RELA (n_incl_in_auc = 8, n_tested = 15) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 15) -
WPMY1-CANX-COX4 (n_incl_in_auc = 8, n_tested = 15) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 9, n_tested = 15) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 7, n_tested = 15) -

WPMY1-TUBA1B-RELA (n_incl_in_auc =9, n_tested = 15) -

0.0

Lysine methyltransferase”inhibitor
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FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



MEKA"inhibitor

A549-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 5) - : N0
AB49-CANX—-COX4 (n_incl_in_auc = 3, n_tested = 5) - o Batch
A549-GM130-SQSTML (n_incl_in_auc = 5, n_tested = 5) - B = AllAgor.
] ] 0O  Within Batch 1
A549-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 5) - ]
B Within Batch 2
A549-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 5) - o H
HepG2-ACTB-RAB5A incl_i =5, n_tested =5)-
ep (n_incl_in_auc =5, n_teste ) L cell_type
HepG2-CANX-COX4 (n_incl_in_auc =5, n_tested = 5) - B0 . A549
HepG2-GM130-SQSTML1 (n_incl_in_auc = 5, n_tested = 5) - (=3 *  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 5) - [#H ¢ WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc =5, n_tested =5) - <
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 5) - FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 5) -
(n_incl_in_au - ) « FALSE
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 5) - - NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 5) - Hel e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 5) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



Microtubule”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc =12, n_tested = 13) -
A549-CANX-COX4 (n_incl_in_auc =11, n_tested = 13) - ¢
Batch
A549-GM130-SQSTML1 (n_incl_in_auc = 12, n_tested = 13) - <
] ] e All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = 12, n_tested = 13) - 23]
O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = 12, n_tested = 13) - s
B Within Batch 2
HepG2-ACTB-RABS5A (n_incl_in_auc = 11, n_tested = 13) - (eH
HepG2-CANX-COX4 (n_incl_in_auc = 11, n_tested = 13) - cell_type
HepG2-GM130-SQSTM1 (n_incl_in_auc = 11, n_tested = 13) - 23] « AB49
HepG2-TP53BP1-CLTA (n_incl_in_auc = 11, n_tested = 13) - [« e HepG2
HepG2-TUBA1B-RELA (n_incl_in_auc = 11, n_tested = 13) - 5 e WPMY1

WPMY1-ACTB-RAB5A (n_incl_in_auc =12, n_tested = 13) -
N FDR-adjusted
WPMY1-CANX-COX4 (n_incl_in_auc = 12, n_tested = 13) - &8 p-value < 0.05
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 12, n_tested = 13) - e TRUE

WPMY1-TP53BP1-CLTA (n_incl_in_auc = 12, n_tested = 13) -

WPMY1-TUBA1B-RELA (n_incl_in_auc =12, n_tested = 13) - &

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) -
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 3) -
A549-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 3) -
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 3) -
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 3) -
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 3) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 3) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 3) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) -
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 3) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 3) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 3) -

WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) -
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FDR-adjusted
p-value < 0.05

e TRUE



Monoamine transporter (SLC6A2-4)"inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 11, n_tested = 21) - -]

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 21) -

A549-GM130-SQSTML1 (n_incl_in_auc = 10, n_tested = 21) - e
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 21) - :: 0]
A549-TUBA1B-RELA (n_incl_in_auc = 11, n_tested = 21) - Bl
HepG2-ACTB-RABS5A (n_incl_in_auc = 8, n_tested = 21) - B o0

HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 21) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 21) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 21) -
HepG2-TUBA1B-RELA (n_incl_in_auc =9, n_tested = 21) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 21) -
WPMY1-CANX-COX4 (n_incl_in_auc =5, n_tested = 21) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 9, n_tested = 21) - O M@

WPMY1-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 21) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 21) -
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p-value < 0.05
e FALSE
NA
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Monopolar spindle 1 kinase”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 4) - 23]
A549-CANX-COX4 (n_incl_in_auc = 4, n_tested = 4) - 3 Batch
A549-GM130-SQSTML (n_incl_in_auc = 4, n_tested = 4) - B2 * AllAggr
o O Within Batch 1
A549-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 4) - [
@  Within Batch 2
A549-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 4) - [#H
HepG2-ACTB-RAB5A (n_incl_i =4, n_tested = 4)-
ep (n_incl_in_auc = 4, n_teste ) [ cell_type
HepG2-CANX-COX4 (n_incl_in_auc = 4, n_tested = 4) - e . A549
HepG2-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 4) - He 1 o HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 4) - [ ¢ WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 4) - [
WPMY1-ACTB-RABSA (n_incl_in_auc = 4, n_tested = 4) - e0 FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc =3, n_tested = 4) - B (8]
(n_incl_in_au - ) « FALSE
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 4) - o . B - NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 4) - o - H e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



NFkB pathway”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc =12, n_tested = 16) - |
A549-CANX-COX4 (n_incl_in_auc = 7, n_tested = 16) - m::]
A549-GM130-SQSTML1 (n_incl_in_auc = 8, n_tested = 16) - H
A549-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 16) - B O e
A549-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 16) - O @
HepG2-ACTB-RABS5A (n_incl_in_auc = 9, n_tested = 16) - |
HepG2-CANX-COX4 (n_incl_in_auc = 7, n_tested = 16) - o HO
HepG2-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 16) - i
HepG2-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 16) - =B
HepG2-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 16) - H o
WPMY1-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 16) - OB «
WPMY1-CANX-COX4 (n_incl_in_auc = 6, n_tested = 16) - B O
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 8, n_tested = 16) - EH
WPMY1-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 16) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = 7, n_tested = 16) - B O
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auc_max_over_concentr_median
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A549-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 5) -
A549-CANX-COX4 (n_incl_in_auc = 4, n_tested = 5) -
A549-GM130-SQSTM1 (n_incl_in_auc =5, n_tested = 5) -
A549-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 5) -
A549-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 5) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 5) -
HepG2-CANX-COX4 (n_incl_in_auc = 4, n_tested = 5) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 5) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested =5) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 5) -
WPMY1-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 5) -
WPMY1-CANX-COX4 (n_incl_in_auc =5, n_tested = 5) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 5) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 5) -

WPMY1-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 5) -

0.0

Non-selective Tyrosine kinase”inhibitor
O e« H

Bed

=0

01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



A549-ACTB-RAB5A (n_incl_in_auc =11,
A549-CANX-COX4 (n_incl_in_auc = 8,
A549-GM130-SQSTM1 (n_incl_in_auc = 10,
A549-TP53BP1-CLTA (n_incl_in_auc = 10,
A549-TUBA1B-RELA (n_incl_in_auc = 8,
HepG2-ACTB-RABS5A (n_incl_in_auc = 10,
HepG2-CANX-COX4 (n_incl_in_auc = 10,
HepG2-GM130-SQSTM1 (n_incl_in_auc = 12,
HepG2-TP53BP1-CLTA (n_incl_in_auc = 11,
HepG2-TUBA1B-RELA (n_incl_in_auc = 11,
WPMY1-ACTB-RAB5A (n_incl_in_auc =11,
WPMY1-CANX-COX4 (n_incl_in_auc = 10,
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 12,
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 10,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 10,

Non-selective kinase”inhibitor

n_tested = 13) - EH
n_tested = 14) - B
n_tested = 13) - L]
n_tested = 14) - @0

n_tested = 13) - &
n_tested = 14) - m:}
n_tested = 14) -
n_tested = 14) - HE1
n_tested = 14) - 5
n_tested = 14) - Be
n_tested = 14) - =8
n_tested = 14) - ::m]
n_tested = 14) - |
n_tested = 14) - He O
n_tested = 14) - O «@

0.0 0.1 0.2 0.3 0.4 0.5 0.6 0.7

auc_max_over_concentr_median

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE



Nrf2”activator

A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 5) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 5) -
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 5) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 5) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 5) -
HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 5) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 5) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 5) - He
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 5) -
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 5) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 5) -

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch

e All Aggr.
O Within Batch 1
@ Within Batch 2

FDR-adjusted

p-value < 0.05
NA
e TRUE
cell_type
°  A549
e HepG2
°  WPMY1



Nucleoside analog

A549-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 11) - ;]
A549-CANX-COX4 (n_incl_in_auc =9, n_tested = 13) - CoE FDR-adjusted
A549-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 11) - B O p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 9, n_tested = 13) - @ O » FALSE
o e TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 7, n_tested = 11) - DOe [
HepG2-ACTB-RABS5A (n_incl_in_auc =9, n_tested = 13) - B <0
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 9, n_tested = 13) - OB
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 9, n_tested = 13) - 1] o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc =9, n_tested = 13) - ! @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc =9, n_tested = 13) - o::}
WPMY1-ACTB-RABS5A (n_incl_in_auc = 8, n_tested = 13) - e O cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 8, n_tested = 13) - 0. @ ©  A549
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 9, n_tested = 13) - a *  HepG2
o «  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc =9, n_tested = 13) - o0&
WPMY1-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 13) - LA
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auc_max_over_concentr_median



Oxidative phosphorylation“uncoupler

A549-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 4) - o |
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) - H &l FDR-adjusted
A549-GM130-SQSTML1 (n_incl_in_auc = 4, n_tested = 4) - ry p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) - 2" * FALSE
. . ® TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 4) - fel
HepG2-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) - [» H
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) - 0. @
o All Aggr.
HepG2-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 4) - <« O Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 4) - H e @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 4) - Hlel
WPMY1-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 4) - s cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 4, n_tested = 4) - (1o ©  A549
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 4) - s *  HepG2
. . *  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) - fof]
WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 4) - el

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



A549-ACTB-RAB5A (n_incl_in_auc = 16,
A549-CANX-COX4 (n_incl_in_auc = 13,
A549-GM130-SQSTML1 (n_incl_in_auc = 15,
A549-TP53BP1-CLTA (n_incl_in_auc = 15,
A549-TUBA1B-RELA (n_incl_in_auc = 14,
HepG2-ACTB-RABS5A (n_incl_in_auc = 13,
HepG2-CANX-COX4 (n_incl_in_auc = 14,
HepG2-GM130-SQSTM1 (n_incl_in_auc = 14,
HepG2-TP53BP1-CLTA (n_incl_in_auc = 13,
HepG2-TUBA1B-RELA (n_incl_in_auc = 13,
WPMY1-ACTB-RAB5A (n_incl_in_auc = 14,
WPMY1-CANX-COX4 (n_incl_in_auc = 14,
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 12,
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 11,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 13,

PDGFR family®inhibitor

n_tested = 20) - Ba
n_tested = 20) - B0

n_tested = 20) - Be 0
n_tested = 20) - Oe®
n_tested = 20) - =
n_tested = 20) - €0
n_tested = 20) - O« H©
n_tested = 20) - 80
n_tested = 20) - Ge
n_tested = 20) - 8
n_tested = 20) - OeH
n_tested = 20) - 218
n_tested = 20) - O]
n_tested = 20) - o[H

n_tested = 20) - i}
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e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
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+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE



PDK17inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) - B a
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) - B0
A549-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 3) - m] . H
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) - B O
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) - :: M

HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 4) -
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) - o . 22

HepG2-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 4) - O « B

HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) - O « ®

HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 4) - | Oe

WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) - 2]

WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) - B0
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 4) - O B

WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 4) - mi-:|
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e All Aggr.
O Within Batch 1
8  Within Batch 2
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FDR-adjusted

p-value < 0.05
e FALSE
NA
e TRUE



PI3K~inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 14, n_tested = 17) - B ¢
A549-CANX-COX4 (n_incl_in_auc = 14, n_tested = 20) - [(BH FDR-adjusted
A549-GM130-SQSTML1 (n_incl_in_auc = 13, n_tested = 17) - FBe( ] p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 16, n_tested = 20) - (et i FALSE
o e TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 13, n_tested = 17) - el
HepG2-ACTB-RABS5A (n_incl_in_auc = 16, n_tested = 20) - =7 |
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 14, n_tested = 20) - [
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 15, n_tested = 20) - [’ o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 15, n_tested = 20) - (eH B  Within Batch 2
HepG2-TUBAL1B-RELA (n_incl_in_auc = 15, n_tested = 20) - Hdl
WPMY1-ACTB-RAB5A (n_incl_in_auc = 15, n_tested = 20) - & cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 16, n_tested = 20) - B © A9
WPMY1-GM130-SQSTML (n_incl_in_auc = 15, n_tested = 20) - B © HepG2
S s WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 15, n_tested = 20) - [CéH
WPMY1-TUBA1B-RELA (n_incl_in_auc = 13, n_tested = 20) - Hel[]

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



PKA”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) - O e ]
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 3) - B8 o] FDR-adjusted
A549-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 3) - o e H p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 3) - @ . o » FALSE
o e TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) - HLd
HepG2-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 3) - ::1
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 3) - ] e O
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 3) - ] o [ O Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 3) - B . o @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) - Be O
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) - e cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 3) - iE} ©  A549
WPMY1-GM130-SQSTML (n_incl_in_auc = 3, n_tested = 3) - = © HepG2
o «  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 3) - [ ¢H
WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) - mel |

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



PKC inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 5) - i8] .
AB549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 5) - Batch
A549-GM130-SQSTML (n_incl_in_auc = 3, n_tested = 5) - a = AllAgor.
] ] 0O  Within Batch 1
A549-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 5) - O
B Within Batch 2
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 5) - O . ]
HepG2-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 5) - B . m]
cell_type
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 5) - ] e O . A549
HepG2-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 5) - ::} e [ o HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 5) - :: m] ¢ WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 5) - e B O
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 5) - B .0 FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested =5) - bt
(n_incl_in_au - ) o « FALSE
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 5) - CHe - NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 5) - B e TRUE
WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 5) - ] «&H

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



PKD"inhibitor
A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) - o =

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) -
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 3) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -
HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 3) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 3) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -

HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) - = & H
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted

p-value < 0.05
e FALSE
NA
e TRUE



A549-ACTB-RAB5A (n_incl_in_auc = 3,
A549-CANX-COX4 (n_incl_in_auc = NA,
A549-GM130-SQSTM1 (n_incl_in_auc = 3,
A549-TP53BP1-CLTA (n_incl_in_auc = NA,
A549-TUBA1B-RELA (n_incl_in_auc = 3,
HepG2-ACTB-RABS5A (n_incl_in_auc = 3,
HepG2-CANX-COX4 (n_incl_in_auc = NA,
HepG2-GM130-SQSTM1 (n_incl_in_auc = 3,
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3,
HepG2-TUBA1B-RELA (n_incl_in_auc = 3,
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3,
WPMY1-CANX-COX4 (n_incl_in_auc = 3,
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 3,
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 3,

Phospholipase”inhibitor

n_tested = 5) - cil
n_tested = 5) -

n_tested = 5) -
n_tested = 5) -

n_tested = 5) - 25 X
n_tested = 5) - Hel
n_tested = 5) -

n_tested = 5) - i
n_tested = 5) - BBl ]
n_tested = 5) - HHe]l
n_tested = 5) - Hlel
n_tested = 5) - H &1
n_tested = 5) - L] eH
n_tested = 5) -

n_tested = 5) - [eH

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median

Batch

e All Aggr.
O Within Batch 1
@ Within Batch 2

FDR-adjusted

p-value < 0.05
NA
e TRUE
cell_type
°  A549
e HepG2
°  WPMY1



Polo-like kinase”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 7, n_tested = 8) - B0
A549-CANX-COX4 (n_incl_in_auc = 8, n_tested = 10) - 213
Batch
A549-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 8) - He
. . o All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = 9, n_tested = 10) - 0
O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = 7, n_tested = 8) - ] o
B Within Batch 2
HepG2-ACTB-RABS5A (n_incl_in_auc = 9, n_tested = 10) - B0
HepG2-CANX-COX4 (n_incl_in_auc = 8, n_tested = 10) - m cell_type
HepG2-GM130-SQSTML1 (n_incl_in_auc = 8, n_tested = 10) - L2 « AB49
HepG2-TP53BP1-CLTA (n_incl_in_auc = 9, n_tested = 10) - B0 e HepG2
HepG2-TUBA1B-RELA (n_incl_in_auc = 9, n_tested = 10) - = ¢ WPMY1
WPMY1-ACTB-RAB5A (n_incl_in_auc =9, n_tested = 10) - ]
WPMY1-CANX-COX4 (n_incl_i =9, n_tested = 10 . O FDR-adjusted
(n_incl_in_auc = 9, n_tested = 10) p-value < 0.05
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 9, n_tested = 10) - Oe ©H e FALSE
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 9, n_tested = 10) - m S
WPMY1-TUBA1B-RELA (n_incl_in_auc = 10, n_tested = 10) - 8]

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



A549-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 5) -
A549-CANX-COX4 (n_incl_in_auc = 4, n_tested = 5) -
A549-GM130-SQSTM1 (n_incl_in_auc =5, n_tested = 5) -
A549-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 5) -
A549-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 5) -
HepG2-ACTB-RABS5A (n_incl_in_auc =4, n_tested =5) -
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 5) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 5) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 5) -
HepG2-TUBA1B-RELA (n_incl_in_auc =4, n_tested = 5) -
WPMY1-ACTB-RAB5A (n_incl_in_auc =5, n_tested = 5) -
WPMY1-CANX-COX4 (n_incl_in_auc = 4, n_tested = 5) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 5) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 5) -

WPMY1-TUBA1B-RELA (n_incl_in_auc =4, n_tested = 5) -

0.0

0.1

RET RTK2inhibitor

O] ::]

=:] O

02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 6) -
A549-CANX-COX4 (n_incl_in_auc =5, n_tested = 8) -
A549-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 6) -
A549-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 8) -
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 6) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 8) -
HepG2-CANX-COX4 (n_incl_in_auc =5, n_tested = 8) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 5, n_tested = 8) -
HepG2-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 8) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 8) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 8) -
WPMY1-CANX-COX4 (n_incl_in_auc =5, n_tested = 8) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc =5, n_tested = 8) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 8) -
WPMY1-TUBA1B-RELA (n_incl_in_auc =5, n_tested = 8) -

0.0

0.1

0.2

RNA synthesis”inhibitor

Oe B

«[JH

o aé
OB

03 04 05 06 07 08 09 10
auc_max_over_concentr_median

FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



Raf inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 7, n_tested = 8) - 50
- - i i = = - o BO .
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 8) FDR-adjusted
A549-GM130-SQSTML (n_incl_in_auc = 5, n_tested = 8) - = p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 7, n_tested = 8) - @ .0 » FALSE
. . e TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 8) - DH
HepG2-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 8) - He[]
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 6, n_tested = 8) - Y
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 6, n_tested = 8) - o Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 6, n_tested = 8) - O @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc = 6, n_tested = 8) - ot
WPMY1-ACTB-RAB5A (n_incl_in_auc = 5, n_tested = 8) - «B O cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 4, n_tested = 8) - 8 O ©  A549
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 8) - & O *  HepG2
o «  WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 8) - B O
WPMY1-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 8) - B e« O

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



Respiratory chain®inhibitor
A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 3) -
A549-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) -
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 3) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -
HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 4) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 4) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) -
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 4) -
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 4) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch

e All Aggr.
O Within Batch 1
@ Within Batch 2

FDR-adjusted

p-value < 0.05
NA
e TRUE
cell_type
«  A549
e HepG2
°  WPMY1



A549-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 7) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 8) -
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 7) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 8) -
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 7) -
HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 8) -
HepG2-CANX-COX4 (n_incl_in_auc =5, n_tested = 8) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 8) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 8) -
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 8) -
WPMY1-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 8) -
WPMY1-CANX-COX4 (n_incl_in_auc =5, n_tested = 8) -
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 5, n_tested = 8) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 8) -

WPMY1-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 8) -

0.0

Retinoic acid receptor®agonist

01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted

p-value < 0.05
e FALSE
NA
e TRUE



Rho associated kinase”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 8) - &
A549-CANX-COX4 (n_incl_in_auc = 7, n_tested = 8) - ([
Batch
A549-GM130-SQSTM1 (n_incl_in_auc = 7, n_tested = 8) - L] B
] ] e All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = 8, n_tested = 8) - H bl
O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 8) - Hiel i
B Within Batch 2
HepG2-ACTB-RABS5A (n_incl_in_auc = 8, n_tested = 8) - ]
HepG2-CANX-COX4 (n_incl_in_auc = 8, n_tested = 8) - [eff cell_type
HepG2-GM130-SQSTML1 (n_incl_in_auc = 8, n_tested = 8) - 3 «  AB49
HepG2-TP53BP1-CLTA (n_incl_in_auc = 8, n_tested = 8) - e HepG2
HepG2-TUBA1B-RELA (n_incl_in_auc = 7, n_tested = 8) - 3] e WPMY1
WPMY1-ACTB-RAB5A (n_incl_in_auc = 8, n_tested = 8) -
WPMY1-CANX-COX4 (n_incl_i =8,n_tested =8 FDR-adjusted
(n_incl_in_auc = 8, n_tested = 8) & p-value < 0.05
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 8, n_tested = 8) - e TRUE
WPMY1-TP53BP1-CLTA (n_incl_in_auc =7, n_tested = 8) - e
WPMY1-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 8) -

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



Serotonin receptor*agonist

A549-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 8) -

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 8) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 8) - . All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 8) - O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 8) - 8  Within Batch 2

HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 8) -

HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 8) - cell_type
. . * A549
HepG2-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 8) -
e HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 8) -
¢ WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 8) -
WPMY1-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 8) - FDR-adjusted
WPMY 1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 8) - p-value < 0.05
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 4, n_tested = 8) - Be O il FALSE
NA

WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 8) -

WPMY1-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 8) -

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



Serotonin receptor*antagonist

A549-ACTB-RAB5A (n_incl_in_auc = 10, n_tested = 20) - C»H

A549-CANX—-COX4 (n_incl_in_auc = NA, n_tested = 22) - Batch
A549-GM130-SQSTML (n_incl_in_auc = 11, n_tested = 20) - ® *+ AllAggr.

) ) O Within Batch 1
A549-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 22) - i1
B Within Batch 2
A549-TUBA1B-RELA (n_incl_in_auc = 9, n_tested = 20) - :: ]
HepG2-ACTB-RABS5A (n_incl_in_auc = 8, n_tested = 22) - # e []
cell_type
HepG2-CANX-COX4 (n_incl_in_auc = 4, n_tested = 22) - O« B . AB549
HepG2-GM130-SQSTML1 (n_incl_in_auc = 8, n_tested = 22) - Oe @ «  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = 7, n_tested = 22) - S]] ¢ WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = 11, n_tested = 22) -
WPMY1-ACTB-RABS5A (n_incl_in_auc = 6, n_tested = 22) - O FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in =5,n =22)- 1]
C COX4 (n_incl_in_auc =5, n_tested ) M Fuse
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 8, n_tested = 22) - OB . . NA

WPMY1-TP53BP1-CLTA (n_incl_in_auc = 5, n_tested = 22) - o & e TRUE
WPMY1-TUBA1B-RELA (n_incl_in_auc = 5, n_tested = 22) - [

00 01 02 03 04 05 06 07 08 09 10
auc_max_over_concentr_median



Sphingosine kinase”inhibitor
A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 2) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) -
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 2) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 2) -
HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 3) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 3) - O He

HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -

WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) - (]
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
«  A549
e HepG2
+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE
NA



Src family”inhibitor

A549-ACTB-RAB5A (n_incl_in_auc = 11, n_tested = 13) - O H
A549-CANX-COX4 (n_incl_in_auc = 9, n_tested = 13) - m:]
Batch
A549-GM130-SQSTM1 (n_incl_in_auc = 10, n_tested = 13) - &H
] ] e All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = 10, n_tested = 13) - B 0
O Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = 10, n_tested = 13) - B e« O o
B Within Batch 2
HepG2-ACTB-RAB5A (n_incl_in_auc =10, n_tested = 13) - 80
HepG2-CANX-COX4 (n_incl_in_auc = 9, n_tested = 13) - OBe cell_type
HepG2-GM130-SQSTML1 (n_incl_in_auc = 10, n_tested = 13) - L « AB49
HepG2-TP53BP1-CLTA (n_incl_in_auc = 11, n_tested = 13) - ] e HepG2
HepG2-TUBA1B-RELA (n_incl_in_auc = 8, n_tested = 13) - 1 ¢ WPMY1
WPMY1-ACTB-RAB5A (n_incl_in_auc = 11, n_tested = 13) - a0
WPMY1-CANX-COX4 (n_incl_i =8, n_tested = 13 o.® FDR-adjusted
(n_incl_in_auc = 8, n_tested = 13) p-value < 0.05
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 9, n_tested = 13) - 1] e FALSE
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 9, n_tested = 13) - R
WPMY1-TUBA1B-RELA (n_incl_in_auc = 10, n_tested = 13) - OeH

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



TGF beta receptortinhibitor

A549-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 4) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 4) -
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 4) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 4) -
A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -
HepG2-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 4) -
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) -
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 4) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) -
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 4) -
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 4) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 4) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 4) -

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch

e All Aggr.
O Within Batch 1
@ Within Batch 2

FDR-adjusted

p-value < 0.05
NA
e TRUE
cell_type
°  A549
e HepG2
°  WPMY1



A549-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 3) -
A549-CANX-COX4 (n_incl_in_auc = 4, n_tested = 4) -
A549-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 3) -
A549-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 4) -
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 3) -
HepG2-ACTB-RABS5A (n_incl_in_auc =4, n_tested = 4) -
HepG2-CANX-COX4 (n_incl_in_auc = 3, n_tested = 4) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 4, n_tested = 4) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 4) -
HepG2-TUBA1B-RELA (n_incl_in_auc =4, n_tested = 4) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 4) -
WPMY1-CANX-COX4 (n_incl_in_auc = 4, n_tested = 4) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 4) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 4) -

WPMY1-TUBA1B-RELA (n_incl_in_auc =4, n_tested = 4) -
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FDR-adjusted
p-value < 0.05

e FALSE
e TRUE

Batch
o All Aggr.
O  Within Batch 1
B  Within Batch 2

cell_type
°  A549
e HepG2
°  WPMY1



Translation®inhibitor

A549-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 4) - {1
A549-CANX-COX4 (n_incl_in_auc = 4, n_tested = 5) - Y FDR-adjusted
A549-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 4) - B p-value < 0.05
A549-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 5) - oH i FALSE
o e TRUE
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 4) - [
HepG2-ACTB-RABS5A (n_incl_in_auc =4, n_tested =5) - O @
Batch
HepG2-CANX-COX4 (n_incl_in_auc = 4, n_tested = 5) - H &1
o All Aggr.
HepG2-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 5) - | e[] O Within Batch 1
HepG2-TP53BP1-CLTA (n_incl_in_auc = 4, n_tested = 5) - oH @ Within Batch 2
HepG2-TUBA1B-RELA (n_incl_in_auc =4, n_tested = 5) - o. H
WPMY1-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 5) - 31 cell_type
WPMY1-CANX-COX4 (n_incl_in_auc = 4, n_tested = 5) - B ©  A549
WPMY1-GM130-SQSTML (n_incl_in_auc = 4, n_tested = 5) - 2] © HepG2
S s WPMY1
WPMY1-TP53BP1-CLTA (n_incl_in_auc =5, n_tested = 5) - o fe
WPMY1-TUBA1B-RELA (n_incl_in_auc =4, n_tested = 5) - 13

00 01 02 03 04 05 06 07 08 09 1.0
auc_max_over_concentr_median



Ubiquitin E1 ligase”inhibitor
A549-ACTB-RABS5A (n_incl_in_auc = NA, n_tested = 3) -

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) - Batch

A549-GM130-SQSTML (n_incl_in_auc = NA, n_tested = 3) - = AllAgor.
] ] 0O  Within Batch 1

A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) -
B Within Batch 2

A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -

HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 3) -

cell_type
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 3) - . A549
HepG2-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 3) - *  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) - ¢ WPMY1
HepG2-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 3) - FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 3) -
(n_incl_in_au - ) e « FALSE
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 3) - : 3 O . NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 3) - e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 3) -
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auc_max_over_concentr_median



A549-ACTB-RAB5A (n_incl_in_auc = 3,
A549-CANX-COX4 (n_incl_in_auc = 3,
A549-GM130-SQSTM1 (n_incl_in_auc = 5,
A549-TP53BP1-CLTA (n_incl_in_auc = 3,
A549-TUBA1B-RELA (n_incl_in_auc =4,
HepG2-ACTB-RABS5A (n_incl_in_auc = 3,
HepG2-CANX-COX4 (n_incl_in_auc = 3,
HepG2-GM130-SQSTM1 (n_incl_in_auc = 4,
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3,
HepG2-TUBA1B-RELA (n_incl_in_auc = 3,
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3,
WPMY1-CANX-COX4 (n_incl_in_auc = 3,
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 3,
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 3,

n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -
n_tested = 12) -

n_tested = 12) -
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8  Within Batch 2

cell_type
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+  WPMY1

FDR-adjusted

p-value < 0.05
e FALSE
NA
e TRUE



A549-ACTB-RAB5A (n_incl_in_auc = 14,
A549-CANX-COX4 (n_incl_in_auc = 10,
A549-GM130-SQSTML1 (n_incl_in_auc = 13,
A549-TP53BP1-CLTA (n_incl_in_auc = 12,
A549-TUBA1B-RELA (n_incl_in_auc = 12,
HepG2-ACTB-RABS5A (n_incl_in_auc =9,
HepG2-CANX-COX4 (n_incl_in_auc =11,
HepG2-GM130-SQSTM1 (n_incl_in_auc = 12,
HepG2-TP53BP1-CLTA (n_incl_in_auc = 12,
HepG2-TUBA1B-RELA (n_incl_in_auc =12,
WPMY1-ACTB-RAB5A (n_incl_in_auc =12,
WPMY1-CANX-COX4 (n_incl_in_auc = 10,
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 10,
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 8,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 9,

VEGFR family”inhibitor

n_tested = 16) - 1
n_tested = 19) - O @
n_tested = 16) - o
n_tested = 19) - :: R |

n_tested = 16) - @ 0
n_tested = 19) - o
n_tested = 19) - o @
n_tested = 19) -

n_tested = 19) -
n_tested = 19) - L1

n_tested = 19) - B
n_tested = 19) - iz |

n_tested = 19) - He
n_tested = 19) -

n_tested = 19) - B O

00 01 02 03 04 05 06 07 08 09
auc_max_over_concentr_median

1.0

Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
+  A549
e HepG2
+  WPMY1

FDR-adjusted
p-value < 0.05

e FALSE



Voltage—gated calcium channel*blocker

A549-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 14) -
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 15) -
A549-GM130-SQSTML1 (n_incl_in_auc = 4, n_tested = 14) -
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 15) -
A549-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 14) -
HepG2-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 15) -
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 15) -
HepG2-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 15) -
HepG2-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 15) -
HepG2-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 15) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 15) -
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 15) -
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 15) -
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 15) -
WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 15) -

0.0 0.1 0.2
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auc_max_over_concentr_median
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Batch
e All Aggr.
O Within Batch 1
8  Within Batch 2

cell_type
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FDR-adjusted

p-value < 0.05
e FALSE
NA
e TRUE



Voltage—gated potassium channel*blocker

A549-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 11) - B ¢

A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 11) - Batch

A549-GM130-SQSTML (n_incl_in_auc = NA, n_tested = 11) - * AllAggr.
) ) O Within Batch 1

A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 11) -
@ Within Batch 2

A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 11) -

HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 11) -

cell_type
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 11) - . A549
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 11) - *  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 11) - *  WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 11) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 11)- FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 11) -
(n_incl_in_au - ) « FALSE
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 4, n_tested = 11) - CleH . NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 11) - e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 11) -
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auc_max_over_concentr_median



Voltage—gated sodium channel*blocker

A549-ACTB-RABS5A (n_incl_in_auc = 4, n_tested = 23) - ;]
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 25) - Batch
A549-GM130-SQSTML (n_incl_in_auc = 4, n_tested = 23) - Ba = AllAgor.
) ) 0O  Within Batch 1
A549-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 25) - & o
B Within Batch 2
A549-TUBA1B-RELA (n_incl_in_auc = 3, n_tested = 23) - Hil o
HepG2-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 25) - O « @
cell_type
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 25) - . A549
HepG2-GM130-SQSTM1 (n_incl_in_auc = NA, n_tested = 25) - *  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 25) - ¢ WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 25) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 4, n_tested = 25) - O @ FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 25) - B .
(n_incl_in_au - ) = « FALSE
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 25) - Oe ) - NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 25) - e TRUE

WPMY1-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 25) -
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auc_max_over_concentr_median



c—Jun kinase”inhibitor

A549-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 5) - ::m )
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 6) - Batch
A549-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 5) - .« All Aggr.
A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 6) - 0O  Within Batch 1
A549-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 5) - O <&@ B Within Batch 2
HepG2-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 6) - -0 H
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 6) - cell_type
. . * A549
HepG2-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 6) -
e HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 6) -
¢ WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 6) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = 3, n_tested = 6) - -0 B FDR-adjusted
WPMY1-CANX-COX4 (n_incl_in_auc = 3, n_tested = 6) - -0 ® p-value < 0.05
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 6) - ] . (8] il FALSE
NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 3, n_tested = 6) - B . o
WPMY1-TUBA1B-RELA (n_incl_in_auc = 4, n_tested = 6) - T B
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mAChR”antagonist

A549-ACTB-RABS5A (n_incl_in_auc = 3, n_tested = 14) - Hlel
A549-CANX-COX4 (n_incl_in_auc = NA, n_tested = 17) - Batch
A549-GM130-SQSTM1 (n_incl_in_auc = 3, n_tested = 14) - H e[l *  AllAggr.

) ) O Within Batch 1

A549-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 17) -
B Within Batch 2

A549-TUBA1B-RELA (n_incl_in_auc = NA, n_tested = 14) -

HepG2-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 17) -

cell_type
HepG2-CANX-COX4 (n_incl_in_auc = NA, n_tested = 17) - . A549
HepG2-GM130-SQSTML1 (n_incl_in_auc = NA, n_tested = 17) - *  HepG2
HepG2-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 17) - *  WPMY1
HepG2-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 17) -
WPMY1-ACTB-RAB5A (n_incl_in_auc = NA, n_tested = 17)- FDR-adjusted
p-value < 0.05
WPMY1-CANX-COX4 (n_incl_in_auc = NA, n_tested = 17) -
(n_incl_in_au - ) « FALSE
WPMY1-GM130-SQSTML1 (n_incl_in_auc = 3, n_tested = 17) - O b - NA
WPMY1-TP53BP1-CLTA (n_incl_in_auc = NA, n_tested = 17) = e TRUE

WPMY1-TUBAL1B-RELA (n_incl_in_auc = NA, n_tested = 17) -
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A549-ACTB-RAB5A (n_incl_in_auc =13,
A549-CANX-COX4 (n_incl_in_auc = 13,
A549-GM130-SQSTML1 (n_incl_in_auc = 13,
A549-TP53BP1-CLTA (n_incl_in_auc = 13,
A549-TUBA1B-RELA (n_incl_in_auc = 13,
HepG2-ACTB-RABS5A (n_incl_in_auc = 13,
HepG2-CANX-COX4 (n_incl_in_auc = 13,
HepG2-GM130-SQSTM1 (n_incl_in_auc = 13,
HepG2-TP53BP1-CLTA (n_incl_in_auc = 13,
HepG2-TUBA1B-RELA (n_incl_in_auc = 13,
WPMY1-ACTB-RAB5A (n_incl_in_auc =13,
WPMY1-CANX-COX4 (n_incl_in_auc = 13,
WPMY1-GM130-SQSTM1 (n_incl_in_auc = 13,
WPMY1-TP53BP1-CLTA (n_incl_in_auc = 13,

WPMY1-TUBA1B-RELA (n_incl_in_auc = 13,

n_tested = 13) -
n_tested = 13) -
n_tested = 13) -
n_tested = 13) -
n_tested = 13) -
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