Electronic Supplementary Material (ESI) for Digital Discovery.
This journal is © The Royal Society of Chemistry 2023

JUMP1

CP Embeddings in TSNE Space
Colored by Perturbation

61 o purvalanol-a (CDK inhibitor) * * * 8 4 e purvalanol-a (CDK inhibitor)
e arcyriaflavin-a (CDK inhibitor) . * = = e - e arcyriaflavin-a (CDK inhibitor) S .
® RGB-286638 (CDK inhibitor) = L4 ® RGB-286638 (CDK inhibitor) ° »
4 1 e PHA-793887 (CDK inhibitor) . e PHA-793887 (CDK inhibitor) ®
® NSC-625987 (CDK inhibitor) ° . 61 ® NSC-625987 (CDK inhibitor)
« guanidine (HSP inhibitor) ° ° * guanidine (HSP inhibitor) il
21 =+ geldanamycin (HSP inhibitor) e ° # geldanamycin (HSP inhibitor) L4 e ) -,
* ganetespib (HSP inhibitor) ” 4 4 * ganetespib (HSP inhibitor) L
#  NVP-HSP990 (HSP inhibitor) LB N o #  NVP-HSP990 (HSP inhibitor) 3 . N
0 A sodium-butyrate (HDAC inhibitor) o : & °® sodium-butyrate (HDAC inhibitor)
romidepsin (HDAC inhibitor) A romidepsin (HDAC inhibitor)
m droxinostat (HDAC inhibitor) . . % m 24 droxinostat (HDAC inhibitor)
z -2 RGFP966 (HDAC inhibitor) . * = RGFP966 (HDAC inhibitor)
n o wn
[ o . [ .
.
—4 8 04 * : *
L) *
. A = ¢ e 4 .
-6 ° L -2 e . . o
C . ° * . & ST 2 .
* ° *
=g oo * Y]
ot * —4 4 hd o
® e
—10 A e o
T T T T T T T T T T T T T
-4 -2 0 2 4 6 0 2 4 6 8 10 12
TSNE1 TSNE1
b LINCS
CP Embeddings in TSNE Space DP Embeddings in TSNE Space
Colored by Perturbation Colored by Perturbation
® roscovitine (CDK inhibitor) 150 { © roscovitine (CDK inhibitor)
100 - e palbociclib (CDK inhibitor) e palbociclib (CDK inhibitor)
e dinaciclib (CDK inhibitor) e dinaciclib (CDK inhibitor) o
e alvocidib (CDK inhibitor) e alvocidib (CDK inhibitor)
e R547 (CDK inhibitor) 100 4 ® R547(CDKinhibitor)
® AZD5438 (CDK inhibitor) ® AZD5438 (CDK inhibitor) °
504 ° AT-7519 (CDK inhibitor) " . e AT-7519 (CDK inhibitor)
* ganetespib (HSP inhibitor) - % # ganetespib (HSP inhibitor) .
+ alvespimycin (HSP inhibitor) 50 4 * alvespimycin (HSP inhibitor) * *
*  XL888 (HSP inhibitor) . 3 #*  XL888 (HSP inhibitor)
*  KW-2478 (HSP inhibitor) P #  KW-2478 (HSP inhibitor) ° *
m Q-4 * BlIB021 (HSP inhibitor) ° m *  BIIB021 (HSP inhibitor) . *
3 # AT13387 (HSP inhibitor) % - Q- * AT13387 (HSP inhibitor) °
12 tacedinaline (HDAC inhibitor) * . 2 tacedinaline (HDAC inhibitor) *
romidepsin (HDAC inhibitor) romidepsin (HDAC inhibitor) °
phenylbutyrate (HDAC inhibitor) Y . L phenylbutyrate (HDAC inhibitor) .

—50 A entinostat (HDAC inhibitor) —50 4 entinostat (HDAC inhibitor) ° b
dacinostat (HDAC inhibitor) L] dacinostat (HDAC inhibitor) .
belinostat (HDAC inhibitor) * belinostat (HDAC inhibitor)

SB-939 (HDAC inhibitor) SB-939 (HDAC inhibitor) . "
RG2833 (HDAC inhibitor) —100 A RG2833 (HDAC inhibitor)
—100 4 PCI-24781 (HDAC inhibitor) 5 % : PCI-24781 (HDAC inhibitor)
JNJ-26481585 (HDAC inhibitor) o JNJ-26481585 (HDAC inhibitor) .
ACY-1215 (HDAC inhibitor) * ACY-1215 (HDAC inhibitor)
M —150 A
T T T T T T T T T T T T
-100 =50 0 50 -300 -250 -200 -150 -100 -50 0 50
TSNE1 TSNE1

DP Embeddings in TSNE Space
Colored by Perturbation




