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Good Afternoon,

® Ligands £ Scaffolds < Proteins 4. Diseases

Predictive Analytics

Upload and analyze ligand data
sets using algorithms to find
bioactivity data insights.

View Search History

Recent Search History
Edit search

Delete search

3 September 2025
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3:51 PM 8 Results
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® Ligands | £ Scaffolds <

BTK

IBTK

BTKh

BTK Orange ||
BTK Black 10BX
BTK Victoria Blue

BTK deficiency

EFIERN GRS

i CAS Z: siokinder

Ligands ~ BTK

X Q @ Draw

Tyrosine-protein kinase BTK

Tyrosine-protein kinase BTK/I

Y Filters

Chemical Filters A~

off Rule of 5Filter Preset
This will automatically be applied.

v pValue

~ Modality

~ Druglikeness

~ ADME

~ Commercial Availability
~ Approval Status

~ Approval Authority

Biological Filters ~

~ Target

~ Target Type

v Disease

® Ligands search for BTK

Ligands  Scaffolds

Pharmacology

29,502 Results

936563-96-1
Ibrutinib

Metabolites: 3 Proteins: 687

2095280-64-9
N-[3-[1,6-Dihydro-1-methyl-5-[[4-(4-

A BHRIE EARR

1420477-60-6
4-[8-Amino-3-(25)-1-(1-ox0-2-
butyn-1-yl)-2-pyrrolidinyl]
imidazo[1,5-alpyrazin-1...

e

{ 1 — u_/“ﬁ‘;
[N A
=/ /N

Metabolites: 0

2095280-65-0
N-[3-[1,6-Dihydro-1-methyl-5-[[4-(4-

Proteins: 203

Sort: Relevance ~

1691249-45-2
(75)-4,5,6,7-Tetrahydro-7-[1-(1-
oxo-2-propen-1-yl)-4-piperi
dinyl]-2-(4-phenoxyph...

HN i
RS
\n/\

3

Suppliers
. R R
Metabolites: 0 Proteins: 36 Metabolites: 7 Proteins: 21

4

Relevance

CAS RN: Ascending

CAS RN: Descending

Mumber of Targets: Ascending
Number of Targets: Descending
Number of Metabolites: Ascending

Mumber of Metabolites: Descending

1803358-13-5

N-[2-Methyl-5-[2-0x0-9-(1H-pyrazol-1-

910232-84-7
N-[3-[4,5-Dihydro-4-methyl-6-[[4-(4-

\J
\J

CAS
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Chemical Filters ~

—%@\\ﬁﬁ Rule of 5 ® Ligands search for BTK
@ Rule of 5 Filter Preset
This will automatically be applied. Ligands Scaffolds Pharmacology
~ pValue
Applied Filters (8) Hydrogen Bond Acceptors: 0to 10 X Hydrogen Bond Donors: Oto5 X Freely Rotatable Bonds: 0to 10 X Molecular Weight (g/mol): 0to 500 X Malar Refractivity (m¥/mol): 40 to 12
~ Madality » -
. ADME Partition Coefficient (logP): upto 5 X Polar Surface Area (PSA) (A°): 0to 140 X ° —— =z W <1 0
~ Druglikeness EL x
Partition Coefficient (logP) 9,273 Results
147 718 Hydrogen Bond Acceptors =@1ﬂ1$ <
Sl L ° 5
O—0 2 13 ; 2 5 = hES
o——O
1.7 w500
2 o | 10 B 936563-96-1 B 1202757-89-8 1803358-13-5 ® <1 0
Solubility (logS) Ibrutinib CC 292 J:l[-;i—)h::]t::::;[z-oxo-g-[1H—pyrazoI-1-ylJbenzo[h]-1,6-naphthyr|d|n-
Hydrogen Bond Donors " o 0= 500
8.94 038 ydrog - N o ‘ ; i %E <
O O o 7 . " / / =\
a.54 058 - 2 \ Y N . .
-3. ] .5 =N/ ; 71\ \ .
0 o 5 —{ N —
_\in

Blood-Brain Barrier Permeability e o
{logBE) Freely Rotatable Bonds - r/

B 40-130 m*mol
= o |5 . FEF#: 20-70

[ ]
Metabolites: 3 Proteins: 687 Metabolites: 7 Proteins: 215 Metabolites: 7 Proteins: 16
154 w099 o o 10
L . iehti 5 & 7
Permeability Glycoprotein (Pgp) Molecular Weight (g/mol)
1 260 587
(% o O—O0 ’ 1803358-31-7 1202755-92-7 §) 302962-49-8 ° Iog P <5
_ N-[2-Methyl-5-[2-0x0-9-(1H-pyrazol-1-yl)benzo[h}-1,6-naphthyridin- N-[3-[[5-Methyl-2-(phenylamino)-4-pyrimidinyl]lamino] phenyl]-2- Dasatinib
0 to 1 260 w500 1(2H}yllpheny... propenamide R *&' § E*ﬂ o
. IE N °
; P ractivity (i N/
Polar Surface Area (PSA) (A7) Molar Refractivity (m?/mal)
5 1 ¢ Ny 7N 2
20 208 38 52 N i -
L — —
O——0O Oo———0 =/ >_/
K 1
20 o 140 58 o 130 \JH
A
Plasma Protein Binding (PFB) Number of Atoms
16 100 " 36 Metabolites: & Proteins: 15 Metabolites: 12 Proteins: 12 Metabolites: 4 Proteins: 733
Oo————0 Erotens 739
O O
16 o 100 20 W 35 9 10 11
§ Reset Filter 1415823-49-2 1202755-89-2 1202757-97-8
E— 1-[4-[[[6-Amino-5-{4-phenoxyphenyl}-4-pyrimidinylJamino]methyl]- (2E)-4-{Dimethylamino)-N-[3-[[5-flucro-4-[(3-methylphenyljamino]- 1-[(3R)-3-[[5-Fluoro-2-[{3-methoxyphenyllamino]-4-pyrimidinyl]oxy] pu L ] P
.
L 4
®
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Disease

Enter a Disease...

058

N FES SR
W HITIEERE

Asthma

Multiple sclerosis
Myasthenia gravis
Inflammatory bowel disease
Crohn's disease

Psaoriasis

Systemic lupus erythematosus
Sjogren's syndrome

Allergic disease

Lupus erythematosus
Graves' disease
Osteoarthritis

Leukemia

Addison's disease

Allergic rhinitis

Lymphoma

Type 1 diabetes mellitus
B-cell lymphoma

Multiple myeloma

Chronic lymphocytic leukemia
Scleroderma

Diabetes mellitus

Source Filters

~ Document Type

~ Publication Year in vive
~ Language
12 © 2025 American Chemical Society. All rights reserved.
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Ligands - BTK

Y Filters

Chemical Filters ~

oFf Rule of 5 Filter Preset
This will sutomatically be applied.

~ pValue

« Modality

~ Druglikeness

~ ADME

~ Commercial Availability
~ Approval 5tatus

~ Approval Authority

Biological Filters ~

~ Target

$B
L

Rheumatoid arthritis

~ Target Type

~ Disease

Cancer

Autoimmune disease
Asthma

Multiple sclerosis

Wiew All

~ Organism

~ Parameter

~ Function

-~ Experiment Type

® Ligands search for BTK

~ Modality

Ligands  Scaffolds  Pharmacology
—
Applied Filters (1) Target: Tyrosine-protein kinase BTK X X Clear all fil
23,502 Results
1 2
936563-96-1 g
Ibrutinib
I.- oy,
Ly
Metabolites: 3 Protéms: 87 Metabolites: 0
5 6

2095280-64-9
N-3-[1,6-Dihydro-1-methyl-5-[[4-{4-morpholinylcarbonyl)-3-[{1-oxo-
2-propen-1-yl...

Metabolites: 15 Proteins: 13

2101700-15-4
5-Amino-3-[4-[[(5-fluoro-2-methoxybenzoyl}amino]methyl]
phenyl]-1-[[15)-2,2 2-tri...

Small Molecule
Protein/Peptide

Other

Coordination Compound
Antibody

Polymer

Antibody Drug Conjugate

2095280-65-0
N-[3-[1,6-Dihydro-1-methyl-5-[[4-{4-morpholinyicarbon
oxopropyl)Jamina]p...

Metabolites: 16

10

1803358-31-7

© O O O O O O

IN3F
EA=Il e
[i=¢Y)
i
ADC
xaM

90

fdro-7-[1-(1-ox0-2-propen-1-yl)}-4-piperi
yph...

~ Approval Status

Proteins: 36

Other
Investigational
US Approved

Possibly Marketed Outside US

/6-naphthyridin-

Designated
US Previously Marketed
US Approved OTC

Proteins: 13

N-[2-Methyl-5-[2-0x0-9-{ 1H-pyrazol-1-yl)benzo[h]-1,6-naphthyridin-
1(2H)-yl]pheny...

View Fewer

Metabolites: 7 Proteins: 16

"

1202755-92-7
N-[3-[[5-Methyl-2-(phenylamino)-4-pyrimidinyllamino]phenyl]-2-
propenamide

\J
‘\

N
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® Ligands search for BTK

RN P— wE eI HRAE:

]
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=
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- — TERATEE - BRERATE TS i —
P 50K E
E 40K ,ft %%-I-ij\_\ |E,| EE VAR E/j I)\J gﬁﬁ'&g ?: ™
g N JE 20
e - EBETAES, TrcaEEn KN
v : R u
* BRHY B 28454 ) — . u m
® Ligands search for BTK i 0
Ligands | Scaffolds | Pharmacology
_— N - €D | W AN EY A o - -
pplied Filters (1)~ Target: Tyrosine-protein kinase BTK X X Clear all filt Target Gene £ Parameter £ pvalue &1 Value Function £ Assay Source

B68540-17-4 MV4-11 cell (Cell line} . 150 17.06 867x10"2  Inhibitor View — ChemMedChem (2019), 14{23), 204 S k
10,870 Results Ry, ‘8 Carfizomio oM [m] F -

1 2 — A2 K
e v o e (1l 20
, B68540-17-4 MV4-11 cell (Cell line} - 1C50 16.88 133 10" Inhibitor View ChemMedChem (2019), 14(23), 200 -
Carfilzomib M
? 868540-17-4 Mv4-11 cell (Cell line) - IC50 1663 234x10" Inhibitor View  ChemiedChem (2019), 14{23), 2005-2022
Carfilzomib eM
9 868540-17-4 MWV4-11 cell (Cell line} - IC50 16.50 3.15x 10" Inhibitor View ChemMedChem (2019), 14{23), 2005-2022
Carfilzomib M
Ligands: 1 Proteins: 1 Ligands: 1 T
? 868540-17-4 THP-1 cell (Cell ling) - IC50 16.40 401 < 10" Inhibitor - hemhkledChem (2019), 1423). 2005-2022
o Carfilzomib uM
5 6 v o

SiView, AIBEEERX

{j@@@b mﬁ/{‘}h Q %Q*‘u wj@ ¢Q/©VC~C* i fAssay TS

e,

Ligands: 1 Proteins: 1 Ligands: 1 Proteins: 1 Ligands: 1 Proteins: 1 Ligands: 1 Proteins: 2 / L d
CAS™
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Doxorubicin

CAS Registry Number: 23214-92-3 Wiew Associated Scaffold

Wiew in CAS SciFinder

112K & 1,642 @ Retrosynthesis I A Predictive Analytics

BEXKER

§E1EZICAS SciFinder

| > — ST
Summary Pharmacology ADME Toxicology Proteins(313) Diseases(301) Related Immunotherapeutics (12) Chemical Space  Metabolites {4)  Similar Ligands ('.-"64)| EE'{ZEjKE 9é ,Tl:l ,%\1:/3‘ \\/ J\

Absolute stereochemistry shown

Ca7H2aNO4y

5,12-Naphthacenedione, 10-[(3-amino-2 3, 6-trideoxy-a-L-fyxo-hexopyranasyljoxy]-7,8,9,10-tetrahydro-6,8,11-trinydroxy-8-{2-hydroxyacetyl)-1-methoxy-, (85,105)-

FREEEER

Hbond acceprors®  Hbond donors*  Malecular weight (gfmal)  Molar refractivity (m®mol)  Mumber of stoms  Freely rotatable bonds*  logP™ logs

12 7 543.52 133.94 39 =) 0.918 -3.27

* Calculated using Advanced Chemistry Development (ACD/Labs) Software (2 1934-2025 ACDYLabs) Canonical SMILES

0=C1C=2C=CC-C{00)C2C(=0)C=3C(0=C4C(=C(0)C 1 3)CC(O) C(=0)CO)CC40CSOCICICIO)CN)CS

Isomeric SMILES

<

E CAS DRUG INTELLIGENCE

Doxorubicin is an antineoplastic in the anthracycline class. General properties of drugs in this class include: interaction with DNA in a variety of different ways including
intercalation (squeezing between the base pairs), DNA strand breakage and inhibition with the enzyme topoisomerase II. Most of...

STATUS

INDICATIONS

PRIMARY TARGET

)
(Z) Approved Drug

HYIEHRIE R

View Mare v

Approval Status: US Approved
Approval Authority: US FDA
Approval Year: 1574, 2024
Originator: Farmitalia

Qvarian cancer
Medality: Primary
Highest Phase: Approved

Source [§
Wiew All
DNA topoisomerase Il
Function: Inhibitor
Measurement: [C50 2.67 M
Source
Wiew All

View Related Drugs
7

Polar surface area (A7*

-1.96 206.07

OC=1C2=C([C@@H](O[C@H]3C[C@H)N)[C@H)O)[C@H)(Q)O3)C[C@@])(C(CO)=0)

(0)C2)C[0)=C4CT C[=0)C=5C(C4=0)=C(OC)CT=CCS

Inchi

Plasma protein binding ~ Permeability ghycoprotein

67.32

1

22 other names for this Ligand

InChi=15/C27H29NO11/c1-10-22(31)13(28)6-17(38-10)39-1 5-8-27(36,16(30)9-29)7-12-19(15)26(35)21-
20(24(12)33)23(32)11-4-3-5-14(37-2)1 8(11)25(21)34/h3-5.10,13.15,17,22,28,31,33,35-36H,6-0.28H2.1-

2H3/t10-13-,15-17-22+,27-/m0/s1

InChi Key

14 © 2025 American Chemical Society. All rights reserved.| scusuzsozaone mzssemsan
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(75,95)-7-[(2R.45,55,65)-4-Amino-5-hydroxy-6-methyloxan-2-ylJoxy-6,9,1 1-trihydroxy-9-(2-hydroxyacetyl)-4-methoxy-8,10-dihydro-7H-
tetracene-5,12-dione
(85,105)-10-[(3-Amino-2,3,6-trideoxy-a-L-lyxo-hexopyranosyl)oxy]-7.8.9,10-tetrahydro-6,8,11-trihydroxy-8-(2-hydroxyacetyl)-1-
methoxy-5.12-naphthacenedione

14-Hydroxydaunomycin

5,12-Naphthacenedione, 10-[(3-amino-2.3.6-trideoxy-a-L-lyxc-hexopyranosyljoxy]-7.8.9.10-tetrahydro-6,8,11-trihydroxy-8-(hydroxy
acetyl)-1-methoxy-, (85
5.12-Naphthacenedione, 10-[(3-amino-2.3,6-trideoxy-a-L-lyxo-hexopyranosyl)oxy]-7,8.9.10-tetrahydro-6,8,11-trihydroxy-8-(hydroxy

acetyl)-1-methoxy-, (85,105)- *

View More v

A division of the
American Chemical Society
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E CAS DRUG INTELLIGENCE

(Drug Intelligence)

&) Approved Drug

Doxorubicin is an antineoplastic in the anthracycline class. General properties of drugs in this class include: interaction with DNA in a
variety of different ways including intercalation (squeezing between the base pairs), DNA strand breakage and inhibition with the

enzyme topoisomerase Il. Most of...

STATUS

INDICATIONS

PRIMARY TARGET

B Targets

Primary Target

H K EFR

DMA topoisomerase |1
Albumin

DNA gyrase

DMA topoisomerase |1
ABT73

HepG2

Human ovarian cancer cell line

View More w

Approval Status: US Approved
Approval Authority: US FDA
Approval Year: 1974, 2024
Originator: Farmitalia

Ovarian cancer
Modality: Primary
Highest Phase: Approved

Source (5
View All
DNA topoisomerase |
Function: Inhibitor
Measurement: 1C50 2.67 pM
Source
View All
® View Related Drugs
Function Measurement
Inhibitor 1C50 2.67 pM
Binding Agent -
Inhibitor -
Inhibitor 1C50 2.67 pM
Inhibitor 1C50 200.0 nM
Inhibitor 1C50 24.68 pM
Inhibitor 1C50 0.074 pM

15 © 2025 American Chemical Society. All rights reserved.

& Indications

Name

Ovarian cancer

AlDS-related Kaposi's sarcoma

Multiple myeloma

Locally advanced or unresectable soft tissue sarcoma

Kaposi's sarcoma
Glioblastoma

Lung non-small cell carcinol

Pancreatic ductal adenocan

mERRTERATERILIE B

Maodality
Primary
Primary

Primary

Primary Phase I
Primary Phasze Il
Primary Phasze Il

This Iabel may not be the latest approved by FDA.

For current labeling i

HIGHLIGHTS OF PRESCRIBING INFORMATION
These highlights do not include all the information needed to use DOXIL
safely and effectively. See full prescribing information for DOXIL.
DOXIL (doxorubicin HCI liposome injectian) for intravenous Infusion
Initial U.S. Approval: 1995

please visit

ugsatfda

infuston o 1 hour,
infection or wndluied soutlon (21)
‘Ovarian cancer: 50 mg/m IV every 4 weeks For 4 courses minimam (1 2)
¢ ATt B’ S 2 g TV ey 3 i 23
+ Muldple Myelomas: 30 mg/m’ IV on dey 4 following hortezomib whieh s
aiminisred at 1.3 mg/m’ bolus on days 1, 4, §and 11, every 3 weeks 2.4

doxamubicln

e MYBLOSUPPRESSION. | e DOSAGE FORMS AND STRENGTHS---—nrmmoeee
Single use vial:20 mg/10 ml end 50 mg/25mL. )
+ Myocardial {0 congestive heart failure and.
accur Hel B "
mglm’. ry slym meer =t with HClor DOXIL (4,52)
‘mediastinal 5.1,

. somet
terminating or slowing infusion, occurred in up o 10% of patients.
o

WARNINGS AND
© Hand-Fuot y occur, Dase
may be requised (5.4)

.  oceur (5.5)

5 (=20%) are ashen, falgue, fever, anorea,
nausea, vomiing, siomatits. dlarshea. consilpation, hand and foo! syndcome.

ADVERSE

Janssen
Products. LP at 1-800- JANSSEN (1-800-526-7736) or FDA at 1-800-FDA-

be 2)
+ Severe myelosuppression may aceur (5.3)
. 6.
Do
por mg basis (.1 rash, neutropeala, theombacytopenia and anemia (6).

- —RECENT MAJOR CHANGE:

fons, Nursing Mothers (4) Temoved 112012
Wmnlngs and Precautions, Sccondary Dral Neoplasms. (.0 82013 1088 or www.fda gov/medwatch.

‘DOXIL 15 an anthracycline topolsomerase inhibiior Indicated for
« Ovarian cancer (1.1)
A o of ltium ated chemathrapy.
AIDS-relaied Kaposi's Sarcoma (1.2)
Al Fllreofpria oysternic chmuhirapy o ncleanee 0 such harapy
 Multiple Myeloma (1.3)

with bortezomib In pa pr
bostezomib and have recelved at least one priar therapy.

DOSAGE AND ADMINISTRATION-
Administer DOXIL & an Inital rate of 1 mg/min to minimize the risk of
infuslon resetions. If no e of

DRUG INTERAGTIONS-—--enremriemeemeiee

Highest Phase

@ Approved
) Approved

) Approved View [4

=
o
=
[V

2
o

EEEEE
(M

See 17 for PATIENT COUNSELING INFORMATION.

082013

FULL PRESCRIBING INFORMATION: CONTENTS®
WARNING. INFUSION REACTIONS, MYELOSUPPRESSION,

Y, L
SUBSTITUTION

1 SOMGATIONS AMD USAGE
1.1 Ovarian Canc
12 DS Reatod Kaposts Sarcoma
1.3 Muliple Myeloma
2 DOSAGE AND ADMINISTRATION
21 Usage and Administration Procautions
22 Palients With Ovarian Gancer
23 Palients With AIDS-Related Kaposis Sarcoma
24 Pallents With Muliple Myeloma

@

ADVERSE REACTIONS.
6.1 Overall Adverse Reactions Profile
62  Adverse Reactions in Ciinical Trials
63 Past Markeling Experience

DRUG INTERACTIONS

USE IN SPECIFIC POPULATIONS.

&1 Pregnancy

10 OVERDOSAGE
11 DESCRIPTION
12 CLINICAL PHARMACOLOGY
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i ﬁ — (10f9,000) Next-> X
EE —] ‘ E % E 'b‘ Target Fibulin-1 (Protein)

Gene FBLN1

Assay Type Functional

Summary Pharmacology ADME Toxicology Proteins(313) Diseases(301) Related Immunotherapeutics (12) Chemical Space  Metabolites (4)

253 % 4 LIS SR It I
X

Procedure Inhibitory concentration of the compound Y Filters
against human MCF-7 cells transfected with a

600 pool of two siRNA oligonucleotides specific for . )

human fibulin-1 Chemical Filters ~
500

Function Inhibitor
v pValue
<00 Parameter 1C50 A e
L1174 1)

300 pvalue 1305 >k 5‘—‘[1;":- l B Biological Filters ~

value 9108 uM
200 ~ Target EE :ﬁ\

Experiment Type in vitro
" Organism Homo sapiens v TargetType EE lﬁ\ ¥ g!
0 i Cell McF7 T ~ Disease ﬁyﬁ
ﬂ Source Cancer Research (2007), 67(9), 4271-4277 « Organism i%ﬁ*ﬂ,%

eplad Phers AEENEBE SR ¥ show e vrerameter  FHIRF S
~ Function IjJ ‘ﬁ‘lé

Number of Measurements

I

Target C Gene Parameter pvalue '~ 1 value Function & Organism £ Assay Source
Fibulin-1 (Protein) FBLN1 IC50 13.05 9% 108 uM Inhibitor Homo sapiens View | Cancer Research (2007), 67(), 4271-4277 ~ Experiment Type ggﬁ%ﬂ
Fibulin-1 (Protein) FBLN1 1C50 12.10 8x107 pM Inhibitor Homo sapiens View  Cancer Research (2007), 67(8), 4271-4277 Source Fi Iters A
Fibulin-1 (Protein) FBLN1 1C50 12.00 1x10% BM Inhibitor Homo sapiens View  Cancer Research (2007), 67(3), 4271-4277
Fibulin-1 (Protein) FBLN1 Ics0 12.00 1% 105 M Inhibitor Homo sapiens View  Cancer Research (2007), 67(9), 4271-4277 ~ Document Type
K562 (Cell line) - 1C50 11.30 5% 105 M - Homo sapiens View  Biochemical Pharmacology (2004), 68(10), 1911-1922 ~ Publication Year
MDA-MB-231 (Cell line) S 1C50 10.33 4.7 %102 puM = Homo sapiens View Journal of Medicinal Chemistry (2011), 54(1), 411-415
v Language
~ Organism ~ Parameter ~ Function
Homo sapiens 1C50 Inhibitor
Mus musculus GI50 Modulator
H. EP.2 ATCC CCL23 Cell viability Binder
Rattus norvegicus Inhibition Substrate '
Sus scrofa Protein expression Antagonist 9 L4
/'o
16 © 2025 American Chemical Society. All rights reserved. View Al View Al View All
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EEWAD M E1§ I ADME SIS #R IR

i X
Summary Pharmacology ADME Toxicology Proteins(313) Diseases(301) Related Immunotherapeutics (12) Chemical Space  Metabolites (4)  Similar Ligands (764) ¥ Filters
Predicted Properties Biological Filters ~
logP* - Partition Coefficient  logS - Solubility  logBE - Blood-Brain Barrier Permeability  Polar surface area (82)*  Plasma protein binding  Permeability glycoprotein  * Calculated using Advanced Chemistry Developm .
Software (© 1994-2025 ACD/Labs) ~ Organism

0.918 -3.27 -1.96 206.07 67.32 1

Mus QE % E*ﬂ:%
Applied Filters (0) iattus ) li,
omo sapiens

Parameter (A 1 Value Organism £ Assay soL Rattus norvegicus
Macaca mulatta
t1/2 9.63 hr Rattus View Inte MNetherlands) (2019), 557(),_264-272
View All
t1/2 32 hr Rattus View Jou
t1/2 6.8 hr Macaca mulatta View Ant  ~ Parameter 4),1100-1101
t12 5.7 hr Mus View Ady t72 2(50), 2004385
Cmax IR Y kY sl
t/2 11.9 hr Mus musculus View Wo AUC ﬁﬂ\ﬁﬁ aé 5‘2% 16824 A12013-07-18
t12 17.9 hr Rattus View Inte cL 023), 228(), 273-285
) ) vd
t1/2 3.5hr € prev (6410f732) Next = x View Bio
WView All
/2 0.8 hr Assay Name Half-life measurement View AAE
2 15.9 hr Assay Type Functional View Ane N, 4279-4288

~ Experiment Type

Route of Intravenous

vd 970.8667 L/ Administration View Inte in vivo Metherlands) (2017)._526(1-2), 443-454
_ . invitro oo Fl
€ prev 1 63 64 65 66 67 i Procedure Half life determined *5\_\‘* i
Parameter t1/2
Value 9.63 hr = A‘*, ==
SCISTFIR ,
Experiment Type in vivo Source Filters ~
Organism Rattus
QOrganism Detail Sprague-dawley ~ Document Type *
. : " )
Source International Journal of Pharmaceutics « Publication Year / @
(Amsterdam, Metherlands) (2019), 557(), 264-272 ’ ®
[
17 © 2025 American Chemical Society. All rights reserved. ~ Language
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Summary  Pharmacology ADME  Toxicology Proteins(313) Diseases (301) Related Immunctherapeutics (12)  Chemical Space Metabolites (4)  Similar Ligands (764)
Applied Filters (0)
Parameter [~ 1 Value Organism Assay Source
ED (effective dose) 3.16228 % 10° uM Mus musculus View | Journal of Medicinal Chemistry (2003), 46(14), 2985-3007
IC10 0.2 M Mus musculus View | TIVIEQ Toxicology In Vitro. (Pergamon Press Inc., Maxwell House, Fairview Park, Elmsford, NY 10523) V.1- 1987- Volume(issue)/page/year
IC10 0.012 pM Homo sapiens View  TXAPAS Toxicology and Applied Pharmacology. (Academic Press, Inc., 1 E. First St., Duluth, MN 55802) V.1- 1958- Volume(issue)/page/yes
IC10 0.06 pM Mus musculus View  TIVIEQ Toxicology In Vitro. (Pergamon Press Inc., Maxwell House, Fairview Park, Elmsford, NY 10523) V.1- 1987- Volume(issue)/page/year
IC20 0.022 pM Homo sapiens View  TXARAS Toxicology and Applied Pharmacology. (Academic Press, Inc., 1 E. First 5t., Duluth, MN 55802) V.1- 1959- Volume(issue)/page/yea
IC50 0.08 M Homo sapiens View  AMCLCT ACS Medicinal Chemistry Letters. (American Chemical Society, 1155 Sixteenth Street N.W., Washington, DC 20036) V.1- 2010- Vo
IC50 0.48 pM Homo sapiens View  AMCLCT ~CS Medicinal Chemistry Letters. (American Chemical Society, 1155 Sixteenth Street NW., Washington, DC 20036) V.1- 2010- Vo
IC50 0.14 pM Homo sapiens View TIVIEQ Tovidolnou in \iten (Darcamnn Drace Ine_Mavaall Uonies Caindiow Darle Elmcfard MY 10523) V.1- 1987- Volume(issue)/page/fyear
1C50 1 mg/L Homo sapiens View  FRM (10f796) Next > 100 Pavia, Italy) V.44- 1988- Volume(issue)/pa;
IC50 4.8 mg/L Mus musculus View JOET Assay Type Functional ck, Ireland) V.1- 1979- Volume(issue)/page/ye:
1 2 3 4 5 80 Next > Shaw per page Procedure Log cell kill of tumor bearing mice was
determined by the dose of 162 mg/K
Parameter ED (effective dose)
Parameter Detail Log Kill
pValue 1.50
value 3.16228 x 10* UM
Disease Cancer
Experiment Type in vivo g‘ggﬁi¥,l\%z
Organism Mus musculus
Source Journal of Medicinal Chemistry (2003), 46{14),
2585-3007
18 © 2025 American Chemical Society. All rights reserved.

= /5N

Biological Filters EEIE'_L' \_‘L?ﬁ&}}%ﬁ%\ I

S T

Homo sapiens
Mus musculus
Rattus norvegicus
Mus

Artermia salina

View All

-~ Parameter

LCS0 % EE 3"—
IC50

LD50

MTD

LDLo

N

#

Wiew All

~ Experiment Type

invitro

s |
invivo *' ‘.‘l%gi

~ Route of Administration

Intraperitoneal
Intravenous
Oral QAZ—F 73_ _t‘
Immersion =M _"J x
Subcutaneous

Source Filters ~

~ Document Type

~ Publication Year

« Language A
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-~ B Doxorubicin
CAS Registry Number: 23214-92-3

5k

» B 112K B 1.642 2 Retrosynthesis +, Predictive Analytics e
summary Pharmacclogy ADME Toxicology Proteins(313) Diseases(301) Related Immunotherapeutics (12)  Chemical Space
—
View: List -
Protein

1 | KDR Vas wular endothelial growth factor receptor 2

2 | EGFR Epdermal growth factor receptor

3 || KDR Vas ular endothelial growth factor receptor 2

4 | SRC Proo-oncogene tyrosine-protein kinase Src

5 | CYP3A4 Iytochrome P450 344

Pharmacology ADME Toxicology  Proteins (313)

Diseases (301)

6 ELT3 Reteptor-type tyrosine-prot Summary Related Immunotherapeutics (12)

! =
7 | EGFR Epdermal growth factor re | Diseases | Adverse Events EHIJ 1’?%
| Disease Description
8 | CYP3A4 Iytochrome P450 344
1 || Cancer Adisease of cellular proliferation that is malignant and primary, characterized by uncontrolled

cellular proliferation, local cell invasion and metastasis.
9 | PDGFRB Platelet-derived growth

2 | Alzheimer's disease A tauopathy that is characterized by memory lapses, confusion, emotional instability and progressive
loss of mental ability and results in progressive memory loss, impaired thinking, disorientation, and
changes in personality and mood starting and leads in advanced cases to a profound decline in
cognitive and physical functioning and is marked histologically by the degeneration of brain neurons
especially in the cerebral cortex and by the presence of neurofibrillary tangles and plagues containing
beta-amyloid.

10] IGF1R Insulin-like growth factor 1

3 || Rheumatoid arthritic.  An arthritis that is an autoimmune disease which attacks healthy cells and tissue located in joint.

A bronchial disease that is characterized by chronic inflammation and narrowing of the airways,
which is caused by a combination of environmental and genetic factors. The disease has symptom
recurring periods of wheezing (a whistling sound while breathing), has symptom chest tightness, has
symptom shortness of breath, has symptom mucus production and has symptom coughing.

5 | Diabetes mellitus A glucose metabolism disease that is characterized by chronic hyperglycaemia with disturbances of
carbohydrate, fat and protein metabolism resulting from defects in insulin secretion, insulin action, or

both.

6 || Bacterial infectious
disease

A disease by infectious agent that results in infection, has material basis in Bacteria.

19 © 2025 American Chemical Society. All rights reserved.

Metabolites (4)

Chemical Space

ETCASEIE XBL, —HEXBLEhZ

FoA M X EE R 5 5RR1E BIFIFIR,
HRRESZ REKER

Similar Ligands (764)

Sort: Relevance

Organism

Homeo sapiens

Homo sapiens

Metabolites (4)  Similar Ligands (764)

Sort: Relevance ~

Biomarkers

BRCA1 DNA repair associated, Neurotrophin 4, Autophagy related 16 like 1, Major histocompatibility complex, class Il DP
beta 1, KRAS proto-oncogene, GTPase, View All

Apolipoprotein E. Fibrinogen alpha chain, Islet amyloid polypeptide, APP (rs199862130) polymorphism, Synuclein alpha,
View All

TIMP metallopeptidase inhibitor 1, Sclute carrier family 22 member 4, Tumor necrosis factor, Matrix metallopeptidase 1,
Protein kinase C theta, View All

Membrane spanning 4-domains A2, Transient receptor potential cation channel subfamily A member 1, Adrenomedullin,
Fc epsilon receptor la, CDKN2B-AS1 (rs7859362) polymorphism, View All

MTHFR (rs1801133) polymorphism, Cytokine inducible SH2 containing protein, Cystatin C, Insulin, Mechanistic target of
rapamycin kinase, View All

Tumor necrosis factor, Activation induced cytidine deaminase. Serum amyloid A1, Transforming growth factor beta 1, C-C
motif chemokine ligand 17, View All

-~ View all associated proteins

B 34K

® 40K

® 31K

® 18K

® 10K

+ 7479

& 4,974

< 3,847

< 3333

<+ 3.871

+ 2,645

View all associated diseases

® 722K

® 575K

® 516K

® 401K

® 202K

4 486

4 460

4 332

4 418

4 456

42
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Summary  Pharmacclogy ADME  Toxicology Proteins (313)  Diseases (301) | Related Immunotherapeutics (12) Chemical Space  Metabolites (4)  Similar Ligands (764)

MAb-DMBA-SIL-Dox

Antibody Cetuximab
Antigen Epidermal growth factor receptor (EGFR)
Payload Doxorubicin
B . Therapeutic Target DNA topoisomerase 2-alpha Ny S22 =E
%% {% $’ a IR ﬁ /fﬁé 5
7 2 Drug-Antibody Ratio 5.57
Linker DMBA-SIL
w m pr— Method Site-specific conjugation with the respective EGFR mab via thiclmaleimide Michael addition.
TS ECALEIE B
Trastuzumab-PC4AP-DOX Antibody R
Antigen Receptor tyrosine-protein kinase erbB-2 (ERBB2)
Payload Doxorubicin
Therapeutic Target DNA topoisomerase 2-alpha
0H
Drug-Antibody Ratio 2
Linker Photocaged C4AP
e ——— Method Random conjugation through reduced inter-chain cysteines.

%,
]
20 © 2025 American Chemical Society. All rights reserved. C A S
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Antigen Receptor tyrosine-protein kinase erbB-2 (ERBB2)

5 Trastuzumab emtansine

Payload Mertansine DM1
| y oy 3=
CAS Registry Number: 1018448-65-1 ADCQ’\j 1+ 1B
Therapeutic Target Microtubule =

W 1.972 B3 & Retrosynthesis +, Predictive Analytics e Drug-Antibody Ratio =
Linker succinimidyl-4-(N-maleimidomethyl)cyclohexane-1-carboxylate (SMCC)
Summary Pharmacology ADME  Proteins(2) Diseases (1) . ) " .
— Method Random conjugation through nucleophilic lysines.

T A3DEMIE] WY FEN

Alreedule sterasch
Dicsabrls buorad e

——— — Heavy Chain Sequence
B CAS DRUG INTELLIGENCE = —] E () Approved Drug W q
—\ ﬁ /= /B

. 5 . o . EVQLVESGGGLVQPGGSLRLSCAASGGFNIKDTY THWYRQAPGKGLEWVARIYPTNGY TTRYADSVKGRFTISADTSKNTAYLOMNSLRAEDTAVYY SEWGGDG

| Trastuzumab emtansine (ado-trastuzumab emtansine, trade name Kadcyla) is a combination between a monoclonal antibody and a
| small-molecule drug. Each molecule of trastuzumab emtansine consists of a single trastuzumab molecule with several molecules of EYAMDYDYWGQGTLYTVSSASTKGPSVFPLAPSSKSTSGGTAALGCLVKDYFPEPYTYSWNSGALTSGYHTFPAVLQSSGLYSLSSVWTVPSSSLGTQTYICKHY
DM, a cytotoxic maytansinoid, attached. SMCC, or... MHKPSNTKVDKKVEPKSCDKTHTCPPCPAPELLGGPSVFLFPPKPKDTLMISRTPEVTCVVVDVSHEDPEVKFNWYVDGYEVHNAKTKPREEQYNSTYRVVSVL
View More v TVLHQDWLNGKEYKCKVSNKALPAPIEKTISKAKGOPREPQVY TLPPSREEMTKNQVSLTCLVKGFYPSDIAVEWESNGQPENNY KTTPPYVLDSDGSFFLYSKL

TVDKSRWQQGNVFSCSYMHEALHNHYTQKSLSLSPGK \ 2B
STATUS Approval Status: US Approved Light Chain Sequence E%ﬁ/&lgﬁ J §|J
Approval Authority: US FDA

Approval Year: 2013

Originator: Genentech DIQMTQSPSSLSSASVGDRVTITCRASODYNTAAVAWYQQKPGKAPKLLIYSASFLYSGYPSRFSGSRSGTDFTLTISSLQPEDFATYYQOHYTTPPTPTFGQG
TKVEIKRTVAAPSVFIFPPSDEQLKSGTASVYCLLNNFYPREAKVQWKVDMALQSGNSQESVTEQDSKDSTYSLSSTLTLSKADYEKHKVYACEVTHQGLSSPY
INDICATIONS Breast cancer
Modality: Primary TKSFNRGEC
Highest Phase: Approved
Source [4
HCDR1 HCDR2 HCDR3 LCDR2 LCDR1 LCDR3
prARTReE LTl e GFNIKDTY  IYPTNGYT | SRWGGDGFYAMDY SAS | QDVNTA | QQHYTTPPT s
unction: Blocker
Source 9 :
A

DR33! CAS
21 © 2025 American Chemical Society. All rights reserved.
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Summary Pharmacology ADME Toxicology Proteins (313) Diseases (301) Related Immunctherapeutics (12)  Chemical Space

R EC RS

98632-73-6 (190}
(8S,10R)-10-[(3-Amino-2,3,6-trideoxy-a-L-fyxo-hexopyranosyl)
oxyl-7.8,9,10-tetrah...

Metabolites: 10 Proteins: 0 Metabolites: 10 Proteins: 0
g 56420-45-2 @)  76035-78-4 (100)
Epirubicin 5,12-Naphthacenedione, 10-[(3-amino-2,3,6-trideoxy-u-L-xylo-

hexopyranosyljoxyl-7...
L ) . % 4"/
DaGaweads Y44
ﬂ_{—(‘/_\"' ; ;_< ‘D...\_( o
/ b h
............ /
Metabolites: 8 Proteins: 25 Metabolites: 6 Proteins: 1
* - Calculated using Advanced Chemistry Devel
22 © 2025 American Chemical Society. All rights reserved.

Summary

@ X-Axis  logP ~

79390-76-4 (100

5,12-Naphthacenedione, 10-[(3-amino-2,3,6-trideoxy-a-L-fyxo-
hexopyranosyljoxyl-7...

Pharmacology ADME

Metabolites {(4) | Similar Ligands (764)

Toxicology  Proteins (313) Diseases (301)

Y-Axis  Molecular Weight ~ Z-Axis  logs
Hydrogen Bond Acceptors
Hydrogen Bond Donors

Freely Rotatable Bonds

Molecular Weight

Molar Refractivity

2170020-83-2 Mumber of Atoms
(85,108)-10-[(3-Amino-2,3,6-trideoxy-a-t logP
oxyl-7,8,9,10-tetrah...
_| logs
B ”m N logBB
r—?_\/_ <__“ \“—R' Pep
m PSA
/
""""""""" PPE
Metabolites: & Proteins: 0
57819-79-1 (100

5,12-Naphthacenedione, 10-[(3-amino-2,3,6-trideoxy-[f-L-
lyxo-hexopyranosyl)oxyl-7...

e

Metabolites: 0 Proteins: 0

(& 1994-2025 ACD/Labs)

p {ACD/Labs}

Copyright @ 2025 American Chemical Society. All Rights Reserved.

-

log$S

Related Immunotherapeutics (12)

similar Ligands @

-3

-6

Chemical Space

2 Clpvi: -3

Metabolites (4)  Similar Ligands (764)

= FZEEE

55945-22-7

logP*: 5.560

Molecular Weight: 1173.34 g/mol
logs: -6.31

A
‘\

N
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American Chemical Society



BRER ECRiBIF=12

B Doxorubicin

\_ﬂa\:{gj s CAS Registry Number: 23214-92-8 %/_TEQE'IZ@E %ngt E/‘j *E% $

W 112K L 1.642 & Retrosynthesis +; Predictive Analytics

EXET=H - Known
FNAKEIF=4 © Confidence Score BEE

Summary Pharmacology ADME Toxicology Proteins (313) Diseases (301) Related Immunotherapeutics (12)  Chemical Space = Metabolites (4) = Similar Ligands (764)

24385-10-2 (Known)  54193-28-1 (Known)  69417-09-0 ( Known |

Ahsnlute sterenchemizsry stown

BEEYEC RN 2

Transformation of 23214-92-8 to 24385-10-2

e
Facilitator Organism Source
®
. e @
Homo sapiens Chemical Research in Toxicology (2000), 13(5), 414-420 ? :
&
@

23 © 2025 American Chemical Society. All rights reserved. C A S

A division of the
American Chemical Society



4

- FEGR 5 MK RO HT(Scaffolds and SAR Analysis)

American Chemical Society



ETHAskEGEHRER, BRE ZEA'E‘ S

< Proteins A~ Diseases

Draw a
Structure

¥ Filters @ Scaffolds search for drawn structure

. . N
Chemical Filters Ligands Scaffolds  Pharmacology

orf Rule of 5 Filter Preset

This will automatically be applied. 2,649 Results

~ pvalue 1 2 3 4
1.70 13.00
O O s

py R R1 Ra. R1 . R1
1.70 to 13.00 N . ~ R7 )\
N 5 - o 3 N L N
y—( (H” ” .
=
R2
SE=E=Y 7N \ N

N>=V/N w5 w N\[/N P R3 pKa = — 10g10 Ka
pIC50

=

— 10g10 I1C50

« Druglikeness
Ligands: 210 Proteins: & Ligands: 11 Proteins: 5 Ligands: 55 Proteins: 1 Ligands: 20 Proteins: 4

: ; 7 |IC505&/)\,
s 4 pValueili K,
QY ooy o0 & A E RS,

v ADME
~ Commercial Availability
« Approval Status

« Approval Authority

. . § RY i \N RS w2
Biological Filters ~ -
y
~ Target
Menin Ligands: 34 Proteins: 1 Ligands: 12 Proteins: 3 Ligands: 8 Proteins: 12 Ligands: 31 Proteins: 1

Cyclin E1-CDK2 complex
Histone-lysine N-

fe \51'-: 3& NS 10 1 2
methyltransferase complex I}% 1 /E
GTPase KRas
. 5 &= . ; )
Maonoglyceride lipase E/] gE/\\\ # | a8 /_< az . vy i '<>(-‘ﬁ:u h
View Al 3 . \‘/A\ PY > \_/
P i

f f*wf — ha- Z_,l_'{;'-.N/\=’
N NS 0 s " NN X~ A~ e asN CAS
25 © 2025 American Chemical Society. All rights reserved.
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CAS ‘2:1 BioFinder

/1)

BEZRHSARIIE

Scaffolds - Search by protein, ligand, disease or draw a structure.

Q

R1 R2

@ cdit -

4 Return to Results

Scaffold Summary

R& RS

Associated Proteins

1
Y Filters
Chemical Filters ~
OFF Rule of 5 Filter Preset
This will automatically be applied.
~ R-Groups
~ pValue

~ Druglikeness
~ ADME

~ Commercial Availability

Biological Filters ~

~ Target
~ Target Type

~ Disease

26

@ GIELXZVQJYHYPI-UHFFFAOYSA-N

Murcko scaffold InChl Key

Ligands  Pharmacology  Similar Scaffelds
60 Results
1 2

2765312-35-2
[7-[3-Ethoxy-5-(triflucromethyl)phenyl]-2-azaspiro
[3.5Inon-2-yl](cis-3-hydroxy-3...

2765314-82-5
[7-(2,5-Difluoro-3-methoxyphenyl}-2-azaspiro[2.5]non-
2-yl](cis-3-hydroxy-3-methy...

Ratrme emrascherman b (r—

@ a-

Metabolites: 4 ~ R-Grou ps Proteins: 1

2765312-61-4 ™

[7-[3-Ethyl-5-{trifluorc 2 3 |cyclobutyl)[7-(4-methylphenyl)
non-2-yll(cis-3-hydrox [Ime...
"':}"-i_,./a.*_
I \.;ﬁ" -z
o

Relasve sierenchamistry shown

Metabelites: 6 Proteins: 1 Metabelites: 3 Proteins: 1

© 2025 American Chemical Society. All rights reserved.

2765312-62-5

[7-(3,5-Dimethylphenyl}-2-azaspiro[3.5]non-2-yl]{cis-3-
hydroxy-3-methylcyclobuty...

ﬂr N
‘\“/“‘\bwz'[\_/’

i

Pt e, hee

Metabaolites: 4 Proteins: 1

2765314-60-9
[7-(3,5-Dimethylphenyl)-7-methoxy-2-azaspiro[3.5]
non-2-yl}(cis-3-hydroxy-3-methy...

/

Q

Reiive seveuchemiry shewn

Metabelites: 6 Proteins: 1

R& RS

g Ligands: 60

Sort: Relevance - 28 Get MMPA

2765312-53-4

(cis-3-Hydroxy-3-methylcyclobutyl)[7-(2-methylphenyl)
-2-azaspiro[3.5]non-2-yljme...

N
P KO

H

o

Rksine derechemisry drerwn

Metabaolites: 7 Proteins: 1

2765314-68-7
[7-{2-Fluoro-3-methylphenyl)-2-azaspiro[3.5]non-2-yl]
(cis-3-hydroxy-3-methylcydl...

Ralaive sersschemiary i

Metabelites: 5 Proteins: 1

CAS
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~ R-Groups

R BRI B 2RI SAREURE oL r

*—H *\0/ *——F *—OH H—*—H * g
1 2 ) 4

56 Ligands 4 Ligands

1 Ligand

52 Ligands 4 Ligands 1 Ligand

*—H *—F 2
55 Ligands 2 Ligands 1 Ligand
*—H % *——F *—C|
3
*_H * *_F *\/ 3 Ligands Ligand 4 Ligands 1 Ligi
37 Ligands 7 Ligands 7 Ligands 2 Ligands *\ /
F *, O
* \N/
\O/ * FoA——(| + o
! |
2 Ligands 1 Ligand 1 Ligand 1 Ligand

*—F "\ o F—H A— -
[_

10 Ligands 5 Ligands

13 Ligands 11 Ligands

42 Ligands 6 Ligands 3 Ligands 3 Ligands
*

F *,
*, * * *
* F \O/\ \O/\ \/ |
F ®
2 Ligands 1Ligand 1 Ligand 5 Ligands 3 Ligands 3 Ligands 2 Ligands
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L5 F3d 2t (MMPA)

< Return to Results

® GIELXZVQJYHYPI-UHFFFAOYSA-N

Scaffold Summary Murcko scaffold InChi Key
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[7-[3-Ethoxy-5-(trifluoromethyl)phenyl]-2-azaspire
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28 Matched Molecular Pairs Analysis for Monoglyceride lipase
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3-methyl... =
phctivity: 568 pActivity: 7.49

BENN D T XI5

{5 B 5 pActivity

~,
CAS™*
29 © 2025 American Chemical Society. All rights reserved.



BE[R—

€ Return to Results
Scaffold Summary

i) R2

Associated Proteins

1

Y Filters

Chemical Filters v

Biological Filters

~ Target

& Monoglyceride lipase

~ Target Type
~ Disease

~ Organism
~ Parameter

~ Experiment Type

=]

B AR PR ECAEE

@ GIELXZVQJYHYPI-UHFFFAOYSA-N

Murcko scaffold InChl Key

Ligands

MNumber of Measurements

Applied Filters (1)

Show Structures

40
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Similar Scaffolds

Target: Monoglyceride lipase X X Clear all filters

Ligand
2765314-60-9

[7-{3,5-Dimethylphenyl)-7-methoxy-2-azaspiro[3.5]non-2-yl]{cis-3-hydroxy-3-
methy__.

2765313-81-1

~ [cis-3-Hydroxy-3-methylcyclobutyl)[7-methoxy-7-[3-(1-methylethyl)phenyl]-
Source Filters ~ s 2-azasp...
~ Document Type 2765314-75-6
| (cis-3-Hydroxy-3-methylcyclobutyl)[7-[2-methyl-3-(1-methylethoxy)phenyl]-
~ Publication Year Tl 2-azasp...
30 © 2025 American Chemical Society. All rights reserved.

Target

Monoglyceride lipase (Protein)

Monoglyceride lipase (Protein)

Monaoglyceride lipase (Protein)

RE

Gene

MGLL

MGLL

MGLL

Assay Detail

Ligand
2765314-60-2

/

C23H33NO;
[7-3,5-Dimethylphenyl)-7-methoxy-
2-azaspiro[3.5]non-2-yl){cis-3-
hydroxy-3-methy...

Palaens cmsockaesen, st

\_\L1$ |E

KRR

Parameter

IC50

IC50

IC50

pValue (v 1 Value Function
9.08 B4x10%uM || -
892 0.0012 yM -
882 0.0015 pM -

(10f60) Mext—> X

Target Monoglyceride lipase (Protein) ) Mext—»
Gene MGLL
Assay Type Functional
Procedure FAAH assay Al
Parameter IC50
pvalue 9.08
Value B.4% 104 uM
Disease Disease of cellular proliferation
Experiment Type in vitro
Organism Homo sapiens
Cell Hela
Cell Detail Cervical cancer cell
Source United States, U520220089538 A1 2022-03-24

L

K

Asray Source
View | United States, US20220083538 A1 2022.03-24

United 5tates, U520220089538 A1 2022-03-24

i

United States, U520220089538 A1 2022-03-24

g
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v Parameter

~ Function

v Experiment Type

Diseases: 223 Ligands: 17K Diseases: 344 Ligands: 16K Diseases: 15 Ligands: 546 Diseases: 13 Ligands: 35

Source Filters A

~ Document Type
v Publication Year

~ Language

Return to top

33 © 2025 American Chemical Society. All rights reserved. C A S

A division of the
American Chemical Society

\J
‘\

N



+ —
&= SE B S REMET

Tyrosine-protein kinase SYK unspecified

Rattus norvegicus §E ;\ﬁ ﬁ 7l()-|.:{2|§

Mus musculus

Homo sapiens

Summary Pharmacclogy Ligands (31K) Diseases (388) Chemical Space  Pathways

Crystal structure of the syk tyrosine kinase domain with Staurosporin Organism

Homo sapiens - < GET FASTA Copy Sequence

=P43405-1|Tyrosine-protein kinase SYK|Homo sapiens
MASSGMADSANHLPFFFGNITREEAEDY LVQGGMSDGLYLLROSRNYLGGFALSVAHGRKAHHYTIERELNGTYATAGGRTHASPADLCHYHSQESDGLYCLLKKP FNRPOQGVQPK

EBN=HREEN K

—IT_I' /\ 7|<E E 'ﬂE )EH E"\] /J \ éj\ ? TGPFEDLKENLIREYVKQTWNLQGQALEQAT ISQKPQLEKLIAT TAHEKMPWFHGKI SREESEQIVL IGSKTNGKFL IRARDNNGSYALCLLHEGKVLHYRIDKDKTGKLSIPEGK
KFDTLWQLVEHYSYKADGLLRVL TVPCQKIGTQGNVNFGGRPQLPGSHPATWSAGGI ISRIKSYS FPKPGHRKSSPAQGNRQES TVSFNPYEPEL APWAADKGPQREALPMDTEVY
o

ESPYADPEEIRPKEVYLDRKLLTLEDKEL GSGNFGTVKKGYYOQMKKVYKTVAVKILKNEANDPAL KDEL LAEANVMQQLDNPY IVRMIGICEAESWMLVMEMAEL GPLNKYLQQNR
HVKDKNIIELVHQVSMGMKYLEESNFVHRDLAARNYLLVTQHYAKISDFGLSKALRADENYYKAQTHGKIWPVKWYAPECINYYKFSSKSDVWS FGVLMWEAFSYGQKPYRGMKGSE
VTAMLEKGERMGCPAGCPREMYDLMNLCWTYDVENRPGFAAVELRLRNYYYDVVN

I

Identifier Method Resolution Chain Positions Source
1A81 X-Ray 304 ACIEIGHIK 9-262 PDB
1CSY NMR = A 163 - 265 PDB
1057 NMR - A 163 - 265 PDB
‘-—- 1XBA X-Ray 2004 A 353-635 PDB
1XBB X-Ray 1.57 A A 353-635 PDB
STAUROSPORINE
1XBC | Model 1 | Instance AsM_1 | B auth A |STU 1 X-Ray 20047 A 353-635 PDB
_ S . N 3BUW K-Ray 1.450 A AC 317-329 PDB
vac | &)+ = Fcifts NG S 4
External Links and Identifiers 349-635 PDE
Alliance of Genome Resources; HGNC:11491 @
| IJ_‘I_ synonyms CHEMBL: CHEMBL2539 [4
El o 'ﬂf/ E/‘] %E M % ’Ij Ensembl gene: ENSG00000165025.15, ENSG00000165025 (4
__'EL =| 'ﬂﬂii'l%'fg =] Spleen associated tyrosine kinase HGNC: HGNC:11491 (4 .
= S e ki NCBI Gene: 63850 (2 o e
Spleen tyrosine kinase 2020 4
OMIM: 600085 (2 /,‘
*
. . . ) Uniprot reviewed: P43405 (4 ‘ A S .
34 © 2025 American Chemical Society. All rights reserved. !
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Summary Pharmacology | Ligands (31K) || Diseases (388) Chemical Space  Pathways
H X EC iR
841290-80-0 5 62996-74-1
6-[[5-Fluoro-2-[(3,4,5-trimethoxyphenyl)amino]-4 porine
pyrimidinyllamino]-2,2-dimethyl...
y

Metabolites: 2

—d

Proteins: 581 Metabolites: 4

(4\; l } i
Rz
ol g

Proteins: 1,024

Applied Filters (0)

Srom Srucres

Ligand

1438423.23.3

5-[[{1R,25)-2-Aminocyclohexyl]lamino]-3+{3-pyridinylamino)-2-pyrazinecarboxamide

1438421-77-2

S-[[{1R)-1-{Aminocarbonyl)propyllamine]-3-(2, 1-benzisothiazol-3-ylamino)-2-pyraz...

1438422-34-4

5-[[{1R,25)-2-Aminocyclahexyl]amino]-3-[{3-methyl-5-isothizzolyl)amino]-2-pyrazi...

1438420-30-4

5-[[{1R)-1-{Aminocarbonyl)-3,3-diflusropropyllamina]-3-[{3 4-dimethylphenyljamin._

© 2025 American Chemical Society. All rights reserved.

Parameter

1C50

IC50

IC50

1C50

5 6
544444-90-8 732983-37-8
(-)-cis-Tetrahydroisohumulone 2-[[7-(3,4-Dimethoxyphenyl)imidazo[1,2-¢]
pyrimidin-5-yllamino]-3-pyridinecarboxa...
%
\
pvaiue =1 vaiue runcuon urganism Assay
12.00 1 ><106|.|M Inhibitor Homo sapiens View
12.00 1x10% pMm Inhibitor Homo sapiens Wiew
12.00 1% 105 pM Inhibitar Homo sapiens View
12.00 1109 pm Inhibitor Homo sapiens View

1370261-96-3
2-[[(1R.25)-2-Aminocyclohexyllaminol-4-[[3-(2H-1,2,
3-triazol-2-yl)phenyl]lamino]-...

o It

152459-95-5
Imatinib

Metabolites: 0 Proteins: 27 Metabolites: 1
7 3
1240390-27-5 841290-81-1
2-[[{3R.4R)-3-Aminotetrahydro-2H-pyran-4-ylJamino]-4 T. P
[(4-methylphenyl)amino]-5-p...
J
N 0
o N

source

United States, US20130131040 A1 2013-05-23

United States, US20130131040 A1 2013-05-23

United States, US20130131040 A1 2013-05-23

United States, US20130131040 A1 2013-05-23
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SYK

Tyrosine-protein kinase SYK

summary Pharmacology Ligands (31K)] Diseases (388) Chemical Space Pathways

36

LB ;é—i % Description Tgéy% ?E%l- i?lj

Cancer A disease of cellular proliferation that is malignant and primary, characterized by
uncontrolled cellular proliferation, local cell invasion and metastasis.

Alzheimer's disease A tauopathy that is characterized by memory lapses, confusion, emotional instability and
progressive loss of mental ability and results in progressive memory loss, impaired
thinking, disorientation, and changes in personality and mood starting and leads in
advanced cases to a profound decline in cognitive and physical functioning and is marked
histologically by the degeneration of brain neurons especially in the cerebral cortex and by
the presence of neurofibrillary tangles and plagues containing beta-amyloid.

Rheumatoid arthritis An arthritis that is an autoimmune disease which attacks healthy cells and tissue located in
joint.
Asthma A bronchial disease that is characterized by chronic inflammation and narrowing of the

airways, which is caused by a combination of environmental and genetic factors. The
disease has symptom recurring periods of wheezing (a whistling sound while breathing),
has symptom chest tightness, has symptom shortness of breath, has symptom mucus
production and has symptom coughing.

Diabetes mellitus A glucose metabolism disease that is characterized by chronic hyperglycaemia with
disturbances of carbohydrate, fat and protein metabolism resulting from defects in insulin
secretion, insulin action, or both.

© 2025 American Chemical Society. All rights reserved.

Sort: Relevance

— RS

BRCA1 DNA repair associated, Neurotrophin 4, Autophagy related 16 like 1, Major
histocompatibility complex, class Il, DP beta 1, KRAS proto-oncogene, GTPase, View All

Apolipoprotein E, Fibrinogen alpha chain, Islet amyloid polypeptide, APP (rs199862130)
polymarphism, Synuclein alpha, View All

TIMP metallopeptidase inhibitor 1, Solute carrier family 22 member 4, Tumor necrosis factor,
Matrix metallopeptidase 1, Protein kinase C theta, View All

Membrane spanning 4-domains A2, Transient receptor potential cation channel subfamily A
member 1, Adrenomedullin, Fc epsilon receptor la, CDKNZB-AS1 (rs7859362) polymorphism, View
All

MTHFR (rs1801133) polymorphism, Cytokine inducible SH2 containing protein, Cystatin C, Insulin,
Mechanistic target of rapamycin kinase, View All

- View all associated diseases

$ 7479

$ 4,974

& 3847

$ 3333

$ 3871

CAS
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SYK

Tyrosine-protein kinase SYK

summary Pharmacology Ligands (31K) Diseases (388) Chemical Space| Pathways

S N == + I N
Pathway | E% Reaction 'f/ls }EH 132"‘@ Source §Z I_-::‘-jk ;E ;},?
alpha Iib beta3 pathway Fibrinogen:(alpha lib beta3)2:(5rc)2 + 2 CIB:Ca + 2 talin ==== Fibrinogen:(alpha lIb beta3)2:(5rc)2:(CIB)2:(Ca)2:(talin)2 Proceedings of the National Academy of Sciences of the United States of America (2003),
100(23), 13298-13302
Journal of Biological Chemistry (1997), 272(8), 4651-4654
Rac1:GDF + GTP --VAV1{pY}:SLP-76{p}:Nck-1—-> Rac1:GTP + GDP EMBO Journal (1998), 17(22), 6608-6621
Journal of Biological Chemistry (2001), 276(8), 5916-5923
alpha Iib beta3 + Csk + Src ==== alpha IIb beta3:Csk:Src Journal of Cell Biology (2002), 157(2), 265-275
Fibrinogen:(alpha Ilb beta3)2:(Src{pY415})2:(C @ coordinate interactions of Csk, Src, and Syk kinases with allbB3 initiate integrin signaling to the cytoskeleton _Biology (2002), 157(2), 265-275
(talin)2:(Syk{pY}2 + 2 NDP — s (o &mln
Fibrinogen +2 a|pha b beta3:csk:5rc{p\(529 In this Reference By: Obergfell. Achim: Eto. Koji: Mocsai. Attila: Buensuceso, Charito: Moores, Sheri L. Brugge. joan S.: Lowell. Clifford A.: Shattil. Sanford J. BiOlOg\l’ (2002), 157(2), 265-275

* Concepts v DOL: 10.1083/jcb.200112113

s Vs I C ST
SLP-76 + NTP —Fibrinogen:(alpha Iib beta3)2; ° = Integrins regulate cell adhesion and matilty through tyrosine kinases, but iSRS i L ; s IJ S CI F | n d e r' 'L ! 116-5923
* (Cited Documents constitutively with integrin allb3 in platelets. Platelet adhesion to fibrinoge} ﬁ J\
localized to filopodia and cell edges. Csk, which neg. regulates Src by phosp! ]
fibrinogen binding caused Csk to dissociate from allbB3, concomitant with dephosphorylation of Src Tyr-529 and phosphorylation of Src activation loop Tyr-
418. In contrast to the behavior of Src and Csk. Syk was associated with alib3 only after fibrinogen binding. Platelets multiply deficient in Src. Hck. Fgr. and
vasp + SLAP-130{p} + SLP-76{p} ===> vasp:SL Lyn, or normal platelets treated with Src kinase inhibitors failed to spread on fibrinogen. Inhibition of Src kinases blocked Syk activation and inhibited ogical Chemistry (2001), 276(8), 5916-5923
phosphorylation of Syk substrates (Vav1, Vav3, SLP-76) Implicated in cytoskeletal regulation. Syk-deficlent platelets exhibited Src activation upon adhesionto  —
fibrinogen. but no spreading or phosphorylation of Vav1, Vav3. and SLP-76. These studies establish that platelet spreading on fibrinogen requires sequential

Fibrinogen:(alpha IIb beta 3}2:{5[’({[}‘(529} )2 activation of Src and Syk in proximity to allbB3, thus providing a paradigm for initiation of integrin signaling to the actin cytoskeleton. Qgical Chemistry (1998), 273(48), 31890-31900
Keywords: Csk Src Syk kinase integrin signaling cytoskeleton platelet adhesion
VAV1{pY}:SLP-76{p}:Nck-1 + PAK1 + Rac1:GTF s [eveas ogical Chemistry (1996), 271(42), 25746-25749
ogical Chemistry (1995), 270(49), 29071-4
B publication Information - journal vewtess  ogical Chemistry (2001), 276(8), 5916-5923
Source Database i Company/Organizatic Publisher Language
Journal of Cell Biology AN: 2002:296764 Division of Vascular Biology, Rockefeller University Press English
Volume: 157 CAN: 137:106866 Department of Cell Biology
Issue: 2 PubMed ID: 11940607 The Scripps Research Institute
Pages: 265-275 CAplus and MEDLINE La jolla, California 92037
Journal; Article: Research Support. United States

Non-U.S. Gov't: Research Support.
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: CAS 'p’:: BioFinder Diseases = APP bd Q @ Draw [ F 3

< Return to all Filters .
. - Diseases search for APP
Biomarker

. Diseases
Enter a Biomarker...

0 Selected 172 Results ﬁﬁ % %_\
Insulin Disease Description ﬁﬁfvﬁﬁil\ Biomarkecs g__—- ’Ff% 1:/-.]_‘/:5 ’}r@

Hemoglobin subunit alpha 2

Sort: Relevance -

HX LR GEA

Hemaoglobin subunit alpha 1 1 Cancer A disease of cellular proliferation that is malignant and primary, characterized by BRCA1 DNA repair associated, Neurotrophin 4, Autophagy related 16 like 1, Major $ 7.479 ® 1M
Hemoglobin subunit beta uncentrolled cellular proliferation, local cell invasion and metastasis. histocompatibility complex, class I, DP beta 1, KRAS proto-oncogene, GTPase, View All '

Epidermal growth factor receptor

Erre Alzheimer's disease A tauopathy that is characterized by memery lapses, confusion, emotional instability Apolipoprotein E, Fibrinogen alpha chain, Islet amyloid polypeptide, APP (rs199862130) $ 4074 ® 722K

and progressive loss of mental ability and results in progressive memory loss, impaired  polymerphism, Synuclein alpha, View All

o — =
] I ﬁz tl:% 1:/3‘/ [D5 thinking, disorientation, and changes in personality and mood starting and leads in

advanced cases to a profound decline in cognitive and physical functioning and is

N L KRN
43% ] sz I)F’h:% marked histologically by the degeneration of brain neurcons especially in the cerebral

cortex and by the presence of neurcfibrillary tangles and plagues containing beta-

amyloid.
Interleukin 6
Apolipoprotein £ 3 Rheumatoid arthritis An arthritis that is an autoimmune disease which attacks healthy cells and tissue located  TIMP metallopeptidase inhibitor 1, Solute carrier family 22 member 4, Tumor necrosis factor, $ 3847 ® 576K
Kallikrein related peptidase 2 in joint. Matrix metallopeptidase 1, Protein kinase C theta, View All
Synuclein alpha 4 Asthma A bronchial disease that is characterized by chronic inflammation and narrowing of the ~ Membrane spanning 4-domains A2, Transient receptor potential cation channel subfamily A $ 3323 ® 516K
EEASpIctooncorenelGTRae airways, which is caused by a combination of environmental and genetic factors. The member 1, Adrenomedullin, Fc epsilon receptor la, CDKN2B-AS1 (rs7839362) polymorphism, ’
Adiponectin, C1Q and collagen disease has symptom recurring periods of wheezing (a whistling sound while breathing),  view All
domain containing has symptom chest tightness, has symptom shortness of breath, has symptom mucus
BRCA1 DNA repair associated production and has symptom coughing.
AKT serine/threonine kinase 1
Androgen receptor 5 Diabetes mellitus A glucose metabolism disease that is characterized by chronic hyperglycaemia with MTHFR (rs1801133) polymerphism, Cytokine inducible SH2 containing protein, Cystatin C, & 3871 ® 201K
Leptin disturbances of carbohydrate, fat and protein metabolism resulting from defects in Insulin, Mechanistic target of rapamycin kinase, View All
vascular endothelial growth factor insulin secretion, insulin action, or both.
5 6 Bacterial infecticus disease A disease by infectious agent that results in infection, has material basis in Bacteria. Tumor necrosis factor, Activation induced cytidine deaminase, Serum amyloid A1, $ 2645 ® 202¢
Glucagon Transforming growth factor beta 1, C-C motif chemokine ligand 17, View All
Angiotensin | converting enzyme
Phosphatidylinositol-4,5-bispho 7 Parkinson's disease A synucleinopathy that has material basis in degeneration of the central nervous system  Synuclein alpha, Leucine rich repeat kinase 2, Ubiquitin C-terminal hydrolase L1, $ 4497 ® 423K
sphate 3-kinase catalytic subunit that often impairs motor skills, speech, and other functions. Glucosylceramidase beta 1, Mechanistic target of rapamycin kinase, View All
::::?uid beta precursor protein -1 Psoriasis A skin disease that is characterized by patches of thick red skin and silvery scales. Interleukin 1 beta, Insulin, C-C motif chemokine ligand 5, Acyl-CoA thicesterase 12, ADAM $ 2037 ® 430K
metallopeptidase domain 10, View All

A
‘\

N
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Alzheimer's disease 7FE % EE #@*ZT‘/:IL‘? t[:% N _ZF’\'J_EE ;\Ell‘i F&TE\ @E T$5‘$E /'\E\\

Summary | Biomarkers Pharmacology Ligands(705K) Proteins (4,937)

Atauopathy that is characterized by memory lapses, confusion, emotional instability and progressive loss of

mental ability and results in progressive memory loss, impaired thinking, disorientation, and changes in personalil . 2 = —
war pregn Tyiess imp ing, giseri e sesinp =ity +, Al Drug Intelligence Summarization ﬁ' =7 == = E X

and mood starting and leads in advanced cases to a profound decline in cognitive and physical functioning and is Fro O 2@ ﬁ E| i

marked histologically by the degeneration of brain neurons especially in the cerebral cortex and by the presence of L= =

neurofibrillary tangles and plaques containing beta-amyloid.

Here is & summary of the state of drugs used to treat Alzheimer's disease:

CAS BioFinder shows 327 drug entries targeting Alzheimer's disease, predominantly consisting of small molecule compounds. The drugs exhibit diverse mechanisms of action, targeting various biological pathways including

Synonyms

yneny cholinergic signaling (acetylcholinesterase inhibitors, neuronal acetylcholine receptor agonists), kinase pathways (tyrosine kinase inhibitors targeting c-Kit, PDGFR, and Lyn), neurotransmitter systems (sigma opioid receptor
Aging-related Alzheimer's disease agonists, serotonin 5-HT4 receptor agonists), and cellular signaling (glycogen synthase kinase-3 beta inhibitors, voltage-gated calcium channel blockers). The therapeutic approaches include both primary treatments aimed at
Alzheimer disease disease modification and palliative treatments for symptom management. Development phases range from early Phase | studies to Phase lll trials, with some compounds having achieved approved status. Target functions
Alzheimer's encompass inhibitors, agonists, partial agonists, and blockers, reflecting the multifaceted approach to addressing the complex pathophysiology of Alzheimer's disease through modulation of neuroinflammaticon,

Alzheimer's senile dementia neurotransmission, and neuroprotective pathways.

Alzheimer's type dementia N d = . ) : : . _ ] ] _ -
Alzheimers dementia | 3 — /ft 9& ﬁ\i This is an Al-g d ry of the drug igence information, ond may be incomplete or include some inaccuracies. Please consult the records in the table for the source empiricol doto.

Early onset Alzheimer's disease

Intermediate-stage Alzheimer's disease a 15 ﬁIJ i% (CAS BioFinder Al is always improving, suggest improvements, or learn more.

Late onset Alzheimer's disease

View Less ~
E DRUGS —zl-l— ES = E [
External Links and Identifiers =) N ﬁ /= /0N
Ligand & Modality & Highest Phase (~ 1 Source
GARD: 102547
KEGG: 05010 [ 98185-20-7 Diagnostic () Approved -
MESH: D000544 [ Raclopride tartrate
NCI: C2866 [
1098-97-1 Primary @ Approved Dementia {Basel, Switzerland) {), 5(2), 88-98
Pyritinal
23173-12.8 Palliative @ Approved Source [
rel-[4aR B65,8aR)43,5,9,10,11,12-Hexahydro-3-methoxy-11-methyl-6H-
benzofuro[3a,3...
86332-23-2 Palliative @ Approved Source [§
1,2,3-Propanetriol, 2{dihydrogen phosphate), monopotassium salt
120011-70-3 Palliative @ Approved Source 4§

Donepezil hydrochloride

39 © 2025 American Chemical Society. All rights reserved.
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+. Al Table Summarization

AlR\Es

There are 24 top biomarkers for Alzheimer's disease:

Select a biomarker to see more details.

Microtubule associated protein tau, Amyloid beta precursor protein, Apolipoprotein E, Tumor necrosis factor, Insulin, Brain derived neurotrophic factor, Glycogen synthase kinase 3 beta, Insulin like growth factor 1, Triggering receptor expressed on myeloid cells 2,

Presenilin 1, Acetylcholinesterase (¥t blood group). ATP binding cassette subfamily A member 7, Butyrylcholinesterase, Beta-secretase 1, Sortilin related receptor 1, Angiotensin | converting enzyme, Granulin precursor, Synuclein alpha,

Glutamate ionotropic receptor NMDA type subunit 2B, Clusterin, Interleukin 1 beta, Presenilin 2, Advanced glycosylation end-product specific receptor, Translocase of outer mitochondrial membrane 40

Alzheimer's disease

Summary Biomarkers Pharmacology Ligands (722K}  Proteins (4,574)

YRS el EEr: o B ey

Biomarker (~ 1 Gene Category O Parameter Measurement Organism . Assay Source
(-}-Thyroxine Diagnostic Biomarker level  Mean free Thyroxine (FT4) level was observed in 40 patients with Human View = Biological psychiatry (), 30(6), 567-76

alzheimer's disease with blunted TSH response which is significantly (P<
0.01) more severely demented when compared to patients with non

(-)-Thyroxine Detail (10f9,000) Mext-> X

Biomarker Category Diagnostic
51-48-9
Parameter Biomarker level

Measurement Mean free Thyroxine (FT4) level was observed in

40 patients with alzheimer's disease with

EE blunted TSH response which is significantly (P<

0.01) more severely demented when compared

to patients with non blunted TSH response,

Mean free Thyroxina(FT4) level was observed in 2w Health Evaluation in African Americans Using RAS Therapy [
L-Tyrosine, 0-(4-hydroxy-3,5-dilodo 40 patients with alzheimer’s disease having sw  Brain Communications (2023),_5(5),1-14
phenyl)-3,5-diiodo- blunted TSH response which was significantly (P<
0.03) higher when compared to patients with
nen blunted TSH response, High, Mean
Thyroxine (T4) level was observed in 40
alzheimer's disease patients which is significantly
(P< 0.05) lower when compared to 17 elderly
patients with major depression, Low

(+)-4ldosterone - Pharmacodynamic/resp

(25R)-26-Hydroxycholesterol - Prognostic

[Pyruvate dehydrogenase (acetyl- - Diagnostic 2w ournal of Biological Chemistry (2012), 287(44), 37245-37258

transferring)] kinase isozyme 1
mitochondrial

Organism Human

Source Biological psychiatry (). 30(6). 567-76

40 © 2025 American Chemical Society. All rights reserved.
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Predictive Anal
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® Ligands £ Scaffolds < Proteins - Diseases

Search by protein, ligand, disease or draw a structure.

Predictive Analytics

Upload and analyze ligand data
sets using algorithms to find
bioactivity data insights.

ytics .

(D History (405) +; Predictive Sets (24)

Create New Set B Fanels

Predictive Test XXX

CAS Full Pharmacology (Defoult) - Complete

Ligands: 1 MNeighbors: 191 Targets: 111
Metabolites: 7
Updated on 29 August 2025 ses

Rerun analysis for set
Add ligands from file
Edit set

Delete set

B FEFGECIAFXI A FIEE =

Create Predictive Analytics Set

Select Color

@ LightBlue ~

Name your set

Predictive_Set_09_09_2025_0952

Select Panel

CAS Full Pharmacology (Default) -

CAS Full Fharmacology (Default)
Upload a predefined set (Opt cas groad safety Screen

CAS Medium Safety Screen

CAS Narrow Safety Screen

CAS Alzheimer's Disease Screen

CAS Breast Cancer Screen

CAS

CAS Colon Cancer Screen
CAS

CAS Depressive Disorder Screen

Select a file {.sdf) or drag and drop here.

®
\ )

\\\
(X%

L 3
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Y Filters
Chemical Filters ~

orf Rule of 5 Filter Preset
This will automatically be applied.

v pValue

~ Modality

v Druglikeness

~ ADME

~ Commercial Availability
~ Approval Status

~ Approval Authority

Biological Filters ~

v Target

v Target Type

@ Ligands search for drawn structure

Ligands  Scaffolds

Pharmacology

25 of 9,190 Selected
1
1961259-82-4

2,5-Diamino-1-{4-methylphenyl)-1H-pyrrole-
3,4-dicarboxaldehyde

LIS

A
o

Metabolites: 2 Proteins: 0

@s

2270167-41-2

Q:

1961259-76-6

2,5-Diazido-1-(4-methylphenyl)-1H-pyrrole-
3,4-dicarboxaldehyde

“\-
EY

W

;
7

&

Metabolites: 2 Proteins: 0

[ 1]

2270167-40-1

v Disease 8-(3-Amino-4-methyl-1-pyrrolidinyl)-5- 8-[(3R 4R)-3-Amino-4-methyl-1-pyrrolidinyl]-
quinoxalinecarbonitrile 5-quinoxalinecarbonitrile
~ Organism
H:N HaN
~ Parameter N N pw =N
~ Function W W
N N \ 7/

~ Experiment Type \\ // Absolate sersochemisty shom

43 © 2025 American Chemical Society. All rights reserved.

@3

2270167-74-1

(3R, 4R)-4-Methyl-1-(8-methyl-5-quinolinyl)-
3-pyrrolidinamine
i
]
— .“ﬂ.,,‘,
N
\_/
Absolm sareochemisry shown

Metabolites: 4

7
1067895-50-4

8-Cyclobutyl-2-[4-(1-methyl-1H-pyrazol-d-yl)
phenyl]-2,8-diazaspiro[4.5]decane

G/QQ@—G

Proteins: 2

Sort: Relevance -~

4
2002854-95-5

4-(3-Hydroxy-3-methyl-1-pyrrolidinyl)-3-
methylbenzonitrile

Predictive Analytics

|
Create New Set  Add to Existing Set

. Name your set

Predictive_Set_09_09_2025_1002

Select Panel

CAS Breast Cancer Screen

25 selected ligands will be added to this set

+, Predictive Analytics

Select Color

® LightBlue ~

\J
\J

\\\
(X} )

CAS

A division of the
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History (407) 4 Predictive Sets (25)

Create New Set B Panels

Predictive Set g

Panels
CAS5 Breost Cancer Scree
Ligands: 75 P -+ Create New Panel Search panels by name... Q
j

panel Name Description & Targets &

0} p dated on 09 Septem | CAS Full Pharmacology (Default) The full panel of protein target models available through CAS to highlight potential safety concerns and treatment options All [ [v]

kS

CAS Broad Safety Screen A diverse panel of protein targets to widely test the safety of your drug candidate ,lﬁ iﬁ%izﬁém EE} /lf_\“_l\ % %ﬂr\ §|J ?:Ll% 192 [# [v]
CAS Medium Safety Screen Panel of protein targets likely to be implicated to adverse drug reactions (ADRs) based off of known structure activity relationships (SARs) 115 # [v]
CAS Narrow Safety Screen Panel of protein targets established as being involved in adverse drug reactions (ADRs). These targets are essential for early safety screening of drugs 49 £ [w]
CAS Alzheimer's Disease Screen Panel of protein targets potentially implicated in Alzheimer's Disease 81 [# [v]
CAS Breast Cancer Screen Panel of protein targets potentially implicated in breast cancer and neoplasms 70 [# [v]
CAS Colon Cancer Screen Panel of protein targets potentially implicated in colon cancer and neoplasms 92 # [v]
CAS Depressive Disorder Screen Panel of protein targets potentially implicated in depressive disorder and major depressive disorder 51 £ [w]
CAS Diabetes Screen Panel of protein targets potentially implicated in diabetes 78 [# [v]
CAS Inflammation Screen Panel of protein targets potentially implicated in inflammation 33 [# [v]
CAS Liver Cancer Screen Panel of protein targets potentially implicated in liver cancer and neoplasms 73 # [v]
CAS Lung Cancer Screen Panel of protein targets potentially implicated in lung cancer and neoplasms 66 £ [w]
CAS Parkinson’s Disease Screen Panel of protein targets potentially implicated in Parkinson's disease 46 [# [v]
CAS Prostate Cancer Screen Panel of protein targets potentially implicated in prostate cancer and neoplasms 70 [# [v]

© 2025 American Chemical Society. All rights reserved.

A division of the
American Chemical Society

\J
‘\

A\

%



€ M FE S R

B Panels

-+ Create New Panel

Create Predictive Analytics Panel X

Panel Name

Predictive_Panel_Test

Description (Optional)

Search panels by name...

Panel Name o Description <
CAS Full Pharmacology (Default) The full panel of protein target models available through CAS to highlight potentia
Predictive_Panel_Test &
CAS BI = 0 Cancel
Targets to Include in Panel ﬂ g ﬂi. Mﬁj(}i % %’/l]'\ Selected Targets smanll
CAS M Qa . T
rostaglandin F2-alpha receptor (Felis catus) ¢ Gag-pol polyprotein (Escherichia coli) ¢
B8 Target O Organism Uniprot ID Phosphatidylinositol 4,5-bisphosphate 3-kinase catalytic subunit alpha isoform (Rattus norvegicus) X
@ Prostaglandin F2-zlpha receptor Felis catus BLOKA Li] Dihydroorotate dehydrogenase (quinone) (Plasmodium faldparum Dd2) X
Gag-pol polyprotein Eschenciialcoll RCALELED 0 Bifunctional dihydrofolate reductase-thymidylate synthase (Cryptosporidium hominis) X
@ Phosphatidylinositol 4,5-bisphosphate 3-kinase catalytic subunit alpha iscform Rattus norvegicus ADADG2K344 @
@ Dihydroorotate dehydrogenase (quinone) Plasmodium falciparum Dd2 ADADLTMELS @
@ Bifunctional dihydrofolate reductase-thymidylate synthase Cryptosporidium hominis ADAOQSATERS i ]
Dihydrofolate reductase Cryptosporidium hominis ADAOWOCF37 @
Beta-glucuronidase Escherichia coli BL21(DE3) ADATA0NTPS [}
Methionine aminopeptidase Escherichia coli ADAT9ILMBO @
Glucose-dependent insulinotropic receptor Mesocricetus auratus ADATUBCDOG
Matrix protein 2 Influenza A virus (A/WSN/1933(H1N1)) ADATYOAWWZ o
Delta-type opiocid receptor Cavia porcellus ADAZB6XTF2 [i ]
Emopamil-binding protein-like Cavia porcellus ADAZBE6XUIB i ]
5-hydroxytryptamine receptor 2C Cavia porcellus ADAZB6XYPS i ]
5-hydroxytryptamine receptor 1A Cavia porcellus ADAZB6Y0T74 i ]
Thromboxane A2 receptor Cavia porcellus ADAZB6Y4IS [i ]
12 3 4 s 118 Next> Show 25 -  perpage Cancel
45 © 2025 American Chemical Society. All rights reserved. C A
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4 Return to Predictive Analytics

~ Set Summary

° Rerun Set Analysis
Complete - Last ran 05 Sep 2025

CAS Breast Cancer Screen

Ligands  Pharmacology

Show Structures  (aly] .

Total ligands: 25

+. Predictive_Set_09 09 2025 1002

A E A X ERIFERR

Ligand J Target (a 2 Organism J
MNeighbors: Metabolites:
73 a3 o v 664363-58-0 Androgen receptar Homo sapiens
Targets: 21 it?__
B 664363-91-1 Progesterone receptor Homo sapiens
Y Filters {0
0
« pActivity
« Confidence Score - \_3 - 664363-58-0 Progesterone receptor Homo sapiens
~ Target a?f__
Androgen receptor .
Progesterone receptor = 664363-52-4 Progesterone receptor Homo sapiens
Tumor necrosis factor ___\.—?_i']
Glycogen synthase kinase-3 beta -
Estrogen receptor
664363-02-4 Androgen receptor Homo sapiens
View All - ?\L} " ’ -
\w
v Organism - E kk\ \_‘_ltb% \
rea ﬁﬁﬁ MIf12E2h B AJ XJIX Lo # iz 1t
664363-02-4 (
Return to top __gé:{)\_i/"“ /ﬁ Ii{g(pACthlty)
: B 18 E 5 #(Confidence score)
¥ & (Target)
- BHL¥E(Organism)
78 s e
46 © 2025 American Chemical Society. All rights reserved. Ej] :—F} LLHE ’B. m El] pACt

EREAIE

Known pAct

8.39

HEATIRAL ST -

EHOFNE =

}\AE I E//&E/]j?_/fﬁ

MLM, SAS, SEA, SIM, XPI

K2
Predicted pAct (~ 1 Confidence Method J
5.26 0.8 L L X X
8.02 0.39 *000®
501 0.39 o000 ®
7.85 0.39 ctoeen
7.94 0.79 L L X X
0.39 o000 ®
®
[ ]

e

[ ]

[
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fe 483 (Ligands)
- ET@AYATR. CASRN, &1, R, FRFE, RIEHER
- BIIEA M. ADME, LS. AYThee. £MENGSE, #HITiHmERE

- BEHFHE L EYRIGES. ADME, %ﬁ—?ﬂ]ﬁlﬁﬂ%%%&ﬂﬂ,ﬂﬂﬁm

B8R (Scaffolds)

- ETFENNERFER, SXGREIVE X BREN, H@Ed EEHFR-Groups, HITHI X RO
i SAR LUEMMPA, {1t BfRE RSB RIEDMEERE

- BREN X R SE SN ERFEEEENEE, REVEMUE RGN SR

EH/BRAEL S 5&EFESR (Proteins & Diseases)

- BRI EBRBRESSERBEYIRCHER, BRREGYIERAGIFERNE
FRiMEC (A 5 A REE R £ 4B TE (Predictive Analytics)

- N E EERT R E SE R VAR EER

- RERARREMN S A B B .

.
CAS *
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#H %3&iE Learn More

https://biofinder.cas.org/
SKEVCAS BioFinder & if|a)iit

https://www.cas.org/solutions/biofinder-discovery-platform

T#EE % * T CAS BioFinderf#J{g E

https://cas-biofinder.zendesk.com/hc/en-us
FKEXCAS BioFinderf&E FHiitRA{E &

SRENE Z AT IF SR, 1BEk% © China@acs-i.org

48 © 2025 American Chemical Society. All rights reserved.
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https://cas-biofinder.zendesk.com/hc/en-us
https://cas-biofinder.zendesk.com/hc/en-us
https://cas-biofinder.zendesk.com/hc/en-us
https://cas-biofinder.zendesk.com/hc/en-us
mailto:help@cas.org
mailto:help@cas.org
mailto:help@cas.org
mailto:help@cas.org
mailto:help@cas.org

Between problems
and progress are
connections that
matter

5 15 |
China@acs-i.org

EE1F 34 (CAS) AL R A=A

+86-10-6250 8026/7 [earaey
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