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CAS Life Sciences Data

When making new life sciences discoveries, complete,
connected data is crucial for success. Dive deep into
relationships between diseases, targets, and novel molecules
with the world's most trusted and reliable source of scientific
information, the CAS Content Collection™.
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STNext is updated frequently. See the latest Release Notes:https://cas-stnext.zendesk.com/hc/en-
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$ us/categories/13107292308877-What-s-New-in-STNext i

Find instructor-led and self-directed training opportunities:http://www.cas.org/support/training/stn

| ﬂ The downtime scheduled for Saturday, November 1, 2025 has been cancelled.
CAS STNext will remain available all day that day.

There will be a 90 minute downtime window on Sunday, November 2, 2025,
| {} beginning at 02:00 hours (2:00 AM), as we transition out of Daylight Savings

Time.
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ADMEPROP RN, CN,ED, INCH, INKY, available ADME & — % D ADMEPROP
SARPROP RN, CN, ED, INCH, INKY, available SAR ¥ —% D SARPROP

TOXPROP RN, CN, ED, INCH, INKY, available TOX ¥ — % D TOXPROP
HIT RN, CN, ED, INCH, INKY, HIT # — L% &L T 4 —JL K D HIT

SART7—%

Ligand RN: 911417-87-3

Ligand Entry Date: 26 Jun 2025

Chemical Name: Acetamide, 2-[3-[4-(1H-indazol-5-ylamino)-2-quinazolinyl]phenoxy]-N-(1-methylethyl)- (CA Index Name)
Ligand InChI String: InChI=1S/C26H24N602/c1-16(2)28-24(33)15-34-20-7-5-6-17(13-20)25-30-23-9-4-3-8-21(23)26(31-25)29-19-
10-11-22-18(12-19)14-27-32-22/h3-14,16H, 15H2, 1-2H3, (H, 27,32) (H, 28,33) (H, 29, 30, 31)

Ligand InChI Key: GKHIVNAUVKXIIY-UHFFFAOYSA-N

Property Files: ADMEPROP, SARPROP

SAR PROPERTIES

Assayv Count. 324
|(1) US 20100144707 A1, (CAPLUS equivalent basic W02006105081-A2,2006:1031390),Locator: Example 82 (Page No: 54)

| (3) Nat chem Biol, 2011, 7, 200, (CAPLUS,2011:222149) MEDLINE, 21336281 | @=— l UNEFR (/SREF)
=Ty b A=y bD TaE INTX—=& & EYE Ty OET
(/STNM) CASRN®(/STRN) || (/SAFN) (/SAPM) (/SAVL) (/SAOR)
TARGET NAME ‘ TARGET RN FUNCTION | PARAMETER VALUE DISEASE ORGANISM
Calcium/calmodulin-dependent 141467-21-2 orig:pKi, orig:<5.3, norm:> Assay I
protein kinase type 1 norm:Ki 5.01187 pM :
Macrophage colony-stimulating orig:pKi, orig:<5.6, norm:> ;ﬁ% Assay
factor 1 receptor norm:Ki 2.51189 pM (/SPDS) o
- oo




SAR - 7wt 1 D

Assay TRV HE ) w I dBE. FlIBEHRHIARTIND

Assay Details X

(3) Assay 1: Calcium/calmodulin-dependent protein kinase type 1

SAR Ligand RN: 911417-87-3

SAR Target Name: Calcium/calmodulin-dependent protein kinase type 1

SAR Target RN: 141467-21-2 7 \y-t'),r% (/SAN M) ]

SAR Parameter: orig:pKi, norm:Ki

SAR Value: orig:<5.3, norm:> 5.01187 uM

SAR Assay Name: Inhibition of CAMKW.KE%_‘[ 7 W _t, ,r & ,r 7 (/SATP) ]

SAR Assay Type: Enzyme

SAR Assay Procedure: In vitro Kinase Assays: Recombinant protein kinases were either commercially obtained or expressed

using the FastBac bacculovirus expression system (GIBCO BRL, Gaithersburg, MD) and purified using
either nickel (his-tag) or glutathione (GST) affinity chromatography. Kinase assays were conducted in 24
[micro]l volumes on 384-well microplates using TECAN liquid-handling automation. Ser/Thr-kinase

BaliEal
(/SAPR) :
TopCount microplate reader (Perkin Elmer). Reference: 1. Luo, Y.; Smith, R. A.; Guan, R.; Liu, X.;
Klinghofer, V.; Shen, J.; Hutchins, C.; Richardson, P.; Holzman, T.; Rosenberg, S. H.; Giranda, V. L.
Pseudosubstrate peptides inhibit Akt and induce cell growth inhibition. Biochemistry 2004, 43, 1254-63.
SAR Bio Type: in vitro

SAR Reference: Nat Chem Biol, 2011, 7, 200,(CAPLUS,2011:222149),MEDLINE, 21336281
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ADMEPROP R,

Ligand RN: 371242-69-2

Ligand Entry Date: 26 Jun 2025

Chemical Name: 4(3H)-Quinazolinone, 2-[(6-amino-9H-purin-9-yl)methyl]-5-methyl-3-(2-methylphenyl)- (CA Index Name)
Ligand InChI String: InChI=1S/C22H19N70/c1-13-6-3-4-9-16(13)29-17(27-15-8-5-7-14(2)18(15)22(29)30)10-28-12-26-19~
20(23)24-11-25-21(19)28/h3-9,11-12H, 10H2, 1-2H3, (H2, 23,24, 25)

Ligand InChI Key: GNWHRHGTIBRNSM-UHFFFAOYSA-N

Property Files: ADMEPROP, SARPROP

ADME PROPERTIES

ADMEPROP Assay Count: 9

URERIR

(2) Indian Journal of Pharmaceutical Sciences, (2017), 79, (6), 994-1000, (CAPLUS,2020:1433066) (/AREF)
( . ( 5
=Ty b+ KERE & &E EYE
(/ATNM) _ (/AAFN) (/AAVL) (/AADS) || (/AAOR)
TARGET NAME i TARGET RN { FUNCTION : PARAMETER VALUE DISEASE { ORGANISM i ASSAY
orig:Tmax orig:0.57 h asthma | Mus
norm:Cmax orig:816.89 ng/mL, norm:0.81689 asthma | Mus —
pg/mL 7wt A DRR
EanZ AN NFA=R

CAS RN° (/ATRN) (/APAM)
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ADME - 7 vt Ds$iH

assay REVES ) woTBE, HMERNRRING

Assay Details X
(2) Assay 1
ADME Ligand RN: 371242-69-2
ADME Parameter: orig:Tmax Tvt1E (/AAN M) ]
ADME Value: orig:0.57 h
ADME Assay Name: Pharmacokinetic analysis
ADME Assay Type: Functional .—[ 7 V) t ‘r a ’f 7 (/AATP) ]
ADME Assay Procedure: Pharmacokinetic study
ADME Disease: asthma =
= IE (/AAPR
ADME Organism: Mus Eﬁﬁﬁg’:] IE (/ )
ADME Bio Type: in vivo
ADME Reference: Indian Journal of Pharmaceutical Sciences, (2017), 79, (6), 994-1000,(CAPLUS,2020:1433066)
ADME Ligand Dose: 1 Mg/kg

ADME Route of Administration: Endotracheal
ADME Assay Based Locator: Table 3

Close
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TOX 7—4
TOXPROP &R

Ligand RN: 912444-00-9

Ligand Entry Date: 26 Jun 2025

Chemical Name: 1H-Benzimidazole-7-carboxamide, 2-[(2R)-2-methyl-2-pyrrolidinyl]- (CA Index Name)

Ligand InChI String: InChI=1S/C13H16N40/c1-13(6-3-7-15-13)12-16-9-5-2-4-8(11(14)18)10(9)17-12/h2,4-5,15H,3,6-7H2, 1H3,
(H2,14,18)(H,16,17)/t13-/m1/s1

Ligand InChI Key: JNAHVYVRKWKWKQ-CYBMUJFWSA-N

Property Files: ADMEPROP, SARPROP, TOXPROP

TOX PROPERTIES

TOXPROP Assay Count: 73
(1) oral Oncology, (2014), 50, (7), 662-669,(CAPLUS,2014:610881)

p
HRE & EYE
(/TAFN) (/TAVL) (/TAOR)
) SR .
TARGET NAME TARGET RN i FUNCTION i PARAMETER VALUE DISEASE ORGANISM i ASSAY
Poly(ADP-ribose) 58319-92-9 orig:DNA norm:Slightly increased head and Homo Assay —
/ ¢ i : 7 vt DORER
polymerase damage neck cancer | sapiens
Poly(ADP-ribose) 58319-92-9 orig:DNA norm:Resulted in higher DNA head and Homo Assay
polymerase T damage ? damages in a dose-dependent neck cancer | sapiens
ner
B =y rD | NS A—2
CAS RN’ (/TTRN) (/TPAM)

18 © 2025 American Chemical Society. All rights reserved
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TOX-7

Assay RAVZ D) wIFBE.

Assay Details
(1) Assay 1

TOX Ligand RN:

TOX Target Name:
TOX Target RN:

TOX Parameter:

TOX Value:

TOX Assay Name:
TOX Assay Type:

TOX Toxicity Type:
TOX Assay Procedure:
TOX Disease:

TOX Cell:

TOX Organism:

TOX Bio Type:

TOX Reference:

TOX Ligand Dose:
TOX Assay Based Locator:

w1 DEFHA

912444-00-9
Poly(ADP-ribose) polymerase

SEImRD RTINS

58319-92-9
orig:DNA damage

7 w14 (JTANM) ]

norm:Slightly increase;

e & A7 ytA 847 (TATP) |

Genotoxicity

Alkaline comet assay

|

SHEHEIE (/TAPR) ]

head and neck cancer
UMSCC-22A

Homo sapiens

in vitro

Oral Oncology. (2014), 50, (7)., 662-669,(CAPLUS,2014:610881)
30-60 UM

Figure 5
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Ligand RN:

SAR PROPERTIES

911417-87-3

SARPROP Assay Count: 324

(1) US 20100144707 A1,(CAPLUS equivalent basic W02006105081-A2,2006:1031390),Locator: Example 82 (Page No: 54)

(2) Annu. Rep. Med. Chem., 2008, 43 (), 87-102,(CAPLUS,2009:1536883),Locator: Compound 47

TARGET NAME TARGET RN { FUNCTION : PARAMETER | VALUE DISEASE ORGANISM i ASSAY (L)
Rho-associated Inhibitor | norm:IC50 : orig:24000 nM, cardiovascular system Assay (P)
protein kinase 1 norm:24 pM disease N
Rho-associated Inhibitor : norm:IC50 : orig:105 nM, cardiovascular system Assay (P)
protein kinase 2 norm:0.105 pM disease e .
S

(3) Nat Chem Biol, 2011, 7, 200, (CAPLUS,2011:222149),MEDLINE, 21336281 . = | = g
TARGET NAME TARGET RN FUNCTION i PARAMETER VALUE DISEA! (P) * |E'| IEJ_ET

_ . == B GEe
Calcium/calmodulin-dependent 141467-21-2 orig:pKi, orig:<5.3, norm:>
protein kinase type 1 ' norm:Ki 5.01187 uM
Macrophage colony-stimulating orig:pKi, orig:<5.6, norm:> Assay
factor 1 receptor norm:Ki 2.51189 uM
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EENR

TYTILTF K (910463-68-2) D IC,, (FHHERE) DT — X ZHRT 5

=> FILE CASBIO

=> S 910463-68-2/RN AND IC50/SPAM SAR/NZ X—4& . /[SPAM

L1 1 910463-68-2/RN AND IC50/SPAM

=> D HIT —HITERTRERXTE Y bR DAERTTES

L1  ANSWER 1 OF 1 CASBIOACTIVI COPYRIGHT 2025 ACS on STN
RN 910463-68-2 CASBIOACTIVI
Ligand RN: 910463-68-2 e——+— CAS RN®
Ligand Entry Date: 26 Jun 2025
Chemical Name: Glycine, L-histidyl-2-methylalanyl-L-e-glutamylglycyl-L-threonyl-L-phenylalanyl-L-threonyl-L-seryl-L-&-
aspartyl-L-valyl-L-seryl-L-seryl-L-tyrosyl-L-leucyl-L-ex-glutamylglycyl-L-glutaminyl-L-alanyl-L-alanyl-N6-[N-(17-
carboxy-1-oxoheptadecyl)-L-y-glutamyl-2-[2-(2-aminoethoxy)ethoxyJacetyl-2-[2-(2-aminoethoxy)ethoxyJacetyl]-L-lysyl-L-&-
glutamyl-L-phenylalanyl-L-isoleucyl-L-alanyl-L-tryptophyl-L-leucyl-L-valyl-L-arginylglycyl-L-arginyl- (CA Index Name)
Property Files: ADMEPROP, SARPROP, TOXPROP

z.°
CAS*
22 © 2025 American Chemical Society. All rights reserved




REF 1L (DD F)

71 DR

(JR—)

SAR PROPERTIES SAR (1%5%1“}_@557_—“—&)
SARPROP Assay Count: 693
(1) Journal of Medicinal Chemistry, (2015), 58, (18), 7370-7380,(CAPLUS,2015:1399910)
TARGET NAME TARGET RN | FUNCTION : PARAMETER | VALUE DISEASE ORGANISM i ASSAY
Glucagon-like peptide norm: IC50 : orig:357 nM, norm:0.357 pM diabetes Assay
1 receptor mellitus
Glucagon-like peptide norm: IC50 : orig:0.38 nM, norm:3.8 x diabetes Assay
1 receptor mellitus
NTA—=H
(2) WO 2019016306 A1, (CAPLUS,2019:165279) (/SPAM)
TARGET NAME | TARGET RN | FUNCTION | PARAMETER | VALUE DISEASE { ORGANISM ASSAY
Glucagon-like Inhibitor norm: IC50 : orig:0.6 nM, norm:6 : diabetes mellitus; Mesocricetus Assay
peptide 1 i : i X 10<sup>-4</sup> overweight; i auratus
receptor HM cardiovascular system
\ L\ i o disease & \
. )
K=y b 1ae g 355 ek
(/STNM) (/SAFN) (/SAVL) (/SADS) (/SAOR)
23 © 2025 American Chemical Society. All rights reserved

BREF 1L (DDF)

Assay Details
(2) Assay 1: Glucagon-like peptide 1 receptor

SAR Ligand RN: 910463-68-2

SAR Target Name: Glucagon-like peptide 1 receptor

SAR Function: Inhibitor

INTX—A&

SAR Parameter: norm:IC50 ®
SAR Value:

SAR Assay Type: Binding
SAR Assay Procedure:
SAR Disease:

SAR Cell: BHK
SAR Organism: Mesocricetus auratus
SAR Bio Type:

SAR Reference:

in vitro

Close

orig:0.6 nM, norm:6 x 10<sup>-4</sup> yM

Receptor inhibition assay using 125I-GLP-1

diabetes mellitus; overweight; cardiovascular system disease

WO 2019016306 A1,(CAPLUS,2019:165279)

(/SPAM)

24 © 2025 American Chemical Society. All rights reserved
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=> FILE CASBIO

=> S CHEMOKINE/STNM (P) ANTAGONIST/SAFN (P) GUILLAIN BARRE/SADS
L1 426 CHEMOKINE/STNM (P) ANTAGONIST/SAFN (P) GUILLAIN BARRE/SADS

= DHIT  <HTRRFERATEY MEHDHERFTES (P) TR—F—SHIRETES
« Z—4y kI /STNM

L1  ANSWER 1 OF 426 CASBIOACTIVI COPYRIGHT 2025 ACS on STN o

Ligand RN: 1383734-80-2 : %g‘zr$ . /gﬁgz
Ligand Entry Date: 26 Jun 2025 WRER -/
Chemical Name: 4H-Pyrazolo[4,3-blpyridine-4-carboxamide, 1-(4-fluorophenyl)-1,5,6,7-tetrahydro-3-methyl-N-[(1S)-1-[2-
(methylsulfonyl)-4-pyridinylJpropyl]- (CA Index Name)

Ligand InChI String: InChI=1S/C23H26FN503S/c1-4-19(16-11-12-25-21(14-16)33(3,31)32)26-23(30)28-13-5-6-20-22(28)15(2)27-
29(20)18-9-7-17(24)8-10-18/h7-12,14,19H,4-6,13H2,1-3H3, (H,26,30)/t19-/m@/s1

Ligand InChI Key: ITXIPDUPKSWWIV-IBGZPJMESA-N

Property Files: SARPROP

3
CAS ™=
25 © 2025 American Chemical Society. All rights reserved
R\
RZEM 2 (0D F)
SAR PROPERTIES SAR (#&&7EIEHERE T — &)
SARPROP Assay Count: 2
(1) US 20120322790 A1, (CAPLUS equivalent basic W02012087782-A1,2012:916680),Locator: Example 121 (S) (Page No: 35, Table
No: 1)
TARGET NAME ! TARGET RN FUNCTION PARAMETER : VALUE DISEASE ORGANISM ASSAY
c-C Antagonist : norm:IC50 | orig:0.1-3 nM to rheumatoid arthritis; Rattus Assay
chemokine uM, norm:1 x multiple sclerosis; chronic norvegicus
receptor 10<sup>-4</sup> - | inflammation; dermatitis;
type 1 3 uM psoriasis; inflammatory
bowel disease; Guillain-
Barre syndrome; C .
g_lf‘\y ~ ﬁ%ﬁg disease; ulcerat :}"95%
(/STNM) (/SAFN) Alzheimer's dise (/SADS)
bacterial sepsis)
disease
e % Antagonist : norm:IC50 | orig:0.1-3 nM to rheumatoid arthritis; Rattus Assay
chemokine uM, norm:1 x multiple sclerosis; chronic norvegicus
. . n i . . . a o
&, (4
Z:

26 © 2025 American Chemical Society. All rights reserved CAS
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