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€ Return to Home Query Interpretation b

References search for "siRNA side chain modification"

Interpretation
Query Interpretation @

sirna and side chain and modification
% Al © Substances A Reactions References | Suppliers [® Patent Markush

Search Original Query
View Related Results ~

~ ) Search Original Query will start a new search using your
Filter Results < 31 Results Sort:Relevance > View: Partial Abstract~  Apalyze Results original query without Al enhancement.

il Analyze Results +. Al Summar Top Document Types

N TAN 73
AIEF B ANAIRRER,
Behavior Based on the search results, here’s a summary of key findings related to sirna and side chain and e

modification:

Filter by Exclude = A . . ) ) : = m} \El_ QZ \T_l'
The search results highlight various studies focusing on the use of side chain modifications in 7 | T = 1
polymers for siRMA delivery. Researchers have explored different approaches to enhance the

~ Search Within Results efficiency and safety of siRNA delivery, including the introduction of hydrophobic side chains.,...
IRy EIHLS
Search for up to 3 text strings =] E]’ =A
within the result set. View All v
Enter a query...
1 = N

Role of Hydrophobic Modification in Spermine-Based Poly(-amino ester)s

gpboctmentivpe for siRNA Delivery and Their Spray-Dried Powders for Inhalation and

Journal (19) Improved Storage
patent (7 By: Jin, Yao; Wang, Xiaoxuan @: Kromer, Adrian P. E.; Mueller, Joschka T.; Zimmermann, Christoph; Xu,
St Zehua; Hartschuh, Achim @: Adams, Friederike @ Merkel, Olivia M. @
Review (2) Biomacromolecules (2024), 25(7), 4177-4191 | Language: English, Database: CAplus and MEDLINE
- ®
Conference (5) i ] i i
(5} : ) — After RMAi was first discovered over 20 years ago, SiRNA-based Publications over Tim o " O‘
K Y therapeutics are finally becoming reality. However, the delivery of /’ @
®
[
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References search for "Polyols from depolymerization of polyurethanes"

Query Interpretation @

% All @ Substances A Reactions References W Suppliers [E Patent Markush
View Related Results ~
Filter Results < = 347 Results Sort: Relevance ~  View: Partial Abstract ~
i Analyze Results +, Al Summar
Behavior Based on the search results, here's a summary of key findings related to polyols and

depolymerization and polyurethanes:
Filter by Exclude

~ Search Within Results

The search results highlight various methods for the depolymerization of polyurethanes to produce
polyels, which can be used in the preduction of new polyurethane materials. Hydrolysis, glycolysis,
and acidolysis are among the technigues used for the depolymerization of polyurethapss’with the...

Search for up to 3 text

i A
strings within the result set. View All

Enter a query...

Depolymerization of lignins and their applications for the preparation of

polyols and rigid polyurethane foams: A review
By: Mahmoed, Nubla; Yuan, Zhongshun; Schmidt, John; Xu, Chunbao

~ Document Type

Journal (167) Renewable & Sustainable Energy Reviews (2016), 60, 317-329 | Language: English, Database: CAplus
SRR A review. Lignin, nature's dominant aromatic polymer, is found in most terrestrial plants in the range of
Review (16) 15-40% dry weight and provides structural integrity. Kraft lignin (KL) is a major byproduct of pulp & paper

industry where, hydrolysis lignin (HL) is the solid residue left from the enzymic hydrolysis of wood after
the pretreatment processes in cellulosic ethanol plants. Currently, most of the lignin is burned to
generate heat and electricity and remaining is considered as a low value material. Only 1% of the

srnnalbe pradiirad lienin ic kaine rammarcializad far ito smalication in the o

Conference (10)

~ Flags

13 © 2026 American Chemical Society. All rights reserved.
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Based on the search results, here's a summary of key findings related to polyols and
depolymerization and polyurethanes:

The search results highlight various methods for the depolymerization of polyurethanes to produce
polyols, which can be used in the production of new polyurethane materials. Hydrolysis, glycolysis,
and acidolysis are among the techniques used for the depolymerization of polyurethanes, with the
aim of creating bio-based polyols from waste materials. These methods can be applied to different
types of polyurethanes, induding rigid and flexible foams, and can achieve high recovery rates of

A polyols. Additionally, the use of lignin as a source of bio-based polyols is explored, with

depolymerization of lignin to produce polyols for rigid polyurethane foam production. The recovered
T

palyols can be used in the formulation of new polyurethane materials, demonstrating the potential for
closed-loop recyding of polyurethanes.

Key Findings:
1. Depolymerization Techniques:

* Hydrolysis, glycolysis, and acidolysis are effective methods for depolymerizing polyurethanes
to produce polyols. (2) (7)

s Muld-stage degradation (MSD) method can efficiently degrade polyurethane materials to
recover polymerizable polyols. (8)

2. Bio-Based Polyols:

* Lignin can be depolymerized to produce bio-based polyols for rigid polyurethane foam
production. (1} (12)

» Corncob lignin can be depolymerized into bio-polyols with low molecular weight and suitable
hydrasxyl number for rigid polyurethane foam synthesis. (12)

3. Waste Utilization:
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S All A Reactions

© Substances

68-12-2
DMF

Boiling Point

153 °C
Condition Press: 760 Torr

Source

the National Library of Medicine (US)

References

"Hazardous Substances Data Bank" data were obtained from

'V Suppliers @ Patent Markush

Boiling Point Properties
Showing 5 of 210 Results

Value Condition

153°C Press: 760 Torr

Source

“Hazardous Substances Data Bank" data were obtained from the ...

View in Detail Page =
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Results for "the logP of olaparib"

¢ Al @ Substances R Reactions References B Suppliers [ Patent Markush
logP Properties
Z;‘;‘g;-;zr-:ib Shc%ving ot PResuIt View in Detail Page =»
Value Condition Source
logP
1.037+0.00 Temp: 25 °C Calculated using Advanced Chemistry Development (ACD/Labs) S...
1.0370.00
Condition Temp: 25 °C
Souir
~ Experimental Properties
. f . ) . ) Flow and N ) ) Optical and
Acoustic Biological Chemical Density Electrical . Interface Lipinski Magnetic Mechanical ) Thermal
Diffusion Scattering
Property Value Condition Source
Sound Velocity 1541.09 m/s (liquid) Temp: 298 K; Press: 1.01325 x 10% Pa; &: 2 MHz (1) CAS
Sound Velocity 1497.70 m/s (liquid) Temp: 298 K; Press: 1.01325 x 10% Pa; & 2 MHz (1) CAS
Sound Velocity 1477.8 m/s (approx) Temp: 293 K; Press: 1 x 10° Pa (2) CAS @
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Showing 5 of 28 Results

15687-27-1 ( Experimental )
Ibuprofen —
Viewing 1 of 5 View Spectra Details

View All Spectra =

Proton NMR Spectrum

Conditions

Working Frequency
300 MHz

Solvent
Chloroform-d (865-49-6)

Spectra Summmary °

Spectrum ID
SLSH_005579

Source
Sigma-Aldrich Co. LLC. (Spectr...

View All
= +
~ Experimental Spectra
TH NMR 3¢ NMR IR Mass Raman UV and Visible X-Ray Additional Spectra
Solvent Source
View Proton NMR Spectrum (Image Available) Chloroform-d (1) WSA
View Proton NMR Spectrum (Image Available) DMSO-dg (2) ENAMINE ®
o_@
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View Related Results ~

Behavior

Filter by Exclude

~ Search Within Results

Search for up to 3 structures
within the result set.

@ praw

~ Reagent
~ Yield
~ Number of Steps

Non-Participating Functional
Groups

~ Reaction Mapping

~ Reaction Scale

Filter Results <

Reactions search for "synthesis of aliphatic aldehydes from alcohols"

& Reactions References '\ Suppliers [®@ Patent Markush

@ & N

18,086 Results

Oxidation or Dehydrogenation of Alcohols to Aldehydes and K

View 11661 Related Reactions

R™ "R'

2

Oxidation of Primary Alcohols to Carboxylic Acids or Carboxyli
View 1242 Related Reactions

R OH —

Reactions search for"

% All @ Substances

View Related Results ~

Filter Results <

Behavior

Filter by Exclude

~ Search Within Results

Search for up to 3 structures
within the result set.

@ oraw

~ Reagent

~ Yield
90-100% (39)
80-89% (1)
70-79% (1)
50-69% (7)

synthesis from Trastuzumab"

A Reactions References 3 Suppliers [& Patent Markush

22 TR B B B S [

210 Results

Scheme 1 (1 Reaction)

+
conjugates with Herceptin
Expand Scheme v
Scheme 2 (1 Reaction)
+

conjugates with Herceptin

Expand Scheme ~

Group: By Scheme ~ Sort: Publication Date: Newest ~  View: Collapsed ~

180288-69-1
Image Not Available
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W suppliers (28)
180288-69-1
Image Not Available
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W suppliers (28)
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Steps: 1 Yield: 90%

3066517-86-7

Image Not Available

Steps: 1 Yield: 90%
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Image Not Available
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< Return to All Steps
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Evide 22 Alternative Steps (72)
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Experimental Stereochemistry:
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Prior Art Discovery

Discover prior art in patents and non-

patent literature using Al-enhanced ™=

search technologies.

4, Prior Art Discovery.

BTiEEE

Prior Art Discovery uses CAS Al tools to find similar patents and non-patent literature results. Learn more about Prior Art Discovery.

BHIERARER

This disclosure is related to the field of processes to produce molecules that are useful as pesticides (e.g., acari-cides, insecticides, molluscicides, and nematicides), such molecules, and processes of using such
molecules to control pests. In general, the molecules of Formula One may be used to control pests e.g. beetles, earwigs, cockroaches, flies, aphids, scales, whiteflies, leafhoppers, ants, wasps, termites, moths,
butterflies, lice, grasshoppers, locusts, crickets, fleas, thrips, bristletails, mites, ticks, nematodes, and symphylans. Generally, when the molecules disclosed in Formula One are used in a formulation, such
formulation can also contain other components. These components include, but are not limited to, (this is a non-exhaustive and non-mutually exclusive list) wetters, spreaders, stickers, penetrants, buffers,

sequestering agents, drift reduction agents, compatibility agents, anti-foam agents, cleaning agents, and emulsifiers.
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+. Prior Art Discovery for "This disclosure is related to the field of processes to produce molecules that are useful as pesticides (e..."

Search Details

»  Your Inputs
Text

This disclosure is related to the field of
processes to produce molecules that
are usefu...

View All

Priority Date
08-12-2025

Structure

Patents (100)

MNon-Patent Literature (83)

Sort: Relevance

Pyridinylimidazoles as pesticidal and processes for preparation and
pesticidal composition
Assignee: Dow AgroSciences LLC
US20120110701 A1, P tion Dat

- 2012-05-03 | Priority Date: 2010-11-03

...to pyridinylimidazoles of formula | as pesticides useful in pest control. Compounds of

formula | wherein X is N and XRE; R1, RZ, R3, R4 and R& are independently H, F, Cl, Br, |, CN,

etc.; RS is H, {un)substituted C1-6...

Full Text =

(5]

Preparation of substituted 4-(3-phenylbut-1-en-1-
yl)benzoylhydrazinecarboxamides as pesticides
Assignee: Dow AgroSciences LLC

US20170208810 A1, Publication Date: 2017-07

Priority Date: 2016-01-25

...amidating (Z)-2-bromo-4-{1,4,4,4-terrafluoro-3-(3,4,5-rrichlorophenyl)but-1-en-1-yljoenzoic
acid (preparation given) with N-{2,2 2-trifluoroethyl)hydrazinecarboxamide hydrochloride
afforded 13% (Z)-1l. Exemnplified compounds | were tested for their pesticidal activity (data
given for representative compounds I). Compounds | and compositions may be used, for

example, as acaricides, insecticides, miticides, molluscicides, and nematicides.

Full Text =

Pyridinylimidazoles as pesticidal and processes for preparation and
pesticidal composition

Assignee: Dow AgroSciences LLC
Us20120110701 Al, Publication Date: 2012-05-03 | Priority Date: 2010-11

3

...to pyridinylimidazoles of formula | as pesticides useful in pest control. Compounds of

formula | wherein X is N and XRE; R1, RZ, R3, R4 and R& are independently H, F, Cl, Br, 1, CN,

etc,; RS is H, {un)substituted C1-6...

© 2026 American Chemical Society. All rights reserved.

Pyridinylimidazoles as pesticidal and X
processes for preparation and
pesticidal composition

Assignee: Dow AgroSciences LLC

The invention relates to pyridinylimidazoles of formula |
as pesticides useful in pest control. Compounds of
formula | wherein X is N and XRE8; R1, R2, R3, R4 and R8
are independently H, F, Cl, Br, |, CN, etc; RSis H,
(unjsubstituted C1-6 alkyl, (un)substituted C2-6 alkenyl,
(unjsubstituted C2-6 alkynyl, etc; R6is O, 5, NH and
derivatives, NOH and derivatives; R7 is (un)substituted
C1-6 alkyl, {un)substituted C2-6 alkenyl, (un)substituted
C1-5 alkoxy, etc; are claimed. Example compound |l was
prepared by condensation of tert-Bu 1-
methylhydrazinecarboxylate with Et acetimidate
hydrochloride; the resulting N'-{1-iminoethyl}-N-
methylhydrazinecarboxylic acid tert-Bu ester underwent
heterocyclization with 2-bromo-1-(pyridin-3-yl)ethanone
hydrochloride to give Me (2-methyl-4-pyridin-3-
ylimidazol-1-yljcarbamic acid tert-Bu ester, which
underwent hydrolysis to give compound Il All the
invention compounds were evaluated for their pesticidal
activity (some data given)

@ Publication Information View Mare

~ Hit Structures

1374355-36-8

N

| =
P

M, 2-Dimethyl-4-{3-pyridinyl}-1H-imidazol-1-amine

~ Concepts

Acari

Agrochemical formulations
Agrochemical microcapsules
Allopauropus

Animals

Anoplura

Antibacterial agents

[F18Y = = B an HR Y45 A A
FRRSCER, (BT IR 5 AE

Antiviral agents

st KRB FEAIRE

Claims text may be based on automatic Optical
Character Recognition processes.

1. What is claimed is:
A compaosition comprising @ molecule according to
Formula One:
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As Drawn (1)

Preparation of substituted 2-(imidazo[1,2-b]pyridazin-6-yl)-pyrido[1,2-a]pyrimidin-4-ones for
Subs . treating amyotrophic lateral sclerosis
ubstructure (1)
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Claims

1. The compound of formula (I)

A

(D

JR Markush £5%4

is hydrogen or C, 7-alkyl;
is hydrogen, cvano, C,_-alkyl, C,;-haloalkyl or Cs.g-cycloalkyl;
is hydrogen, C,;-alkyl, or Cag-cycloalkyl;

is N-heterocycloalkyl or NR'?R", wherein N-heterocycloalkyl comprises 1 or 2
nitrogen ring atoms and is optionally substituted with 1, 2, 3 or 4 substituents

selected from R';

is heterocycloalkyl comprising | nitrogen ring atom, wherein heterocycloalkyl is

optionally substituted with 1, 2, 3 or 4 substituents selected from R”;

is hydrogen, C,.-alkyl or Cs.g-cycloalkyl:
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Preparation of EGFR inhibitor-E3 ubiquitin ligase ligand conjugates as targeted degraders for treatment of cancer

® 330 A 957 &2 M @ Citation Map .i. m N
ZHFBERERZHNAEGER
In This Patent Assignee: BeiGene, Ltd.
. Claims Inventors: Lei, Bailin; Liu, Huaging: Han, Songzhe; Wang, Zhiwei
» Classifications Disclosed herein are novel bifunctional compounds of formula | formed by conjugating EGFR inhibitor moieties with E3 ligase Ligand moieties, which function to recruit

targeted proteins to E3 ubiquitin ligase for degradation, and methods of preparation and uses thereof. Compounds of formula | [wherein R’ = P(OJR'2R", sO,R'E,
SO;MNR'2R'®, etc,; R'® and R'® each independently = H, Cy_zalkyl, C3.zcycloalkyl, each optionally substituted with at least one halo; each 7°-7% independently = CR' or N, with at
» Markush Structures least one of Z3-28 = N; each R’ independently = H, halo, Cy.galkyl, Ca.zcycloalkyl, etc.; each 2'-Z* independently = CH, C-halo, M, etc.; R* = H, halo, Cg.12aryl, etc; L', L2, and L
independently = single bond, O, 50,, CO, etc.; my =0 or 1; m; and m; independently=0,1,2,3,4,5, 6, 7, or 8 n=0, 1, 2, or 3; degron = (2.6-dioxopiperidin-3-yl)-1-
oxoisoindolinyl, {2,6-dioxopiperidin-3-yl)}-1H-indazolyl, (2,6-dioxopiperidin-3-yl}-2 6-difluorophenyl, etc.; X' and ¥2 independently = CH, C-hale, N, etc] or N-oxides,

* Reactions pharmaceutically acceptable =alts, sterecisomers, or deuterated analogs therecf, are claimed and exemplified. Example compound Il was prepared via 3 5 step synthesis

* Pharmacolggical Data (preparation gven] Classifications

%mﬁﬁ Patent Classification Codes g *IJ ﬁ %1—%63 q:l
WO2022171123 A1 IPCI ABTK 31/506; CO7D 401/12; AG1P 35/00 %iﬁaﬂ C Pc{_ﬁﬁg

» CAS Concepts

« Substances

CN116247348 A IPC] AGTK 31/506
CPCl AB1E 35/00; CO7D 401/14; CO7D 471/04; CO7D 512/04; CO7D 498/04; CO7D 413/14; CO7D 417/14; CO7F 9/65583; CO7F 9/6561; COTD
437/10
EP4201193 A1 IPC] AG1K 31/506; CO7D 401/12; AG1P 35/00
CPCI AG1P 35/00; CO7D 401/14; CO7D 471/04; CO7D 513/04; CO7D 498/04; CO7D 413/14; CO7D 417/14; COTF 9/65583; CO7F 9/6561; CO7D
437/10
US20240165243 A1 IPC] AGTK 47/55; A61K 47/54
CPCI AGTK 47/55; 461K 47/545
e’
2%
/‘ °
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A division of the
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Patent & ¥ Language ¢ YV Full Text Publication Date Application Number & ¥ Application Date (~1 Patent Status lﬂ Q Status Date
WO2016149668 Al english PatentPak PDF 2016-09-22 WO2016-US23258 2016-03-18 ® Dead Filter Patent Status
CA2579070 A1 English PatentPak PDF 2016-09-22 CA2016-2979070 2016-03-18 Alive Alive (30)
US20160272639 A1 English PatentPak PDF 2016-09-22 US2016-15074820 2016-03-18 Alive Dead (3)
AU2016232705 A1 English PatentPak PDF 2017-09-21 AU2016-232705 2016-03-18 Alive

Unknown (1)

A - —4— T3] O3 Tnglish 2018-01-24 EP2016-765865 20160318 ® Dead
IZ;I E’\J§$IJ 55 Clear Apply

N orean PatentPak POF 2018-02-02 KR2017-7030057 20160318 Alive
§$uxﬂ{tﬂ ipanese PatentPak POF 2018-05-17 JP2018-500275 2016-03-18 Alive 2020-11-21
MX2017011919 A Spanish 2018-05-22 MX2017-11919 20160318 Alive 20253-04-10
BR112017019751 A2 Portuguese 2018-05-29 BR2017-112017019751 2016-03-18 Alive 2020-11-20
CN108601764 A Chinese PatentPak POF 2018-09-28 CN2016-80022417 20160318 Alive 2020-11-21
Us10730870 B2 English PatentPak POF 2020-08-04 52016-15074820 20160318 Alive 2020-11-21
PAGE Z00M DOWNLOAD

AU2016232705 B2 English PatentPak PDF 20:CAS 3'4' PatentPak Q o e ° 0 POF | PDFs
’- P

RU2782063 C2 Russian 202 KE\,I RS T R PEyEMYEnE EIOUpP MCTUIIIE IR0MT 2 16 20 SNy IENE EIVeOl s,
JP7269731 B2 Japanese PatentPak PDF 204 CAS RN ; 13, “Ihe compmd of wny of claims 112, wherein wid polyethylene glyeol group contains
KR2616762 B1 Korean PatentPak PDF § 2004028 between 2umd 10 ethylene plyvol unils
Lipoprotein lipase
KR2023175343 A Korean PatentPak PDF 202 14. The compound of any of claims 1-13, whercin said PTM group is a moicty which binds o
Analyst Markup Locations (1) # target profein, wherein said targer protein is selected from the group eonsisting of srruciural
EP4414369 A2 English PatentPak PDF 204 @ Page 120 proteins, veceplons, ensymes, cell surflce proeins, proweins len:nl 1o the integmated lunction
EP4414369 A3 English PatentPak PDF 202 CAS RN of a cell, discluding proteuss mvolved i catalyviic activity. aromalase activily, metor aclivity,
a0135-15-4 helicase activity, metabolic processes lilvlklllsm and catrabolisa), antioxidant acrige:.
Mx2021010482 A SpamSh Pate ntPa k P D F protenlysi >,¢ms.3 rihesis, pnvm. with kina u-q—rn—ul_\-. u:un'_mvu'lil\' setivity, ransferase

wetivity, hydrolase nctivity, |yase activity, isoimerase activity, ligase sctivily, eesyine negulitos

IN201737033221 A english ﬁ HY 5 —F ﬁ cations (1) activicy,

carbohydrane ), receptor activity, cell motility, membrane fusion., cell communication,

ignal ransducer activity, strucmcal molecule activiey, hinding activity (protein, lipid

regulstion of hiodopical processes, development, cell differentiation. response to stimuolus,

27 © 2026 American Chemical Society. All rights reserved. A
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Claims text may be based on automatic Optical Character Recognition processes.

~ Claims

1 What is claimed is:
A compound of Formula (X) :

RIRAN AR E =

Markush Structures

Patent Markush 1

G20
iy “‘ h 63z
e potd et - /J\ .
o G]S
g G14 ,./G
>~
NH
;z._ \ Motes
Z‘h R
o of x) Patent claim 1

or a N-oxide thereof, or a pharmaceutically acceptable salt thereof, or a sterecisomer thereof, or a deuterated analog
R 'is selected from -P (O) R 'R "2, .50 ;R '8, -50 2-NR 3R "B or -N (R 18) -S0 2R "5, wherein R "2 and R "® are each indep
said -C 1zalkyl or C =-C gcycloalkyl is optionally substituted with at least one halogen;

Z % is selected from -CR 2 or N;

Z 8is selected from -CR 3, or N;

Z7is selected from -CR %, or N;

Z %is selected from -CR "%, or N;

atleastone of 23,28 Z7and Z ¥is N;

RZand R ? are each independently selected from hydrogen, halogen, -C q_zalkyl, -C 2.zalkenyl, -C 2_zalkynyl, C 3-C soycloalkyl, 3-to 8-memb
membered heteroaryl, -CN, -OR 23, -50 2R 28, -50 oNR 28R 25, -COR 23, -CO 2R 22, -CONR 22R 20, _NR 23R 25, _NR 23COR 25, -NR 25C0O 2R 25, or -
2.galkenyl, -C z.zalkynyl, C 3-C gcycloalkyl, 3-to 8-membered heterocyclyl, C -C 1zaryl or 5-to 12-membered heteroaryl is optionally substiti
and R 3 together with the carbon atoms to which they are attached, form a 5-6 membered saturated or partially or completely unsaturat
aromatic) ring, said ring comprising 0-3 heteroatoms independently selected from nitrogen, oxygen or sulfur; said ring is optionally subs
R 28, at each occurrence, is independently hydrogen, halogen, -C 1.salkyl, -C 2.zalkenyl, -C 2.zalkynyl, -C 1.salkoxy, -C 3-C scycloalkyl, oxo, 3-
12-membered heteroaryl, -CN, -50 3R 23, -50 ;NR 23R 22, .COR 28, -CO 3R 23, -CONR 28R 20, .NR 23R 2B _NR 23COR 22, -NR 23C0O ;R 2P or -NR

28 © 2026 American Chemical Society. All rights reserved.
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~ Substances

2820508-26-5 2820500-79-4

~ CAS Concepts

Antitumor agents X
eI EE el SE )5 = ;
CazHs1BrFaNSOP e B — s 1P o et et
3 [4-[2-[4-[1 [4-[[5-Brome ’ij;IE NI /|\‘_|j: Bl E [[5-Bromao-4-[[4-{dir oncept Letinitio
hinyl)-3-pyridinyllamino]-2-pyHg... phinyl)-3-quinolinylJamino]-2-pyr... Cancer @ Chemotherapeutic agents and other chemically defined natural products,
PatentPak { Claimed FtentPak such as food constituents, for the prevention or inhibition of turmors are
H indexed here.
Role: Pharmacological Activity, Synthetic Preparatio. Role: Pharmacological Activity, Synthetic Prep Epldermal ngWth factnr rer.epturs ﬂ
Therapeutic lise, Biclogical Study. Preparation, Lizes, Therapeutic Use, Bialogical Study, Preparatio . . .
Substance claimed Substance claimed Role: Biological Study, Unclassified Synonyms: Carcinostatics; Neoplastic inhibitors; Anticarcinogenics; Cancer
inhibitors; Tumor inhibitors; Anticancer agenits; Anticarcinogenic agents,...
Glioblastoma @
View in CAS Lexicon
Head and neck neoplasm &
R NS
. —J 1R
Homo sapiens @ e RCAS ConceptSA_F_x -
Human @
®
e @
.
@
/,‘ “
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Function & ¥

== Pharmacological Data

2820500-67-0 Ligand & ¥ Target (=2 ¥
2820500.78-3 Epidermal growth factor
re(epmr
2820500-67-0 Epidermal growth factor

receptor
CagHs4BrisNoO4P

Epidermal growth factor
34241 [4[[5-Bromo-4{[4  2820499-28-1

receptor
{dimethylphosphinyl)-7,8-diflu
oro-3-quinolinyd]... )
i vl 2820499.28-1 Epidermal growth factor
receptor
2820499.53-2 Epidermal growth factor
receptor
2820499-53-2 Epidermal growth factor
receptor
2820500-65-3 Epidermal growth factor
receptor
2820500-68-1 Epidermal growth factor
receptor
2820500-47-6 Epidermal growth factor
receptor
2820500-54-5 Epidermal growth factor
receptor
2820499-40-7 Epidermal growth factor
receptor
2820499.40.7 Epidermal growth factor
receptor
2820500-53-4 Epidermal growth factor
receptor
2820499349 Epidermal growth factor

receptor

30 © 2026 American Chemical Society. All rights reserved.

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Inhibitor

Parameter (=1

DC50

DC50

DC50

DC50

DC50

DC50

DC50

DC50

DC50

DC50

DC50

DC50

DC50

DC50

T

Value

0.0033 pM

0.0027 pM

0.01043 pM

0.02496 pM

0.0054 pM

0.00895 pM

0.0043 pM

0.0018 pM

0.003 pM

0.0044 pM

0.5461 pM

0.1856 pM

0.0015 pM

0.03016 pM

Disease ¥

disease of cellular proliferation

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

disease of cellular proliferati

EF cnsuresciences

oy
Organism & ¥ Assay
- View Detail
Assay Data CAS LIFE SCIENCES

Ligand
2820500-67-0

Ca5Hsy BrFsNgO4P
3-[4-[2-[4-[1-[4-[[5-Bromo-4-[[4-{dimethyl
phosphinyl}-7,8-difluoro-3-quinolinmyl]...

Target

Assay Name

Procedure

Assay Comment
Condition

Parameter

Value

Measurement Remarks
Ligand Dose

Biological System

Source

RER

€ Prev  (20f162) Next + X

Epidermal growth factor receptor

HTRE assay

DCs0

0.0027 M

in vitro; H1975-clone-DTC; Cell with Del 19/T790M/C7575;
Human

Preparation of EGFR inhibitor-E3 ubiquitin ligase ligand
conjugates as targeted degraders for treatment of
cancer

Inventors: Lei, Bailin; Liu, Huaging; Han, Songzhe; Wang,
Zhiwei

World Intellectual Property Organization W02022171123
A1 2022-08-18 | Language: English, Database: CAplus
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Pharmacological Dar .

Target =2 E Function ~3 Y
Epidermal gr Filter Target
receptor "
Epidermal growth factor |
receptor (239)

Tyrosine kinase (25)

Epidermal gr .
receptor Receptor tyrosine-

protein kinase erbB-2

(17)

GTPase KRas (13)
Epidermal gr Pratn.nnrngena v
receptor

Clear

Epidermal growth factor

Inhibitor
receptor
Epid
pidermal growth factor Inhibitor
receptor
Epidermal growth factor Inhibitor
receptor
Epid | growth fact:
pidermal gro actor Inhibitor

receptor

Parameter ‘1 ¥

Selectivity

Protein phosphorylation

Protein phosphorylation

Protein phosphorylation

Protein phosphorylation

Protein phosphorylation

Protein phosphorylation

Value

0.053

Significantly decreased
epidermal growth factor
receptor phosphorylation
observed

Significant reduction in
phosphorylation level
observed

Mo significant change in
phosphorylation level
observed

Mo significant change in
phosphorylation level
observed

Complete inhibition in
phosphorylation observed

Significant reduction in
phosphorylation level
observed

Disease V

lung non-small cell carcinoma

lung non-small cell carcinoma

disease of cellular
proliferation

disease of cellular
proliferation

disease of cellular
proliferation

disease of cellular
proliferation

disease of cellular
proliferation

Clear All Filters

Organism = T

Homo sapiens

Homo sapiens

Homo sapiens

Homo sapiens

Homo sapiens

Homo sapiens

Homo sapiens

EBEY casuresciences

¥ Knowledge Graph

Assay

View Detail

View Detail

View Detail

View Detail

View Detail

View Detail

View Detail

Source

(1) CAS

(2) CAS

(3) CAS

(3) CAS

(3) CAS

(3) CAS

(3) CAS

oy

CAS SciFinder A& EHAIBEER,

EREmINEEDY), RHTEES

Tyrosine kinase

Epidermal
et growth factor
receptor

Receptor
tyrosine-protein
kinase erbB-2
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\J

R\Y
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' CAS LIFE SCIENCES
~~ ADME [ 2 J
Clear All Filters li.
Target ¥4 Y Function '¥2 ¥ Parameter ' *1 V¥ Value Disease ¥ Organism (¥3 ¥ Assay Source
UDP-glucuronosyltransferase  Inhibitor MRT (0-infinity) 23.95hr viral infectious disease Assay Data E CAS LIFE SCIENCES (1of6) Next >
ATP-dependent translocase fhe i ol T L
P Inhibitor P<sub=app (A-B)</sub=> 2.2 %107 cm/s Parkinson's disease; Ligand Target UDP-glucuronosyltransferase
ABCB1 . .
Alzheimer's disease 936563-96-1
Assay Name LC-MS
N..‘T—-"\
rheumatoid arthritis; !
ATP-dependent translocase - 5 ) ) ANy / Procedure LC-MS/MS assay
ABCB1 Inhibitor P=sub=app (B-A)</sub= 3= 107 cmis Parkinson's disease;
Alzheimer's disease \J/N“"I“O Assay Comment _
N
Reached Cmax after 2 hours %\ Parameter MRT (0-infinity)
ost administration and central nervous system 9
Tyrosine-protein kinase BTK  Inhibitor Plasma concentration (free) P o . y Q \ ol EWE
maintained at relatively stable lymphoma alte =22y
level
Measurement Remarks -
Reached Fmax after 2 hours Absolute stereachemistry shown Ligand Dose 100 mgrkg
) o - ) post administration and central nervous system
Tyrosine-protein kinase BTK  Inhibitor Plasma concentration (free) o ) Ca5H24N50;
maintained at relatively stable lymphoma Ibrutinib Route of Administration Intraperitoneal
level

ZYHEHE B ITT,

RAIFIRFRLZIE, TG

34 © 2026 American Chemical Society. All rights reserved.
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Condition Type
Condition Material
Condition Value
Biological System

Source

Drug interactions
Penindolone
3.5 mg/kg

in vivo; Plasma; Rat; Sprague-dawley

Biotransformation of Penindolone, an Influenza A
Virus Inhibitor

By: Liu, Shuai; Zheng, Keming; Jiang, Yilin; Gai, Susu; Li,
Bohan; Li, Dehai @ Yang, Shuang @y Lv, Zhihua

®e
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L~ Toxicity

Target ' ~¥1 ¥ Function & ¥V Parameter (~2 ¥V Value
Salmonella typhimurium TAS8 - Mutagenicity Negative
Salmonella typhimurium

P - Mutagenicity Negative
TA1537
Salmonella typhimurium

P - Mutagenicity Negative
TA1535
Salmonella typhimurium TA100 - Mutagenicity Negative
Human coronavirus OC43 - Toxicity 0
Human coronavirus OC43 - Toxicity 0
Epidermal growth factor
P g Inhibitor LC50 0.03144 M
receptor

Disease ¥

Organism = V

EF crsuresciences

Assay

by

Source

lung non-small g

lung non-small g

lung non-small g

lung non-small g
COVID-19

COVID-19

disease of cellul

SIEHMIERIF, Ames 1A%, LD50 F#UEEN A
HIBMREHIFIF A

35 © 2026 American Chemical Society. All rights reserved.

Assay Data [EJ casvuiresciences

Ligand
184475-35-2

|
SOIN

N
B ;
c

C22H24CIFN403
Gefitinib

Target
Assay Name

Procedure

Assay Comment
Parameter

Value

Measurement Remarks
Ligand Dose

Route of Administration
Toxicity Type

Biological System

Source

(10f32) Next» X

Salmonella typhimurium TA92
Ames test
Mutagenicity was measured in Salmonella typhimurium

TAS8 upon incubation with compound at a concentration
of 5 to 100 pM using Ames test.

Mutagenicity

MNegative

5-100 UM

Genotoxicity

in vitro

Discovery of a Hydroxylamine-Based Brain Penetrant
EGFR Inhibitor for Metastatic Non-Small-Cell Lung
Cancer

By: Hill, jarvis @: Jones, Robert M.; Crich, David @
World Intellectual Property Organization
W02022032113 A1 2022-02-10 | Language: English,

NS
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~ Experimental Properties by
) . . ‘ ) Flow and o ‘ Optical and
Biological Chemical Density Electrical e Interface Lipinski Mechanical . Structure Related Thermal
Diffusion Scattering
Property ¥ Value Condition Source
Median Lethal Dose 2630 mg/kg Organism: mouse; Route: intraperitoneal (1) CAS
ADMm|~ Experimental Properties oy
Half-
. . ‘ . Flow and o ) Optical and
Biological Chemical Density Electrical e Interface Lipinski Mechanical P . Structure Related Thermal
Diffusion Scattering
Property ¥ Value Condition Source
Electric Dipole Moment 66D (1) CAS
Electric Dipole . .
~ Experimental Properties by
Electric Dipole
. ‘ . ‘ ‘ Fl d L . Optical and
pka Biological Chemical Density Electrical .OW a.n Interface Lipinski Mechanical pca gn Structure Related Thermal
Diffusion Scattering
Property v Value Condition Source
Critical Point 790.91 K, 4.419 x 106 Pa (1) CAS
Critical Point 783K (2) CAS
Formation Enthalpy -1164.6 kJ/mol (3) CAS

BAESZEFMSWNHE, BAONEMERMRESTSHIR
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G O A

CoeH31FN7OgP

1H-Pyrazole-3-acetamide, 5-[[7-[3-[ethyl[2-(phosphonooxy)ethyllamino]propoxy]-4-quinazolinylJamino]-N-(3-fluoro
phenyl)- (9CI, ACI)

1% F-19. P-31 #1 N-15 FuNi%$0E
Bh IRV R4S

= %ﬂ?‘@é\F\P\N%‘—:}_ FHVNDF
(BERBYIR. ERETIUNIZHEERE)

Lk Fluorine-19 NMR Spectrum for

722543-31-9

CogH3z1FN7OgP

CAS Name
Barasertib
Conditions

Standard
Tetramethylsilane (75-76-3)

Temperature
25°C
Spectrum Summary

Peak Data
-115.00 ppm

I Phosphorus-31 NMR Spectrum

722543-31-9

CgH31FN706P

CAS Name
Barasertib
Conditions

Standard
Tetramethylsilane (75-76-3)

Temperature
25°C
Spectrum Summary

Peak Data
0.40 ppm

NEMERERTESZE

i Nitrogen-15 NMR Spectrum for

722543-31-9

C25H31FN705P

CAS Name
Barasertib

Conditions

Standard
Tetramethylsilane (75-76-3)

Temperature
25°C
Spectrum Summary

Peak Data
-292.20,-292.20,-292.20,-292.20,-292.20,-292.20,-2
92.20 ppm
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