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Celecoxib, a selective cyclooxygenase 2 inhibitor, protects against human epidermal growi
receptor 2 (HER-2)/neu-induced breast cancer

® 3 6 130 A

In this Reference
. Mpt_s v
e Substances
e Biomarkers

o (ited Documents

NESMER

~ Concepts

@ Citation Map

By: Howe, Louise R.; Subbaramaiah, Kotha; Patel, Jay; Masferrer, Jaime L.; Deora, Aparna; Hudis, Clifford; Thaler, He
J.; Du, Bacheng; Brown, Anthony M. C.; et al
View All v

Cyclooxygenase 2 (HER-2) (Cox-2), an inducible form of Cox, is over-expressed in HER-2/neu-pos. human breast
study was to determine whether celecoxib, a selective Cox-2 inhibitor, protected against HER-2/neu-induced exg
protein was detected in breast carcinomas from mouse mammary tumor virus (MMTV)/neu mice. Treatment with
significantly reduced the incidence of mammary tumors in MMTV/neu mice (P = 0.003) and caused about a 50% re
prostaglandin E; (PGEy) levels. Because mammary glands from MMTV/neu mice expressed all four PGE; receptor
that signaling through PGE; receptors is important for mammary tumorigenesis. These results strengthen the rat
clin. trials to determine whether selective Cox-2 inhibitors possess anticancer properties in humans at risk for br

Keywords: COX2 inhibitor celecoxib HER2 neu breast cancer

~ Substances

Full Text -
® Substances(3)
Publication Information « Journal 529900.75-6
e . c . . Image Not Available
Source Database Information Company/Organization  Email Publisher

Cancer Research
Volume: 62
Issue: 19

Pages: 5405-5407
Journal; Article;

AN: 2002:779608
CAN: 138:280829
PubMed ID: 12359744
CAplus and MEDLINE

Departments of Celland  Irhowe@med.cornell.ed
Developmental Biology u

Weill Medical College of

Cornell University

New York, New York

American Ass
for Cancer Re
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Cyclooxygenase 2

Antitumor agents

Epidermal growth factor receptor HER2
Role: Biclogical Study, Unclassified

Homo sapiens

Human

Mammary gland neoplasm
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Ci7H14F3N30,5
Celecoxib

Role: Pharmacological Activity, Therapeutic
Use, Biological Study, Uses

MRNRAE

Research Support, Non- 10021 Role: Biological Study, Unclassified, Biological
U.S. Gov't; Research United States Study
Support, U.5. Gov't,
P.H.S.
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Prostaglandin EP2 receptors

Role; Biological Study, Unclassified

Prostanoid receptor PTGER4
Role: Biological Study, Unclassified

Prostanoid receptors, type EP,

Role: Biological Study, Unclassified

Prostanoid receptors, type EP3
Role: Biological Study, Unclassified
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Absolute stereochemistry shown, Rotation (-)

Double bond geometry shown
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Intermediates for the preparation of halichondrin B
By: Austad, Brian; Chase, Charles E.; Fang, Francis G.
World Intellectual Property Organization, WO2005118565 A1 2005-12-15 | Language: English, Data

The present invention provides macrocyclic compounds | [PG, PG?, PG? = H, protecting group (esp
silylene, cyclic acetal, cyclic ketal, cyclic carbonate, cyclic boronate; R' =R, OR; R = H, Cy_s-haloalkyl, |
Me, CH,Ph); LG = leaving group (e.g., sulfonyloxy, (un)substituted alkylsulfonyloxy, alkenylsulfonylc

mesyloxy or tosyloxy)], especially diastereomer II, synthesis of the same and intermediates theret
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[00156]  The previously prepared solution of ER-816961 (1 wtin 5 v THF) was diluted
with THT{5 v), cooled to 5 °C and E&N (3 eq., 0.94 wt) was added. MsCl (1.05 eq, 0.25 v)

was added at a rate thai maintained the T below 10 °C. The reaction was quenched by
addition of water (5 wt). Heptane (3 v}-was added and the mixture allowed to partition. The

MsCI Et3N

"o

aqueous phase was separated and extracted with MITRE (2 v). The combined organic extracts

anic layer

-818937 (1.23
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2 Results
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Absolute stereochemistry shown
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999 A 320 - 42
References Reactions Suppliers
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y Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI.

Molecular Weight = 22010 280

Predicted values only. Examples: 46.07 | 125 to 350 | >300

pka ~ 1.3t01.8

2.4 5251w 825

Carbon-13NMR ~ 114to 171,96, 11.5

Predicted values only. Examples: -1.77 | <9.25

Allowance of £ 2 ppm. Examples: 152.3, 127.6,

133.1
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207.59
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~ Reference Role

~

Preparation (13)
Synthetic Preparation (13)
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Pharmacclogical Activity (11)
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Life Science Data @

Pharmacclogical Data (13)
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Toxicity (1)
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Commercial Availability
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Stereochemistry
Element

Functional Group
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w Suppliers -

Filtering:

13 Results
1 wes

1628224-40-7

Absolute sterecchemistry shown, Rotation (-]

CgHq3N305
(aS)}a-Aming-3-(carboxymethoxy)-5-met
hyl-1H-pyrazole-4-propanoic acid

-1l A 4

Reference  Reactions

1631737-39-7

te s:eraocr'erﬂ"s:r;; shown, Rotation (-)
CygHisN3:0s
(2R.3R.45,5R)-4,5-Dihydro-5-(hydroxymet
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References Reactions
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296262-16-3

CigH1oN2025;2
2-[(5.6-Dimethylthieno[2,3-d]pyrimidin-4
-ylithic]acetic acid

~Ti] A 42 W 48
References  Reactions Suppliers

5 es
442571-27-9
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References  Reactions

w 27
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® CAS Registry Number: 723-46-6

& 20K & 1,047 w112 View in CAS BioFinder
HaN
CipH11N3035
Benzenesulfonamide, 4-amino-N-{5-methyl-3-isaxazolyl}- (3C1, ACI)
Key Physical Properties
Malecular Weight

Melting Point (Experimental)
Bailing Paint (Predicted)
Density (Experimental)

pka (Predicted)

Experimental Properties | Spectra

~ QOther Names and Identifiers
~ Experimental Properties

~ Experimental Spectra

31

N— O

S//O
4/ N
(@]

Value Condition
25328 -

167 °C -
48214525500 =C Press: 760.00 Torr
1.08 gfcn? -

5.8110.50 Most Acidic Tempe 25°C
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~ Experimental Properties
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Crystal Structure - 1 Source
Molecular Structure - 2 Sources
Particle Size - 1 Source

Specific Surface Area - 1 Source

LI EE

Chemical Density

X-Ray Diffraction Pattern - 2 Sources

Sources

Electrical

(1) Perlovich, German L.; Crystal Growth & Design, (2013), 13(9), 4002-4016, CAplus

TH NMR 15C NMR

View Carbon-13 NMR Spectrum (Image Available)
View Carbon-13 NMR Spettrum (Image Available)
View Carbon-13 NMR Spectrum'{image Available)
View Carbon-13 NMR Spectrum (Image Available)
View Carbon-13 NMR Spectrum (Image Available)
View Carbon-13 NMR Spectrum

View Carbon-13 NMR Spectrum

Carbon-13 NMR Spectrum - 1 Source

Sources

(1) Kartashov, V. 5.; Khimiko-Farmatsevticheskii Zht
(2) Fruttero, Roberta; Journal of the Chemical Sociel
(3) Copyright Bio-Rad Laboratories. All Rights Reset
{4) "Integrated Spectral Data Base System of Organ
(5) sunduru, Naresh; European Journal of Medicina
(6) Ham, Won Seok; Angewandte Chemie, Internati

(7) Blasioli, Sonia; Journal of Colloid and Interface S

~ Experimental Spectra [ Ry
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Hetero NMR
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solvent

DMSO-dy, (2206-27-1)
Temperature
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Spectrum Summary

Spectrum 1D
CC03C 5P 7684
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Source

Spectral data were obtained from john
Wiley & Sons. Inc.

arbitrary units
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See Full Text

See Full Text

See Full Text

See Full Text

See Full Text

Mass
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(6-7) CAS
Raman UV and Visible
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Learn more about Chemscape.

Create Chemscape Analysis

Filter Behavior

Filter by

~ Search Within Results

Exclude

~ Reaction Role

Reaction Role:

MRERNTHAR

Product (13)

Reactant (3)

~ Reference Role
Preparation (8,818)
Synthetic Preparation (2,698)
Uses (4,407)
Biological Study (2.397)

Technical or Engineered

Reference Role: Material Use (2.187)

%)ﬁ& Yr\ﬁﬁ |:I:| E/\] ﬁﬂ:g__ﬁ% @ Matural Product Occurrence

(13)
View All

1239178-39-2 3

Absolute sterecchemistry shown, Rotation )
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Absolute stereochemistry shown, Rotation (+)
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o5 o inhibitors and their preparation
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- o s By: Giordanetto, Fabrizio; Greisman, Jack Benjamin; Maragakis, Paul; Taylor, Alexander
[ o I\ M.; DiPietro, Lucian V.; Kelley, Elizabeth H.; Lescarbeau, Andre; Murcko, Mark Andrew;
SN | 3 |N Pierce, Levi Charles Thomas; Shortsleeves, Kelley C.; Walters, W. Patrick; Bhat, Sathesh;
& 7 om i Therrien, Eric; Dahlgren, Markus Kristofer
A a World Intellectual Property Organization, WO2018081091 A1 2018-05-03 | Language:
I " English, Database: CAplus
G | 638 Assignees: Relay Therapeutics, Inc.,D.E. Shaw Research, LLC
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Patent claim 1

PatentPak ~ Full Text =
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R is selected from the group consisting of H, —(C}-Cy)alkyl and phenyl. or together with R' bicvelic aryl or

and the nitrogen to which they are attached form a nitrogen ring moiety selected from the group |ityied with one or
consisting of 5-7 membered monocyclic heteroaryl, a 8-12 membered bicyclic moiety with one
saturated ring and one aromalic or heteroaromatic ring, a 8-12 membered bicyclic heteroaryl,
and a 4-7 membered heterocycle, wherein the nitrogen ring moiety is optionally substituted
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diastereomer thereof, or a pharmaceutically acceptable salt s
thereof: b
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- /ZYXYY\ R 7\ PTEN inhibitor and a combination thereof; n__o ~ Additional Details
\ f‘ = b. a growth factor selected from the group consisting of F| 1
X=X S combination thereof; and PPy Document Types
or T - ¢. N-acetyl cysteine, Journal, Patent, Preprint
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3 ient Services
R \ :l{r 14. The composition according to vim 13, whvein the @CK in
g ) from the group consisting of Y-27632, Thi in, SIx-2119, - ! bstance Classes
- 1 i N-(4 idvl lig i 13M10N2
wherein asm (P ol )_bef'za:':de e s oospes, || > -Fyrdinyi-1Hindole Small Molecule
X' is 0, 8 or —N(CH,CH,)— O ne-isuie OI%g ! . S — - -
X and X are each independently N or CT, 9 ingoe SR SB772077B,A1 g 64 B 23 » 29 e by e J (74) © CAS Registry Number: 1704613-20-6
y ; ) rafl |
Y is absent, or: is —CH,— —CH,NH—; —C(—0)—; \ dlnwrthOﬁde. GSK 269962, HA Ilo%hydmchlonde andGlj  References Reactions  Suppliers pree o " atter 24 b zmm”% \() ¥ suppliers (2)
—CH,CHy—; —NH—; —NHC{(—0)—; —C(—0) Aty Moo Lecatens (1) dihydrochloride. Lout, 3-{4-pyridyindole, chosen for follow-up studies after performing subassays. A
NH—; —CH(CH}— —CFo—; —CHIOCH,)}— 2o
CH,0 -~ N(CH,): or - CH,NHC(—0) % 3
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_CHNH- —CH(RYS—; —CHLCH,S— —CILN CAS k h
iy arkus {
()
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i Patent Journal H
—CHNCCHs—
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By: Min, Ji Young; Chang, So Young; Lee, Ji Hye; Kang, Sun Hee; Kong, Sun Ju; Jo, Su Yeon; ‘ h e m iCa,

Park, Kaapjoo; Kim, Young Mi; Choi, Junghwan
World Intellectual Property Organization, WO2018062978 A1 2018-04-05 | Language: Substance Classes

Korean, Database: CAplus Cata,og/“brary Small Molecule

Assignee: Institut Pasteur Korea

Patent claim 1

PatentPak ~ Full Text =

378,379,381,382,384: opt. substd. by G16 Oth e r We b SO u rces

36 © 2025 American Chemical Society. All rights reserved.

A division of the
American Chemical Society



NGB

® Substances search for drawn structure

B References - A Reactions ~

Structure Match

As Drawn (0)

Substructure (0)

Convm 3

Chemscape Analysis

Visually explore structure
similarity with a powerful new tool.
Learn more about Chemscape.

Create Chemscape Analysis

Filter Behavior

Filter by Exclude

~ Search Within Results

CAS YIR#IEE CAS REGISTRY® &£
HLF Wt o> FELEh, FEIETA PR LURIBL E M kix

Filtering:

W Suppliers ~

286 Results
] 95 [T T ]

1825352-54-2 R

/—'h s >
WY
A

A

Absolute stereochemistry shown

C21H23N;0
2-(2,8-Dimethylimidazo[1,2-b]pyridazin-

6-yl)-7-[(3R)-3-methyl-1-piperazinyl]-4H-...

[~ 1] K 25 LI
References Reactions  Supplier

Similarity: 3 Selected ~ X

=&

TR TEMIeR?

Number of Components: 1 X

2 GG see

1825352-53-1 R

S
Y

Py

Absclute stereochemistry shown

C21H23N;0
2-(2,8-Dimethylimidazo[1,2-b]pyridazin-

6-y1)-7-[(35)-3-methyl-1-piperazinyl]-4H-...

RS K 25 LI
References Reactions  Supplier

@ b, = R saveandAlert

Clear All Filters

Sort: Relevance = View: Partial ~
3 95 (2]

1825352-79-1 R N

= ‘_,-.N
N g | \N’/ h\)i
iy, N,
».._I/.\N =
I ]

Absclute stereochemistry shown

C21H23N70
9-Methyl-2-(2-methylimidazo[1,2-h]
pyridazin-6-yl)-7-[(3R)-3-methyl-1-pipera
zinyl...

[~ Y & 19 LI
References Reactions  Supplier

B SIHITEH R BRI EEAHE, 1tk A RTE Registry  As Drawn 8 ZRER A 0,
EFEMEEHRIMERER

®
%

L 4
®

\J

A\

CAS

A division of the
American Chemical Society



NGB

® Substances search for drawn structure

W References ~

Structure Match
As Drawn (0)

Substructure (0)

Lo 3

Chemscape Analysis

Visually explore structure
similarity with a powerful new tool.
Learn more about Chemscape.

Create Chemscape Analysis

Filter Behavior

Exclude

Filter by

~ Search Within Results

A Reactions -

Filtering:

w Suppliers ~

286 Results
1 95 eee
1825352-54-2 R N
P

L
S Yy
@8
T
Absolute stereochemistry shown

C21H23N70
2-(2,8-Dimethylimidazo[1,2-b]pyridazin-

6-yl)-7-[(3R)-3-methyl-1-piperazinyl]-4H-...

[~ A 25 L
References Reactions  Supplier

Similarity: 3 Selected ~ X

TEBND TERR?

Number of Components: 1 X

2 GG eee

1825352-53-1 R

."H\
M
‘n.,-'“‘\,vf'“\Ey"xN/J"l
S

Ul
. |
/
e "
Absclute stereochemistry shown

Ca1H23N70
2-(2,8-Dimethylimidazo[1,2-b]pyridazin-

6-yl)-7-[(35)-3-methyl-1-piperazinyl]-4H-...

[~ 1) A 25 L
References Reactions  Supplier

https://cas-product-help.zendesk.com/hc/en-us/articles/11112258474125-What-are-similarity-scores

@ N, = A saveandAlert

Clear All Filters

Sort: Relevance ~ View: Partial +

3 GG eee

1825352-79-1 R N

N
A N, /r\\)i

Absclute sterecchemistry shown

C21H23N70
9-Methyl-2-(2-methylimidazo[1,2-b]
pyridazin-6-yl}-7-[(3R)-3-methyl-1-pipera
zinyl...

&S A 19 w1
References Reactions  Supplier

EEMHUE

¥, AISE

Similarity score

\J
“

\}\

CAS

A division of the
American Chemical Society


https://cas-product-help.zendesk.com/hc/en-us/articles/11112258474125-What-are-similarity-scores

M I TR TSR R?

CAS 3 Scifinder

Substances ~ = Enter a query... o Edit - Q a H F 3

€ Return to Home

[: Patent Markush search for drawn structure

B References ~

Patent Markush Match

As Drawn (1)

Substructure (1)

Filter Behavior

Filter by Exclude

~ Patent Office

World Intellectual Property
Organization (1)

~ CA Section

© CAS LHBEMHHIRER T F

Edit Drawing Remove t1 A M Saveand Alert EE&&??W%*U"?*&?E@@%

1 Result Search Patent Markush %%1K?E

1 © DEMARERTLUEHEFER,

Preparation of substituted 2-(imidazo[1,2-b]pyridazin-6-yl)-pyrido + M e o R 0 e o/ i >
WOzZ017081111 paration o (midazol1 2-blpyridazinGy)-pyido g sa kA FE R LA MIRHEATIEN
[1,2-a]lpyrimidin-4-ones for treating amyotrophic lateral sclerosis
dhsB = =+
m/ﬁ Assigneeszisdoffmann-La Roche AG; Hoffmann-La Roche Inc. *ﬁf—%’—i‘ y ﬁ%1%5k1ﬁx¥ﬂl‘]/l}%én$@
J\/ Wefld¥ntellectual Property Organization, WO2017081111 A1 2017-05-18 | Language:
Ha a =

English, Database: CAplus 1%1%\

Patent claim 1

PatentPak -~ Full Text ~

453,454,455,456,457: opt. substd. by G22
629: opt. substd.

HA PRI ARELZMEFER CAS JEIEIESE CAplus 1T ARG RAIE



VIS RN

1. MRERTTE PR, XEIRRTFRERE, 2F. YIMSH. ERIUERE,
BEMARERE, "ROFMNBAEMEHTE, 818 XIS REEHERTLE
2. IF#EIEfEAs Drawn. Substructure. Similarity’¢ Z4ERENZE X FISEE

3. "NFAYERIFEIUEREAR B FR¥ 5 Reaction Role. Reference RoleZs
4. F/FHCAS Markushig RR TR £ HNREFE M AT ER

American Chemical Society



A

— CAS SciFinder Discovery Platform f&77"
- BHE RHENEH

- AR ENERR?

- WEREREYIR?

- WA RNES?

- BAE. BAREFREKRGER?

— B RIFQ&A

~,
A
CAS ™
41 © 2025 American Chemical Society. All rights reserved.

American Chemical Society



3. WA HI TR M)

SR MIRBHBRYERY). ISR A, $EIRERAYR N ?

SNRIEFARIA R Nz ?

SRR AR E R R BRI [ ?
MAIERERNERT, REHDSEERIRN?
NEEHS AN EBHRRN? AR RN?
ANt S VIRV S A B £ ?

o
A

167172

American Chemical Society



(-

X7 1

SHEERA: CASKLY

[} -
@ All >

Search by

il

Substances

A Reactions search for "106-63-8"

& References ~

Filter Behavior

Filter by Exclude

Search Within Results

<

X

Substance Role

X:

Yield

X,

Number of Steps

. Non-Participating Functional
Groups

<

Reaction Mapping

<

Reaction Scale

<

Experimental Protocols

<

Reaction Type

<

Stereochemistry

43

1,262 Results

Scheme 1 (4 Reactions)

VOJ\/ +

W Suppliers (36)

31-320-CAS

1.1 Catalysts: Dabco;

S

7-14h,rt

B References

teps:

1

TR ERNER

F1eS. YRR, CASE

Yield

BB PNIVALS

AGER = T BEERIAEK e v

W Suppliers (73)

100%

31-320-CA

1.1 Reagents: D

S-4790587

Steps:

1

Yield:

85%

B suppliers

AS Reaction Number, Substance Name, CAS RN, Patent Number, PubMed 1D, AN, CAN, and/or DOL.

D 4 Rsae -
Group: By Scheme v Sort: Relevance v View: Expanded ~
Steps: 1 Yield: 85-100% eee
(0)
/ 2 O\)\
OH 0
W Supplier (1)

A cascade synthesis of S-allyl benzoylcarbamothioates via
Mumm-type rearrangement

By: Dahiya, Anjali; et al
Organic & Biomolecular Chemistry (2018), 16(42

Full Text ~

The catalyzed a-hydroxyalkylation and a-aminoalkylation
of activated olefins (the Morita-Baylis-Hillman reaction)

© 2025 American Chemical Society. All rights reserved.

B References~

Filter Behavior

Search Within Results

<

<

Yield

<

MNumber of Steps

Non-Participating Functional
Groups

€

<

Reaction Mapping

Reaction Scale

<

<

Experimental Protocols

<

Reaction Type

<

Stereochemistry

<

Reagent

>

Catalyst
Tetrakis(triphenylphosphine)
palladium (623K)
[1.1"-Bis(diphenylphosphino)
ferrocene]dichloropalladium
(201K}

Palladium diacetate (120K)

Dichloro[1,1-bis(diphenylp

hosphine)ferrocene]palladium

(I} dichloromethane adduct
(114K)

Dichlorobis(triphenyl
phosphine)palladium (26K)

View All

X185, XH5F

A Reactions search for "Suzuki coupling reaction”

A2 RN EE

1,395,346 Results

/\7JJ

Scheme 1 (20 Reactions)

910463-68-2 i N

Image Not Available

Unspecified
Semaglutide

Protein/Peptide Sequence
Sequence Length: 34

1,527 B 259 fled ~

Reference/; Reactions

™ 32
Suppliers -

HO (8]
\ N\ A

W Suppliers (112)

31-178-CAS-12086025 Steps: 1 Yield: 100% ees
1.1 Reagents: Potassium carbonate
Catalysts:
[5P-4-1)-Bis(acetato-kO)bis(N -butyl-N.NN, N -tetrame
thylzuanidine-kN"pallad...
Solvents: Ethanol, Water; 20 h, 80 °C

Experimental Protocols

31-179-CAS-10541130 Steps: 1 Vield: 99% wes
1.1 Reagents: Potassium hydroxide
Catalysts:
Palladiumi1+). (acetonitrile)chloro[oxybis[2,1-ethaned
iyloxy-2,1-ethanediyl[3-4{1...
Solvents: 1,4-Dioxane; 5h, 75°C

Experimental Protocols

31-179-CAS-8409485 Steps: 1 Yield: 98% ===

1.1 Reagents: Potassium hydroxide
Catalysts:
Palladium(1+). (acetonitrilejchlorol1,2-ethanediylbis
[oxy-2.1-ethanediyl[3-(1-na...

m Suppliers (58)

W Suppliers (40)

Guanidine/Pd(OAc);-Catalyzed Room Temperature Suzuki
Cross-Coupling Reaction in Agueous Media under Aerobic
Conditions

By: Li, Shenghai; et al

Journal of Organic Chemistry (2007), 72(11), 4067-4072

Full Text -

Synthesis, characterization of N-heterocyclic carbene
metallacrown palladium complex and catalytic activities in
Suzuki and Heck coupling reaction

By: Wang, Jun-Wen; et al

Journal of Inclusion Phencmena and Macrocyclic
(2012), 73{1-4), 118-128

Chemistry

Full Text

Synthesis, characterization of N-heterocyclic carbene
metallacrown palladium complex and catalytic activities in
Suzuki and Heck coupling reaction

By: Wang, Jun-wen; et al

Journal of Inclusion Phenomena and Macrocyclic
(2012), 73(1-4), 119-128

Chemistry

/

11\

A division of the
American Chemical Society



3.11E

44

ﬁ'j‘il.:. /)= ) 1;@%%3’31

\\/

A Reactions search for "Preparation of aldehyde from primary alcohol in THF"

B References ~

Filter Behavior

Filter by Exclude

v Search Within Results
~ Yield
~ Number of Steps

Non-Participating Functional
Groups

~ Reaction Mapping

~ Reaction Scale
Milligram (1,105)
Gram (591)
Kilogram (2)
No Scale Provided (6,030)

~ Experimental Protocols
~ Reaction Type

~ Stereochemistry

v Reagent

~ Catalyst

~ Solvent

~ Commercial Availability

7,682 Results

Scheme 1 (68 Reactions)

N save ~

@

Group: By Scheme = 5ort: Relevance = View: Expanded =

Steps: 1 Yield: 100% eee

- F=¥). synthesis / preparation /

OH 0
5 / manufacture of
- JE#): from
W Suppliers (166) W Suppliers (80)
IR e i
.
31-614-CAS-41356630 Steps: 1 Yield: 100% eee A cooperative nanoscale ZnO-NiO-Ni heterojunction for /ﬁ“J - In

1.1 Reagents: tert-Butyl hydroperoxide, Morpholine
Catalysts: Nickel monoxide, Zinc oxide (ZnQ), Nickel
Solvents: Tetrahydrofuran, Dodecane; 24 h, 90 °C

Experimental Protocols

31-480-CAS-16653494 Steps: 1 Yield: 100% eee
1.1 Reagents: Cesium carbonate, Oxygen
Catalysts: 1648843-87-1
Solvents: Tetrahydrofuran; 4 h, rt
Experimental Protocols
31-480-CAS-16606643 Steps: 1 Yield: 100% eee

1.1 Reagents: Cesium carbonate, Oxygen
Catalysts: 2058233-98-8
Solvents: Tetrahydrofuran; 12 h, 298 K

© 2025 American Chemical Society. All rights reserved.

sustainable catalytic amidation of aldehydes with

secondary amines

By: Shelte, Amishwar Raysing; et al °
RSC Sustainability (2024), 2(9), 2615-2625

Full Text «

Copper(ll) complex of new non-innocent O-aminophenol-
based ligand as biomimetic model for galactose oxidase
enzyme in aerobic oxidation of alcohols
By: Safaei, Elham; et al

Journal of Molecular Structure (2017), 1133, 526-533

Full Text «

Redox potential tuning by redox-inactive anions in copper(l
1) complexes of non-innocent o-aminophenol-based ligand
containing benzoxazole: Learning from nature

By: Safaei, Elham; et al

Polyhedron (2017), 122, 219-227

1L
o I

catalyzed by

mediated by

CAS

A division of the
American Chemical Society

\J
\J

\\\
(X%



As Drawn
Ml 2543 fz hz
FMEA R N

3.2 T}

B References ~

Structure Match

As Drawn (34)

Substructure (8,044)

Similarity (0)

Filter Behavior

Filter by Exclude

v Search Within Results

~ Yield
80-89% (4)
70-79% (2)
50-69% (1)

No Yield Available (9)

~ Reaction Scale
Milligram (2)
Gram (1)

Mo Scale Provided (13)

Non-Participating Functional

™ Groups

’éi$@1

A Reactions search for drawn structure

Filtering:

\Y/

16 Results

Scheme 1 (5 Reactions)
0
Oy () -

™ Suppliers (93)
Expand Scheme ~

Scheme 2 (1 Reaction)

/N
- -

W Suppliers (53)

31-614-CAS-28968228

Reaction Mapping: Mapping Data Available X

reactant

@@ 4, = R saveandAlert

Clear All Filters

Group: | By Scheme Sort: Relevance ~ View: Collapsed «

By Scheme Relevance ’

By Document Publication Date: Newest

HzN By Transformation Publication Date: Oldest

\ / Cl ‘field

Mumber of Steps: Ascending

Number of Steps: Descending

™ Suppliers (15)

Steps: 1 Yield: 76% ess

7\
NHz
ul

®m Suppliers (3)

Steps: 1 VYield: 76% Preparation of heterocyclic compounds as selective
subtype alpha 2 adrenergic agents

1.1 Reagents: O-Methylhydroxylamine hydrochloride

Solvents: Pyridine; rt; 1 h, 50 °C

By: Heidelbaugh, Todd M.; et al

5348

. RN
. $ECE

. IREE{LRA
KRR :
B

. AERdia)
. R

. ¥

CAS

A division of the
American Chemical Society



A VAiprirE il
R, R, T
25 RNHNERER
SMvp AL
RMNZEEL, IEEF
. L A
BHmEE......
SRR
XHEAERE, BE

HhRED. T2

~ Commercial Availability

~ Reaction MNotes

Source Reference

~ Document Type

~ Language

L4

Publication Year

~ Organization

£

Publication Name

£

CA Section

Filter Content Report

Download filter data from
this result set.

ohy

S

Structure Match

As Drawn (34)

ﬂ
|

Substructure (3,044)

Similarity {0}

Filter Behavior

Filter by

~

-

A

-

e

w

e

w

e

-

e

-

Exclude

Search Within Results
Yield

Reaction Scale
Milligram (268)
Gram (252}

Mo Scale Provided (7,620)

Mon-Participating Functional
Groups

MNumber of Steps
Reaction Mapping
Experimental Protocols
Reaction Type
Stereochemistry
Reagent

Catalyst

Solvent

&S HRA~RMNZE

View 37 Related Reactions

B RNER—

Group: By Transformation = Sort: Reaction Count: Descending =

REE, HERRMImE

3,044 Results

Redurtive Allkviatinn af Ammonia or Amines

View 108 Related Reactions

-
2

Formation of N/O/S Heterocycles

View 47 Related Reactions

R
’w’(\)x‘l:a1 R™ Y7 R!
A
(N7

Y Y
\'/\R2
Y Y =NH O S

Z = Electron withdrawing group

3

1,3-Dipolar Addition

\J
\J

\\\
(X%

CAS

A division of the
American Chemical Society



Tt LA

\%51§EZ

1

—1

Z_

N
He

F25rNEREHR: BMERNAE, BRZEZHHNEREH

Structure Match Fi

A= Drawn (34)

Substructure (8,044)

Similarity (0)

Filter Behavior

~ Search Within Results
~ Yield
~ Reaction Scale

. MNon-Participating Functional
Groups

Halide {205)
Phenyl halide (203)
Amide (66)

Alkene (62)
Cyclic alkene (38)

View Al

~ Mumber of 5teps

Itering:

205 Results

Scheme 1 {1 Reaction)

1

OX_\N
o/ }_Q +

Mon-Participating Functional Groups: Halide X

Group: By 5cheme -

W Suppliers (122)

31-313-CAS-11425767 Steps: 1

1.1 Solvents: Tetrahydrofuran; 15 min, rt

1.2 Reagents: Acetic acid, Sodium cyanoborobydride; rt

—40°C 24 0,40 °C
1.3 Reagents: Sodium carbonate
Sobhrents: Water

Experimental Protocals

Collapse Scheme -

Scheme 2 {1 Reaction)

5 S
| o |
~ Reaction Mapping e}
F F
~ Fxnerimental Protocols
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By: Meeb, Michael J.; et al

World Intellectual Property Qrganizati
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Steps:

1
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Yield:

100

Clear All Filters
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Cancel
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4.1 BEMBESEI1EE Synthetic Methods™

- CAS*SI' ? %*ZI_‘ % | E/\J A}jjzi¥'|‘$ Procedure
=1

—

. Suspend methyl 5-Fuoro-2-(2-(1-meathyl-1H-1,2 4-triazol-3-ylacetyl)-3-nitrobenzoate (8.1 g, 25.2 mmol)
\:|:' i =/ == E/] Ab—‘z 1A == % and 4-bromobenzaldehyde (8.9 g, 50.5 mmaol) in THF (S0 mL) and MeQH (10 mL).
E—_I b |__| )( 5 \ F):r ™ h /| 9< g‘_‘[ 0 /6 - Add titaniumilll} chloride solution [20% wt solution in HCI (2 M), 130 mL, & equiv] to the resulting
mixture in dropwise fashion over 30 minutes &t room temperature.
Maintain the reaction temperature between 30 and 50°C for 2 hours.
Quench the mixture by the slow addition of water {260 mL).
Pour the reaction mixture into & separating funnel.
Extract the mixture with ethyl acetate (4 x 140 mL).
Pool the organic fractions.
Wash the organic fractions with NaHCO5 (3 x 60 mL) and NaH503 (3 x 100 mL).
Dry the organic fractions with sodium sulfate (Na;504).
Caoncentrate the solvent under reduced pressure to obtain a think yellow syrup.
Wash the residue with aliquots of diethyl ether (3 x 10 mL), carefully.

3

B CAS Reaction Number: 31-614-CAS-24450288

Filter Behawvior oy, = Msae

s
bl =l e A

Filter by Exclude g 0, ) "

O + 1\ - ( , - : -
) Br i Y 12. Dry the resulting yellow syrup under high vacuum to obtain product.
G, S
w Yield /
98% Transfarmation Mannich Reaction/ Mannich-Type Reactions! Biginelli Condensation
™ Suppliers (15) W Suppliers (£9) Condensation Reaction between Compounds with Active Hydrogen and Aldehydes or Ketones/
~ Number of Steps Knoevenagel Reaction
Reduction of Nitro Compounds to Amines
Mon-Participating Functional Levien Step 1
- :
=elps Yield: 98% Scale gram
Stage Reagents Catalysts Solvents Conditions
~ Reaction Mapping 1 Hydrochloric acid - Methanol r; 30 min, i 2 b, 30 - 50 *C Characterization Data
Titaniurn chloride (TiCls) 'y
= ation Empowers the — i i i i X T . ~ EITR 5 5
. Experlmental Protocols reparation of R o A S-Quinolinecarboxylic acid, 2-(4-bromophenyl)-7-fluoro-1,2, 3 4-tetrahydro-34{1-methyl-14-1,2,4-triazol-5-yl)-4-oxo-,
-ally Pure [*F]Talazo Hater - - - meathyl ester
- N In Vivo Evaluation as
Synthetic Methods (40  eracor .
Alternative Steps (2 . i
IS, State yellow amorphous saolid Transfurma_tluns . . . L
Experimental Procedure (33) Gregory D.(®; etal 1. Mannich Reactions Mannich-Type Reactions/ Biginell
R Experimental Protocols Condensation
JourTar o wiedicanal Chemistry . . .
(2021), 64(21), 15650-15701 I 2. Condensation Reaction between Compounds with
Synehegc Methods Active Hyd d Aldehydes or Ketones/
(® ViewPDF | | Full Text~ CAS Method Number 3-315-CA5-33168860 Gy atz nllale KALa (a2l = B =2,
Products Methyl 24{4-bromophenyl}-7-fluorg-1,2,3 4-tetrahydro-3-(1-methyl-1H-1,2 4-triazol-5-yl)-4-ox0-5-quinalinec KI'IEIE'-"E"EEE Reaction
Company/Organization arboxylate, Vield: 38% 3. Reduction of Nitro Compounds to Amines
‘Werner Siemens Imaging Center, ~ I
Department of Preclinical Imaging e A s
and Radiopharmacy Benzoic adid, 5-fluoro-2-[2-{1-metivyl-1H-1,2 4-triazol-5-yllacetyl]-3-nitro-, methyl ester
Eberhard Karls University
JuciNecapz207e Reagents Hydrochloric acid
Germany
Titanium chlaride (TiCls) '.'

Water
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B E R SELGIEE Synthetic Methods™

- CAS*SI' ? %*ZI_‘ % | E/\J Abjz-lqél"EE Procedure
=1

—

. Suspend methyl 5-Fuoro-2-(2-(1-meathyl-1H-1,2 4-triazol-3-ylacetyl)-3-nitrobenzoate (8.1 g, 25.2 mmol)
\:I:, by 3 A /\ and 4-bromobenzaldehyde (8.9 g, 50.5 mmaol) in THF (S0 mL) and MeQH (10 mL).
E b |:l 5* \ |:| Il_:\ . Add titaniumn{lIl) chloride solution [20% wit solution in HCI (2 M), 130 mL, & equiv] to the resulting

mixture in dropwise fashion over 30 minutes &t room temperature.

3

3. Maintain the reaction temperature between 30 and 50°C for 2 hours.
4. Quench the mixture by the slow addition of water {260 mL).
5. Pour the reaction mixture into & separating funnel.
B cAS Reaction Number: 31-614-CAS-24450288 6. Extract the mixture with ethyl acetate (4 x 140 mL).
7. Pool the organic fractions.
Filter Behavior o = Mosae 8. Wash the organic fractions with NaHCO3 (3 x 60 mL) and MaH503 (3 x 100 mL).
5. Dry the organic fractions with sodium sulfate (Naz50.).
Filter by Ewclude e, o N 10. Concentrate ?he 50 '_.rent _unclE' 'Edgced pressure ta obtain a think yellow syrup.
- L>_ ) + \ o RN o 11. Wash the residue with aliquots of diethyl ether (3 x 10 mL), carefully.
) Br )—(_}—- 12. Dry the resulting yellow syrup under high vacuum to obtain product.
v Yield :
. ; 98% Transfarmation Mannich Reaction/ Mannich-Type Reactions! Biginelli Condensation
™ Suppliers (15) W Suppliers (£9) Condensation Reaction between Compounds with Active Hydrogen and Aldehydes or Ketones/
~ Number of Steps Knoevenagel Reaction
Reduction of Nitro Compounds to Amines
Mon-Participating Functional Levien Step 1
=elps Yield: 98% Scale gram
Stage Reagents Catalysts Solvents Conditions
~ Reaction Mapping 1 Hydrochioric acid - Methanol rt; 30 min, i 2 h, 30-50°C Characterization Data
Titanium chioride (TiClz) y
. ation Empowers the et i i i i i
. Experlmental Protocols Ireparatiopnm R . A S-Quinolinecarboxylic acid, 2-(4-bromophenyl)-7-fluoro-1,2, 3 4-tetrahydro-34{1-methyl-14-1,2,4-triazol-5-yl)-4-oxo-,
-ally Pure ["*FTalazo . ) ) ) methyl ester
- . In Vivo Evaluati
Synthetic Methods (40) orocer Aot S 2 _
IS, State yellow amorphous saolid Transfurma_tluns . . . L
Experimental Procedure (23) Gregory D.@; etal 1. Mannich Reaction/ Mannich-Type Reactions/ Biginell
S— Experimental Protocols Condensation
RO THdT O W1 Chemistry . . .
(2021), 64(21), 15690-15701 Synthetic Methods 2. Condensation Reaction between Compounds with
@ ViewPDF | FullText- CAS Method Number 3-315-CAS-33168860 Active Hydrogen and Aldeftydes or Ketanes/
Products Methyl 2-{4-bromophenyl)}-7-fluoro-1,2 3 4-tetrahydro-3-(1-methyl-1H-1,2 4-triazol-5-yl)-4-oxo-5-quinolinec KHDE'-"E"EEE Reaction
Company/Organization arboxylate, Vield: 38% 3. Reduction of Nitro Compounds to Amines
‘Werner Siemens Imaging Center, ~ I
Department of Preclinical Imaging e A s
and Radiopharmacy Benzoic adid, 5-fluoro-2-[2-{1-metivyl-1H-1,2 4-triazol-5-yllacetyl]-3-nitro-, methyl ester
Eberhard Karls University
Tuebingen 72076 dr: ric acid
Germany Reagents Hydrochloric acid
Titanium chlaride (TiCls) '.'
Water

N\
(X} )
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(1) BRLEY:. SEYREN, BHENYIRXEHR ST Start Retrosynthetic Analysis

CAS RN

1 2628280-40-8 © CAS RetrosyntheSiS Tool:

2628280-40-8 " N gfﬂsz:t‘:ai:;iloﬁj.O]hexane-z- iEA}ﬁfi}_‘_Egéi A \'l'IjJ =12
P ) carboxamide, N-[(15)-1-cyano-2- ° = \_L -, 121 Hb
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P
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& Substance Detail

—— ~
Absolute stereochemistry shown [ ] I% &&ﬁmﬁé)ﬁ&mﬁ%é&
Ca3H3,F3Ns0, Reactions (53)
3-Azabicyclo[3.1.0]hexane-2-carbox
amide, N-[(15)-1-cyano-2-[(35)-2-0x0-3-
pyrroli...

Synthesize (52)

£y Start Retrosynthetic Analysis
B 236 B 53 » 39 References (236)
References Reactions  Suppliers ®  suppliers (39) °EditStructure - Reset +

Retrosynthetic Analysis

(2) BRI/KRHLEY: =iRetrosynthesist@RI, FTHLEINR, Make reaction plans with

conditions, yields, catalysts,

é’% |J E *ﬁiﬂfl’é#@ ) g%?%:g;g@ﬁ%éﬁ and experimental procedures.
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3 Retrosynthesis Plan Options for drawn structure

Set Rules Supporting Predicted Reactions Learn more

® Common &E*ﬂﬂ“ﬁm'&

Uncommon (includes common rules)

Rare {includes common and uncommon rules)

Set Starting Materials Cost Limit Learn more
WS
R EnRE 2k A
Set Starting Materials Cost Limit
1000 uso/mol -

Email me when my plan is complete

& Continue to Retrosynthesis Plan
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Break and Protect Bonds (Optional)

Select a bond within the box to break or protect. You may break a single bond or protect multiple bonds in the

target molecule. Learn more

& Break Bond & Protect Bond

W SR ol R 1P 5

Clear all Bond selections
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Plan Information
Estimated Yield: 26%

Overall Price: $631.59
(USD per 100 grams)

52

L=y LS AR

D Retrosynthesis Plan for drawn structure
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Avg. Yield 41%
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“ Predicted Steps-\:l Edit Plan Options

i

HO.

N* Br

v

L |
-

Max Yield 96% N=0 Max Yield 100%

0]
L, B/\[r\
O

Q,
— }‘"@"“ LIED L]
; L]

- (5) ]

MAY | wmaso [ ]
€
Avg. Yield 64%

HO

el @ References -

A Reactions from Retrosynthesis Plan Evidence

Filter Behavior 500 Results

0 e
Wiew all alternatives (24)

Scheme 1 (2 Reactions)

v search Within Resuilts oy, w

. - A Yield @)g“vﬁ”’(v\k/ +
View evidence T

Powered by ChemPlanner”

Iil A save~

Step

BA=B+C+
Average Yield: 41%

Evidence
Alternative steps (69

AB=>E
Maximum Yield: 96%
Evidence
Alternative steps (14

; :— rTQa
Average Yield: 64%

Evidence
Alternative steps (24

a o, Rsae-

Group: By Scheme - Sort: Relevance - View: Expanded -

Steps: 1 Yield: 90% e+

1 Yield:
80-89% (222)
Suppliers (2) Suppliers (18)
E | d th. =t 7070% (17) W Suppliers (2) W Suppliers(1g)
xclude this step o
. 31-363-CAS-3655644 Steps: 1 Vield: 90% sas p of N idine MEK inhibitors and 4-aryl-2-
3040% (6) on et ! - 'q)
py! or 4-aryl. JAK-2 re steps (9)
View Al 1.1 Reagents: Hydrochloric acid inhibitors and their combinations useful for treating

Solvents: Methanol, 1.4-Dioxane; 30 min, rt — 60 °C
1.2 Reagents: Diisopropylethylamine
Solvents: Dichloromethane; 16, rt

Experimental Protocols
~ Reaction Mapping

~ Reaction Scale 31-363-CAS-5805537 Steps: 1 Yield: 90% *e=
Milligram (125) 1.1 Resgents: Hydrochloric acid
Solvents: Methanol, 1 4-Dioxane; 30 min, rt — 60 °C

Gram (23)
1.2 Reagents: Diisopropylethylamine

No Scale Provided (352) Solvents: Dichloromethane; 16 h, rt

Experimental Protocols
~ Experimental Protocols
Synthetic Methods (242) Collapse Scheme
Experimental Procedure (59)

neoplasm

Assignee: Exelixs, InC.

World Intellectual Property Organization, W02008124085 A2
20081016

Full Text -

Preparation of azetidines as MEK kinase inhibitors for the:
treatment of proliferative diseases, especially cancer
Assignee: Exelixis, Inc.

World Intellectual Property Organization, W02007044515 A1
2007-04-19

PatentPak~  Full Text -

Evidence

1.1 Reageni=:
1-Ethyl-3-{3"-dimethylaminopropyl)
carbodiimide
. 1-Hydroxybenzotriazole,
Diisopropylethylamine
Solvents: Dichloromethane;
overnight, rt

Wiew All ~

Experimental Protocols

1.1 Reagenis:
Tetramethylammonium hydroxide
Solvents: Tetrahydrofuran, Water;
12 h, reflux

1.1 Reagents: Triethylamine,
1-Ethyl-3-(3"-dimethylaminopropyi)
carbodiimide
. 1-Hydroxybenzotriazole
Solvents: Dichloromethane: 2 h, rt

Wiew All ~

Experimental Protocols

1.1 Reagents: Potassium carbonate
Solvents: Acetone; overnight, reflux
Experimental Protocols
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Maximum Yield: 96%
BEvidence
Alternative sieps (14

Tetramettwlammonium hydroxide
Solvents: Tetrahydrofuran, Water;
12 h, refho

. 11

Reagents: Triethylamine,

1-Eihwil 3-(3"-dimetivylaminopropyl)

carbodiimide
-Hydroxybenzotriazole

Solvents: Dichloromethane; 2 n, ri
C=F + G Alternative Steps (24) X
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777% (1): #CAS SciFinderf XS R &ET1HE, =id7CAS Contentd gy Analytical Methods &%
SRBEDITSNE TARNX M, MGRIFB PR E LRI

References search for "lapatinib and cancer”

® Substances - B Reactions - &b Citing - % Knowledge Graph a |i| [ R |

We are displaying the most Filtering: CAS Content: Analytical Methods X Clear All Filters
relevant results.

Learn about result relevance. 28 Results sort: Relevance - View: Partial Abstract -

Load All Results 1 = N

Therapeutic Drug Monitoring of the new targeted anticancer agents imatinib, nilotinib,

dasatinib, sunitinib, sorafenib and lapatinib by LC tandem mass spectrometry
By: Haouala, A.; Zanolari, B.; Rochat, B.; Montemurro, M.; Zaman, K.; Duchosal, M. A Ris, H. B.; Leyvraz, 5.; Widmer, N.; Decosterd, L.

Filter by Exclude A
Journal of Chromatography B: Analytical Technologies in the Biomedical and Life Sciences (2009), 877(22), 1982-1996 | Language:
English, Database: CAplus and MEDLIME

Filter Behavior

~ Search Within Results
The treatment of some cancer patients has shifted from traditional, non-specific cytotoxic chemotherapy to chronic treatment with

mal. targeted therapies. Imatinib mesylate, a selective inhibitor of tyrosine kinases (TKIs) is the most prominent example of this new
era and has opened the way to the development of several addnl. TKls, including sunitinib, niletinib, dasatinib, sorafenib and
lapatinib, in thetreatment ofvarlous hematol malignancies and solid tumors. All these agents are characterized by an important

intar-indiddnial nharmarakinatic wa riahilify ara at ricl far Are intarackion

~ Document Type

w Substance Role

« Language View More v
~ Publication Year - .
Full Text - ® Substances (7) &b Citing (180) @ Citation Map
~ Author
2 = N

~ Organization

Determination of lapatinib (GW572016) in human plasma by liquid chromatography
electrospray tandem mass spectrometry (LC-ESI-MS/MS)

By: Bai, Feng; Freeman, Burgess B.; Fraga, Charles H.; Fouladi, Maryam; Stewart, Clinton F.
Journal of Chromatography B: Analytical Technologies in the Biomedical and Life Sciences (2006), 831(1-2), 169-175 | Language:

« CA Section English, Database: CAplus and MEDLINE

w Publication Name
~ Concept
A sensitive method for the determination of lapatinib (GW572016) in human plasma was developed using high-perfermance liquid

chromatog. separation with tandem mass spectrometric detection. Plasma samples (100 pL) were prepared using solid phase
extraction (SPE) columns, and 6.0 pL of the reconstituted eluate was injected onto a Phenomenex CuroSil-PFP 3 p anal. column (30

~ CAS Content
Formulations (729)

mm = 2,0 mmy) W|th an |socrat|c mob|le phase Analytes were detected W|th a PE SCIEX API-365 LC MSIMS system at unit (31) and
Analytical Methods (28) o e e e et e o CAS
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Therapeutic Drug Monitoring of the new targeted anticancer agents imatinib, nilotinib, dasatinib,
sunitinib, sorafenib and lapatinib by LC tandem mass spectrometry

® 7

In this Reference

Concepts v
Substances

Analytical Methods

Cited Documents

e 180 A

b E N

@ Citation Map

By: Haouala, A.; Zanolari, B.; Rochat, B.; Montemurro, M.; Zaman, K.; Ducheosal, M. A; Ris, H. B.; Levvraz. 5.: Widmer. M.: Decosterd. L. A,

DOI: 10.1016/.jchromb.2009.04.045 ~ Substances

The treatment of some cancer patients has shifted from traditional, non-specific cytotoxic che @ Substances (7)
targeted therapies. Imatinib mesylate, a selective inhibitor of tyrosine kinases (TKls) is the mos
has opened the way to the development of several addnl. TKls, including sunitinib, nilotinib, d:
treatment of various hematol. malignancies and solid tumors. All these agents are characteri
pharmacokinetic variability, are at risk for drug interactions, and are not deveid of toxicity. Adc [
periods, anticipating the careful monitoring of their plasma exposure via Therapeutic Drug Mc D
component of patients’ follow-up. We have developed a liquid chromatog.-tandem mass spedd T )
pL of plasma for the simultanecus determination of the six major TKIs currently in use. Plasmi § \:J'
supernatant is diluted in ammaenium formate 20 mM (pH 4.0) 1:2. Reverse-phase chromatog. « '
gradient elution of 20 mM ammonium formate pH 2.2 and acetonitrile containing 1% formic ai
to the initial solvent composition up to 20 min. Analyte guantification, using matrix-matched ¢
spray ionization-triple quadrupole mass spectrometry by selected reaction menitoring detecti
validated according to FDA recommendations, including assessment of extraction yield, matri:
efficiency (87.1-104.2%), as well as TKls short- and long-term stability in plasma. The method is
(-9.2 to +9.9%) and sensitive (lower limits of quantification comprized between 1 and 10 ng/mL
assay covering the major currently in-use TKls. It is an improvement over previous methods in werims o Conveniencs (d singie sxu S
procedure for six major TKls, reducing significantly the apal timel cancitiviby_calartivitv and throushnut It mav contribote ta filline the
current knowledge gaps in the pharmacokinetics/pharm: Analytical Methods

define their therapeutic ranges in different patient popul
these anticancer drugs could contribute to minimize the
lasting, therapeutic response.

231277-92-2 641571-10-0

CagH2¢CIFN2045
Lapatinib

CagHa22F3N;0
Nilotinib

Role: Analyte, Therapeutic Use, Analytical
Study, Biological Study, Uses

Role: Analyte. Therapeutic Use. Analytical
Study, Biological Study, Uses

Method Title
Keywords: imatinib nilotinib dasatinib sunitinib sorafenit Analysis of Imatinib mesylate in Blood plasma by HPLC-tandem mass spectrometry (3
drug menitering

(Q) View Source Full Text - View in CAS Analytical Methods

58 © 2025 American Chemical Society. All rights reserved.

Double bond geometry shown
CazHz7FN4O;
Sunitinib

Role: Analyte, Therapeutic Use, Analytical
Study. Bislogical Study, Uses

Wiew All Methods
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CAS Analytical Methods 3477 &1 E1E

B Analysis of Imatinib mesylate in Blood plasma by HPLC-tandem mass spectrometry

CAS Method Number
1-101-CAS-181855

& M saw

Method Category Technigque

Active Pharmaceutical Ingredient and Metabolite HPLC-tandem mass spectrometry; Extraction

Analysis

Analyte Matrix Material Reagent Biological Reagent
Dasatinib Blood plasma 2.1 mm x 50 mm XTerra . ;

Imatinib mesylate dC18 5 pm analytical Source

Lapatinib column

Nilotinib

JOURNAL
View All v Therapeutic Drug Monitoring of the
Validation new targeted anticancer agents

Equipment Used . ) o imatinib, nilotinib, dasatinib, sunitinib,

quip Linearity Range 1-10000 ng/mi, Imatinib sorafenib and lapatinib by LC tandem

LC system, Flux Instruments, AG, Thermo
Fischer Scientific Inc, Waltham, MA

triple quadrupole (TSQ) Quantum Discovery
mass spectrometer (MS), Thermao Fisher
scientific, Inc, Waltham, Ma

thermaostated column heater, Croco-Cil,
Cluzeau Info Laboratory, Courbevoie,
France

Centrifuge, ]6B, Backmann

benchtop Centrifuge, 16R, Hettich, Bach,
Switzerland

Conditions
Chromatographic

mobile phase:20 mM ammonium formate in
ultrapure water adjusted to pH 2.2 with
formic acid (FA) 98-100% (solution A), and
acetonitrile with 1% FA (solution B);flow
rate:0 3-0.5 mL/min;

Instrument

ESI:positive mode;capillary temperature:350
*C;in source induced dissocdiation:10 Vitube
lens voltages range:86-129 V,spray voltage:4
KV;sheath and auxiliary gas:nitrogen;flow-
rate:60 psi and 5,Q2 collision gas (argon)
pressurer] mTorr (0,13 Pa)

59

1-200 ng/mL, Dasatinib
1-500 ng/mL, Nilotinib
100-15000 ng/mL, Sunitinib
1-5000 ng/mL, Sorafenib
5-5000 ng/mL, Lapatinib

mass spectrometry

Haouala, A; Zanolari, B;; Rochat, B;;
Montemurro, M.; Zaman, K; Duchosal,
M. A; Ris, H. B; Leywraz, S; Widmer, N;
Decosterd, L. A.

Limit of 0.3 ng/mL, Imatinib
Detection 0.3 ng/mL, Dasatinib Journal of Chromatography B: Analytical
0.4 ngfmL, Nilatinib Technologies in the Biomedical and Life
0.1 ng/mL, Sunitinib Sciences (2009), 877 (22), 1982 - 1996.
1 ng/mL, Sorafenib Elsevier B.V.
0.4 ng/mL, Lapatinib
CODEN :JCBAAI | ISSM 1 15700232 | DOI
Limit of 1 ng/mL, Imatinib - 10,1016/} jchromb 2009 04 045
Quantitation 1 ng/mL, Dasatinib '
1 ng/mL, N'lolt'_m_b View Abstract = Full Text~
1 ng/mL, Sunitinib
10 ng/mL, Sorafenib
5 ng/mL, Lapatinib
Accuracy  7.2%, -7.6% and -1.9% (Intra-assay bias, in 3, 2000 and 8000 ng/mL concentrations respectively);6.5%, -9.2% and
-2.9% (Inter-assay bias, in 3, 2000 and 8000 ng/mL concentrations respectively), Imatinib
-2.1%, -8.7% and -0.5% (Intra-assay bias, in 3, 60 and 150 ng/mL concentrations respectively);2.4%, -5.3% and
-1.2% (Inter-assay bias, in 3, 60 and 150 ng/mL concentrations respectively), Dasatinib
5.2%, 2.1% and 1.8% (Intra-assay bias, in 3, BOO and 3000 ng/mL concentrations respectively);4.2%, 4.0% and
9.9% (Inter-assay bias, in 3, 800 and 3000 ng/mL concentrations respectively), Nilotinib
-8.7%, -1.4% and 0.1% (Intra-assay bias, in 3, 80 and 400 ng/mL concentrations respectively);-5.4%, -1.2% and
-0.3% (Inter-assay bias, in 3, 80 and 400 ng/mL concentrations respectively), Sunitinib
-0.2%, -7.3% and -1.2% (Intra-assay bias, in 15, 800 and 4000 ng/mL concentrations respectively);4.5%, -7.0% and
2.2% (Inter-assay bias, in 15, 800 and 4000 ng/mL concentrations respectively), Lapatinib
-7.8%, 5.8% and -7.7% (Intra-assay bias, in 300, 1500 and 6000 ng/mL concentrations respectively);-6.6%, 5.6%
and -8.1% (Inter-assay bias, in 300, 1500 and 6000 ng/mL concentrations respectively), Sorafenib
Precision  6.8%, £.4% and 4.1% (Intra-assay CV, in 3, 2000 and 8000 ng/mL concentrations respectively);6.1%, 3.7% and

4.8% (Inter-assay CV, in 3, 2000 and 8000 ng/mL concentrations respectively), Imatinib

© 2025 American Chemical Society. All rights reserved.

o

Instructions
Preparation of plasma samples

1. Collect blocd samples (5 mL) at random time after last drug intake in Monovettes (Sarstedt, Numbrecht, Germany, with K-
EDTA as anticoagulant) from patients treated with one of the six analytes.

2. Centrifuge (1850 x g 3000rpm, + 4 °C, 10 min) (Beckmann Centrifuge, Model |6B) blood samples without delay and
separate and transfer the plasma into polypropylene test tubes before storage at-20 °C.

Preparation of stock and standard solutions

1. Prepare stock solutions of imatinib and niletinib at 1 mg/mL and dasatinib at 0.05 mg/mL by dissolution of 59.7 mg

imatinib mesylate, 50 mg nilotinib base and 10 mg dasatinib base in 50.0 mL, 50.0 mL and 200.0 mL MeOH respectively.

2. Prepare sunitinib stock solution (1 mg/mL) in MeOH by extraction of Sutent capsules with MeOH.

. Prepare sorafenib and lapatinib stock solutions after careful grounding in @ mortar and extraction with MeOH of one
Nexavar 200 mg tablet and one Tyverb 250 mg.Filter the resulting MeOH suspension and complete to the volume of 200
and 250 mL of MeOH respectively.

4. Store the stock solutions at 4 °Cin glass flasks, with caps tightly wrapped with Parafilm.

5. Dilute the stock solutions with MeOH to obtain working solutions.

L

Plasma sample extraction

1. Mix a plasma sample aliquot (100 pL) with a 100 pL of internal standard solution.

2. Subject the resulting sample to protein precipitation with acetonitrile (600 pL) and carefully vortex-mix.

3. Centrifuge the mixture at 4 *C for 10 min at 20,000 x g (14000 rpm) on a benchtop Hettich Centrifuge (Benchtop Universal
16R centrifuge, Bach, Switzerland).

4. Add a 200 pL aliquot of the supernatant and 400 pL of buffer ammonium formate 20 mM pH adjusted to 4.0 with formic
acid into 1.5 mL glass HPLC microvials and vortex-mix after secure closing with aluminium crimp seals.

5. Maintain processed samples at +10 °C in the thermostated autosampler rack.

LC-M5/MS analysis of the extracted plasma samples

. Carry out chromatography on a LC system consisting of a Rheos 2200 guaternary pumps, equipped with an online
degasser and a HTS PAL autosampler (CTC Analytics AG, Zwingen, Switzerland) controlled by Janeiro-CNS software (Flux
Instruments, AG, Thermo Fischer Scientific Inc, Waltham, MA).

. Separate the analytes on 2 2.1 mm x 50 mm XTerra dC18 5 pm analytical column (Waters, Milford, MA, USA) placed ina
thermostated column heater at 25 °C (Croco-Cil, Cluzeau Info Laboratory, Courbevoie, France).

. Use 20 mM ammonium formate in ultrapure water adjusted to pH 2.2 with formic acid (FA) 98-100% (solution A), and
acetonitrile with 1% FA (sclution B) as the mobile phase.

4. Set up a gradient elution program as follows:5% of B at 0 min, 50% of B at 11 min, 100% of B at 14 min with a flow rate of
0.3 mL/min.

.In the second part of the run carry out 3 min of intensive rinsing (100% B with 0.5 mL/min) and re-equilibration step to the

initial solvent up to 20 min (at 17.01 with 0.3 mL/min).

Set the thermostated column heater at 25 °C and maintain the autosampler at 10 °C.

Carry out detection using a triple quadrupele (TSQ) Quantum Discovery mass spectrometer (MS) from Thermo Fisher

Scientific, Inc. equipped with an lon Max electrospray ionization (ESI) interface and operated with Xcalibur 2.0 software

(Thermao Fischer Scientific Inc, Waltham, MA).

Set the MS conditions as follows: ESI in positive mode, capillary temperature: 350 °C, in source induced dissociation: 10V,

tube lens voltages range: 86-129 V, spray voltage: 4 kV and sheath and auxiliary gas (nitrogen) flow-rate: 60 psi and 5

respectively.Set the Q2 collision gas (argon) pressure at 1 mTorr (0.3 Pa).

. Acquire the M5 in selected reaction monitoring (SRM).

. Perform chromatographic data acquisition, peak integration and quantification using the Xcalibur LC-Quan software

package (version 2.0) (ThermoQuest, San Jose. CA, USA).
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~ Technique

Atmospheric precipitation (13)
Electrospray ionization
tandem mass

spectrometry (11)
Ultra-performance liquid
chromatography (11)

HPLC (10)

Liguid chromatography diode
array detectors (9)

Filter By

~ Analyte

Lapatinib (49)
Sorafenib (17)
Erlotinib (15)
Dasatinib (12)
Nilotinib (12)
View All

Matrix
Blood plasma (35)

Pharmaceutical tablets (&)
Urine (4)

Blood (3)

Animal tissue (2)

View All

Method Category

Active Pharmaceutical
Ingredient and Metabolite

BRERDIT S HEHRK

B Results for lapatinib

62 Results

1

Analysis of Lapatinib in Pharmaceutical tablets by Ultra-performance liquid
chromatography
By: Biswal, Sabyasachi; Mondal, Sumanta

A Save

Sort: Relevance =  Group: By Method =

JOURNAL

M1 Compare

Analytical method validation report for assay of Lapatinib by UPLC
Pharmaceutical Methods (2019), 10 (1), 8-14. EManusript Services

Analyte

Matrix

Other Materials
Method Category
Technique
Equipment Used

View Abstract =

2

Full Text =

Lapatinib

Pharmaceutical tablets

Material: BHEL UPLC Column; Filter (4.5 p)

Active Pharmaceutical Ingredient and Metabaolite Analysis
Ultra-performance liquid chromatography; Photodiode array detectors

Ultra performance liquid chromatography (UPLC) system; Autosampler; Phtodiode array (PDA) detector; pH
meter; Ultra Sonicator; Analytical balance

View in CAS SciFinder

Xt L AR B4 7T A

iew Al Analysis (59) Analysis of Lapatinib by Microplate spectroscopy JOURNAL
Bioassa By: Murata, Akihiro; Nakata, Bunzo; Komoto, Masahiro; Hirata, Keiichiro; Kimura, Kenjiro; Amano, Ryosuke;
y(2) L}
) . Hirakawa, Kosei Compare
~ Year Biomolecule Isolation Assay (1) ) e — L ) S
In vitro effects of lapatinib with gemcitabine for pancreatic cancer cells
Nanomaterial Analysis (1) Hepato-Gastroenterology (2013), 60 (126), 1484-1487. H.G.E. Update Medical Publishing S.A.
Analyte Lapatinib; Gemcitabine
~ Technique . ) ) . ) ) . )
| | I Other Materials Reagent: Methanol; [3-(4,5-Dimethylthiazol-2-yl)-2,5-diphenyltetrazolium bromide]; Dimethyl sulfoxide;
- wofllliill. ... roshatebufleredsalinesoluions
2005 2023 ' i 2 J ; ) ; *
: View All v "',
No Min  to No Max Method Category Bioassay / ot
/‘o
63 © 2025 American Chemical Society. All rights reserved.
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Comparing your 2 selected Methods

A% Method Number

method Category

Technigue

Analyte

Matrix

Other Materials

Equipment Used

Conditions

Freparation

Method 1 ®

Analysis of Lapatinib by Microplate spectroscopy

2-107-CAS-164897

Eioazzay

Microplate spectroscopy

Lapatinib: Gemcitabine

Dimethyl sulfoxide; [3-(4.5-Dimethylthiazol-2-4i-2.5-
diphenyltetrazolium bromidel; Methanol; Phosphate-buffered saline
solutions; Human cell line PANC-T; Dulbecco's modified Eagle's
mediem [DMEM]; MiaPaca-2 cell lins; 26 tizzue culture plates

Microplate reader, 530, Bio-Rad Laboratories, Hercules, CA, USA

Instrumeant: detsction 'h'EVE|E"IQ’Eh: 570 nm

Collection of lapatinib and gemcitabine sample
1. Collect lapatinib and gemcitabine samples.
Z. Dizsohve lapatinib in methanol and dissoh/e gemcitabine in
phosphats buffered s=line [PESL
3. Dilute in Dulbecco's modified Eagle's medium [DMEM] to the
required concentrations immediately before use.

Method 2 ®

Analysis of Lapatinib in Pharmaceutical tablets by Ultra-
performance liquid chromatography

1-101-CAS-248528

Active Pharmaceutical Ingredient and Metabolits Analysis

ultra-performance liguid chromatography; Photodiode array
detectors

Lapatinib

FPharmaceutical tablets

EHEL UPLC Column; Fileer [4.5 )

ultra performance liguid chromatography [UPLC) system,
SHIMADZU: Autosampler, SHIMADZU; Phiodiode array [(PDA]
detector, SHIMADZU; pH meter, Labindia; Ultra Sonicator; Anabytical
balance, SHIMADZU

Preparation of 0.1% ortho phospharic acid (OPA) buffer pH 3
1. Add 1 mL of ortho phosphoric acid in 1000 mL water.
2. Adjust this solution to pH 2 by using sodium hydroxide.

Preparation of mobile phase
1. Mix a mibcture of 0.1% OPA buffer 300 mL {20%} and 700 mL
acetonitrile (70%) and degas in ukrasonic water bath for 5
min.
2_ Filter through 4.5 p filter under vacuum filtration.
Diluents preparation
1. Prepare the diluents with 0.1% OPA bufferacetonitrile (30:70)
ratio.

64 © 2025 American Chemical Society. All rights reserved.

Instructions

Bioactivity

Linearity Range

Limit of Detection

mit of Guantitation

ACCUracy

Precision

Source

ZPRBRAEBNDTIEZFE .

@® POF
O XS

ownload

Cell culture

1. Maintain pancra
37 *Cin a humidified atmaosphere of 5% CO,

Z. Grow cell line co uously in Dulbecco's modified Eagle's
medium (DMEM] (Nikken Bio., Kyaoto, Japani supplemented
with 10% fetal bovine serum, penicillin, streptomycin and
sodium pyruvate.

Cancel

Determination of cell growth inhibition by 3-{4,5-dimethyl-2-
thiazolyl}-2,5-diphenyl tetrazolium bromide (MTT) assay

1. Seed cells in 96-well tissue culture plates
U%4) at a density of 1 = 10% per 100 pLwell.
Expose the cell to drugs for 48 h.
Add 10 pL of MTT solution (2 mgfmL) to each well.
Incubate cells for a further 2 h.
Stop the reaction by removing MTT.

LCI N

pLrwell).
. Record absorbance at 370 nm using & 96-well microplate
reader (model 550; Bio-Rad Laborato
. Determine the 125, values for the
growrth inhibitien versus the drug concentration.

-

=3

7.5 pM (T

MM [IC5,, PANC-T cell ling], Gemcitabing

JOURNAL

In vitro effects of lapatinib with gemcitabine for pancreatic
cancer cells
By: K

kilirc; Mak:

atic cancer cell linas MiaPaca-Z and PANC-1 at

ostar, Corning, NY,

Dissohve formazan crystals in dimethyl sulfoxide (DMSO} (100

Hercules, CA, USAL
rugs by plotting the rate of

Miaraca-2 cell line), Lapatinib, 4.5 pid [1Cz0, FANC-T cel
ling), Lapatinib, £.7 uM [IC5; MiaPaca-2 cell linel, Gemcitabine, 0.25

Ultra performance liguid chromatography-Photodiode array
detection [UPLC-PDA)

. Perform the analysis using Ultra performance liquid
chromatography (UPLL) equipped with Aute Sampler and

b

ion on & BHEL UPLC Column.

racetonitrile (30:70 wv) as the mobile
phase at 0.25 mL/min.

. Inject 5 pL of the sample into the column.

. Carry outthe detaction 3t 309 nm.

L

[

10-50 pgimL
0.08 pgrmL
0.18 pg/mL

100,38, 99.35 and 99.34% [recovery] in 10, 100 and 150% added
concentrations. respectively

0.7% [R3D]

JOURNAL

Analytical method validation report for assay of Lapatinib by
UPLC

i Mondal, 5

Full Text-
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SRISTHER,  MOCHRIFTE TTH $E#E 3R ER

References search for ""chronic heart failure" and "traditional Chinese medicine™" ~ CAS Content
® substances - bk Citing - M Knowledge Graph a Iil = N ﬂnaly’t'lcal Methods (2)

Formulations (3)

Filter Behavior 519 Results Sort: Relevance = View: Partial Abstract -

Filter by Exclude 1 = N

Prevention and treatment of chronic heart failure through traditional Chinese medicine: Role
of the gut microbiota Cardiovascular agents (3)

By: Jia, Qiujin; Wang, Lirong; Zhang, Xiaonan; Ding, Yuejia; Li, Hao; Yang, Yingxi; Zhang, Ac; Li, Yanyang; Lv, Shichao; Zhang, Junping
Pharmacclogical Research (2020), 151, 104552 | Language: English, Database: CAplus and MEDLIME

-~ Formulation Purpose
~ Search Within Results

~ Document Type

~ Language A review. In recent years, although the concept and means of modern treatment of chronic heart failure(CHF) are continually NN N L6 _
improving, the readmission rate and mortality rate are still high. At present, there is evidence that there is a link between gut L—E.1AL %IJ %]’I/EE ﬁ El\] Ij] Hb E *,T
~ Publication Year microbiota and heart failure, so the intervention of gut microbiota and its metabolites is expected to become a potential new
therapeutic target in heart failure . Traditional Chinese medicine (TCM) has apparent advantages in stabilizing the disease,
o Author B T e s 1 i A s e e A L R e R e B I A B o S e R
View More v

~ Organization

~ Publication Name Full Text - &b Citing (63) @ Citation Map
~ Concept
2 = N
~ CA Section
Progress in treatment of chronic heart failure in Western medicine and treatment strategies in
SRCAS Content traditional Chinese medicine
Analytical Methods (2) By: Chen, Chang-xun; Gao, Jian-ping; Wu, Qi; Gue, Juan; Gu, Wei-liang

Zhongxiyi Jiehe Xuebao (2010), 8(1), 7-14 | Language: Chinese, Database: CAplus and MEDLINE
Farmulations (3)
A review. The concept of modern medicine in treating chronic heart failure (CHF) has changed markedly in recent years. To

improve the quality of life and proleng life, the treatment goal is no longer just temperary improvement of symptoms, more

v Life Science Data W importantly, is to prevent and delay the occurrence and development of ventricular remodeling. Long-term chronic over-activation
of sympathetic system, renin-angiotensin-aldosterone system and other neurcendocrine factors promotes myocardial remodeling,
~ Formulation Purpose tmrrmacne mmeardial imi e amd detarinrates fardiae S imetian Facnite cherb fare 1 en can cienife et o®s
View More ~ ? :
AT

~ Database C a S
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Application of a traditional Chinese medicine composition for preparing medicines for preventing
and/or treating myocardial hypertrophy

[} S R

In this Reference By: Zhang, Minyu; Guo, Feifei; Wu, Hongwei; Yang, Hongjun; Wei, Junying; Wu, Sha

* |PC Data

The invention relates to the field of medicines, in particular to an application of a traditional Chinese medicine composition to

+ (CAS Concepts preparation of 2 medicine for preventing and/or treating myocardial hypertrophy and an application to preparation of 2 medicine for
preventing pressure-loaded chronic heart failure, and expands new indications of Yixinshu capsules. Curative effect and action
mechanism for myocardial hypertrophy resistance are studied. A new thought and a new choice are provided for treating myocardial
hypertrophy and malignant heart diseases caused by further development of myocardial hypertrophy.

» Formulations

Keywords: myocardial hypertrophy prevention traditional Chinese medicine composition

PatentPak PDF Get Prior Art Analysis Full Text - View in CAS Formulus

[@ Publication Information * Patent View Less
Patent Number Publication Date .
CN112190652 2021-01-08 ~ Formulations View All Formulations
Assignee Source Formulation Title
Capital Medical University, China
China CODEN: CNXXEV Traditional Chinese Medicine for Preventing and/or Treating Myocardial Hypertrophy: Cardiovascular Agents (4

Traditional Chinese Medicine for Preventing and/or Treating Myocardial Hypertrophy: Cardiovascular Agents 8

Patent Family

Patent Language Kind Code PatentPak Options Publication Date Application Number Application Date
CN112190652 Chinase A FDF 2021-01-08 CMN2020-11207191 2020-11-03 [ ]
e _@
2%
/‘ *
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& Formulations @ Ingredients

o Formulation Designer Advanced Search
Design custom formulation Search Formulations using
, templates based on selections criteria like ingredients,

and ingredients targets, and more.
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@ Formulations @ Ingredients

Formulation Designer Advanced Search

Design custom formulation Search Formulations using
templates based on selections criteria like ingredients,
and ingredients targets, and more.

é Advanced Formulations Search ®

Searches the following content fields: Ingredient. Function. Purpose, Physical Form, Delivery Route, and Target.

At least two search terms are required.

Search For Operator Enter one term

Ingredient - Required=  Olaparib

Ex: caffeine, sodium, 50-00-0

Search For Operator Enter one term
Form - Required~  Tablets
Ex: spray, granule, powder

Add Another Term

Clear All
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~ Document Type

Journal (7)
Article (7)
Patent (627)
Claim (392)
Comparative Example (30)
Example (203)
Table (2)
Product Insert (5)

~ Organization

CSPC Zhonggi Pharmaceutical
Technology (Shijiazhuang)
Co.. Ltd. (34)

Shanghai Institute of Materia
Medica, Chinese Academy of
Sciences (33)

Sunshine Lake Pharma Co.,
Ltd. (29)

AstraZeneca UK Ltd. (22)

Immunomedics, Inc. (21)

~ State of Matter

Solid (100)
Liquid (26)
Semisolid (5)

~ Delivery Route

Oral drug delivery systems
(128)

Pharmaceutical intravenous
injections (35)

Intraperitoneal injections (34)

Mucosal drug delivery
systems (30)
Intramuscular injections (26)

View All
~ Information Included

Component Amount (269)
Process (196)

ZAKIESE I

& Formulations search for "Olaparib"

Get Additional References —%ﬁﬂx*ﬁ ;&iﬁk

Filter by

~

~

Industry

Food & Related
Pharmaceutical

Unclassified

Purpose

Antitumor agents (415)
Drug delivery systems (86)

Pharmaceutical formulations
(34)
Antiproliferative agents (23)

Anti-inflammatory agents (22)

View All

Physical Form

Tablets (128)
Capsules (66)

Pharmaceutical injections (19)

Particles (18)
Powders (15)

View all

View Al Experimental Activity (162)
~ Publication Year Effective Dose (49)
A
EREH II
___|-.||I| IIII.
2007 2023
No Min to No Max
69 © 2025 American Chemical Society. All rights reserved.

639 Results

Mixture: Pharmaceutical Mixture
Location: Article page 2

Purpose: pharmaceutical mixture

Component Function Amount Reported
Group: olaparib capsule active agent 50 mg
Olaparib 50 mg
Pharmaceutical capsules carriers -
Water vehicles

View Formulation Detail

195 Similar Formulations - View All (opens in a new window) [

o Rosave

Sort; Relevance v

#] Add to Compare

JOURNAL

Evaluation of the pharmacodynamics
and pharmacokinetics of the PARP
inhibitor olaparib: a Phase |
multicentre trial in patients scheduled
for elective breast cancer surgery

Investigational New Drugs
Language: English

Full Text ~ View in CAS SciFinder
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. Olaparib Solid Dispersion: Antitumor Agents

oy W Save
Purpose Target Delivery Route Physical Form Source
Antitumar agents Homo sapiens, Ovary - Capsules, Particles, Pharmaceutical solid Wiew
neoplasm dispersions, Powders
(B Predicied value
Formulation Ingredients %Jﬁ]ﬁiﬁ j]ﬁb HE
8 1) 55l « JIBE-
Component Function Amount Reported Optionality
Olaparib poly(ADP-ribose) polymerase 200 g Mandatary
inhigitor
Viryl acetate-vinylpyrrolidone copolymer carr‘er®, palymeric stabi izE'® o0 g Mandatory

More Formulations like this...

~ Source Patent

Olaparib solid dispersion and preparation method ther:

Assignee : Farmasino Pharmaceuticals {Jiangsu) Co., Ltd.
CN106692066

Language: Chinese

Location: Example 4

Patent PDF View in CAS SciFinder

70

~ Process

Lincomycin Solid Dispersion:
Veterinary Drug
Purpose: Veterinary drugs

Target: Homo sapiens, Livestock, Poultry

Delivery Routs: -
Physical Form: Pharmaceutical solid di._.

TZiER

Olaparib Dispersible Tablets:
Antitumar Agents
Purpose: AnTTumor agents

Targer Homo sapiens, Mammary glan...
Delivery Route: Oral drug delivery syst..
Physical Form: Pharmaceutical orally d...

Olaparib Dispersible Tablets:
Antitumar Agents

Purpose: Antitumor agents

Target Homo sapiens, Mammary glan...
Delivery Roure: Oral drug delivery syst_.
Physical Form: Pharmaceudical orally d...

Lincormycin Solid Dispersion:
Veterinary Drug

Purposs: Veterinary drugs

Target: Homo sapiens. Livestock. Poultry
Delivery Route: -

Phy=ical Form: Pharmaceutical solid di...

preparation of olaparib solid dispersions and capsules. olaparib (50 g) and copolyvidone VAS4 (950 g) were passed through & 60 mesh sieve, and the sieved olaparib and

copolyvidone VABd were uniformly mixed to obtain a raw material mixture (1000 g). the extrusion temperature of the twin-screw extruder was set to 150 *C. after the

termperature was reached, the raw material mixture was added to the extruder, melted, extruded, and finally extruded in & strip shape to obtain a strip shape. extrudate

(980 g). the above strip-like extrudate was cooled to room temperature, pulverized and passed through a 20 mesh sieve to obtain a granulated olaparib solid dispersion

(960 g). the above granulated olaparib solid dispersion was placed in @ hard capsule shell according to the loading amount of 30 mg of the solid dispersion per granule to
obtain & corresponding capsule.

© 2025 American Chemical Society. All rights reserved.
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