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References search fol "("natural product” not camptothecin) and synthesis"

% All @ Substances

View Related Results ~

Filter Results

i Analyze Results

Behavior

Filter by Exclude

~ Search Within Results
~ Document Type

~ Flags

~ Patent Office

~ Patent Status

~ Language

~ Publication Year

International Patent
Classification (IPC)

<

A Reactions & References T Suppliers [ Patent Markush

186,072 Results

1 = RN

Synthesis of natural product inspired compound collections

By: Kumar, Kamal; Waldmann, Herbert

Angewandte Chemie, International Edition (2008), 48(18), 3224-3242 | Language: English, Database:
CAplus and MEDLINE

A review. Natural products, their derivatives, and their analogs are among the most important sources
for new drug candidates and tools for chem. bicl. and medidnal chem. research. Therefore, thereisa
need for the development of efficient synthesis methods which give access to natural product derived
and inspired compound collections. To meet this challenge, the requirements of multistep
stereoselective syntheses, and the logic and methodol. of natural product total synthesis need to be
translated and adapted to the methods and formats for the synthesis of compound collections. Recent

Aenral

Wiew More ~

Full Text ~ w257 @

2 m A

Natural product synthesis in the age of scalability
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Analyze Results

Top Document Types

Patent
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natural pro

Matural product

Matural products

Matural protein fiber

Matural protein fibers

Matural products, chiral
Matural product nomenclature
Matural products, Capsialil
Matural products nomenclature
Matural product mol. structure

Matural products, heterocyclic

Relevance

Times Cited EHF%TJ—:_&
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F&inRfl: organic electroluminescent devices

Search CAS Lexicon

Build powerful searches using
CAS concepts, chemical
classes, and taxonomy.

Search CAS Lexicon Learn more about CAS Lexicon searching.

Organic electroluminescent devices Search Concept
— Y LY ~ \E . . .
. Preferred Concept ° ||:| | X'LEJ &*E 9& 7|§ -LI:I Organic electroluminescent devices - Preferred Concept

Organic electroluminescent devices
This will search synonyms: Active matrix organic light emitting diode; Active-
matrix erganic light-emitting diode; AMOLED; Light emitting devices, OLED; Light
emitting devices, organic; OLED; OLEDs; Organic LED; Organic LEDs; Organic
light emitting device: Organic light emitting devices: Organic light-emitting
diode; Organic light-emitting diodes; Org. LED; Org. light-emitting device:; Org.
light-emitting devices: Org. light-emitting diode; Org. light-emitting diodes
View fewer synonyms

A Broader Concepts (2) o J:'fﬁ'lﬁ_l Select All

Electroluminescent devices

» Organic electroluminescent devices - Related Concepi

Thermally activated delayed fluorescence @

Organic semiconductor devices

A Narrower Concepts (1) | e F{ﬁiﬁl Select all

Organic electroluminescent display devices

A Related Concepts (1) ° *E yé iﬁ‘l Deselect All

Thermally activated delayed fluorescence @

OR NOT Add to Query
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Vview Related Results ~

Filter Results <

il Analyze Results

Behavior

Filter by Exclude

v Search Within Results

~ Document Type

v Patent Office

~ Patent Status [7]
v Language

~ Publication Year

Clear Query

8N @ 4 = R

51,144 Results Sort: Relevance >  View: Partial Abstract
1 = A

Organometallic compound, organic light-emitting device including the same, and electronic apparatus
including the organic light-emitting device

Assignee: Samsung Display Co., Ltd.

European Patent Organization, EP4524144 A1 2025-03-19 | Language: English, Database: CAplus

Patent Status: Jnkncwr:t Family Members: | KR us CN

Formua 1

o Provided are macrocyclic platinum cyclometalated aralkylimidazolylidene NHC organometallic

4

" ._"‘)'L""“"‘ ..,,ymm compounds[(cyclo-Im X' Ar'0Ar22Im2x3)P1] (1, Im', Im? = substituted 2-imidazolylidene, Ar', Ar? =

N T optionally substituted 1,3-phenylene; X, X2, X3 = CH,, substituted methylene, 9-fluarenylidene), useful as
\%m /\< u‘m dopants for light-emitting layers of organic electroluminescent devices (OLEDs) and OLEDs including

va At I e, thereof. The performance of the disclosed compounds 1 was evaluated by assembly of test OLEDs

I

7 "f N according to standard protocol.
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Advanced Search

Select a search type, and then add multiple search fields to build a query. @ Learn more about Advanced Search.
© Substance;, Clear All
Search by Keyword, Substance/Functional Group Name, CAS RN, Concept, Patent Number, PubMed ID, AN, CAN, and/or DOI. @ Draw Q
i Publication Name ~ Journal of the American Chemical Society X
Volume (Optional) Issue (Optional) Starting Page (Optional)
Advanced Search
. o Select data fields and search operators to
i AND~  Publication Year ~ 2020 to 2025 X

create a focused query.

Authars/Inventors >
d Advanced Search Field
Publication Name

Title
Abstract/Keywords
AND .
or i > KBRS EP RIRAER, WRIEBA:

NOT Life Science Data @ > . %%@iﬁl\ q:@}ﬁ% w\ CAS RN\ jﬁéﬁ%

Publication Year
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—_— N < < We : CAS "4 SciFinder {"lithium battery" ar "lithium-ion battery” or "Li-ion battery") and (electrolyte or electrade) x
T XA TR RS — e
KB . MReferencesti %, FIIRA+EMBLRANER

References search for "("lithium battery" or "lithium-ion battery" or "Li-ion battery") and (el¢ w + drawn structure
% All @ Substances A Reactions References | W Suppliers [@ Patent Markush Edic Drawing Remove

o o
F 1\‘\‘\ Il::,f \\\\ -f’ F View Related Results ~ 3 a Ii, ] n

A + - View: i - -
El- - S Filter Results < 1,763 Resuls Sort: Relevance Views: Partial Abstract Ana |)I'ZB Results X

J;HN,#‘"Q‘\ 1 . :

i Analyze Results Top Document Types B S

O o Regulating Interfacial Chemistry in Lithium-lon Batteries by a Weakly
Structure Match Solvating Electrolyte**
Substance Role + x By: Yao, \'.'u'X'ﬁg: Chen, Xiang; Yan, Chong; Zhang, Xue-Qiang; Cai, Wen-Long; Huang, Jia-Qi;
L| Angewandre Chemie, Internarional Edition (2021), 60(8), 4080-4057 | Language: English, Database:
CAplus and MEDLINE

By Count Alphanumeric Substructure (1,763)
The performance of Li-ien batteries (LIBs) is highly dependent on their interfacial chem., which is
2 Selecred regulated by electrolytes. Conventional electrolyte typically contains polar solvents to dissociate Li
Behavior salts. Herein we report a weakly solvating electrolyte (WSE) that consists of a pure non-polar solvent,
Uses (1,623) Reactant (60) Analyte (1) which leads to a peculiar solvation structure where ion pairs and aggregates prevail under a low salt
Exclude concentration of 1.0 M. Impertandy, WSE forms unigue anion-derived interphases on graphite
Technical or Engineered Material Use (1,455) Preparation (46) Analytical Matrix (1) Barrradas thar evhihit fact-rharoine and Inno-term ~ecline chararreristice. Firct-nrindinles aln
Substance Claimed (814) Synthetic Preparation (23) Biological Study (1) ~ Search Within Results View Mers
Properties (331) Reagent (20) Biological Study, Unclassified (1) v EE=r —— wse @
Physical, Engineering, or Chemical Process Industrial Manufacture (18) Miscellaneous (1) ~ Flags
(187)
Catalyst Use (6) Nanoscale (1) v Patent Office 2 =N
Process (187)
Purification or Recovery (4] Occurrence (1) ~ Patent Status [} Graphite and LiCoq;3Mn, 5Ni;;30; electrodes with piperidinium ionic liquid Patent Offices e e T4
Other Use, Unclassified (118) and lithium bis(fluorosulfonyl)imide for Li-ion batteries
Modifier ar Additive Use (38) Formation, Non-preparative (3) Occurrence, Unclassified (1) ~ Substance Role By: Reiter, Jakub; Nadherna, Martina; DDr‘"ir‘I-io, Robert |_I
R . R X . Journal of Power Sources (2012), 205, 402-407 | Language: English, Database: CAplus 1 819
Formation, Unclassified (3) Polymer in Fermulation (1) Uses (1,623)

Reactant or Reagent (80) A new ionic liquid-based electrolyte for lithium batteries operating at an elevated temperature of 55°

was prepared by combining N-methyl-N-propylpiperidinium bis{trifluoromethanesulfonyl)imide
{PP43TFSI) and lithium bis{fluorosulfonyl)imide (LiFSI). The electrolyte does not contain volatile organic

Substance Claimed (814)

Analytical Study (2)

Properties (331)

Process (187) components and is thermally stable (up to 285%) and ionically conductive (2.6 mS/cm at 535°). The 0.7m
o 23 LiFSI-PP13TFSI electrolyte has b h rk effectively with hi ode d he ability of
A - i 13 electrolyte has been shown to wol ectively with a graphite anode due to the ability of
YIRIEXEFHNHRAR — Reactancor Reagent (80 LIS PPr2TFSI electralte has been shown to work effectvely i a grashite anode dus
View All View More v
v
®
o _@
%
>
@
@
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Based on the search results, here's a summary of key findings related to polyols and

Ab ‘E + depolymerization and polyurethanes:
—
— 3 Y
b ‘ = ‘ >JS The search results highlight various methods for the depolymerization of polyurethanes to produce
DN pohyols, which can be used in the production of new polyurethane materials. Hydrolysis, ghycolysis,
t $ # I I and acidolysis are among the techniques used for the depolymerization of polyurethanes, with the
airn of creating bio-based polyols from waste materials. These methods can be applied to different
b n $ types of polyurethanes, induding rigid and flexible foams, and can achieve high recovery rates of

polyols. Additionallv. the use of lienin as a source of bie-based polvols is exolored. with

Alllz
ER

References search for "Polyols from depolymerization of polyurethanes” e 5 EEF EE *SI- 1J||ﬂ_|: EI’]AM‘%;FU EEEE’]
closed-loop rec /3N l_:\—l:l b
HRA FER M H IR e B S| BRI

1. Depolymerization Techniques:

Query Interpretation @

g All  © Substances A Reactions References WV Suppliers [@ Patent Markush Key Findings:

My s s el * Hydrolysis, glycolysis, and acidolysis are effective methods for depolymerizing polyurethanes

to produce polyols. (2)  (7)

Filter Results 5 347 Results Sort: Relevance ~  View: Partial Abstract - Analyze Results * Muli-stage degradatdon (M5D) method can efficiently degrade polyurethane materials to
recover polymerizable polyols. (8)
il Analyze Results +. Al Summar Top Docum<nt Types 2. Bio-Based Polyols:

* Lignin can be depolymerized to produce bio-based polyols for rigid polyurethane foam

Bas~d on the search results, here's a summary of key findings related to polyols and
production. (1}| (12)

Behavior EEC
depolymerization and polyurethanes:

Filter by Exclude

~ Search Within Results

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

N A\ YR W/

The search results highlight various methods for the depolymerization of pelyurethanes 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 polyurethénes, with the... 3. Waste Utilization:

Search for up to 3 text * Waste polyurethane foams can be depolymerized to produce polyols for the formulation of

e e View All » new polyurethane materials. (13) (14)
Patent * (Contnuous preducton equipment and method for regeneration of polyol via
Enter a query... depolymerization of waste polyurethane can produce polyether polyols with good
1 I | performance. (15)

—— Lo . . . . 4. Industrial Applications:
Depolymerization of lignins and their applications for the preparation of

~ Document Type polyols and rigid polyurethane foams: A review
By: Mahmoed, Nubla; Yuan, Zhengshun; Schmidt, John; Xu, Chunbao
Renewable & Sustainable Energy Reviews (2016), 60, 317-329 | Language: English, Database: CAplus

* Recovered polyols can be used in the production of phenel formaldehyde rescles and lignin-
based epoxy resins with high bic-content. (16)

67) ! ini i }
Journal (167) * Solvent-free synthesis of acetal-containing polyols for use in recyclable polyurethanes is

Patent (174) possible under mild and industrially applicable conditions. (19)

A review. Lignin, nature’s dominant aromatic polymer, is found in most terrestrial plants in the range of
Review (186) 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 electr|C|ty and remammg is c0n5|dered 3s a Iow \ralue material. Only 1% of the

16 © 2026 American Chemical Society. All rights reserved. CAS
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CAS 3.’:: sciFinder herb and medic* x o Edit ~ Q a HH F 3

Ll save and Alert
g All @ Substances A Reactions & References W Suppliers [ Patent Markush

B2 Share Rasults

[ View Related Results « ;&*E;éﬂ% ¥ @ |i| = N )
& Copy Search to Clipboard

How are these results itering: e . - ) <
7} Filtering:  Search Within Results: synthesis or manufacture X Clear All Filters Analyze Results X I

different? Learn maore.

£l
) Substances 64 Results Sort: Relevance = View: Partial Abstract » 1P Document Types e J & Save Results x
B Reactions 1 = A R
b4 Citing

Pentacyclic triterpenoids from the medicinal herb, Centella asiatica (L.) e

Urban
By:James, Jacinda T.; Dubery, lan A. @
Molecules (2009), 14{10), 3922-3941 | Language: English, Database: CAplus and MEDLINE

AS LW U) .
Search Options

Query Only @ All Answers (Up to 20,000)
Substructure (492)

Add Existing Tags (Optional)
A review. Centella asiatica accumulates large quantities of pentacyclic triterpenoid saponins, collectively

Behavior known as centelloids, These terpencids include asiaticoside, centelloside, madecassoside, brahmoside, I
brahminoside, thankuniside, sceffolecside, centellose, asiatic-, brahmic-, centellic- and madecassic acids. ( Cigarette |
Filter by Exclude The triterpene saponins are commen secondary plant metabelites and are synthesized via the isoprenocid  Diabetes
pathway to produce a hydrophobic triterpencid structure (aglycon) containing a hydrophilic sugar chain Food
fohimmmet The Rinl artiiibre ofF coammanine has haom aHribg taod 40 thece Ao
~ Search Within Results View More v New Tag (Optional) Tag Color

Search for up to 3 text strings

Add tag name
within the result sat.

Full Text - ® o bb 266 7]
Enter a query... Alerts [ @)
Frequen
N quency
As Available -
. L L . Patent Offices E e .4
. 2lloside accumulation in leaves of Centella asiatica is determined by Add Email(s)
Searching for... itioning b . d d boli hil
resource partitioning between primary and secondary metabolism while ] Add Recipient(s)
<ynthesis or manufact... X influenced by supply levels of either nitrogen, phosphorus or potassium 1 18
By: Mueller, Viola; Lankes, Christa; Zimmermann, Benno F.; Noga, Georg; Hunsche, Mauricio
Journal of Plant Physiology (2013), 170(13), 1165-1175 | Language: English, Database: CAplus and Cancel W=
~ Document Type MEDLINE
~ Flags In the present study we aimed to investigate the relevance of either N, P or K supply for herb and leaf Py
yield and for centelloside concentrations in Centella asiatica L urban leaves. In this regard, we elucidated " "
v Patent Office the causal relationship between assimilation rate, leaf N, P and K concentrations, herb and leaf ] /’:
U | e S T S S O NS T S N S @
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Filter Results
. Analyze Results

Behavior

Top Document Types

Filter by Exclude

Search Within Results
Document Type

Flags

Patent Office

Patent Status
Substance Role
Language

Publication Year

International Patent
Classification (IPC)

Author/Inventor
Organization
Publication Name
Concept

CA Section

CAS Content

Life Science Data
Formulation Purpose

Database
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Journal

Top Concepts
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v =] Concept & CA Section

CA Section

By Count Alphanumeric

0 Selected

19

Pharmacology (223)
Pharmaceuticals (81)

Plant Biochemistry (53)
Pharmaceutical Analysis (51)
Food and Feed Chemistry (36)
Essential Oils and Cosmetics (10)

Biochemical Methods (7)

Unavailable (8)

Fermentation and Bioindustrial Chemistrv (4)

Agrochemical Bioregulators (1)

Fertilizers, Soil! Concept CAS*T% | Eﬁ*g'_lb\ﬁﬂ:jl,,“\

Mammalian Pa
Top Count Alphanumeric
Toxicology (3)

0 Selected
Carbohydrates
Pharmaceutical natural
Immunochemi products (218)

Homo sapiens (131)
Human (131)

Animals (118)
Triterpenes (118)
Saponins (115)
Humans (105)

Centella asiatica (101)
Plant extracts (92)
Drugs, Chinese Herbal (87)
Signal transduction (84)
Flavonoids (77)
Chinese medicine (75)

Chromatography. High
Pressure Liquid (66)

Antioxidants (64)
Molecular docking (57)
Rats (57)

© 2026 American Chemical Society. All rights reserved.

Alkaloids (34)
Pharmacology (34)
Phytochemicals (34)
Leaf (33)

Medicine, Chinese Traditional
(30)

Oxidative stress, biclogical
(30

Drug targets (29)

HPLC (29)

Molecular structure (29)
Pharmacokinetics (29)
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=] Synthesis of madecassic acid derivatives and their cytotoxic activity

®27 MAs54 ea M| @ciationmap | WEIRvELlES b, B A Amines

Role: Reactant

In this Reference By: Van Loc, Tran; Nhu, Vo Thi Quynh; Chien, Tran Van; Ha, Le Thi Thu; Thao, Tran Thi Phuong: Sung, Tran Van
* CAS Concepts DOI: 10.1515/znb-2017-0172 Antitumor agents
* Substances ) . R N . L . . . . ..
Fifteen new 28-amide derivatives of madecassic acid, isolated from the tropical medicinal herb Centella asiatica (Apiaceae), have been synthesized, and their cytotoxicity on Cancer
* Reactions three cancer cell lines, KB (carcinema cancer), HepG2 (liver cancer) and Lu-1 (lung cancer), was evaluated. The results showed that acetylation of the 2,3,23-hydroxyl group
and/or amidation of the 28-COOH group strongly increased the cyt( ~ i
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Journal of Chemical Sciences CAN: 171:394741 Organic Synthesis
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W Herbal microparticulate formulation containing Gymnema sylvestre extract and curcumin for diabetes management

® 14

In this Patent

¢ Claims

* (lassifications
* CAS Concepts
* Substances

* Formulations

Inventors: Bhujbal, Santosh S.; Kulkarni, Aditi S.; Chitlange, Sohan S.

b, =@ N

The invention relates to an antidiabetic herbal formulation prepared usingn ~ Claims

E
Claims text may be based on automatic Optical Character Recognition processes. *y$u g

microparticulate formulation contains following components: 0.5-5% of each
crosslinking agent in water, wherein the polymer matrix is selected from a g1
maltodextrin, dextrin, microcrystalline cellulose, sodium alginate or combine
sodium tripolyphosphate and calcium chloride or combination thereof.

Keywords: Gymnema extract curcumin herbal microparticulate formulation

1

What is dlaimed is:

A novel herbal microparticulate formulation for the management of Diabetes Mellitus, comprising Gymnema sylvestre extract and Curcumin in an amount 0.5-5 % of each, and a polymer matrix in an
amount ranging from 1-3% w/v in water for each and cross linking agent in an amount ranging from 1-5% w/v in water for each:

where said polymer matrix is selected from a group comprising of edible starch, soluble starch, cellulose, dextrins, mannitol, cyclodextrins, maltodextrin, dextrin, microcrystalline, cellulose, sodium alginate
or combination thereof, where said cross linking agent is selected from a group comprising of barium chloride, aluminium sulphate, sodium tripolyphosphate and calcium chloride or combination thereof.

2 Amethod of preparing microparticulate formulation comprising Gymnema sylvestre extract and Curcumin, said method comprising steps of:
) ) . . a) dispersing the Gymnema sylvestre extract in an amount ranging from 0.5 % to 5 % in a polymer matrixin an amount ranging from 1-5% to obtain solution A;
PatentPak Get Prior Art Analﬁls Full Text ~ View in CAS Fol b) adding the solution A, in a solution of crosslinking agent in an amount ranging from 1-5% to obtain solution B;
) stirring the selution B to obtain the microparticulate of Gymnema sylvestre extract C;
d) dispersing the Curcumin in an amount ranging from 0.5 % to 5 % in a polymer matrixin an amount ranging from 1-5% to obtain sclution D;
e) adding the solution D, in a solution of crosslinking agent in an amount ranging from 1-5% to obtain solution E; and
[ Publication Information Patent f) stirring the solution E to obtain the microparticulate of Curcumin F.
3 Amethod of preparing microparticulate formulation comprising Gymnema sylvestre extract and Curcumin, said method comprising steps of:
Patent Number Publication Date Rpplication Number a) dispersing the Gymnema sylvesFre extract in ar? amount Tanglng from 0.5 % to 5 % in apolymer matrixin fan amount ranging from 1-5% to obtain solution A;
b) adding the solution A, in a solution of crosslinking agent in an amount ranging from 1-5% to obtain solution B
IN201921045670 2019-11-22 IN2019-21045670 ) stirring the solution B to obtain the microparticulate of Gymnema sylvestre extract C; ~ CI assificati ons ﬁ
d) dispersing the Curcumin in an amount ranging from 0.5 % to 5 % with a polymer matrixin an amount ranging [N
Assignee Source Database Information Language Patent Classification Codes
Dr. D. Y. Patil Institute of India AN: 2019:2203191 English
Pharmaceutical Sciences & Research, ~ CODEN: INXXBQ CAN: 178:300164 IN201921045670 A IPCl ABTK
ndia Caplus IN480297 B IPC| ABTK
Patent Family 2K
Patent Language Full Text Publication Date Application Number Application Date Patent Status @ Status Date
IN201921045670 A English PatentPak PDF 2019-11-22 IN2019-21045670 2019-11-09 Alive 2025-04-02
IN480297 B English 2023-12-15 IN2019-21045670 2019-11-09 Alive 2025-04-02
\
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®
2
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ol PAGE Z0OM DOWNLOAD
»
CAS Z: ratentrak @iy 5 @ @  wor  porr
Key Substances in Patent 6. Flavonoids +
a 7. Carbohydrate +
CAS RN 8. Xanthoprotein +
22467-07-8 9 Phenol n
5
Example 2: Identification of gymnemagenin in the Gymnema sylvesire extract by Thin
Layer Chromagggraphy (TLC)
) Standard_Gymnemagenin (90%) was procured from market and prepared the standard
Analyst Markup Locations (1)
@ Page 25 gymnemagenin solution by dissolving 1 mg of standard Gymnemagenin in 1 ml methanol.
10 10 pl of prepared sample was applied on TLC plates.
CAS RN
458-37-7 Sample preparation: 100 mg of Gymnema sylvestre extract was dissolved in 10 ml of
\I(: .fxlﬂ methanol and 10 pl of prepared sample was applied on TLC plates.
i JV\A/WV\T Solvent system: Isopropyl alcohol: methanol: chloroform: acetic acid (5: 1: 3. 0.5).
Detection by spraying reagent: Modified Vanillin- Sulphuric Acid: 0.5% wvanillin in
Analyst Markup Locations (1) X
9 Page 41 15  sulfuric
acid-ethanol (4:1) v/v (stock solution) reagent, followed by heating in hot air oven at
CAS RN . .
9005-25-8 105°C for 5-8 min
Starch Solvent front: 8 cm
Analyst Markup Locations (1) 25
Q@ Page 41
CAS RN
9004-34-6
Cellulose
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Biological Chemical Density Electrical Lipinski Structure Related Thermal
W Patents C

HzN Iron electrolysis Property Value Condition Source

degradation froi X .
O Median Lethal Dose 3662 mgikg Organism: mouse; Route: oral (1) CAS

-'-F"-
N Median Lethal Dose 3662 mg/kg Qrganism: mouse; Route: oral (2VAPC
// I / Median Lethal Dose 3500 mgikg Organism: mouse; Route: oral (3) CAS
ADME (Absorption, Distribution, Metabolism, Excretion) - 5 Sources See Full Text (4-3) CAS

O H Half-Life {Biological) - 4 Sources See Full Text (9-12) CAS
Application of Jo

water treatment LC50 - 2 Sources See Full Text (13-14) CAS
Patent Number: CN Minimum Inhibitory Concentration - 17 Sources See Full Text (15-31) CAS
C1oH11N3035 ~ Experimental Spectra
Benzenesulfonamide, 4-amina-N-(5-methyl-3-isoxazolyl)- (3CI, ACI)
"H NMR 1*C NMR Hetero NMR IR Mass Raman UV and Visible

Properties
Molecular Weight

Melting Point (Experimental)

View Proton NMR Spectrum (Image Available) o
Boiling Point (Predicted) /o ,7-—0
4 /l\)‘

View Proton NMR Spectrum (Image Availzhle)
Density (Experimental) &
iew Proton NMR Spectrum (Image Available) CiaH11N305S
Experimental Properties | Spectra
View Proton NMR Spectrum (Image Available) Ef,i;:f?fmm‘e
View Proton NMR Spectrum (Image Available) | Conditions
. Working Fi
~ Other Names and Identifiers v

Solvents

7 : Dimethyl sulfoxide (67-68-5)
v Experlmental Properties Carbon tetrachloride (56-23-5)

) Temperature
~ Experimental Spectra 20°C ‘
Spectrum Summary

Spectrum ID |
FO175-0013 | ®

“

Source
Spectral data were obtained from Life Chemicals |

*%

B5
192
201
uss

]

1

1

[

=lone

1.0 10.0 9.0

o

7o 6.0 5.0 40 30 20 1.0 0.0
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Results for "HNMR of ibuprofen”

UM CAS Newton | New ¢ Al © Substances A Reactions References | Suppliers [@ Patent Markush

R Voustspcs # TLZRREMEkEE, %
:;fs:’;:: Experimental Proton NMR Spectrum -\Lﬂéﬁ _% fl:@ )E}% Il\ﬂz El] 7£ El] ,/IGE:

Viewing 1 of 5 View Spectra

Details Conditions

Working Frequency
300 MHz

Solvent
Chloroform-d (865-49-6)

Results for "logP of olaparib”

U CAS Newton | New ¢ Al ©@ Substances A Reactions References '\ Suppliers [® Patent Markush

' | ’1 o

S 63113.92.0 IogP Properties o )
. Showing 1 of 1 Result WD ERIFETS o
_ + Olaparib e

Value Condition Source

logP
1.037+£0.00 Temp: 25 °C Calculated using Advance...

1.037+0.00

[ ] Condition Temp: 25 °C

Source

Calculated using Advanced Chemistry Development (ACD/Labs) Software (© 1994~

2026 ACD/Labs)

\J
\J

\\\
(X%

CAS

A division of the
American Chemical Society
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CN 104945470 A wmF E K B /5 R ﬁﬁk%bﬁ[SPemflc SUbStanCe]
L P I = R R, At TR Wi 1 o UEBRNWELEWIRERNSEYIR, =W

Rs Ri Re O Ry n
R, B A”“L)ﬁr“w*w%a
T~ B 0 Rs Rs O

Rg

I

Hrf

Rys Ry Ry % HARSLIE H H. Cp Bi 2k —D AR C Kk D Cy FRARGEEE, € BHEELR
BECg BERARTEAL 5 BE 5B hE A o B T ik 0P D AN, (R) BRERRL R, R, &
(135736 B Hy OH. € g BEAE s ARHT €, BEAEEN AR RA1 2 5

Ry» Rs 25 FIARAZIE B UL OHL C g e s AR 11 €, BEdb ek D5 He st

Re & H Hy € BEdE, pd A1 C, o Bd, C  BAEERIE:, C bodlas, i U C  brdl s,
C(0)0-C,_, BEkE, CO)NH-C,_, fedE, Fihedt

X b 0L SINHUN-C, ekl N- 2 fURYT C g Bidk 5

ey 1’.0 - 8 [:l 0
\ ¢ B ST S i‘; e ~ )’N .
L jj‘ | W cl: . - '\O 5 S C ’ R . ’)L -

. N7
R

Horp R & A L C g FEAEsk s AU C, g f2 4k

M ATER 5~ TSGR 2450 ANTEAT AR (ol B AT HUA UK B ~ T JCRAE AT i 0 24
AR, TR R 25 0 ~ 3 MEE 0 L NS [ IR (E L4 Ry, R, 1T B,
FEH AR 5

Re» Ry 23 HARSTIE B H, OH, C, ; Hids, C,, FededE, C, Fedkbidd, C , s, C 4 bt

D EICAS &S

Y B [Prophetic Substance]

fE FAMarkushZ5 14 FRIR BV TN L, —
MMarkush Bl LAFRIR _FTFEEE LS
5

#WMarkushEHB1 S, {BR#SEEEE
IMERME. NRERBIHRPEBRRIE
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Substances search for drawn structure

i*’@i&/—*i‘
EISHETE

s, WEMIHELE
RERATFID?

® Substances

View Related Results ~

xR, B

Filter Results <

i Analyze Results

Structure Match
As Drawn (0)
N 7

Substructure {0)

Behavior

Filter by

~ Search Within Results

Exclude

-~ Similarity
95.98 (2)
90-04 (54)

Jttaj,.zdfﬁ%E@%CAs REGISTRY#UERE, .00
RENEERNBERSEIKIEL—

View Al

-~ Reaction Role
Product (255)

Reactant (21)

A Reactions

Filtering:

References 1 Suppliers

Similarity: 3 Selected =

288 Resuls

1 G5 see

1825352-54-2 R

Absolute stereochemistry shown

C21Ha3N;0
2-{2,8-Dimethylimidazo[1,2-b]pyridazin-6-yl}-7-[{3R)-3-
methyl-1-piperazinyl]-4H-...

[ 1] A2

4 G4 wes

1825352-78-0 R

Absolute stereochemistry shown

C21H23N;0
9-Methyl-2-(2-methylimidazo[1,2-b]pyridazin-6-yl)-7-
[{35)-3-methyl-1-piperazinyl...

[ 1] ]

[® Patent Markush

X Number of Components:1 X

2 g5 ees

1825352-53-1 R

Absolute sterecchemistry shown

Cz1H2:N;0
2-{2,8-Dimethylimidazo[1,2-b]pyridazin-6-yl}-7-[(35)-3-
methyl-1-piperazinyl]-4H-...

s A5

04 ees

un

1825352-52-0 °

Relative stereochemistry shown

CzzHasN;0
rel-2-(2,8-Dimethylimidazo[1,2-b]pyridazin-6-yl)-7-[{3R
55)-3,5-dimethyl-1-piper...

[ A5

@ 4L = N

Clear All Filters

Sorc: Relevance > view: Partial~ | 3=
3 04 waw

1825352-79-1 R

..:\bsolu'.e stereochemistry shown

C21H23N;0
9-Methyl-2-(2-methylimidazo[1,2-b]pyridazin-6-yI)-7-
[(3R)-3-methyl-1-piperazinyl...

-1 JRE]

@

94 ees

2097817-67-7 R

Absc;lu'.e stereochemistry shown

CaaHasN70
2-2,8-Dimethylimidazo[1,2-b]pyridazin-6-yl)-7-[(35,55
}-3,5-dimethyl-1-piperazin...

1k} 18

A

A division of the
American Chemical Society
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13
CAS 'z'f SciFinder Enter a query Q a < F 3

Patent Markush € Return to Home

Search Patent Markush by structure Patent Markush search for drawn structure

and view associated references.
Edit Drawing Remove

% All @ Substances A Reactions References 3 Suppliers [ Patent Markush

View Related Results ~

CASEFGEME#ESE, BEFEE Filter Results < WlResu't Markushi¥ |51
Ei&’?ﬁ'ﬂ?*”'ﬁ*ﬁ?E"Jig%%ﬁa}go s g i — W02017081111 Markush Details

m_ Preparation of substituted 2-(imidazo[1,2-b]pyridazin-6-yl)-pyrido[1,2-a]pyrimidin-4-ones for

treating amyotrophic lateral sclerosis

Subdtructure (1)

SRR ERAKLEN., B 0

Behavior i W W

YY) Patent Status: @ Dead

é:él: *ILU *D E Etg:él: *@ ﬂ% i& ?i- i%'f‘e *ﬁ % J E% Exclude / . [\:J—/ Patent claim 1

o A A ~Patentoffice PatentPak ~ Full Text ~
RIRERENAFEEER Phrt O

World Intellectual Property 453,454,455,456,457: opt. substd. by G22
Organization (1)
629: opt. substd.

~ CA Section

RAEILURESSIEGER CAS XAl ST
B2 CAplus #HTXAIZH 78

Atom) (1)



HEs

Patent Markush 1

PatentPak Full Text =

G4

Publication Information

Assignees: F. Hoffmann-La Roche AG; Hoffmann-La Roche Inc.

World Intellectual Property Organization, WO2017081111 A1 2017-05-18 | Language: English, Database:

CAplus

Notes
Patent claim 1

or pharmaceutically acceptable salts
substitution is restricted
additional ring formation also claimed

BB RRIREX P E ZMarkush4s

B % T1E FISC 4 chiasp 4

G1

G2

G3

G4

arkush i¥ig50

[«
=

H\alkyl \ Me

H\ CN \alkyl (opt. substd. by G5) \ cycloalkyl \ Me

H \ alkyl \ cycloalkyl \ Me

heterocycle (opt. substd. by G6)\ 251281102\ 122\ 1901201 ¥ 208\ 217\ 225\ 231

% 245\ 250\ piperazino (opt. substd. by G22) \ 276 1 355 \ 374\ pyrrolidino (opt.
substd. by G22)1 2991 318133013331 349

g
1€ g
15 61 615 k/
“HN—G7 GB—N—G7 615

H-00%

G12
Gl&2 G12

Gl

MBYIFAES IR,
LZEMRIPER

39 © 2026 American Chemical Society. All rights reserved.

JE S AIMarkush: 4

Claims

The compound of formula (I)

=
A AN
(0

wherein
R! is hydrogen or C,;-alkyl;
R’ is hydrogen, cyanc, C,j-alkyl, C, 7-haloalkyl or C1g-cycloalkyl;
R’ is hydrogen, C,.;-alkyl, or C; g-cycloalkyl;
A is N-heterocycloalkyl or NRR", wherein N-heterocycloalkyl comprises 1 or 2

nitrogen ring atoms and is optionally substituted with 1, 2, 3 or 4 substituents
selected from R™;

RZ is heterocycloalkyl comprising | nitrogen ring atom, wherein heterocycloalkyl is
optionally substituted with 1, 2, 3 or 4 substituents selected from R™:

R" s hydrogen, C,s-alkyl or Csg-cycloalkyl;

R"™ is independently selected from hydrogen, C,5-alkyl, amino, amino-C,;-alkyl, Cs.
g-cveloalkyl and heterocycloalkyl or two R' together form C, -alkylene;

A
‘\

AN
(%)

CAS

A division of the
American Chemical Society



CAS SciFinder HRYEFIEER

- BLAST
- CDR
- Motif

Search CAS Sequences

Query BLAST, CDR, and Motif
algorithms for nudeotide and
protein based sequences.

American Chemical Society



CAS Sequences—F5IIiEE

S5earch CAS Sequences
Queery BLAST, CDR, ard Motif

algorithms for nucleotide amd
protein bazed sequences.

< Search CAS Sequences (B cas ure sciences

PRSIV Y i i
Protein-Protein
Protein-Nucleotides
Nucleotide-Nucleotides
Nucleotide-Proteins

Enter a protein or nucleotide string, or upload a .txt or .fasta file. Learn more about CAS Sequences.

BLAST CDR Motif

WERBI
AACAACAACATATCAAATCCTACTGGTGGCACAA BLAST
CDR

Motif

Advanced Sequence Search v

& fastadiixti& L7

Clear Search
Upload Sequence (.fasta or .txt)
Sequence Type:

Nucleotide Protein

Search Within:
@ Nucleotides Proteins

@EI:E;E g ;ﬁ\ﬂ :|:|J\ % Include NCBI Sequences
FFAIE ENCBIH
5

41 © 2026 American Chemical Society. All rights reserved.

Q search sequences

I . -c.crcescrcn s een submizes. You canview e s otyour R

query in your Recent Search History and on the History Page.
Recent Search History

Wiew All Search Histary

August 1, 2024

4 Sequences Seguence Type: Nucleotide AACAACAACATATCAAATCCTACTAGTEGCACAACTTEA
408 PM Search Within: Mucleotides
MNCBI Included: Yes
BLAST Algarithm: BLASTR Edit Options

Alignment Identity: 80%
uery Coverage: 90%
Query a8 Searching..
Results will expire on

September 1, 2024,

View All Search History

Recent Search History

August 1, 2024
4 Sequences Sequence Type: Nucleotide AACAACAACATATCASATCCTACTEGTEGCACAACTTGA
408 PM Search Within: Nucleotides
MNCEBI Included: Yes
BLAST Algorithm: BLASTR Edit Search
Alignment Identity: 80%
ry Cow - 90%
Query Coverage Complete
Results will expire on
September 1, 2024
®
o _@
%
~°
@
@

CAS

A division of the
American Chemical Society
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42

=+
22

& Sequences search for your query

W References -

BLAST Search Details

Sequence Type: Nucleotide

Search Within: Nucleotides

BLAST Algorithm: BLASTn

NCBI Included: Yes 1
Alignment Identity: 80%
Query Coverage: 90%
E-Value: 10

Match with Gaps?: No
Gap Costs: Existence 5
Extension 2

Word Size: 11

170 Results

Bioscape Analysis

View Lessw
Visually explore sequence ——
similarity with a new tool. Alignment Subject

Learn more about Bioscape.

Alignment Data
BLAST Score: 78
E-VElue: 7.79206e-12

Create Bioscape An

Filter by Q 1 AACRACAACA TATCAAATCC TACTGGTGEC ACAACTTGA 39
A E-Value FECECCREL D TEREEVEREE PTREEERREr TEEE
5 23 AACAACAACA TATCAAATCC TACTGGTGGC ACAACTTGA 61
0 ~| to
s 108 -

17 175

ra

# Query Coverage %

] to

100

# Subject Coverage %

M

View Lessw
] to
Alignment Subject References
100
Alignment Data
# Alignment Identity % BLAST Scare- 78
E-Velue: 7.79206e-12
Q 1 AACAACAACA TATCARATCC TACTGETEEC ACAACTTEA 3%
0 t© FEEEEEELE TEEEEPEREE PTREERREy TEEEr
s 393 AACAACAACA TATCARATOC TACTGETEEC ACAACTTEA 431
100

© 2026 American Chemical Society. All rights reserved.

Query Detalls AACAACAACATATCAAATCCTACTGETGECACAACTTEA  View More

[
(]

Sort: Alignment ldentity » View: Expanded -

Alignment Identity: 100%

Matches: 39
Mismatches: 0

Alignment Identity: 100%

Matches: 39
Mismatches: 0

W References

oI —EEIFE
Ekavs2dl

KEFYINE R ER

Download Sequence Results

®

File Type Select Quantity
& Excel [ xdsx) ® 4| Results
FASTA (fasta) Range fex 2 to 20
o
File Mame

Sequences_20240801_1638

Learn more about downloads.

MERERTEH:
. HEIHEE
. FIKESH

. HMxXxELTHS
. LRPNERIIRESE
T #FExcelZ FASTAIE T,

A division of the
American Chemical Society
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ey ()

Subject

Wiew Less w

43

Seguence
1

&1

151

241

321

481
Sl

721

Ekans2dl

Alignment References

CAS Registry Mumber: 6561510-85-6
Length: 929 nt
Crganisms: Zea mays

CACAAGTCAC
CGTCETCGAT
RACATERACG
COGCeCECE
AGGACARGGEA
CEaCCAACE
CRACAAGEGEC
GACGCEECGT
CCAGAGCTGT
AGTACGTGAC

ACAGCCACAC
GELGCEETEE
CERACARAGAC
COGCCCRACT
CEACCCCAAC
TCTCCCALTG
TCLACTELCG
GTCCTCCTCG
CELCTAGLTC
GTGACAGACA

TTGAACCGECA
GCTEOEETGE
GRAGTGCGCG
GLTECEEGE
CTGGEECATCA
CEITCARLTC
CTCCAGCCAA
GOGLCRACCE
GTTCTARACC
ATTTECTGCT

GCCCECAGCG
TGGEOECTGEEC
GACCARLTGE
CCTECELLAG
AGATCARCGE
CTGCATATTC
GRACAALTCG
COGaTEITGC
CTCTETLAAG
GETGTCCTTG

Matches: 39
Mismatches: 0

BAGGEAGCTT
CECGECCACGE
TEEECCTGEEC
GTGCTEEEEA
CACCCTOGEG
COoCEEELTC
ACGECEALEA
ACTCACGGTE
TTGTELCACC
TTGTTETAGT

© 2026 American Chemical Society. All rights reserved.

GCACT
GOCAT
GLCGET
AGAGT
CTCaEd
CAAAL
CCOGAL
CTGCT
AGTAL
AGTTE

|92{_i':l

B References
o] EZ IR I A R E
Alignment Subject References B 589 E FSTEk B References

Mucleic acid molecules and other molecules associated with plants and uses thereof for plant improvement

Assignees: LIU, JINGDOMG; ZHOU, YIHUA; KOVALIC, DAVID; SCREEM, STEVEN; TABASKA, JACK, CAD, YOMGWEL
US20070011783 A1 | 5eq 1D Moz 25627

Mucleic acid molecules and other molecules associated with plants and uses thereof for plant improvement

Assignees: LIU, JINGDONG; ZHOLU, ¥IHUA; KOVALIC, DAVID; SCREEN, STEVEN; TABASEA, JACK, CAD, YONGWEI; ANDERSEN,
SCOTT,; EDGERTON, MICHAEL, FINCHER, KAREM; HAMMOMND-KOSACK, KIM; LA ROSA, THOMAS, MASUCT, |AMES; URBAN,
MARTIN; XA, INHUA; ZIEGLER, TODD
U520070233460 A9 | Sag ID No: 25827

A
‘P

N

CAS

A division of the
American Chemical Society



I 3 I ~ Other Names and Identifiers
ﬁ ~ Sequence Details

Sequence: RNA; linear

151 BCCEZAZECE
201 CUCUACCCEg
251 aEECCaucca

am BUECuUgCCCU

® CAS Registry Number: 2417899-77-3

351 caucaucaga
& 4229 w2 w3 N
401 gCCuUgCUgau
451 UUCCaguUCU
Image Mot Available
5071 CA3EaZCUEE
551 BCaCCUUCEa
Unspeafled a0 cagggcaacu
RNA (recombinant 5-[1,2-[(3"-0-methyl)m’G-(5'—5')}-ppp-Am]]-capped all uridine—N'-methylpseudouridine-substituted severe acute respiratory syndrome coronavirus 2
secretory signal peptide contg. spike glycoprotein 5152-specifying plus 5'- and 3-untranslated flanking region-contg. poly(A)-tailed messenger BNT162b2), inner salt (ACI) 651 Cuacuucaag

Nucleic Acid Sequence 701 ugcoucaggs

Sequence Length: 4284
11062, 1315¢. 10622.801u
modified

751 gucaacauca

Sequence Modifications

& Related Sequences (2)
Type

maodified base
maodified base

RENFY =2 EihAREK rostes e

uncommon link

KB REXEBIEXFS

52N

uguacuaccc

ESCCUgUUCT

cguguccggc

uCaacgacsg

ESCUZEEUCU

cgugaacaac

Ecaacgaccc

ZuUggaasgcg

EUaCEUEUCC

ucaagaaccu

aucuacagca

Cuucucugcu

coCeguuuca

~ Pharmacological Data

<

<

Target Indicators

<

44 © 2026 American Chemical Society. All rights reserved.

Bioactivity Indicators

Regulatory Information

CgacaaggEug

ugcouuucuu

accasuzgcs

EEUgUACULL

UCEECcaccac

gooaccaacg

CULCCUSEEC

AEULCCEEEL

cagocuuucc

ECECEagULC

@agcacacccc

CUEEaaccoc

gacacuscug

FHEIHIFE

uucagaucca
CEgCaacgug
ccasgagauu
gCCAgCaccE
aCUZEACAEC
Uggucaucaa
gUCUACUaCT
ZUSCAZCaET
ugauggaccu
ZUZULLEZES
uauCaaccuc
ugguggaucy

gcccuecaca

guanosine-1
guanosine-1

adenosine-2

gogugcugca

accugguucc

€gacaacicc

agaaguccaa

asgacccaga

SEUEUECERE

acaagaacaa

gccaacaacu

Egaaggcaag

BCAUCEACED

BUgBCEEEaucC

gorCcaucggc

gaagcuaccu

guanosine-1 to adenosine-2

Description
3-me

m7g

am

5'-»5' triphosphate

E CAS LIFE SCIENCES

A division of the
American Chemical Society



CAS Sequences——Motiff&ZRE45 R

< Search CAS Sequences B casuresciences

Enter a protein or nudeotide string. Learn more about CAS Sequences.

BLAST CDR hlotif

[sa]x{4}GK[DT]

. XREKIEEEER, TURERHF
. WFRERET: NRERE R

/

Advanced Sequence Search s

Motif P BRI L5y, FIEBIRSRERR.

« “IT RS ARTE, JRLUAERUENSERIZEER

EESHHESE—

= AR

« YYKES ARSERIZERNEE RN, HRFERAA
E5RH, (2,6 R R EAESEURERENRERIEE2-6

N

P

/1

Sequence Type:

@ Sequences search for your query

& References -

Motif Search Details
Sequence Type: Protein
MCBI Included: Yes
Query Coverage: 90%
E-Value: 10

Bioscape Analysis
Visually explore sequence

similarity with a new tool.
earn more about Bioscape.

Create Bioscape Analysis

Filter by

» E-Value
i} - to
1 aﬂ -

A Query Coverage %
o] jie]

100

K3
(]

ery Details  View More

Lol

» Seq 2: 1 SKOOGKT 8

5 Resuits Sort: Alignment Identity ~ View: Expanded

Alignment |dentity: 75%

Matches: 6
Mismatches: 2

References

Alignment Data
BLAST Score: 76
E-Vzlue: 0.000371904

] 1 SXOXEKT 8
+ 1111+
5 1 XXOOXGKT 8
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CDR (complementarity —determining regions): Az A B 4MNRE X

CAS LIFE SCIEMCES

& Search CAS Sequences

Enter a protein string, or upload a o or .fasia file. Learn more about CAS Sequences.

BLAST CDR Mogif Clear Search
Upload Sequence (fasta or o)
CDR1 RASOSWSGSRFTYRH ®

nclude NCBI Sequences

COR2 YASILES ®

ZOR3 QHSWEIPPWT ®

RHBENHZNCORFYINRHA



CAS Sequences——CDRISZ4E R

e Patee Wi
Query Details  View Less

CDR 5egments
Select a segrment below to view

individual or intersecting CDR
results.

CDR1 CDR2

14408 2674 16,727

200

64
CDR3

Bioscape Analysis

Visually explare sequence
similarity with a new tool.
Learn more abourt Bioscape.

Create Bioscape Analysis

Filter by

 E-Value

# Subject Coverage %

O O

» CDR1
RASOSVESGSRFTYMH

» CDR2
YASILES

» CDR3
QHSWEIPPWT

Sort Alignment Identity = View: Expanded -

Alignment Identity: 96.88%

Matches: 31

T
Subject (1] I 1

—~, Mismatches: 1

ViEw LESS W

Alignment Subject References

Alignment Data
BLAST Score: 81
E-Value: B.569987318855

€A1 1 RASOSWSGSR FTYMH 15
P LEEEEE T

5 24 RASQSVSGESR FTYMH 38

CDR2 1 YASILES 7
LT

5 54 YASILES &8

CDA3 1 QHSWEIPPWT 1@
LETEEEETT

5 93 QHSWEIPFWT 182

W References

CDR 5egments

Select & segment below to view
individual ar intersecting COR

results.
CDR1 CDR2
14408 16,727

and

CDR3

CDR Segments:

UL fd 2| — 5 & % > CDRABYsubject
FHIRFEYEHE

A RFEEMEERMEREFI1-3T
CDR#WEIEHFFI4E

Reset segments:

IR EE LA FTIE

\J
\J

\\\
(X%

CAS

A division of the
American Chemical Society
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ERBRIBENE, REREWIFRVELIER. BE

IFfA1RA#As Drawn. Substructure. Similarity}\e REREMNBNFEE

. VIR A YR, XEMRRTRE; 7F3. MESEH EEZUENE;
REMTHER, ZAONASWEEI TR, SIB AERELEWNERTE

WIESER

= A B R TEETLEMRE N B85 Reaction Role. Reference RoleZs
F|FACAS Markushi© R/R 0] gE £ HBVIRFEMN A FE Ro

K FHCAS SequencesES X IRENEMF I RLE R,

American Chemical Society
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Reactions search for drawn structure

% All @ Substances

A Reactions

B References W Suppliers [E Patent Markush

View Related Results =

-

Fal

Filter Results

Structure Match

As Drawn (34}

Substructure {(8,161)

Similarity (0)

Eehavior é%*’@ EEEE
Exclude

~ Search Within Results
~ Yield
~ Number of 5teps

Mon-Participating Functional
Groups

* Reaction Mapping

~ Reaction 5cale

~ Experimental Protocols
~ Reaction Type

~ Stereochemistry

~ Reagent

50

34 Results

Scheme 1 (5 Reactions)

o i H?
O ) ) O
W Suppliers (79)

Expand Scheme

Scheme 2 (1 Reaction)

)

W Suppliers (13)

Group: By Scheme =

By Scheme

By Document

By Transformation

— il
0 hH;
a Ll
W Ssuppliers (43) W suppliers (3)
31-614-CA5-28968228 Steps: 1 Yield: 76% %%*

1.1 Reagents: O-Methylhydroxylamine hydro...
Solvents: Byridine; rt; 1 h, 50 °C
1.2 Reagents: (T-4)-Trihydro(tetrahydrof..
Solvents: Tetrahydrofuran; rt; 3 h, reflux; reflux — 0°C

1.3 Reagents: Sodium hydroxide
Solvents: Water; overnight, reflux; reflux — rt
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~ Reagent Eegab”maﬂ;lfﬂlﬂl}?;a ~ Solvent Electrochemical (2) B=:KiAc2
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Triethylamine (6,070)

WView All
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Milligram (5.818)
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Transformation Name | @ create a focused query.
Advanced Search Document Identifier

Patent Identifier > &r_?kﬁ: iﬁ! ;E;E
| %, SHHREFTENRLN

Advanced Search

Select a search type, and then add multiple search fields to build a query. @

Author/Inventor
@ substances Bl References Ips & Tricks @
Publication Mame
Publication Year » |
i Time + =2h 0 %
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i AND~ Temperature (°C) T ot ® X
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if AND~  Catalyst ~  Enter one substance identifier (chemical name, molecular formula etc.) or structure. [ ] X
@ Edit Structure | Remove Examples: Pd/C | K2€03
i AND~  Solvent > 1,4-Dioxane ij:# f'EIJ */Lg o X
@ Add Structure Examples: H20 | EtOH
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Synthetic Methods——CASTI S SR (E473 | KA B 415 cpermenarocer

(3.678)

B cAs Reaction Number: 31-614-CAS-41195127

Procedure 1. Add aniline (0.2 mmol), ketone (0.1 mmol), Ti{OiPr)s (34.1 mg, 0.12 mmel) and dry isopropanel (0.2 mL) to a dry 10-mL Schlenk tube.
Get Similar Reactions 2. Heat the mixture with stirring at 100°C for 24 hours.
3. Monitor the partial formation of ketimine (by GC).
= L\ o \ 4. Cool the reaction to room temperature.
3 Hy E A “ \ a W Y 5. Add Ni(NTf,); (3.1 mg, 0.005 mmol, 5 mol%), (R)}-Ph-BPE (3.1 mg, 0.006 mmol, 8 mol%) and GC standard n-Cy;H,¢ (10 pL) in an argon-filled
© N + - / glove box.
6. Stir the reaction mixture in an oil bath maintained at 70°C for 48 hours.
Asolute stereachemisiry shawn, Rotation (5] 7. Cool the reaction mixture to room temperature.
W Suppliers (51} W Suppliers (72) 98% 8. Purify the crude product by flash chromatography (ethyl acetate/petroleum ether 1:15) to obtain (S)-N+(3,5-dimethyl-4-methoxy)phenyl-1-(4-
fluorophenyl)-2-phenylethan-1-amine.
=E l A 45
Reaction Overview ;ﬁ H*ﬁ E’\J S ~N 5‘—“ *% 1/E
Transformation Reductive Alkylation of Ammonia or Amines
Steps 1 Yield: 98%
JOURNAL Step 1 Characterization Data
Nickel-catalyzed enantioselective Benzeneethanamine, a-{4-fluorophenyl)-N-(4-methoxy-3,5-dimethylphenyl)- -
reductive amination of benzylic Stage Reagents Catalysts Solver - o P yh-N-( Xy-3, yip! yl)-, (aS)
ketones in alcohols
By: Wang, Xiuhua; et al ! Lsooropanol B )
Vi);w - - ) Titanium isopropoxide Proton NMR (400 MHz, CDCl3): & 7.31 - 7.27 (m, 4H), 7.25- 7.22 (m, 1H), 7.12-7.10{m, 2H), 7.02 - 6,98 (m,2H), 6.12 (s, 2H), 4.50 (dd, ]= 7.9, 6.0 Hz,
Science China: Chemistry (2024) ) ) 65111t o . ora ety suifon O methenesu fonam detouDlnickel Spectrum 1H), 3.90 (br s, TH), 3.61 (s, 3H), 2.07 (dd, J= 13.8, 6.0 Hz. 1H),2.99 (dd, J= 13.8, 7.9 Hz, 1H), 2.13 (5, 6H)
67(8), 2566-2570 (R.RLEN-EPE
(G) View Source Full Text = Carbon-13 NMR (100 MHz, CDCl3): & 162.0 (d, Jc.r = 243.0 Hz), 149.2, 143.3, 139.5 (d, Jcr = 3.0 Hz), 137.7, 131.3, 129.4, 128.7, 128.1(d, ). = 8.0 Hz), 126.9,

115.5(d, Jo.F = 21.0 Hz), 113.8, 60.0, 59.2, 45.5, 16.4

Company/Organization
panyrorg Experimental Protocols

State Key Laborstory of Chemical Fluorine-19 NMR (376.6 MHz, CDCl3): §-116.0 F 4
Oncogenomics, Schoal of Synthetic Methods #@ §1IE

Chemical Biology and

Biotechnolo; :
e Products Benzeneethansmine a-{4-flusrophenyl)-N-{4-methaxy-3.5-dimethylphenyil {aSk, Yield: 98% Optical Rotatory [a]?® = +5.6° (c = 1.0, CHCl3)
Peking University Shenzhen
Graduste School Power
Shenzhen 518055 Reactants 1-(4-Fluorophenyl}-?-phenylethanone
Sins 3,5-Dimethyl-4-methoxyaniline Enantiomeric 90%
Excess
Reagents lsopropanol
. . HRMS (ESI*): Caled for CazHzsFNO [M+HT™: 350.1915; found: 350.1916
Titanium isopropoxide
Catalysts Bis[1,1 1-trifluoro-N-[(trifluoromethyljsulfonyl-kOlmethanesulfonamidato-kO]nickel State )"E”OW oil
(R.R)-Ph-BPE
®
o _@

A )

Reaction Notes ST
\ ~
stereoselective (ee = 90%) & V2 ;|

N
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Steps: 1 Yield: 60%

Scheme 4 (15 Reactions)

o

Absolute stereochemistry shown

W suppliers (120)

31-614-CAS-42267257

1.1 Solvents: Methanol, Water: 2.4 MPa, 179 °C: 183.8 °¢ I

sl NH;

H (o)

Absolute stereochemistry shown, Rotation (-)

W suppliers (75)

|-"| Method and system for the
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ute

Get Similar Reactions X | |24
Set Reaction Similarity Tex

Broad (34.980)

Reaction centers only

@ Medium (4,709)

o] —_— N

=9 =0

Marrow (596)
Reaction centers plus Reaction centers plus
adjacent atoms and extended atoms and

bonds bonds

Cancel Get Reactions
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Search Within Results
Yield
Number of Steps

Non-Participating Functional
Groups

Reaction Mapping
Reaction Scale
Experimental Protocols
Reaction Type
Stereochemistry
Reagent

Catalyst

Solvent

Commercial Availability

Reaction Notes

4,709 Results

Scheme 1 (3 Reactions)

* 2 HCl NHz

W Suppliers (83)

31-614-CAS-42231899 Steps: 1 Yield: 78% ===
1.1 Reagents: Hexamethyldisilazane

Solvents: Acetonitrile; 40 h, rt — reflux
1.2 Solvents: Methanol; 0 °C; 30 min, rt

31-367-CAS-21603883 Steps: 1 Yield: 78% eee
1.1 Reagents: Hexamethyldisilazane

Solvents: Acetonitrile; 40 h, rt — reflux
1.2 Solvents: Methanol; 0 °C; 30 min, rt

31-367-CAS-19142997 Steps: 1 .

1.1 Reagents: Hexamethyldisilazane
Solvents: Acetonitrile; rt — reflux; 48 h, reflux

a Ii. A save ~

Group: By Scheme = Sort: Publication Date: Newest *  View: Expanded »

Steps: 1 Yield: 78% ®==®

W suppliers (63)

Pyrrolidinone urea fpr2 agonists treating atherosclerosis
Assignee: Bristol-Myers Squibb Company

World Intellectual Property Organization, WO2024220482 A1
2024-10-24

PatentPak~  Full Text~

Preparation of phenylpyrrolidinone formyl peptide 2
receptor agonists

Assignee: Bristol-Myers Squibb Company

United States, US20190270704 A1 2019-09-05

PatentPak~  Full Text~

Preparation of sulfonamides compound as cccDNA
inhibitor for treating hepatitis B

Assignees: Chia Tai Tianging Pharmaceutical Group Co., Ltd.;
Medshine Discovery Inc.
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Retrosynthetic Analysis
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P Retrosynthesis Plan for drawn structure Build Status: Complete @  Estimated Yield: 1%  Overall Price: $7926.40 O yields, catalysts, and experimental

procedures.
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a ' Evidence Alternative Steps (34) T Exclude Step
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W 20 $73639.59

. Alternative Step Type: Predictive (34) ﬁﬁﬂg{‘%&mﬂgé&

Predictive Stereochemistry: Non-Selective (34)
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Scheme 1 (1 Reaction)
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HO
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31-614-CAS-24603134

1.1 Reagents : 1-Ethyl-3-(3-dimethylaminof,
HOAt
Solvents : Dimethylformamide; 0 °C; 0 °

SO
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Filtering: Search Within Results: Drawn Structure ~
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Scheme 1 (1

action)

Relative stereochemistry shown

31-367-CAS-20203420

Steps:

reactant

X

1

Yield:

1.1 Reagents: 1-Ethyl-3-(3"dimethylaminopropyllcarbodiimide,

1-Hydraxybenzotriazole, Diisopropylethylamine
Solvents: Dimethylformamide; 1 h, rt — 60 °C

Collapse Scheme ~

Scheme 2
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(1 Reaction)
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o

W Suppliers (3)

31-814-CAS-42891620

1.1 Reagents: Diisopropylethylamine,

1

Yield:

[E Patent Markush
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product
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Clear All Filters

Group: By Scheme~ Sort: Relevance = View: Expanded ~

Yield: 100% ***

Steps: 1
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Relative stereachemistry shown

W Suppliers (82)

100%

e

Preparation of fused heteroaryl carboxamides as functionalized NanoLuc
inhibitors useful for bioluminescence assays
Assignee: Promega Corporation

World Intellectual Property Organization, WO2018125992 A1 2018-07-05
PatentPak -~  Full Text~
Steps: 1 Yield: 100% ses
NH; A
— =4

W Suppliers (53)

100%

e

Tpk agonist and method for using same to treat neurcdegenerative diseases
Assignee: Shanghai Raising Pharmaceutical Co,, Ltd.

World Intellectual Property Organization, WO2024114781 A1 2024-06-06
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Reactions search for "Dehalogenation in isopropanol catalyzed by palladium”
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Scheme 1 (1 Reaction)

[® Patent Markush
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Absalute stereochemistry shown, Rotation ()

31-113-CA5-5796848 Steps: 1

1.1 Reagents: Ammonium formate
Catalysts: Palladium
Solvents: Isopropanaol, Tetrahydrofuran, Water; rt

1.2 Reagents: Diphenyl ether; rt

Experimental Protocols

Collapse S5cheme ~

Absolute stereachemistry shown, Rotation (+)

W Supplier (1)

Steps:

@ 4 R

1 Yield: 100% wee
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By: Chen, Jianhui; et al
Organic Letters (2016), 18(7), 1594-1397
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Reactions search for "Synthesis of aldehyde catalyzed by Palladium diacetate" Z@%{E{té,ﬁ&%ﬂ:ﬁ#@

% All  © Substances K Reactions B References W Suppliers [E Patent Markush

View Related Results ~ @ 4 RN
Filter Results < s 114,093 Results Group: By Scheme~ Sort: Relevance »  View: Expanded ~
Scheme 1 (1 Reaction) Reactions search for "Reduction of Ketones to Alcohols catalyzed by Carbonyl reductase”
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S 1.1 Reagents: Sodium carbonate, Triethyls... ~ Search Within Results d "
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Experimental Protacols e W Suppliers (36)
Milligram (78
g (78K Non-Participating Functional
Gram (74) Collapse Scheme ~ EETE 31-614-CAS-23937123 Steps: 1 Yield: 100% ***  One-pot chemo-enzymatic synthesis of chiral a-halogenated aryl alcohols
- i . By: Yang, Jingwen; et al
Kilogram (48) ~ Reaction Mapping 1.1 Reagents: 1,3-Dibromo-5,5-dimethylhy... Youji Huaxue (2018), 38(7), 1811-1816
Mo Scale Provided (33K) Scheme 2 {1 Reaction) D Catalysts: p-Toluenesulfoni..., Carbonyl reductase
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~ Experimental Protocols o F ~ Experimental Protocols
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458-37-7
Curcumin

Double band geometry shown

C21H2005
Curcumin

W4k | R3074 | w151

Properties
Malecular Weight  Melting Point
368.38 183 °C
Density pka

1.355 g/cm? (crystalline)

W, View Spe(

Bailing Peint (Prediced)

591.364+50.00 °C

Press: 760.00 Torr

8.38 (hydroxyl)
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Catalyst (63)
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Milligram (7)
Gram (12)
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~ Experimental Protocols
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-~ Stereochemistry
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341 Results

Scheme 1 (1 Reaction)

W Suppliers (B4)

31-814-CAS-430103687

1.1 Reagents: Trimethyl borate
Catalysts: Butylamine

tith%z, FIHRREYS RIS

Reactions for 458-37-7

W Suppliers (148)

Steps: 1 Yield: 94% wees

China, CM11303-

Solvents: Dimethylformarnide; 50 min, 60-70°C 1.5h, 60 -70 °C

1.2 Reagents: Sulfuric...
Sohvents: Methanal; neutralized
13 Reagents: Hydrochloric...
Solvents: Methanol, Water; 2 h, 80-70°C

Collapse Scheme ~

Scheme 2 (2 Reactions)

Br Br
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Double bond geometry shown

‘W Suppliers{151)

Preparation of curcumin and its symmetrical derivatives
Assignee: Zhaoging Juyuan Biochemical Co

637 A 2024-05-28

Full Text~
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Friedel-crafts acylation

Featured Search

Prior Art Discovery Patent Markush Advanced Search

Discover prior art in patents and Search Patent Markush by Select data fields and search . .
non-patent literature using Al- structure and view associated operators to create a focused Edit Drawing Remove

enhanced search technologies. references. query. expenmental

References search for "Friedel-crafts acylation" + drawn structure

% Al @ Substances A Reactions References '\ Suppliers [ Patent Markush

View Related Results ~ '

Filter Results £ 1,364 Results Sort Relevance

il Analyze Results

ZrCl;-Mediated Regio- and Chemoselective Friedel-Crafts Acylation of Indole
Structure Match By: Guchhait, Sankar K.; Kashyap, Maneesh; Kamble, Harshad
Journal of Organic Chemistry (2011), 76{11), 4753-4758 | Language: English, Database,&4plus and MEDLINE

As Drawn (1.364) P o o?.-“’ An efficient method for regio- and chemoselective Friedel-Crafts acylation of indoles using acyl chlorides
“”L\/I_,}‘ ety EE L w ; :, has been discovered. It minirmiizes/eliminates common competing reactions that occur due to high and m
Substructure (2,999) - M R character of indole ‘7 this method, a wide range of aroyl, heteroaroyl, alkenoyl, and alkanoyl chlorides un

acylation with various indoles without NH protectierand afford 3-acylindoles in good to high yields.
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~ Search within Results

FullText~ @ 40 | A 21 [&h 108 @&

]

Hexafluoro-2-propanol-Promoted Intermolecular Friedel-Crafts Acylation Reaction
+ Document Type By: Vekariya, Rakesh H.; Aube, |effrey
Organic Letters (2016), 18(15), 3534-3537 | Language: English, Database: CAplus and MEDLINE
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The high sensitivity that can be attained using an enzymic system and mediated by catechol was
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High-performance liquid chromatographic determination of ciprofloxacin in plasma samples

101 A @ Citation Map

[

this Reference By: Viybiralova, Z.; Mobilis, M.; Zoulova, ).; Kvetina, J.; Petr, P.

Concepts v DOI: 10.1016/],jpba.2004.09.034

Lo A new bicanal. high-performance liquid chromatog. (HPLC) method for the determination of ciprofloxacin with norfloxacin as an internal standard was developed and
validated for blocd plasma samples. Morfloxacin is structural homolog of ciprofloxacin and exhibits similar retention properties. The quality of resp. peak separation is
strongly influenced by amphoteric character of ciprofloxacin and norfloxacin as well, In previously published HPLC methaods on conventional C18 reversed-phase, ion pair
reagents were added into the mobile phase to suppress peak tailing. In comparison with end-capped and high purity silica reversed-phase sorbent (Purcspher RP-18e, Merck),
which yielded sym. peaks, separation efficiency was further enhanced in the authors’ method. Gradient elution mede using acetonitril and phosphate buffer pH 3 on the
pentafluorophenylpropyl stationary phase (250-4.6 mm Discovery HS F5, 5 pm, Supelca) was carried out. The resalution of 4.1 for ciprofloxacin-norfloxacin peaks was
achieved. Sample preparation by SPE C18 (Supelclean) with recovery 72% was performed. Fluorescence detection with X ., = 280 nm, A ;s = 446 nm was used. After the
wvalidation, the bioanal. HPLC method was applied to pharmacokinetic studies.
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Cited Documents
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High-performance liquid chromatographic determination of ciprofloxacin in plasma samples

Method Title 85721-33-1
Analysis of Ciprofloxacin in Bloed plasma by Solid phase extraction 3 J,'
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Ciprofloxacin

A new bioanal. high-performance liquid chromatog. (HPLC) method for the determination of ciprofloxacin with norfloxacin as an internal standard was developed and
validated for blood plasma samples. Nerfloxacin is structural hemolog of ciprofloxacin and exhibits similar retention properties. The quality of resp. peak separation is
strongly influenced by amphoteric character of ciprofloxacin and norfloxacin as well. In |:>re\.r|ousl3.r pubhshed HPLC methods on conventional C18 reversed-phase, ion
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B Analysis of Ciprofloxacin in Blood plasma by HPLC

k-

CAS Method Number Method Category Technique

1-101-CAS-44938 Active Pharmaceutical Ingredient and Metabolite UV-visible spectroscopy; HPLC

Analysis
N
Analyte Matrix Material Fﬁ FH M *.‘-l Reagent Biological Reagen
Ciprofloxacin Blood plasma Silanized glass tube Acetonitrile B
Eppendorf tube Methanol
Glass syringe Phosphate-buffered saline
ACE 5 C18 column (250 solutions
mm x 4.6 mm, 5 pm)
View All >
Source Equipment Used
HPLC unit, Pro Star, Varian Conditions
JOURNAL AN Online degasser

SRS

column: reversed phase ACE 5 C18 column
(250 mm = 4.6 mm, 5 pm); guard column:
Agilent Pursuit 5 C18 Meta guard column
(10 mm = 4.6 mm, 5 gm); injection sample
loop volume: 50 pL; gradient: isocratic

Instrument

Column oven
A simple HPLC-UV method for the
determination of ciprofloxacin in
human plasma
Vella, Janis; Busuttil, Francesca; Bartolo,
Nicolette Sammut; Sammut, Carmel;
Ferrito, Victor; Serracino-Inglott,
Anthony; Azzopardi, Lilian M.; LaFerla,
Godfrey

UV-vis detector

Analytical balance, X5104, Mettler Toledo

Automated evaporation system, LV,
TurboVap

Concentrator, Turbovap

detection wavelength: 277 nm
Centrifuge

Journal of Chromatography B: Analytical

o ) ) ) Validation
Technologies in the Biomedical and Life

Sciences (2015), 989, 80 - 85. Elsevier B.V. Linearity Range 0.05-8 pg/mL
A T4 N
CODEN : JCBAAI | ISSN : 15700232 | DOI Limit of 0.01 pg/mL jy EL\LIIE
:10.1016/].jchromb.2015.01.006 Detection
) Limit of 0.05 pg/mL
View Abstract = Full Text ~ Quantitation

Recovery 97.50, 96.75, 95.50, 93.25, 100.00% in 3.90, 3.87, 3.82, 3.73, 4.00 pg/ml calculated quantity
Accuracy 96.1117, 99.0000, 90.0000% in 6, 2, 0.5 pg/mL spiked
Precision  1.1268, 2.3273, 1.688, 3.8570, 8.8059, 0.0455, 13.0820% (RSD, intraday); 0.9989, 4.7

6.0831, 12.0374% (RSD, interday) in 8, 6, 4, 2, 0.5, 0.1, 0.05 pg/mL added

Retention Time 3.26 min

65 © 2026 American Chemical Society. All rights reserved.

HIFR

Instructions

1. Prepare 0.02 M phosphate buffer at pH 2.7 using disodium hydrogen phosphate and orthophosphoric acid.
2. Elute together with acetonitrile to dilute mobile phase of buffer and acetonitrile 77:23 (v/v).
3. Keep reagents in amber glass bottles.

Preparation of the mabile phase

Plasma sample preparation using silanized tubes

1. Transfer spiked 400 mL of plasma with ciprofloxacin to 1.5 mL Eppendorf tubes.
2. Add 30 mL of internal standard (15, sulfadimidine sodium) working solution in water (100 g/mL) to each tube.
3. Add 1 drop of 10 M phosphate buffer (pH 2.7).
4. Vortex mix for 3 min.
5. Add 500 mL of ice cold acetonitrile using a glass syringe.
6. Vortex mix the tubes for 5 min.
7. Centrifuge the samples at 3500 x g for 5 min.
8. Pour the supernatant into 8 mL silanized glass tubes.
9. Place the silanized tubes in a Turbovap concentrator with the water bath set at 50 °C for 20 min.
10. Reconstitute the dried residue with 100 pL mobile phase.
11. Vortex mix for 3 min.
12. Re-centrifuge at 15000 rpm for 3 min.
13. Inject 50 mL of the clear supernatant into the HPLC unit.

Standard solution preparation

1. Prepare 1 mg/mL ciprofloxacin stock solution in methanol.
2. Dbtain working solutions from the stock solution by dilution with mobile phase.
3. Store at4 °C.

HPLC-UV analysis

1. Perform HPLC-UV analysis using Varian Pro Star HPLC unit consisting of an online degasser, column aven and UV-vis
detector.

Carry out separation on a reversed phase ACE 5 C18 column (250 mm = 4.6 mm, 5 ym; Advances chromatography
Technologies, Aberdeen, Scotland) protected by Agilent Pursuit 5 C18 Meta guard column (10 mm x 4.6 mm, 5 pm; Agilent
Technologies, Amstelveen, Netherlands).

Maintain column and injection temperature at 25 °C.

Program the system isocratically.

Set the flow rate at 1.5 mL/min.

Inject fixed sample through a loop having a volume of 50 pL.
Perform detection at 277 nrm.
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~ Analyte
Good Morning, e phe e Analysis of Ketoconazole by Cyclwc volta mmetry JOURNAL
G Flavonoids (2578) . - o
Phenols (2482) N1 Compare
Ciprofloxacin (1704) '
Ibuprofen (1394) Analyte Ketoconazole
View All Other Materials Reagent: Hydrochloric acid; Phosphate; B-Cyclodextrin; Molybdenum sedium oxide; Thiourea; Sodium
hydroxide; Acetic acid
~ Matrix tarial Glassy carbon slecthodes: Saturated KO-based citverfeihier rhlnride (Aafs o] e
Explore Methods Advanced Search Pharmaceutical All~
tablets (27081)
Search methods using criteria Search methods using criteria | o Methc:d Category Active Pharmaceutical Ingredient and Metabolite Analysis
like method categories and like keywords, analytes, Blood plasma (17543) Technique Cyclic voltammetry
subcategories. matrices and more. Urine (9378) Equipment Used Electrochemical workstation; Potentiostat/galvanostat
Blood serum (5721) X .
View Abstract - Full Text - View in CAS SciFinder
Pharmaceutical
capsules (4423)
B Explore Methods @ View Al
2
i ~ Method Catego
Category Category Name Include Keywords (Optional) s Ana\yms of Rabeprazole in Blood serum by lon mobility spectrometry JOURNAL
. L . . . - v Technique
Agricultural Applications / Analysis e Pharmaceutical Ingredient Enter a keyword... q ] Compare
Binassays Addictive Drug Assay + Validation
Biomolecule Isolation Forensic Analysis + Add Another Keyword © T ! S !
. , . . Analyte Rabeprazole
Environmental Analysis Genetic Analysis y‘t P
Matrix Blood serum
Food Analysis Nanomaterial Analysis Other Materials Reagent: Trichloroacetic acid; Ammonium carbonate; Ethanal; Trisodium citrate; Chloroauric acid;
Fuels / Geology / Biofuels Organic Compound Analysis Methanal; Thicurea; Cadmium chloride; Ammania
. . . . Material: Gold nanoparticles-cadmium sulfide quantum dots polysthylene column
Historical Analysis / Dating Toxicity Assay ) .p ) q E polEty
) . Method Category Active Pharmaceutical Ingredient and Metabolite Analysis
Miscellaneous Toxin Assay Technique Atmospheric precipitation; lon mobility spectrometry; Solid phase extraction
Organic Compound Analysis Equipment Used lon mobility spectrometer
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EFE' @ Lapatinib (28) Analysis of Lapatinib in Blood plasma by HPLC-tandem mass spectrometry JOURNAL
2 Erlotinib (13) By: Wu, Jianmei; Wiegand, Richard; LoRussa, Patricia; Li, Jing
Imatinib (12) A stable isotope-labeled internal standard is essential for correcting for the interindividual variability in the N1 Compare
- Sorafenib (12) recovery of lapatinib from cancer pat_ient plasma irllqulantitati\.lre LC-MSIMS anlalysisl
H ;iﬁ K Dasatinib (10) Journal of Chromatography B: Analytical Technologies in the Biomedical and Life Sciences (2013), 941, 100-

ViewAl 08 feererey P[RSS EL3Fp DA 50

Analyte Lapatinib

&*&&gg ~ Matrix Matrix Blood plasma
Other Materials

Blood plasma (28) Reagent: Formic acid; Ethyl acetats; Methanol
Material: XBridge C18 column (3.5 pm,50 mm = 2.1 mm i.d.)

~ Method Category Method Category Active Pharmaceutical Ingredient and Metabolite Analysis

= QA EA S
% Y WY 1IE ~ Validation Active IFharrnaceuticaI . Technigue HPLC-tandem mass spectrometry
Ingredient and Matzabolite

Precision (28) Equipment Used LC system,; Triple quadrupole mass spectrometer
Analysis (27)
{ﬁ Accuracy (25) Biomolecule Isolation Assay (1) View Abstract - Full Text ~ View in CAS SciFinder
ﬂE Linearity Range (25)
Limit of Quantitation (24) ~ ; %‘ ?% z~ e[=" A E jﬁk ‘:_\'é ,|\EE
Techique o] %% E SciFinder, & L3P
Recovery (18] Electrospray ionization 2
View All tandem mass
spectrometry (10) Analysis of Lapatinib in Blood plasma by Solvent extraction JOURNAL
~ Year HFLC-tandem mass By: Karbownik, Agnieszka; Poracka, Joanna; Luczak, Anna; Teoyk, Artur; Grabowski, Tormasz; Wolc, Anna;
spectrometry (7) Grzeakowiak, Edmund; Szalek, Edyta A1 Compare
Ultra-performance liquid Pharmacokinetic interaction after oral coadministration of clarithromycin and the tyrosine kinase inhibitor
chromatography (7) lapatinib |r! rats . .
I II I I " Acta Poloniae Pharmaceutica (2019), 76 (4), 645-651. Polish Pharmaceutical Society
Atmospheric precipitation ()
| B W N NEER Analyte Lapatinib
2008 _— Quadrupole tandem mass i
spectrometry (5] Matrix Blood plasma
No Min  to No Max View All Other Materials Reagent: Dimethyl sulfoxide; Methanol
Material: Poroshell 120 EC C18 column (70 = 3.0 mm, 2.7 pm) "'
X
A
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68

Method 1 x

Analysis of Lapatinib in Blood plasma by HPLC-tandem
mass spectrometry

1-101-CA5-187473

Active Pharmaceutical Ingredient and Metabolite Analysis

HPLC-tandem mass spectrometry

Lapatinib

Blood plasma

Formic acid; Methanol; Ethyl acetate; XBridge C18 column (3.5
pm, 50 mm = 2.1 mmid)

LC system., Alliance2695, Waters, Milford, MA, USA; Triple
guadrupole mass spectrometer, Quattro Micromass, Waters

Instrument: ionization mode-Positive; heated nebulized probe- 350
=C; pressure of collision gas (Argon) (mbar)- 5.92E-003, 5.92E-003
and 5.92E-003 for lapatinib, lapatinib-d3 and zileuton; dwell time (s)-
0.5, 0.5 and 0.5, for lapatinib, lapatinib-d3 and zileuton; cone voltage
(V}- 60, 60 and 22 for lapatinib, lapatinib-d3 and zileuton; collision
energy (eV)- 34, 34 and 12, for lapatinib, lapatinib-d3 and zileuton;
transition- 581.4=364.96, 584.1=366 and 237.43=161.09, for
lapatinib, lapatinib-d3 and zileuton.Chromatographic: XBridge C18
column (3.5 pm,50 mm = 2.1 mm i.d.); internal standard- lapatinib-
d3; temperature- 30 *C; mobile phase- methanol and 0.45% formic
acid in water (50:50, v/v); isocratically; flow rate- 0.2 ml/min.

© 2026 American Chemical Society. All rights reserved.

Method 2

Format
® PDF
O XS

x

e

Cancel

Analysis of Lapatinib in Blood plasma by Atmospheric

precipitation

1-101-CAS-43

Active Pharm

HPLC-tanderm
spectrometry

Lapatinib

Blood plasmz

Acetonitrile; £
precipitation
Security guar

HPLC system,
Shimadzu, Ky
Kyoto, Japan;
Sciex, Ontaric

Instrument: ¢
and security §
10 mM ammc
acetonitrile; C
supply 2: 80 z
W, source gas

Linearity Range

Limit of Quantitation

Recovery

Accuracy

Precision

Source

5 - 5000 ng/ml

5 ng/mL

43% + 14%, 42% + 10% and 48% + 12% (recovery), for 5, 15, 800 and
4000 ng/mL spiked sample, repectively.

102.1%, 98.6%, 102.5% and 98.3% (recovery), for 5, 15, 800 and 4000
ng/mL QC sample, repectively.

4 6%, 3.4%, 2.3% and 2.4% (RSD, intra-day); 4.0%, 2.9% and 3.1%
(RSD, inter-day), for 5, 15, 800 and 4000 ng/mL QC sample,
repectively.

JOURNAL

A stable isotope-labeled internal standard is essential for
correcting for the interindividual variability in the recovery of
lapatinib from cancer patient plasma in quantitative LC-
MS/MS analysis

By: Wu, Jianmei; Wiegand., Richard; LoRusso, Patricia; Li, Jing

Jour y B2 Analytical Technologies in the Biomedical and
Life Sciences (2013). 541, 100 - 108.
Full Text -

declustering potential: 102 V and collision energy: 50 V for both
lapatinib and internal standard

2.50 - 1000 ng/mL

2.50 ng/mL (LLOQ)

81, 87 and B7% in 5.00, 100 and 80O ng/mL spiked concentrations,
respectively

107% (inter-assay) in 2.50 ng/mL concentration

3.03% (RSD, inter-assay) in 2.50 ng/mL concentration

JOURNAL

A sensitive LC-MS-MS assay for the determination of lapatinib
in human plasma in subjects with end-stage renal disease
receiving hemeodialysis

: Huang, Mike; Li, Fumin; Pai, Sudhakar

nalytical Technologies in the Biomedica

r- Kocan, Geralyn P
Chromatograp

_0_"2 of C

and Life Sciences (2018),

8
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CYBESIS Eample 159 — o B BT RIS Eb 330 /BT TS
tl:@ }ﬁ )Iﬁ I/—lt_’\c\ e Cleaning compositions (2,694)

Coating materials (643) Amount PATENT
Vantico A-G. (50)

A A Component Function Reported
\% ; \$12 i Detergents (250) . a Fluorinated monomers, fluorinated
1B IR I T Shipley Co. LLC (41) o i e h
Polishing materials (275) Group: flucrine- Photoresists . polymers having polycyciic groups wi
use ~membere eterocyclic rings,
L= é Changzl'!ou Tran_ly Advanced Photoresists (188) containing useful as photoresists, and processes
[l =T Electronic Materials Ca., Ltd. copalymer for microlithography
N ALZ (22) View Al Assignee : E. |. Du Pont De Nemours and
Y rﬁk el Changzhou Tronly New flucrinared - - Company
>~=x Electronic Materials Co., Ltd., ~ Physical Form menomers, W02004014960
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A—= Solutions (1)
-Ll:l | View All 3 - -
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English (126) ~ Delivery Route
- 3_ - -
Chinese (30) Coating materials (1) Oxatricycla[4.2.1.0%3
Japanese (22) Inern-7-ene, 4-[2,2,2-
Korean (10) ~ Information Included trifluore-1-
(urifluoremethyl)ethy
Compenent Amount (168) lidenel-
v Publication Year Experimental Activity (143) ;
Process (117) oxatricyclol4.2.1.012, )
Effective Dose (3) S)lnen-7-ene 9 :
A

70 © 2026 American Chemical Society. All rights reserved. C A S

A division of the
American Chemical Society



wlFEC A ¥R 0T

Positive Photosensitive Anionic Electrodeposition Coating Composition: Electrodeposition

Coating Agents
[Syahiches
Purpose Target Delivery Route Physical Form
electrodeposition Printed circuit - Solutions
coating agents boards

Formulation Ingredients

Y13 %)

Component Function
s Group: vinyl copolymer -

4,4"[1-[4-[1-(4-Hydroxyphenyl)-1- -
methylethyl]phenyl]ethylidene]bis[phenol]

1,2-Naphthoquinonediazide-5-sulfonic acid -

Photosensitive anionic electro-deposition coating compositions for positive-working photoresists with good

Water =
Water -
~ Source Patent N S
R
storage stability and high sensitivity
Assignee : Honey Kasei Co., Ltd.
JP4302178
Language: Japanese
Location: Example 1, Table 1
Patent PDF  View in CAS SciFinder
71 © 2026 American Chemical Society. All rights reserved.

Source

View

Expand All Gr
Amount Reportec

122 wt. parts

15 wt. parts

418.5 wt. parts

AAA_A vt _nartc

THRRX
«  BIRIIREXECH %15

~ Process
preparation of positive photosensitive anionic electrodeposition coating compaosition: mix vinyl copolymer (place 10.0 parts of isopropanol and 10.0
parts of butyl cellosolve in a 3-liter four-necked flask equipped with a stirrer, a reflux condenser and a nitrogen inlet tube, and heat to 90 °C.
separately, 16.0 parts of isopropanol, 6 parts of acrylic acid, 1 part of 2-hydroxyethyl acrylate, 14 parts of 2-ethylhexyl acrylate, 10 parts of ethyl
acrylate, 34 parts of n-butyl acrylate, 35 parts of methyl methacrylate, 1 part of mercaptoacetic acid, charge 2 parts of azobisisobutyronitrile into the
dropping funnel and drop into the flask over 120 minutes, add 2 parts of isopropanol and 0.2 parts of azobisisobutyronitrile three times every 30
minutes, and the continue reaction at 90° C. for 90 minutes at temperature was below 50 °C and add 2.3 parts of dimethylaminoethanol, stir) and 4,4
[1-[4-[1-(4-hydroxyphenyl)-1-methylethyl]phenyl]ethylidene]bisphenol with 6-diazo-5,6-dihydro-5-oxonaphthalene-1-sulfonic acid, and add deionized
water while stirring, continue to effect phase inversion emulsification and electrolysis (stock solution), add water and stock solution was added while

stirring to obtain an electrodeposition solution.
N -+ B
A, BEMNIZIER

~ Experimental Activity

5 SRha¥kiE

Descriptor Notes

developability the exposed printed circuit board was immersed in a 0.5% sodium Yes
metasilicate agueous solution at 32 °C for 2 minutes to confirm whether
development was possible.

etching solution resistance after the developed printed circuit board was immersed in an etching good
solution of ferric chloride at 40 °C for 5 minutes, the electrodeposition

coating film was checked for cracks and creases.

the composition was allowed to stand for 24 hours, and the presence or ~ No sedimentation
absence of sediments deposited on the bottom of the container was
confirmed.

- 10puM Feedback

Feedback
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Propylene Glycol

CAS RN: 57-55-6 (#)-Propylene glycol w»

View Details Propylene glycol
Key Physical Properties Value Condition
Molecular Weight 76.09 -

HO Melting Point (Experimental) -5g°C =
OH

Boiling Point (Experimental) 188.2 °C -
Density (Experimental) 1.036 g/cm? Temp: 25 °C

Commonly Used As: Solvents; Humectants; Plasticizers; Preservatives; Carriers...

C3Hg02 Similar Ingredients with Regulatory Information

37321-62-3 Lauroglycol

o @}Eﬁ iz}?*il_ El‘J It'ElJ?ICIJ EZEEE 2‘:*" 54-74-7 Propylene glycol monolaurate

29387-86-8 Propylene glycol butyl ether

. }?*;H }“‘Fﬂm,u View 14 More

. Commonly Formulated With | Regulatory Information | Experimental Properties
- REHSRNERITIA

FormUIatiOn Designer & Get Formulations m Get Suppliers w Add to Formulation Designer
e’
& [ 4
Z:
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w Formulation Designer @

Industry

Pharmaceutical

Cosmetics & Personal Care
Agrochemical

Cleaning & Surfactant Products

Inks, Paints, & Coatings

Food & Related

Purpose

Coating materials

Adhesives

Jet-printing inks

Water-thinned coating materials
Printing inks

Powder coating materials

Paints

Antifouling coating materials
Anticorrosive coating materials
Photocurable coating materials
Light-sensitive coating materials

Photoactive coating materials
Lithographic inks
- View More Purposes -

Formulation Designer

Design custom formulation
templates based on selections
and ingredients

Physical Form

Liquids 9050-06-0
Varnishes

Fluids +

Add up to 5 Ingredients

Solutions
Paints

Create Template
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w Formulation Designer @

Industry

Inks, Paints, & Coatings

Edit Selections

Your Template

Function

Active or Featured Ingredient:

Solvents

Photopolymerization catalysts

Purpose

Light-sensitive coating materials
Lithographic inks
Photoactive coating materials

Ingredient

Ethenol, homopolymer,
3-phenyl-2-propenoate

Methyl ethyl ketone

View More Alternatives
1H-Imidazole, 2-{2-

chlorophenyl)-4,5-
diphenyl-, dimer

View More Alternatives

Physical Form
Liguids

Paints
Varnishes

Regulatory Lists

EPA Safer Chemical Ingredients;
FDA Inactive Ingredients Database

Clear All Selections

Active or Featured Ingredient

9050-06-0
Msave  pby
Unit Size mg - Clear

Top Alternatives Amounts

- Amount not available X
Isopropanol; N-Methyl-2- Approximate Range: 2 x
pyrrolidone 25%

4,4- Approximately 1% %
Bis(diethylamino)benzophenone;

2-(Dimethylamino)-2-(4-

methylbenzyl}-1-[(4-

morpholin-4-yl)phenyl]-1-

butanone; Bis(2.4.6-

trimethylbenzoyl)phenylphosphine

oxide; Poly(oxy-1,2-

ethanediyl), a.a'.a"-1.2,3-

propanetriyltris[w-

[[phenyl(2.4.6-

trimethylbenzoyl)phosphinyljoxyl-

Acrylic acid-butyl acrylate-

styrene copolymer
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References search for ""chronic heart failure" and "traditional Chinese medicine™

Qo

View Related Results -

~ Publication Year

International Patent
Classification (IPC)

~ Author/Inventor
~ Organization

~ Publication Name
~ Concept

~ CA Section

~ CAS Content

Analytical Methods (9)

Formulations (3)

v Life Science Data E

~ Formulation Purpose

Cardiovascular agents (3)

| S inflammation, endoplasmic reticulum stress, apoptosis, autophagy. mitochondrial function, and angiogenesis. These mol. mechanisms interact with each other through °.
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-] Application of a traditional Chinese medicine composition for preparing medicines for preventing and/or treating myocardial

hypertrophy
-
583 Results 2 o m A
1 In this Patent Inventors: Zhang, Minyu; Guo, Feifei; Wu, Hongwei; Yang, Hongjun; Wei, Junying; Wu, Sha
. . e Clai - ) . L . - - . - .
Prevention and treatment of chronic | — The invention relates to the field of medicines, in particular to an application of a traditional Chinese medicine composition to preparation of a medicine for preventing
By: Jia, Qiujin; Wang, Lirong; Zhang, Xiaonan; Ding * (Classifications and/or treating myocardial hypertrophy and an application to preparation of a 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
Pharmacological Research (2020), 151, 104552 | Li * CAS Concepts . )
= myocardial hypertrophy and malignant heart diseases caused by further development of myocardial hypertrophy.
A review. In recent years, although the concept ani | * Eormulations
mortality rate are still high. At present, there is evi Keywords: myocardial hypertrophy prevention traditional Chinese medicine composition
metabolites is expected to become a potential nev
L r— PatentPak Get Prior Art Analysis Full Text = View in CAS Formulus
View More v ~ Formulations view All Formulations
I o 77 @ Formulation Title
ull Text~

Traditional Chinese Medicine for Preventing and/or Treating Myocardial Hypertrophy: Cardiovascular Agents &4

2 Traditional Chinese Medicine for Preventing and/or Treating Myocardial Hypertrophy: Cardiovascular Agents (3

The traditional Chinese medicines treat chronic heart failure and their main bioactive constituents and mechanisms
By: Chen, Jie; Wei, Xiaohong; Zhang, Qian; Wu, Yuzhuo; Xia, Guiyang; Xia, Huan; Wang, Lingyan; Shang, Hongcai; Lin, Sheng
Acta Pharmaceutica Sinica B (2023), 13(5), 1919-1955 | Language: English, Database: CAplus and MEDLINE

A review. Chronic heart failure (CHF) is a severe public health problem with increasing morbidity and mortality, any treatment targeting a single session is insufficient to
tackle this. CHF is characterized by reduced cardiac output resulting from neurchumoral dysregulation and cardiac remodeling, which might be related to oxidative stress,
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