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sc:‘d\s CAS SciFinder" Quick Reference Guide

Welcome to CAS SciFinder"

This Quick Reference Guide will show you how to start using CAS SciFinder", the industry’s most trusted and
comprehensive chemistry relevance engine.

First, open the CAS SciFinder" Login page: https://scifinder-n.cas.org.

Log in using your CAS SciFinder® Username and Password.

g

CAS % CAS#

Seifinder” SciFinder"

Log In to SciFinder” Log In to SciFinder”

Welcome, User

Keeam d in

Search

Search for the result type you need using a keyword, substance name, CAS Registry Number®, patent number,
or structure.

Note: You may enter a document object identifier (DOI) in the All and References searches.

Searching for... All Answer Types

|
—

| 2. Enter a text query or draw/import a structure query. |

1. Select the search type.

3. Click to execute search.

Using Advanced Search for References and Substances, you may search by specific information type (e.g.,
author name or substance property).

Patent Markush Search: To conduct a patent markush search, select Substances, draw/import the query using
the Structure Editor, and then check the box for Search Patent Markush.

| 1. Select the Substances search type. ] | 4. Click to execute search.
.

Searching for., Substances

Search by Substance Mame, CAS RN, Patent Number, PubMed 1D, AN|

3. Select the Search Patent Markush box. k I

’ 2. Click to draw/import a structure query.

Ackecular Formula - x

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center. 1
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Substance Results

| Download results. | |Save results/search, create alert.

| Filter by structure match. | | Retrieve related data for all results. |
Email results.
© Substances Click the X to remove a filter or Clear All
- Filters. Multiple filters in dropdown menu.
B References = & Reactions = ™ suppliers « f/ P

Structure Match

Filtering: Reference Role: 2 Selected ~ X Commercial ' x jl Clear All Filters |

| view: Full ~ I

] Change result display. |

5 Results Sort: Relevance =

Substructure (36)

Keep or remove selected results. L

Similarity (123K) 51234-28-7 Value Conditiol

. o . Molecular Weight Sort results b‘! relevance, CAS RN,
- Melting Point Molecular Formula or Weight, and

(Experimenieh | Number of References or Suppliers.

ture Precision

Chemscape Analysis

- £ - . - Mnt (Predicted) 446.2£30.0 °C Press: 760 Tarr
Click to display data visualization. | C1gHiCIND;
e Benoxaprofen Density (Predicted) 1.362:0.06 g/em®  Temp: 20 °C; Press: 760 Torr
Learn mol MSCape. . .
g 944 8 36 ® s ,_.H-m-l Retrieve related data for a specific result.
Create Chemscape Analysis References  Reactions suppliers
Experimental Properties | Spectra

= Click property name to view more
B information on Substance Detail.

] 2
Filter by Exclude  —

70280-67-0 Key Physical Properties Value Condition

~ Reaction Role

Molecular Weight 301.72 -
o
Reference Role = =
@m Boiling Point (Predicted) 446.2430.0 °C Press: 760 Torr
HO
Commercial Availability Density (Predicted) 1.362:0.06 g/cm?®  Temp: 20 *C; Press: 760 Torr

<

<

r Absolute steregehemistry shown

Select filters to [. numper of Components pKa (Predicted) 4.3620.30 Most Acidic Temp: 25 °C
focus results. C1gH12CING3

~ Molecular Weight ({-)}-Benoxaprofen

: Click to view substance information.
~ Stereochemistry 8 36 "
References Supplier
\l ~ Substance Class

<

— Click to select result.

- 66934-19-8 . - plue Condition
Metals -\-I Click to open Substance Detail.

o e -1.72 .
Experimental Property [ i
o Boiling Point (Predicted) 446.2230.0 °C Press: 760 Torr

<

~ Experimental Spectrum HO Y
i Density (Predicted) 1.362:0.06 gr’cm3 Temp: 20 *C; Press: 760 Torr
~ Bloactivity Indicator Absolute stereachemistry shown
pKa (Predic 4.3620.30 Most Acidic Temp: 25 °C

v Target Indicator CigH12CINO

(+)-Benoxaprofen
~ Regulatory Data by List
~ Search Within Results :

70062-36-1 Key Physical Properties Value Condition
Fil R +

Lez,ContentRepor: 5 Click to download the contents (name and number

Download filter data from
this result set.

value) for all or applied filters as an .xIsx file.

[«

» NH3

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.
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© Substance Detail

CAS SciFinder" Quick

Reference Guide

Save detail.

B References (944) B Reactions (36)

&

® Suppliers (35)

Download detail.

egistry Number

51234—28 7

Retrieve data related to substance.

Email detail.

HO

Cq6H12CINO3

5-Benzoxazoleacetic acid, 2-(4-chlorophenyl)-a-methyl- (9

Key Physical Properties
Molecular Weight
Melting Point (Experimental)
Boiling Point (Predicted) [
Density (Predicted)
pKa (Predicted)

Experimental Properties | Spectra

Other Names and Identifiers
Experimental Properties
Experimental Spectra
Predicted Properties
Predicted Spectra

Bioactivity Indicators

Target Indicators

Click for options to view details, generate

retrosynthesis plan, and edit/download structure file.

Value Condition
301.72

189-190 °C

446.2+30.0 °C Press: 760 Torr

1.36240.06 gfem? Temp: 20 °C; Press: 760 Torr

4,36+0.30 Most Acidic Temp: 25 °C

Click a property name or type to
view expanded data below.

I Expand All | Collapse All I

/

Expand or collapse all categories. |

Click a category to expand and view
additional substance information.

e

Regulatory Information

Regulatory List: EINECS, REACH, VNECI
Confidential Business Information: Public

~ Regulatory Synonyms (8)

v  Details by Country/International & Other Lists

Expand All | Collapse All

~ Additional Details

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.
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Reference Results

I Download results. | | Save results/search, create alert.

| Retrieve related data for all results. I

& Referencesh/ Click the X to remove a filter or Clear All

~ Filters. Multiple filters in dropdown menu.

& Substances ~ & Reactions ~ &6 Citing - /

Filter Behavior || Filtering: Document Type: 2 Selected ~ X Formulation Purpose: 2 Selected ~ X -
@ 25elected = | 1,086 Results

~ Document Type 1
S -\l Keep or remove selected results. |

Email results.

[«

|| A saveand alert

Ib:-r'.. Relevance vII View: Partial Abstract VI

lChange result display. |

- Ex vivo skin permeation and retention studies on chitosan-ibuprofefi-gell
prepared by in situ ionic gelation techni < — - — =
Select filters to | + substance role ibuprofen Sort results by relevance, times cited,
focus results. | . By: Abioye, £ IR : accession number, or publication date. S
o and MEDLINE
v Publication Year The chem. potentials of drug-polymer electrostatic interaction have been utilized to develop a novel ternary chitosan-ibuprofen -
gellan nanogel as controlled transdermal delivery tool for ibuprofen. The ternary nanogels were prepared by a combination of
Y LT electrostatic nanoassembly and ionic gelation technique; i i i en
e I L)Ol?ding b.e-twe.en ibt..lpro.l’en and :rlumsan were cpniirm Retrieve related data for a speciﬁc result, [ermel
View Mace \
v Publicaton tame Click to select result. )
. Concept Full Text = © Substances (6) &6 Citing (63) @ citation Map
~ CA Section

<

CAS Solutions

Comparison of the antinociceptive effects of ibuprofen arginate and ibuprofen in rat models of
inflammatory and neuropathic pain

Drug delivery systems (751) By: Ortega-Alvaro, An
AR Life Sciences (2012), 90(

(722) Aims: Ibuprofen arginate is a highly soluble salt formed by combining racemic Ibuprofen with the amino acid L-arginine. This
Drugs (550) formulation is absorbed faster, and it is safe and effective in treating many forms of mild to moderate pain. We compared the
analgesic effect of ibuprofen arginate and conventional ibuprofen in rat models of pain. Main methods: Mech. and cold allodynia
were assessed in the chronic constriction injury (CCI) model of neuropathic pain, and mech. allodynia was also examined in

3

Formulation Purpose

o, Esthe

nflammatory agents

Analgesics (548)

Pharmaceutical formulations

(289) View More v
View Al
Full Text - Lot — & Citing (15) @ Citation Map
® UCELED | Click to open Reference Detail.
~ Search Within Results 3

Pharmaceutical compositions containing ibuprofen and domperidone for the treatment of
Filter Content Report

migraine
Download filter data from 4 B, Fanrnaing, anenare GOV, TaTaanan, saranan
this result set. = d Intellectual Property Organization WOS834612 A1 1998-08-13 | Langyage: English, Database: CAplus
Click to download the contents (name and number |taining a therapeutically effective amount of
value) for all or applied filters as an .xlIsx file. " asalt thereof. A pharmaceutical tablet
corf ine cellulose 5.9, PVP 3.9, croscarmellose

sodium 9.6, and stearic acid 0.6%.

| D Doy " o +,_'-| Click to access full-text viewing options. | 5 .00 uap

Click to access patent
information viewing options.

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center. 4
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Reference Detail

5 Reference Detai Retrieve data related to reference. |

&6 Citing (6) !.

Save detail.

Download detail.

ining ibuprofen and domperidone for

@ Substances (3)

@ citation Map

PATENT Pharmaceuticafcompositions co f migraine

Email detail.

By: Pankhania, Mghendra Govind; Yurdakul, Saruhan

Patent Number
W09834612 wigr| Set citing alert, frer

[T
ibuprofen 60, domperidone 1.5,
stearic acid 0.6%.

ining a therapeutically effective amount of
a salt thereof. A pharmaceutical tablet contained
5.9, PVP 3.9, croscarmellose sodium 9.6, and

View map of references this
document cites and references
that cite this document.

Publication Date
1998-08-13

Application Number
WO1998-EP648

Keywords: pharmaceutical tablet Ibuprofen domperidone migraine treatment

[ PatentPak viewsr culltext - &= Click to access full-text viewing options.

Get Prior Art Analysis

Application Date

1998-02-03
Patent Family
Kind Code
Al Patent Language Kind Code| PatentPak Options Publication Date  Application Number Application Date
W09834612 English Al PDF | PDF+ | Viewer | 1998-08-13 WO1998-EP648 1998-02-03
_ N N . CA2279184 Un. 1598-08-13 CA1998-2279184 1998-02-03
View interactive version of R t ior art analysi
T o equest a prior art analysis - o - 1998.02-03
patent that highlights specific that contains both patent and Click a PatentPak option view
locations of indexed substances. . the patent source document, | 1998-02:02
non-patent literature. p -
Source S —rTrTE———m— 2000-07-12 EP1998-906926 1998-02-03
World Intellectual Property
Organization HU225043 Hungarian B1 2006-05-29 HU2000-1104 1998-02-03
CODEN: PIXXD2
View All ~
Database Information
AN: 1998:548531 Priority Application
CAN: 129:180142
CAplus Priority Application Number Application Date
Language GB1997-2392 1997-02-06
English . o
WO1998-EP648 View IPC codes for basic patent and
patent famlly members' Expand All | Collapse Al

v IPCData ¢ - K
View concepts that characterize the

reference's general subject matter.

v Concepts

~ Substances l'\‘

€ Substances (3)

View the reference's indexed substances.

57808-66-9

Cy3H1E0z CazH24CINSO;
Ibuprofen Domperidone
PatentPak PatentPak

Role: Biskogical Activity or Effector, Except
Adverse, Biological Study, Unclassified,
Therapeutic Use, Biclogical Study, Uses.

Role: Bislogical Activity or Effector, Except
Adverse, Biological Study, Unclassified,
Therapeutic Use, Biological Study, Uses

Double bond geometry shown

C22Hz4CINS0;.C4H 04
Domperidone maleate
PatentPak

Role: Biological Activity or Effector, Except
Adverse, Biological Study, Unclassified,
Therapeutic Use, Biological Study, Uses

View the reference's formulation data.

/

__—1 View the reference’s citations.

~ Formulations

~ Cited Documents ¢

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.
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Reaction Results

N Downl rI.||vrI rch, cr lert.
| Retrieve related data for all results. | | ownload results. | | Save results/search, create alert

. Email results
B Reactions Click the X to remove a filter or Clear All
Filters. Multiple filters in dropdown menu.

@ References » ¢ / A save and Alert

Filter Behavior || Filtering: Number of Steps: 2 % Experimental Protocols: Synthetic Methods X
@ iselected » |29 Results

I(.-l'c;.::: By Scheme - [le Expanded vI

~ Yield Scheme 1 \geactioos) A\
No Yield Available (29) ﬂ Keep or remove selected results |Change result display.l
)

~ Number of Steps

\Q/N\ | Group reactlons by scheme or document |J
~ Experimental Protocols T H

~ S

Synthetic Methods (29) Absolute stereachemistry shown

Experimental Procedure (47) : suppliers (98) ™ Suppliers (78)

Select filters to ® Suppliers (17)

R tion T
focus results, | "o Pe

\ ~ Stereochemistry Expand Scheme | View substance vendors. |
+ Reagent cheme 2 (1 of 1 Reaction Selected) ] . . .
N =SEIG (U CURER S SR Click for options to view details, generate
w I - -
Sl oH retrosynthesis plan, and edit/download structure file.
v Solvent + ‘ E‘wM.z‘
L
~ Commercial Availability oH / » HCI

v Reaction Notes

® Suppliers (19) “7s | Click to open reaction reference’s detail page.

~ Search Within Results

5. 2 Process for preparing varenicline, varenicline interme
diates, and pharmaceutically acceptable salts thereof

Reaction Summary
Source Reference

1.1 Reagents: S¢
~ Document Type -

Solvents: Dic 2010023561 A1
1.2 1min, 25-30°C
1.3 Reagents:

Solvents:

h

~ Language

<

Publication Year

e 0°Ci0°C 30°C:05- 1 | PatentPak - | ol F Click to access full-text
. viewing options.

[

Publication Name

I View reaction’s detail page. l
2.1 Reagents,

View All ~

« CASection

Click to access patent
information viewing options.

Filter Content Report

I View Reaction Detai I Experim:

Download filter data from
this result set. Collapse Scheme ~

[«

View experimental procedure for reaction.

Click to download the contents (name and number
value) for all or applied filters as an .xIsx file.

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.
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B Reaction Detail
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Save detail.

Download detail. .

OH

LSS A save

teps: 2
Email detail.

CAS Reaction Number: 31-032-CAS-650575

Experimental Protocols

Synthetic Methods

Experimental Procedure

Products

Reactants

Reagents

Catalysts

Solvents

Procedure

2,3.4,5-T¢

Click to access patent

information viewing options.

o-3-(phenylmethyl)-1,5-methano-1H-3-benzazepine

1,2,3,4-Tetrahyd pe=-—— —

Benzylamine

Click tabs to view available
experimental protocols.

Sodium periodate
Sodium cyanoborohydride

sodium carbonate

Benzyltriethylammonium chloride

Dichloromethane

Water

1. 5tir a 1,2,3 4-tetrahydro-1,4-methanonaphthalene-2,3-diol (100 g) in a mixture of water (2600 ml)
and methylene chloride (1040 ml) under nitrogen at 10°C.
2. Add sodium periodate (127.6 g) and triethylbenzyl ammonium chloride (10 g) and stir the resulting

mivtira for 1 hoor

NH i
o 2 .y View substance vendors.
™ suppliers (19) ™ suppliers (78) ® suppliers (40) ® suppliers (63) Click to open reaction
reference’s detail page.
————————————— X X " PATENT /
Step 1 Step 2 View alternative reactions »
for the same product. Process for preparing varenicline,
V1Al . - varenicline intermediates, and
Iernativelsiepsi() pharmaceutically acceptable
salts thereof
Stage Reagents Catalysts Solvents Conditions
_ ) By: Shekhawat, Kundan Singh; et al
1 Sodium periodate Benzyltriethylammonium chloride Dichloromethane 10°C1h View All ~
N P Water
Click tabs to view steps e World Intellectual Property
2 - in multi-step reactions. - 1min, 25- 30 °C Organization
3 Sodium cyanoborohydride Dichloromethane 0°C;0°C—30°C;05-1h PatentPak ~ Full Text =
4 Sodium carbonate Water Th pHS

o~

Patent Number

wozo10023561 | Click to access full-text

viewing options.

Publication Date

2010-03-04

Application Number
WO02009-187081

Application Date
2009-08-31

Kind Code

Al

Assignee
Actavis Group PTC ehf, Iceland

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.


https://scifinder-n.cas.org/help/#t=Searching_in_SciFinder-n%2FIntroduction_to_searching.htm
https://www.cas.org/contact

S

CAS#

SciFinder”

Supplier Results

CAS SciFinder" Quick Reference Guide

Download results.

™ Suppliers

Email results.

Click the X to remove a filter or Clear All
Filters. Multiple filters in dropdown menu.

-~

Filter Behavior

~ Preferred Suppliers

Select filters to | Supplier
focus results.

\ h & 9598%

90-94% (3)

<

Quantity

€

Ships Within

€

Stock Status

<

Order From Supplier

<

Country/Region

Filtering: Purity: 95-08%

Clear All Filters

Sort results by relevance, supplier

Exclude

@ 1selected ~ 21 Results

name, shipping speed, or purity.

Supplier Substance Purity Purchasing Detalls Avallabllity

1 | Click to open Substance Detail.
0 ATA & 51234.28.7 95-98%

@ BEMNOXAPROFEN
AstaTech Product List -

Synthesis on
demand

Open product ordering page
on supplier’s website.

T View details, generate retrosynthesis
Last Updated: 31 Mar 2022

plan, and edit/download structure file.

Arspichem Product List LN 95-98% roduct Information & | Typicallyin
United States chlorophenyljoenzo(d] stock
Last Updated: 3 Aug 2021 oxazol-5-ylipropancic aci
= - with
Open product information page |"""?
Click to select result. | on supplier's website.
Maintained in

Click thumbs up/down to

Filter Content Report

Download filter data from
this result set.

Supplier Detail

™ Supplier Detail

Akh
Pharmech, Inc.
@ stock

Alchem Pharmtech Preduct List

metf set supplier preference.

United States aad ]

Last Updated: 2 Mar 2016 506G
Click to download the contents (name and number [ "
value) for all or applied filters as an .xlsx file. Bulk

Email detail.

Download detail.

AstaTech Product Listl » @ ?

Click thumbs up to set supplier as Preferred
or thumbs down for Non-Preferred.

Web hitps:/iwww.AstaTechinc.com &
Email sales@astatechinc.com
Phane 215-785-3197
Chemical Name BENOXAPROFEN
QOrder Number 90147
Purity 958
0.1 g, USD 3500

Quantity, Price 0.25g, USD 6900

Stock Status Synthesis on demand
Ships Within 8 weeks

Pricing Information

Last Updated 31 Mar 2022

ICIick to open Substance Detail. |

substance Information
CAS Registry Number
CAS Name Benoxaprofen

iﬁ@

Click to view details, generate retrosynthesis
plan, and edit/download structure file.

Open product ordering page
on supplier’s website.

Additional Contact Infor

AstaTech, Inc.

Keystone Business Park
2525 Pearl Buck Road
Bristol, PA, 19007
United States

Fax 215.785-2656

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.
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<> Biosequences

B References ¢

BLAST Search Details

Sequence Type: Protein

Search Within: Nucleotides
BLAST Algorithm: TBLASTn-fast
NCEI Included: No

Alignment Identity: -

Query Coverage: 90%

E-Value: 10

Match with Gaps?: Yes

Gap Costs: Existence 11
Extension 1

Retrieve related data for all results. |

| Download results. |

| Click to select another sequence. |

IS

Query Details View More

> pdb|1E57|C Chain €, Physalis Mottle Virus

) Sart: Alignment dentity -"Vm-.-." Expanded = I

Alignment tity: 100%

Click to display data visualization.

Bioscape s
Visually explde sequence
similarity with'g new toal.

Learn more abdyt B DSCApe.

Create Bioscape Analysis

Filter by

~ E-Value

~ Query Coverage %

s O
Select filters to o
focus results.
N | ~ subject coverage %
N -
\_ )
0 to 100
-~ Alignment |dentity %
:_"_ﬂy_;‘.

60.5

|Change result display. |

Matches: 188
Mismatches: 0

83 Results - 0
Sort results by Alignment Identity, E-Value,
1 Query Coverage, or Subject Coverage.
Query '_\.‘I. ) [ '____‘ISB.
Subject II I
View Less
Alignment Subject References

Alignment Data
BLAST Score: 889
E-Value: 3.1542e-118

Q 1 MDSSEVVAVK QASIPAPGSI LSQPNTEQSP AIVLPF

FEPTETTN T ERCERERTer FEEEEREErr TReereeees
5 548 MDSSEVVK

Click to view CAS RN, NCBI

ttfgtaetaa

1T e

B References

/

Click to view references
indexing the sequence.

TTTTITITTT

TELTAPYRHA 683

VPLNLDSVNR l4®

Identifier, sequence length, NCBI
Organism, and tabular sequence.

Click to patent/journal results
containing a matching sequence.

Query \ |

Alignment Identity: 100%

Matches: 188
Mismatches: 0

Subject I I

View Less v

—
Alignment Subject

Alignment Data

BLAST Score: 889

E-Value: 1,71882e-108

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.

Email results.
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Bioscape

Bioscape visualizes the similarity and patent landscape for a set of sequence results. The location of the sequence bar in the visualization
corresponds to the similarity of the sequence to the query, and the height of the sequence bar corresponds to the number of patents in which the

sequence has been published.

H CAS 9" SciFinder”

Refine sequence result 3
bars by similarity.
Q,

. Sequence Similarity
Refine sequence result p —
bars by patent keyword

and simple legal status.

o7 % . 100

Queried sequence.

Change how sequence
result bars display.

Click the Select Sequnce button and
then click-and-drag to select multiple
sequence results for viewing.

N

Powered by

patsnap

7] Select Sequence

Copyright @ 2022 Amarican Chemical Scciety. All Rights Reserved. | FICP#130470758-3

Multiple CAS RNs Associated with this b4
Sequence

—

If present, click to
P view substances.

Click to view
1 relevant patents.

—

Click 2 bar to view its patent count
and sequence length.

Help Contact Us Legal

See CAS SciFinder" Help for more information. For assistance, contact the CAS Customer Center. 10
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Chemscape visualizes the similarity and patent landscape for a set of substance results. The location of the substance bar in the visualization
corresponds to the similarity of the substance to the query and the height of the substance in the visualization corresponds to the number of
patents in which the substance has been published.

View and manage your
saved Chemscapes.

N\

CAS '9;:? Scifinder”

Group and refine . - %
Chemscape structures to D lLcwcr @@ Y
show key information. -
Structural Similarity .
Add new structures to e SRS Click to open
result bars display. Substance Detail page.
your Chemscape and _ -
indicate their position. I, A
- = 7
| _ D
Refine your Chemscape by o 00 I I~ ~ " < w 2% J,% I
keyword or an exact match < - w W ; o L
to a chemical structure. | T g E‘ -— - - T
= e AN T T M - B o=y
| o - [ - == T e
- LS - o w ¥ ]
E <> - Add mark
Patant Count Click to view
P - relevant patents. E
Molecular Formula
: \!/ CogHaFNyO
- S
‘ - SMILES
' elecc2e(c Jein[nHjc2=0)Celece(c{cI)C{=01M4
b ‘“{{/ CON(CCA)C(=0)CSCTS)F
~ 4-{Cyclopropanecarbonyljpiparazine-1- |
~ N B carbonyl)-4-fluorcbenzyl)phthalazin-1(2H)-one L::
~ Click a bar to view its structure and 4-{[3-{|4-{Cyclopropylcarbonyl)-1-
V number of associated patents. ;.,/ Piparezindlcaronyd]-4-
/ v < r\z;c:;aonv Imathyl}-1{2H}-phthalazincna
v A 1
~ ' < AZD2281
AZD-2281
e ~ - v KU 0059438
- ~." Y L KU 58436
Lyngarza
v ~ dadh. Click to save your Chemscape for | |  Ferszne, 1icyeiopmonyicaonyihais. o o
. dihydro-d-gx0.1-phthalazinymethylj2.
Click the Select Structure button and then later access in MyChemscape. fuorobenzoyl)
click-and-drag to select multiple structure NS ~
3 results for viewing or a new Chemscape. <V
Powered by 7 - Screnshot  ga
patsnap | V| S S 4 ~

Copyright & 2022 American Chemical Society. All Rights Reserved. | FICP# 13047075453

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.
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CAS %

SciFinder”

*

Saved Searches and Results

Fliter by
~ Result Type

Reactions (4)
References (d)

Substances (2)

~ Alerts
Unviewed (1)
Alerts 5et(2)

Mo Alerts (8

~ Tags
Citing Alert ) (1

For Review JEH

NSAID (1)

& Saved g

B 1 selected

Click to select item.

@ References

Ibuprofen pharma compositions #

e/Ibuprofen pharmaceutical

CAS SciFinder" Quick Reference Guide

| Delete selected item.

| Email selected item.

Click to open
Reference Detail.

View Citing

/

Filter saved items.

A jlerts # Add Tags -

October 30, 2018, 10:53 AM

B References ibuprofen

Combine *\ Combine previously saved

queries or selected results.

Set/edit an alert on saved
query or view and manage
alert results.

[]
& Alerts -

October 1, 2018, 4:20 PN

Citing Alert

Ibuprofen Reference
. | Run a saved query. I/@

View references citing
the saved item.

Create/add tags.

Teflon Subtracted Intersected 306A and 8510273

# dd Tags - Nsm:‘3—| Click to remove tag. |

"

| Display saved result set. |

1 Combined From Reaction Saved Items
View Saved
Search History
Filter history by
/ selected search types.
Filter by i (© Your Search History
53 Searches
~ Result Type
All (4) @ 1selected b ¥

Biosequences (19)
Patent Markush (1)

Reactions (13)

References (54)
Retrosynthesis (16)
Substances (36)

suppliers (2)

~ Date

Start Date

< May, 2022

50 MO TU WE TH FR SA

May 2, 2022

Delete searches.

1:47 PM

March 28, 2022

1 2 l\—a Retrosynthesis
3M2PM

Display search history for a
specified date range.

As Drawn (7)
Substructure (1,724)
Similarity (608K)

Rerun search to
retrieve latest results.

Edit Search

Edit search and then rerun. |

Synthetic Depth: 3
Predicted Rules: Common
Break & Protect Bonds: No
Starting Material Cost Limit:
$1,000.00/mol

Open retrosynthesis plan

Q or edit options and rerun.

Open Plan

Edit Search

Complete

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.
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Z:
sc:‘d\s CAS SciFinder" Quick Reference Guide

CAS SciFinder" Support

To access CAS SciFinder" in-application support, click the Help link at the bottom of any page or select Help

from the Account menu.

For additional assistance using CAS SciFinder", please contact the CAS Customer Center:
e Hours: 8:00 a.m. to 6:00 p.m. EST Monday — Friday.
e Phone:
0 1-800-753-4227 (North America)
0 +1-614-447-3700 (outside North America)
= Option 2: General information or account-related questions
= Option 3: Assistance with search strategies, database content, or using a product
= Option 4: Technical assistance with software set up, installation, and configuration

e Email: help@cas.org
e Web: https://www.cas.org/contact

If desired, ask for a CAS SciFinder" Familiarization Training Session visit or online session.

See CAS SciFinder™ Help for more information. For assistance, contact the CAS Customer Center.

@l

Copyright © 2022 American Chemical Society. All Rights Reserved. | ZZICPE130470755-3 ontactUs Legal
CAS '/,;1 SciFinder” Substances =  Enter a query... @ Draw “ a G)
My CAS Profile
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CAS 22 Analytical Methods Quick Reference Guide
‘l:o

Search

CAS %5 Analytical Methods Access previously saved searches. —® % Saved & Account

v

Search

Enter keywords to search for methods, and then click Bl .

Enter keyword, matrix, analyte, etc.

blood plasma n

Advanced Search
\ Use Advanced Search to combine Browse for methods by

multiple queries using logical operators. clicking a category.

Browse Method Categories

Agricultural Applications / Analysis Fuels / Geology / Biofuels Pharmacology / Toxicology
Bioassays Historical Analysis / Dating Polymer Analysis
Biomolecule Isolation Miscellaneous Water Analysis
Environmental Analysis Organic Compound Analysis

Food Analysis Organometallics / Inorganics

Recent Searches

Advanced : keyword : analyte, keyword : palmitic acid, keyword : blood plas X
bloactive agents \ Click the title to rerun arecent search. | __—® *
Browse: Natural Product Isolation Analysis Click the X to remove title from list, X

See Analytical Methods Help for more information. For assistance, contact the CAS Customer Center.
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CAS E,.".E‘: Analytical Methods

Quick Reference Guide

Advanced Search

Select the search field: Keyword, Analyte,
Matrix, Method Category, Technique, CAS
Method Number, or Publication Name.

Enter the query for the search field.

Select the logical Analyte v palmitic acid

operator: AND, OR, NOT. [™Ng 6 © s y

blood plasma

Add Search Criteria

“ Clear Click to add another query.
V.l ~

Click to remove a query. o x

/ o~

Click to execute search. Click to reset form.

See Analytical Methods Help for more information. For assistance, contact the CAS Customer Center.
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CAS :,.::: Analytical Methods

Quick Reference Guide

Results

Save methods.

Sort methods by Relevance
or Publication Year.

B

.

« Return to Advanced Search

Select individual methods
to export or save, or check
box at top to select all
methods on page.

Carbamazepine 10,11-
epoxide (1)
View All

~ Matrix
Blood plasma (7)
Urine (1)

¥ Method Category

~ Technique

HPLC (7)
HPLC-tandem ma
spectrometry (7)

Liquid-liquid extraction (7)

Results

Download methods to

@ 1selected PDF or XLS format.

Analysis of Hyperoside in Blood plasma by HPLC
CAS MN: 1-101-CAS-135904

i -

e

Sort Relevance -

&, % dDCompare (2/3)

View Details & Instructions

Analyte Hyperoside

comparison.

Matrix Blood plasma

Click Compare to view
selected methods for

(D Add to Compare

Other Materlls  Re id; Methanol

Click method title or View
Details & Instructions to
view method details.

Category
Technigue Liquid chromatographic UV detectors; HPLC; Extraction

Equipment Used

Atmospheric pre
(5)

Extraction (5)

Select boxes to filter
methods by data values.

ntravenous administration

View All

~ Year
2013 (2)
2004 (1)
2007 (1)
2010(1)
2012(1)
View All

Kang, Ting-Guo

column (Diamonsil C18, 46 mm X 15
S mm.id. 5 umY 0.45 ium memhran

cal Ingredient and Metabolite Analysi

Click Add to Compare
to select methods for
comparison.

High performance liquid chromatography system; Milli-Q Biocel Ultrapure Water System

| C determination and pharmacokinetic study of hyperoside in rat plasma after

Liu, Xun; Wang, Dong; Wang, Si-Yuan; Meng, Xian-Sheng; Zhang, Wen-jie; Ying, Xi-Xiang;

Yakugaku Zasshi (2010), 130 (6), 873-879. Pharmaceutical Society of Japan

Full Text -

Abstract~

Analysis of Mexiletine in Blood plasma by HPLC
CAS MN: 1-101-CAS-156566

View Details & Instructions

Analyte Mexiletine

Remove a selected
comparison method.

\

(D Remove from Compare

See Analytical Methods Help for more information. For assistance, contact the CAS Customer Center.
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CAS }": Analytical Methods Quick Reference Guide
fl"i

Method Detail

Method Detail (1of33 Next +

Download method to

PDForXLSformat. [ ———e d, #

Analysis of (+)-Pentobarbital in Blood plasma by Gas chromatography-mass
spectrometry
CAS MN: 1-101-CAS-168942 Save method.

Method Category: Active Pharmaceutical Ingredient and Metabolite Analysis
Technique: Gas chromatography-mass spectrometry View structure image.

(t)-Pentobarbital analyte View Structure
(#}-Thiopental analyte View Structure
Propofol analyte View Structure
246(TH,3H5H) Pyrimidinetrione, T-methyl-5-(1-methyk-2p) ¢ oo the display to see method details such as:
propenyl)- ) ) o :
Materials, Source, Equipment Used, Conditions,
Diazepam Instrument, Instructions, and Validation. 439145
Phenobarbital GGy = TTETT SO 50-06-6
Midazolam analyte View Structure 59467-70-8
Nordiazepam analyte View Structure 1088-11-5
Blood plasma matrix
GC capillary column (12 m x 0.2 mm 1D, 330-nm film thickness) material
Source

Fast, Simple, and Validated Gas Chromatographic-Mass Spectrometric Assay for Quantification of Drugs Relevant to Diagnosis of Brain Death in
Human Blood Plasma Samples

Peters, Frank T.; Jung, Julia; Kraemer, Thomas; Maurer, Hans H.
Therapeutic Drug Monitoring (2005), 27 (3), 334 - 344. Lippincott Williams & Wilkins
CODEN: TDMODV  I1SSN: 01634356  DOI: 10,1097/01.ftd,0000158079.53577.46

Full Text =

Abstract ~
In addition to total anamnesis, one of the important aspects in diagnosis of brain death is the exclusion of effective plasma concentrations of drugs that

See Analytical Methods Help for more information. For assistance, contact the CAS Customer Center.
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CAS 5}": Analytical Methods Quick Reference Guide

“

Compare Methods

Download the comparison table. §~_

Compare Methods

Click X to remove Expand All data items 4,

method from the table. \. o el o e s L \.
Expand All 7 Collapse All

/& 2 o 3 o

Title  Analysis of Hyperoside in Blood Analysis of Carbamazepine in Blood Analysis of 5-Fluorouracil in Blood
plasma by HPLC plasma by HPLC plasma by Liquid-liquid extraction
CAS Method Number ~ 1-101-CAS-135904 1-101-CAS-184445 1-101-CAS-158452
Method Category  Active Pharmaceutical Ingredient and Active Pharmaceutical Ingredient and Active Pharmaceutical Ingredient and
Metabolite Analysis Metabolite Analysis Metabolite Analysis
Technique Liquid chromatographic UV detectors; HPLC; Solid phase extraction HPLC; Liquid-liquid extraction

HPLC; Extraction

Analyte Hyperoside trans-10,11-Dihydroxy-10,11- Uracil; 5-Fluorouracil; Dihydrouracil;
dihydrocarbamazepine; Antitumor agents
Carbamazepine 10,11-epoxide;

Expand data item. [~ yicu All -

Matrix Blood plasma Blood plasma Blood plasma

Other Materials ~ Acetic acid; Methanol; Analytical 0.45 ym regenerated cellulose RP-18 X-Terra'column (5 um particles,
column (Diamonsil C18, 4.6 mm X 150 membrane filter; analytical column 25 cm)
mm, i.d., 5 pm); Guard column (KR (250 mm x 4.6 mm; 5 pm); cartridges
View All v View All v

Equipment Used High performance liquid HPLC system, 1200, Agilent HPLC system, 1100, Agilent
chromatography system, Shimadzu, Technologies , Wilmington, DE, USA;
Kyoto, Japan; Milli-Q Biocel Ultrapure Vacuum Manifold, 12-port, Supelco,
View All ¥ View All v

See Analytical Methods Help for more information. For assistance, contact the CAS Customer Center.
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CAS :;:'; Formulus

-

Quick Start Guide

Search for Existing Formulations

i CAS 'aé: Formulus @ Hep

Search for

Enter a formulation ingredient, purpose, physical form, function,
or document identifier, and then click the magnifying glass.

Search for Formulations by Iny

& Formula

© Ingredients

calecoxit

Try Advanced Search for a more precise search experience

Explore Formulation Results

Click the Suggested References tab to view
reference results matching your search term.

B Suggested References /

& Formulations

Filter by Refine results by applying filters. |

Sort: Relevance

| Download results as PDF or Excel. |—o & (Dcompare2i3i-

|Compare selected formulations.

::L:s::ceulical Pharmaceutical Tablets Containing Celecoxib: Antiinflammatory Agents or Analgesics
Unclassified n; Example 14, Table 1, 4
Analgesics, Anti-inflammatory agents
~ Pupose t Homo sapiens, Lowser back pain, Osteoarthritis, Rheumatoid arthritis

Anti-inflammatory agents (76) oute: Oral drug delivery systems

Analgesics (66)
Antiarthritics (S6)

Formulation components with function and amount reported. |

/e from Compare

Drug delivery systems (47)

Pharmaceutical formulations \:
124] Component Function Amount Reported
View All
“ Group: granulated celecoxib active agent 1008 g
S hyical Faemy Celecoxib nonsterpidal 1200 ¢
& Tablets (66) antiinflammatory
Solutions (25) agent”
Capsules (21) .
Liguids (16) Mannito exciplent nozg
Powders (15) >-GIUCOSE, 4-O-f-0- excipient 2648
View All galactopyranosyl-, hydrate
e Hydraxypropyl cellulose disintegrating agent 384g
Additional group components reported
~ Delivery Route
Magnesium stearate lubricants 12g

Patent

Pharmaceutical tablet containing
celecoxib as anti-inflammatory
and analgesic agent

n CAS SeiFir

Patent PDF

Oral drug delivery systems
{66) Brre

Controlled-release drug
delivery systems (1)

View or download full-text patent document.

hts or Analgesics--Controlled

View Form on Datail
Topical drug delivery systems
@ B
Parenteral drug delivery 1Sl Formalate
systems (2) - - = - . .
sublingual drug delivery I View full compupent list with DpllDI:‘lalIt\r, prod‘ucltlon
systems (2) Roglaeaps process, effective dose, and experimental activity.

View All

: Article Page 1, 3, 4, Table 1

Analgesics, anti-inflammatory agents

~ Infermation Included Purp

Component Amount (66} 1y Route: Oral drug delivery systems

Process (48)
Experimental Activity (41)
Effective Dose (1)

Physical Form: Tablets

~ Document Type Component Function Amount Reported

Journal (14)

Group: celecoxib granules
Article (14)

active agent

Patent (52) Celecoxib nonsteroidal
Claim (8) antiinflammatory
® comparative Example (4) agent

Example (40
Proguct Insert (1)

Mannito! @ | Click a blue component ingredient

other Ingredients name to view more information.

~ Organization
hydroxypropyl methylcellulose - I%
_ 50 cPs
~ Publication Year

Additional group components reported

See Formulus® Help for more information. For assistance, contact the CAS Customer Center.

QD) Add to Compare

Journal

Formulation and evaluation of
pulsatile drug delivery system of
celecoxib

tion available
n CAS SciFinder”
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Formulus

CAS z:

Quick Start Guide

Search for Ingredients

i CAS 'a: Formulus @ e

Account

(@ History 2

Enter an ingredient name, CAS
Registry Number, or function.

Click Ingredients.

Execute search.

Search for

Search by Ingredient Nzg#€, CAS Registry Number, or Funct

& Formulations

propylene glycol

Explore Ingredient Results

@ Ingredients «)

ion

Download results as an Excel file. |\ .

» Industry
Agrochermical Refine results by applying filters. |
Cosmetics & P al Care

Pharmaceutical CASRN: 57-55-6 (t)-Propylene glycol

EPA Pesticide Inactive
Ingredients (3)
FDA Inactive Ingredients

H
/L/:)H Boiling Point (Experime:

Density (Experimental)

Density (3)
View formulations using the ingredient. |

View 14 More

Commonly Formulat

~ Commerdial Availability

Unclassified view Details Propylene glycol
Key Physical Properties alue Condition
»~ Regulatory Information
A soht
REACH (6) Molecular Weight 76.09
Cosing: Cosmetic Ingrecient Melting Point (Experimental) =59 °C
Inventory (3}

ntal) 188.2°C

1.036 glem?

Database (3) ‘.M.K\ -
ANMAT (1) Commonly Used As: Solvents; Carriers; Plasticize. o
F Tpep—
el CaHa0z Similar Ingredients with Regulatory Information s o
Pa—
- 27194.74.7 Propy glycol monolaurate .
~ Experimental Properties ropylene giycolm aur <non
T ; ; N 858 Propylene glycol butyl ather <l Gt GO ap
Boiling Point (3) | View ingredient suppliers. | pylene gly "
131 Propylene glycol monopropyl ether

fith | Regulatory Information | Experimental Properties

| View experimental properties.

View regulatory information
and inventory lists.

available (3) & Formulations = Suppliers & Send to Designer
Add ingredient to the
Formulation Designer.
View components used
Formulation Designer @ with the ingredient in
formulations.
Inchrtry
Parposs S A 30N A ngreca By Infrmaten
e o+ o
Prysical Form
1 o~ OAE Mumbar  Ovignal Mame.

[ AcTve of 3 v
o a0

g CRmens Ingredient issary g M Pl Lt 348 s it 4w
spplcant Faane PaeOse  Osficatos
IENANE  DOWCADACM €3 omason I
AVATAR C0RP womssen WIS can

Acrangrs ivarsiory Lt Loty
< i Pps— Assrata

See Formulus® Help for more information. For assistance, contact the CAS Customer Center.
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CAS z:

Formulus

Quick Start Guide

Explore Ingredient Suppliers

Filter by

~ Grade

Reference Material (4)
Reference Material, 150
17025 (2)

Reference Material, 150
17034 (2)

View All

~ Certificate of Analysis

Available (1)

~ Bulk Availability
Available (24)

~ Supplier

LGC (8)

FUJIFILM Wako Pure Chemical
Corporation (6)

Sigma-aldrich (4)

A2B Chem LLC (3)

AM BLOCKS LLC(3)

View All

~ Supplier-Reported Properties

Hazard Information (5)
Solubility (5)
Description (3)
Primary Action (1)

~ Order from Supplier

Available (53)

™ Suppliers (22

Refine results by applying filters.l

Molecular Biology Grade (8]
Reagent Grade (5)

CAS RN: 169590-42-5

Results for Celecoxib

I Download results as an Excel file. |\

&,

View contact information, shipping details, and distribution options.

BIONET/Key nics Ltd.

View Details

Product Information

Celecoxib

Celecoxib is used in management of
arthritis (OA), arthritis (RA) and
ankylosing spondylitis. It is a selective
noncompetitive inhibitor of
cyclooxygenase-2 (COX-2). Ref: Drugs.
2000; 59 (4), 957-980.

70 mg/ml DMSO

Name:
Description:

Solubility:

Quantity Information Ordering & Shipping

Available Amounts: Order from Supplier &

1mg GBP 30.00 Within: 1 week
5mg GBP 41.00 tatus: Typically in stock
10mg GBP 51.00

Open supplier’s ordering page.

Tokyo Chemical Industry Co., Ltd. (Tokyo Kasei Kogyo Co., Ltd.) (Overseas Sales Office)

View Details

Product Information

Quantity Information Ordering & Shipping
Available Amounts:

200 mg JPY 5100
18 JPY 1750

Product Information &
Ships Within: 1 week
Status: Maintained in stock

Open supplier’s product page for ingredient.

Name: Celecoxib
TCl America
View Details

Product Information

Name: Celecoxib

Quantity Information Ordering & Shipping
Available Amounts:

200 mg usD 27
1g usD 79

Order from Supplier &
Ships Within: 1 week
Status: Maintained in stock

See Formulus® Help for more information. For assistance, contact the CAS Customer Center.
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