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CAS 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" Log In page: https://scifinder-n.cas.org.

Log in using your CAS SciFinder® Username and Password.

Note: First-time commercial users may self-register by clicking Register for enterprise or
government use.

By using SciFinder"®, you agree to the License Agreements &r
Palicie:

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
Search by Keyward, Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, andfor DOI. Learn More

[ 1. Select the search type. ]

© substances ["”"" 3 query.. @ Dra\-
B reactions A /

B References [ 2. Enter a text query or draw/import a structure query. ]

¥ suppliers

I 3. Click to execute search. ]

& Biosequences

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. ] I b IS O e SR I

Searching for... Substances

Search by Substance Name, CAS RN, Patent Number, PubMed 1D, AN, CAN, and/or DOI. Learn More

& Al
B Q-
B Reactions Use Ad

@ References

v d Search for Molecular Formula, Substance Property, or Experimental Spectr
[2. Click the Draw button to draw/import structure.
Edit Drawing Remove

N [ 3. Select the Search Patent Markush box. ]—+
< Biosequences

™ Suppliers

See CAS SciFinder" Help for more information. For assistance, contact the CAS Customer Center. 1
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Substances

Keep orr Retrieve data related Sort results by relevance or Change result display.
I Select type of structure match. I selected results. to all results, amount of related data. g —
\G) Substances s \ \

© 2selected - B References « B Reactions = ™ Suppliers =

Substructure (35)

Filtering: Commercial Availability: Avallable X Reference Role: 2 Selected - X

Vi el Similarity (21K)
iew a breakdown 1 l Download results. Save results and/or search.
Physical Prog® condit

of the structure's e ({ #naiyze Structure Precisior 51234-28-7 Key

precision.
Chemscape Analysis a Click the X to remove a filter, 3072 Email results.

Visually explore structure - multiple filters in dropdown menu. 189180 °C
similaricy with a powerful new
- tool
View a three- e cr e abo T chem: — Boiling Point (Predicted)  446.2:30.0°C Press: 760 Torr
dimensional Create Chemscape Analysi Benoxaprofen Den edicted) 1262:0.06 /cm?  Temp: 20°C; Press: 760 Torr

analysis of the
substance results.

& 932 a8z "

i ka (Predicted) 435403
References  Reactions Suppliers redicted 541

Filter Behavior

View Key Physical Properties

Exclude —— on Substance Detail page.
[Retrieve data related to a specific result. J
~ Commercial Availability 2 l
~ Reaction Role 70280-67-0 Key Physical Properties Value condition
~ Reference Role o o, Molecular Weight 30172
€|
Select filters to Ly ~ Stereochemistry - - N; <:> Boiling Point (Predicted) 44624300 °C Press: 760 Tort
focus results. ~ Number of Components Density jcted) 1.36240.06 gfom®  Temp: 20 *C; Press: 760 Torr
szl emistry shom
~ Substance Class oKa (Predicted) e Most Acidic Temp: 26
T pKa (Predicted) 61020 ost Acidic Temp: 25 °C
~ Isotopes (-}-Benoxaprofen
v UEEb D 1 Click to view substance information window.
References Supplier

<

Molecular Welght

Experimental Property
Click to open Substance Detail page.
Experimental Spectrum 66934 Condition
~ Regulatory Information & Molecular Weight 30172 -
>—< %u
Bloactivity Indicator mw Boiling Point (Predicted) 446.2430.0°C Press: 760 Torr

¢

<

<

v UL Density (Predicted) 1.362:0.06 grem?  Temp: 20 °C; Press: 760 Tort
+ search within Results Absolute stereochemistry shown
CuataINGs pKa (Prediicted) 2353030 Most Adidic Temp: 25 °C
Substance Detail
© Substance Detail (1o::) l Retrieve data related to substance. I Next »
( References (1,028) B Reactions (28) ® Suppliers (36) ]’
CAS Registry Number
51234-28-7 il.
(o]
0
/ al
HO N

CqH12CINO; \

5 Benzoxazoleacetic acid, 2-(4-chlerophenyl}-a-methyl-

Click the structure image to display its
substance information window, which displays

Key Physical Properties value A ) ) )
options to view details, generate retrosynthesis

Molecular Weight 301.72 plan, and edit/download structure file.

Melting Point (Experimental) 188-190 °C

Boiling Point (Predicted) 446.2£30.0°C Press: 760 Torr

Density (Pred 1.362+0.06 g/em? Temp: 20 °C; Press: 760 Torr

pKa (Predicted) 4260020 Most Acidic Temp: 25 °C

Click to view expanded
data in category below.

Experimental Propert

Expand All | Cal A

~ Other Names

(v Experimental Properties

Expand or collapse all categories.

v Experimental Spectra Click a category to expand and view
additional substance information.

v Predicted Properties

~ Predicted Spectra

See CAS SciFinder" Help for more information. For assistance, contact the CAS Customer Center. 2
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Keep orr
selected results.

Retrieve data related
to all results.

Sort results by relevance or
amount of related data.

l Change result display. I

\

[ Filter Behavior
Select filters to
focus results.

Review (16)

Wiew All

Language

Publication

«

<

Author

<

<

Publication

Concept

<

CAS Solutio

«

<

Database

<

~ Document Type

Journal (463)
Patent (582)

Clinical Trial (60)
Commentary (2)

Substance Role

Year

Organization

Name

ns

Formulation Purpose

Search Within Results

References s

\(Sn':‘ Relevance '" w: Partial Abstract v’

@ zselected ~ © substances »

B Reactions v

€6 Cited By =

Filtering: Document Type: Patent X Substance Role: 2 Selected X
1 *
Purifical Click the X to remove a filter, en
By: Hamm Itiple filt: ind d scek, Diane M.
Unites 514 Multiple filters in dropdown menu. |

The title process comprises phase separation of 21 impurit|
View More v

les frem title precursors using HOAC.

Download results.

Email results.

PATENTPAK ~ Full Text ~

[ © Substances (2) A Reaction(1) & CitedBy(2) (@ Citation Map ]

[vIF

A

China, CN1097

(Prepara[ion method of carprofen and intermediates [hereof] [ Retrieve data related to a specific result. ]

020 A 2018-05-03 | Language: Chinese, Database: CAplus

The invention discloses a preparation method of cal
invention discloses a preparation method of carpre
chlorophenylpropicnic acid and p-chloroaniline ta

I
Click to open Reference Detail page. }47

‘ofen. The

id; cyclization

invention is an anti-inflammatory drug,

PATENTPAK

Full Text v

© Substances(7)

B Reactions (3)

Reference Detail

\

Access options for viewing
patent information.

Access options for viewing the
full text of the reference.

of 2-(3(4-chlorophenyllamina}-4-chloraphenyl)propionic acid to produce carprofen. The carprofen disclosed in the present

Retrieve data related to substance.

Patent

Patent Information
Patent Number
W02015095199

Publication Date
2015-06-25

Application Number
WO02014-US70615

Reference Detail

View interactive version of

patent that highlights specific
locations of indexed substances.

the

Assignee

Source
World Intellectual Property

Vireo Systems, Inc., United States

Expand to view
formulation information
in the reference.

L (~_Formulations

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

v

®

Method and comp
osteoartiritis

Download detail.

©)

ition comprising ethyl (a-guanido-methyl) ethanoahﬁ)r tre

gy raulkndl Set citing alert for the reference.

anti-inflammatory treatment for osteoarthritis.

PATENTPAK Viewer J Full Text ~ the full

Access options for viewing

Email detail.

Next

>

tino

Save det

al

S including administering an anti- inflammatory agent to a patient,
wherein the anti-inflammatory agent is Et (a- guamdn methyl) ethanoate. Et (a-guanido-methyl) ethanoate provides a safe, non-toxic

text of the reference.

Patent Family

Patent Langt Kind Code | PatentPak Options Publication Date  Application Number  Application Date
WO02015095199 English Al PDF | PDF+ | Viewer 0 . . B
ngls DF | | Viewer Click a PatentPak option to view
P the patent source document.
US20150164847  English Al PDF | PDF+ | V 2015-06-18 US2014-14572159  2014-12-16
Expand All | Col

Expand to view con

(= Y

cepts that characterize the

general subject matter of the reference.

~ Formulations

' ~ Substances '\

Expand to view substances indexed in the reference.

‘v Citations '

Language
English

Expand to view citations from this reference.

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

Keep or remove
selected results.

Retrieve data related I Change result display. I

to all results. o
Filter Behavior A ReacthnS 9 / 'maup By Scheme I Expanded’
Al Exclude & 1 selected - I i References - )

Yield
o vield Avsiable () Keep Selected Results fStepsi2 X (Expe'\mer(a\ Protarols: MethodsNow: Synthesis X ) Clear AllF 15\
Remove Selected Results

>

Scheme 1 (3 Reactions)

¢

l Save results and/or search. I

Number of Steps

Click the X to remove a filter,
multiple filters in dropdown menu.

>

Experimental Pratocols

MethodsNow: Synthesis (9)

Select filters to Ly Experimental Procedure (9) W T - NH,

focus results.

<

Reaction Type

® suppliers (102)

«

Stereochemistry

¥ Suppliers (15)

Reagent
‘ cheme Retrieve suppliers

a

<

Catalyst
v for the substance.

<

Solvent
Scheme 2 (1 of 1 Reaction Selected) Steps: 2

«

Commercial Availability

Click any structure image or substance
name to display its substance information
4] window, which displays options to view
details, generate retrosynthesis plan, and

¢

Reaction Notes

<

Search Within Results

Absolute stereochemistry shown, Rotation (1

souree Reference edit/download structure file.
~ Document Type ® Suppliers (33)
~ Language
« Publication Year Reaction Summary . 2 [ process for preparation of arformoterol via asymmetric
reduction of nitreacetophenones
~ Publication Name 1.1 Reagen

Solvents Ve

°C

2.1 20-30°C;30°C—110°C;10h, 100- 110 °C

Mol E Cluran; 2-4h, 20- 30

Click to open reaction
reference’s detail page.

Access options for viewing the

[View reaction's detail page‘h

PATENTPAK Full Text «

 Reaction Detail Y Experimental Protocols )

/

Collapse or expand a scheme's full text of the reference.
reaction summaries. L View interactive version of the |

Display experimental patent that highlights specific

procedure for reaction. locations of indexed substances.

Reaction Detail

B Reaction Detail (Scheme 1, Reaction 1 of 3)

Retrieve liers et >

PP
for the substance. [Download detail. ]—D & Save
V4
Steps: 2
/j \)‘/\ "
NP = .
m m j ) I Email detail. save detail.
., T
B Suppliers (99) Euppl\ers{&()] ® suppliers (45) - .
® suppliers (14) Click to open reaction
reference’s detail page.
—_— View alternative reactions Reference l
Step 1 Step 2 for the same product. \ process for preparation of arform
oterol via asymmetric reduction
of nitroacetophenones.

' + Alternative Steps (13) '

B RILGirish; et al

Stage 2Nts Catalyst sSolvents Conditi N
View all rid Intellectual Property
1 Tetrahydrofuran 2h,20-40°C refere"ce Organization
p) Hydrogen platinum Rioxide o 8151, 4-5 kgemz, 200 authors.
CAS Reaction Number: 31-313-CAS-126628
— - - Patent Informat \
Click the tabs to view the View interactive version of the atentinformation
i " " atent that highlights specific Fatenilumben .
Notes steps in a multi-step reaction. Ip i fi g gd t‘))t Ww02010128355 | Access options for
autoclave used GCAIOTSIONINCEXERSURSLANCES viewing the full text

P Datg
2010-11-11

of the reference.

Experimental Protocals

Click the tabs to view available

MethodsNew™  Experimental Procedure 5 Application Number
experimental protocols. TR
Products 4-Methoxy-a-methyl-N-(phenylm application Date
2009-12-28
Reactants Benzylamine

See CAS SciFinder" Help for more information. For assistance, contact the CAS Customer Center. 4
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Suppliers

Keep or remove
selected results.

CAS SciFinder" Quick Reference Guide

Change result display.

>

<

<

<

<

<

Select filters to 2 1 selecte

« Preferred Suppli
focus results. ™S referred Suppilers

Product List

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

United States
r3,2016

3

m ASTA

AstaTech Product List

Sort: Relevance ~

Download results.

Click the X to remove a filter,
multiple filters in dropdown menu.

Email results.

ity

Filter Behavior SU pp|ler5 (24)
Filtering: Purity: 2 Selected ~ X
Supplier
purit . 95-98%
urity supplie 4 50.94%
>999% (4)
1
95-98% (23)
90-94% (1) Arspichem Product List 51234-28-7
United States
Quantity L:ﬂ. ated Dec 22, 2017
@ ®
Ships Within
Stock Status
2
Order From Supplier
Alchem
Country Pharmiech, lnc,
Alchem Pharmtech

2-(2-{4-chloraphenyljbenzo
[d]oxazol-5-yl)propanoic
acid

Order Number: AB1468

512

information window, which L ole
oD W displays options to view details,

methyl-5-benzoxazo
leacetic acid

Order Number: X-02708

Purity Price Unavailable

95-98% Ships within 2 weeks

Quantity
Unspecified

Click to open the substance's

generate retrosynthesis plan,
and edit/download structure.

Click to open Supplier Detail page.

51234-28-7
BENOXAPROFEN

Order Number: C30147

Click to select a quantity. /'

Purity USD 6900

25 08% nthesis on demand

Quantity o gaeeks
0.25G -

Supplier Detail

' Order From supplier & '

® Supplier Detail

AstaTech Product List

Pricing Information 31 Dec 2020

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

Download detail.

Substance Informatior

Email detail.

CAS Registry Numbe

51234-28-7

Benoxaprofen

Web w.AstaTechinc.com &
Email atechi
Phone 215-785-3197
Click to open Substance Detail page.

Item Details
Chemical Name BENOXAPROFEN
Order Number Co0147
Purity 95%
Quantity, Price 0.1G, USD 3500

0.25G, USD 6900
Stock Status Synthesis on demand
Ships Within 8 weeks

Additional Contact Informatior

AstaTech, Inc.

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

Open product ordering page
on supplier's website.

Fax 215-785-2656

o 0
HO N

Click the structure image to
open the substance's
information window, which
displays options to view details,
generate retrosynthesis plan,
and edit/download structure.

See CAS SciFinder" Help for more information. For assistance, contact the CAS Customer Center. 5
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%)

Biosequences

l Sort results. I lchange result display.]
»

Subject Coverage ~JView: Expanded -

BLAST Search Detals <> Biosequences e C

Sequence Type: Proteln

Search within: Nucleotides I Click to select another sequence. I
BLAST Algorithm: TBLASTn-fast
Alignment Identity: - ‘
Query Coverage: 90% Query Details  View More

E-Value: 10

Match with Gaps? Yes
Gap Costs: Existence 11

Extension 1 ~
L Al i £ 100%
‘Word Size: 6 lignment Identity: 100

[ > pds|1E57|C Chain €, Physalis Mottle Virus

Bios!

pe Analysis

) Click to view references
Visually explore sequence indexing the sequence result.

similarity with a new tool.

Learn more about Bioscape.

View a three-
dimensional analysis of
the biosequence results.

subject (1) (564

Filter by
References

References

Alignment

Subject

~ E-Value

Alignment Data
BLAST Score: 883
E-Value: 2.47596e-120

1] > to 108 hd

~ Query Coverage %

S — Q 2 DSSEVVKVKQ) PIT KLTAPYRHAQ 71
Select filters to I Click to view sequence and TR
—1 s 1 DSSEVVKVKS PIT KLTAPYRHAQ 7@
0 to 100 atent data related to the result.
focus results. P
Q 72 IVECKAILTPY IEV PLNLDSVNRM 141
~ Subject Caverage % s
s 71 IVECKAILTP TDLAVSNPLT VYLAWVPANS PATPTQILRV YGGQSFVLGG AISAAKTIEV PLNLDSVNRM 148
—
Q 142 LKDSVTYTDT PKLLAYSRAP TNPSKIPTAS IQISGRIRLS KPMLIAN 188
0 to 100 TEECEEEERE TECEEREEEE FEEEEE R FEEEREEETE b
s 141 LKDSVTYTDT PKLLAYSRAP TNPSKIPTAS IQISGRIRLS KPMLIAN 187
~ Alignment Identity %
J—
2 Alignment Identity: 60.11%
60.5 to 100

Matches: 113
Mismatches: 75

Alignment Subject

Alignment Data
BLAST Score: 487
E-Value: 3.16983e-60

Q 1 MDSSEVVKVK QASIPAPGSI LSQPNTEQSP ATVLPFQfea ttfgtaetaa QUSLQTADPI TKLTAPYRHA 78
(M I R RO B L R e L R R R IR R R I (L

s 1 MASSTATIAK QPSINAPGHV LPTPSSELSP SMVLPFQFVA TTFGMAETAA QITLVSSSAL NKLMLSYRHC 7@

? 71 QIVECKAILT PTDLAVSNPL TVYLAWVPAN SPATPTQILR VYGGQSFVLG GAISAAKTIE VPLNLDSVNR 148
LR O B o Dt L A I A RN B I U R I

s 71 QLVECSAELT PLAGAVSNPL SVSLVWVSAN STGAPTDILN IYGGSSFULG GPVTAPIPIS VPLPFNSVNV 148

See CAS SciFinder" Help for more information. For assistance, contact the CAS Customer Center. 6
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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.

Click to refine [ . %
sequence result
bars by similarity.
Click to change how T e
ick to view
relevant patents.

sequence result bars

Click to refine N A
display in your Bioscape.

sequence result bars
by patent keyword and
simple legal status.

count and sequence length.

W

Querled sequence,

‘ Click any bar to view its patent

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

Chemscape

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.

Click to view and manage
your saved Chemscapes.

P
Y 4
@ Click to group and refine x
Chemscape structures to
@’ show key information. 2
(&) X Click to open
Click to add new Cackoichanzelbay Substance Detail page.
- structures to your structure result bars
» Chemscape and indicate display in your Chemscape.
their position.

Click to further refine your
Chemscape by keyword
or an exact matchto a
chemical structure.

Click any bar to view its structure  |__p
and number of associated patents.

7 Add mark

ent Count
Click to view
Tacs nams | relevant patents.

ormula

- - : SMILES
- — _— nH\M 0)Cedeoc(clc3)CI=0ING
<l -
S~ - Sy
== L=my
— ~ — =~ = — 4-(3+{4-{Cyclopropanecarbonyljpiperazine-1-
- propanecarbonyljpip
-~ -~ - S T cotsonyl-luombenzyljphthalszinef(2Hl-cne
— —_— A{[3-{[4-(Cyelopropy
~ piparazinyljcart
fluarapt th\« imethyl
— »
Click to save your
Click the Select Structure button, Chemscape for later Lynparza
. access on My Chemscape. Piperazine, 1-{cyciopropylcarbonyi)-4-{5-[(3.4-
and then dl:k—and—drag to select y p dihydro-4-oxo ‘ -phthalazinyl)mathyl]-2-

multiple sequence results for fluorabenzoyl-
iewing or a new Ch

patsnap

See CAS SciFinder" Help for more information. For assistance, contact the CAS Customer Center. 7
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A

Search History

fer £ O Search History 3

~ Result Type
L @ 1 selected
All
Biosequences (7 Delete searches
Patent Markush January 6, 2021 from your history.

Reactions
References (38
© Substances As Drawn (6)
Retrosynthesis ( Sustructure (1,057 Rerun Search

Substances (22) . A rity (6,81
\ Filter search history for i - it
suppliers (6 Rerun search to retrieve !

selected search types.
e Fevwer P the latest results.

~ Date

y to mm/ddryyyy August 11, 2020 Rerun retrosynthesis plan
or edit options and rerun.

January, 2021 46 PM
SU MO TU WE TH PR SA
D Retrosynthesis Synthetic Depth: 3
1 2 Predicted Rules: Common

Break & Protect Bonds: No ¢
6 7 8 9
3 4 5 6 8 9 b Edit Options

Expired

June 19, 2019

l Edit search and then rerun. ]

. o © Patent Markush As Drawn (3)
Display search history for

a specified date range.
P g

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.

Copyright © 2021 American Chemical Society. All Rights Reserved. | ZICP#&130470755-3 ontact Us Legal

| saved ® e

Search by Keyword, Substance Name, CAS RN, Patent Number, etc.

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:
o 1-800-753-4227 (North America)
o +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.
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