== CAS SCIFINDER" Quick Reference Guide

Mt DIVISION OF THE ACAS SOLUTION
AMERICAN CHEMICAL SOCIETY

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

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

Log in using your existing SciFinder Username and Password.

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

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.

Search

I1. Select the search type. ] search by Keyword, CAS RN, Patent Number, etc.

\ © substances (H ter a query... @ Draw @
B Reactions ’

& References

3. Click to execute search.

2. Enter a text query or draw/import a structure query. ] I

® Suppliers

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.

Search l 1. Select the Substances search type. J [4, Click to execute search. ]

& All /ee’ch by Substance Name, CAS RN, Patent Number, ete. \

& Reactions Use Advanced Search for Molecular Formula, Substance Property, or Experimental Spectra /

B References
[2. Click the Draw button to draw/import structure. J

B Suppliers

Edit Drawing Remove

Search Patent Markush

rz. Select the Search Patent Markush box. 1

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

Structure Match

As Drawn (13)

Substructure (35)

View a breakdown Similarity (20K)

of the structure's
precision.

Fifter by

~ Commercial Availabllity

Select filters to

Y

<

Reaction Role

Select type of structure match.

Retrieve data related
to all results.

Sort results by relevance
or amount of related data.

IChange result display. I

© Substances i \

[ @ References - & Reactions -

™ Suppliers ~ ]

1

51234-28-7 Key Physical Properties
g 0, M ular Weight
>_©7:I
5 W Melting Point
(Experimental)

CraH12CINOs Boiling Point (Predicted)

focus results.

<

Reference Role

<

Stereochemistry

SAELITET Density (Predicted)
i S L EE nKa (Predicted)
References = Reactions  Suppliers Pk HILEe

<

Number of Components

<

Substance Class

<

Isotopes

EX

[Retrieve data related to specific result. ]

Download results.

Email results.

imental Properties | Spef

o7 save results and/or search.
S0T
189-190°C
446.2:30.0 °C Press: 760 Torr

1.362+0.06 g/cm®  Temp: 20 °C; Press: 760 Torr

View Key Physical Properties
on Substance Detail page.

[

70280-67-0 Key Physical Properties

<

Metals

¢

Molecular Weight

<

Experimental Property

Molecular Weight
Boiling Point (Predicted)

Density (Predicted)
Absolute stereothernisiry shawn

<

Experimental Spectrum

<

Regulatory Information

<

Bioactivity Indicater

<

Target Indicator

<

Search Within Results

pkKa (Predicted)

CigH12CINO3

Value

301.72
446.2230.0 °C
1.362+0.06 g/cm?

4.36+0.30

Condition

Press: 760 Torr
Temp: 20 °C; Press: 760 Torr

Most Acidic Temp: 25 °C

(-)-Benoxaprofen

Click to view substance information window. ]

B 36 e
References Supplier
66934-19-8 Click to open Substance Detail page.

o Molaculac Weisht

01

Condition

Substance Detail

& Substance Detail (1o

[Retrieve data related to substance. J

[ B References (1,028) B Reactions (28) ¥ suppliers (36) )l

CAS Registry Number

Boiling Point (Predicted) 446.2+30.0 °C

Density (Predicted) 1.36240.06 grem?

pKa (Predicted)

S

51234-28-7
(¢]
[0}
/ a
HO !
C15H12C|N03 \
5-Benzoxazoleacetic acid, 2-{4-chlorophenyl}-a-methyl- Click the structure image to display its
o substance information window, which displays
Key Physical Properties Value R . N .
options to view details, generate retrosynthesis
Malecular Weight 301.72 plan, and edit/download structure file.
Melting Point (Experimental) 189190 °C

Press: 760 Torr
Temp: 20 °C; Press: 760 Torr

Most Acidic Temp: 25 °C

Experimental Properties | Spectra

[ —]

data in category below.

Click to view expanded

v Other Names

(v

Experimental Properties

~ Experimental Spectra

~  Predicted Properties

Click a category to expand and view
additional substance information.

Expand or collapse all categories.

v Predicted Spectra

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

Select filters to Retrieve data related to all results. Sort results by relevance or Change result display.
focus results. ~ amount of related data.
Partial Abstract -

Filter by @ References tszsl\.

Relevance -

~ Document Type
@ Substances = B Reactions = ®6 Cited By =
) Download results.
Review (16 Save results and/or search.
Conference (7) Purification of carbazolemalonate precursors of carprofen

A.; Rescek, Diane M.
e CAplus

Hammen, Philip D ter R.; Tucker, John L Keitt

000-01-11

Dissertation (9)

Email results.

Preprint (2 4
The title process comprises phase separation of 21 impurities from title precursors using H
« Substance Role View More ~
~ Language X i .
PATENTPAK ~ Full Text = 2 Substances (2) A Reaction (1) &6 Cited By (2) @ Citation Map
« Publication Year

« Author 2 \

Organization (vethod for simulating experimental acute pancreatitis ) Retrieve data related to specific result.

PO, V., ST y TIRG, V. T, ST eshr

3

<

Publication Name

ip DoeabooooCanl s

~ Concept Method for modeling expll Click to open Reference Detail page. imadyl R into a non-linear white rat in a
single dose of 40 mg/kg of ore feeding. The method provides

¥ CAS Solutions reduction of invasiveness 3

3

Formulation Purpose

P. PaK ~ Full Text = = . . .
~ Database ( ATENTPAK [ — )‘\9 Access options for viewing the
full text of the reference.

~ Search Within Results

Access options for viewing
patent information. pr treatment of the joint cartilage of mammals

Reference Detail

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

@ Reference Detail _ Next

Method and comp®gition comprising ethyl (a-guanido-methyl) ethanoatg

osteoarthrits Save detail.
Email detail. deta

Retrieve data related to substance.

Download detail.

or tre

Patent

Patent Information

Set citing alert for the reference.

Patent Number

W02015095199 % including administering an anti- inflammatory 2gent to a patient,
wherein the anti-inflammatory agent is Et (a-guanide-methyl) ethanoate, Et (a-guanido-methyl) ethanoate provides a safe. non-toxic

Publication Date anti-inflammatory treatment for ostecarthritis.

2015-06-25

Access options for viewing
the full text of the reference.

PATENTPAK Viewer Full Text -
Application Number

WOZ2014-US70615

Patent Family

View interactive version of the patent Kind Code ptions A ion Date
patent that highlights specific WO2015095198 _ English e PF | POF+ | Views =
) . 5095199 i JDF | POF+ | Viewer ( . , =
locations of indexed substances. Click a PatentPak option to view
" P the patent source document.
520150164847 English Al POF | PDF+ | Viewer 2015-06-18 U52014-14572159 2041278

Assignee

Vireo Systems, Inc., United States | Collapse A

Expand to view concepts that characterize the

Source <= general subject matter of the reference.
World Intellectual Property
= l ~ Substances '

R
formulation information =% e m— Expand to view substances indexed in the reference.

in the reference. ( ~ Citations '
Language
English Expand to view citations from this reference.

See SciFinder" Help for more information. For assistance, contact the CAS Customer Center. 3
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Reactions

Retrieve data related to substance.

View map of references this
document cites and references

Reference Detail

Method and comp
osteoarthritis

Patent

that cite this document.

Download detail.

tins

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

Patent Information

Patent Number

WO02015095193 Abstract: 4

ulindl Set citing alert for the reference.

Email detail.

Save det

ail.

including administering an anti- inflammatory agent to a patient,

wherein the anti-inflammatory agent is Et [a-guanido-methyl) ethancate. Et {a-guanido-methyl) ethanoate provides a safe, non-toxic

Publication Date
2015-06-25

anti-inflammatory treatment for ostecarthritis.

Access options for viewing

PATENTPAK v’i»wo’l Full Text =

the full text of the reference.

Application Number

WO2014-US70615 o
Patent Family

View interactive version of the La Kin PatentF Publication Date Numibe n Dat
patent that highlights specific WOIS09199  Englan A1 ST .
- - =l UF PDF+ Viewer . . s
locations of indexed substances. Click a PatentPak option to view
" P the patent source document.
English Al PDF | PDF+ | Viewer — 2015.06-18 US2014.14572159 20141216

Assignee

Vireo Systems, Inc.. United States

Source

D

Expand to view concepts that characterize the anda

general subject matter of the reference.

world Intellectual Property

' v Substances '
B A A ~ F i
formulation information =

in the reference. ( ~v Citations '

Expand to view

Expand to view substances indexed in the reference.

| Collapse All

Language
English Expand to view citations from this reference.
Reaction Detail
A Rea Ctlon Deta” ( Scheme 1, Reaction 1 of 3) Retrieve suppliers Next =
for the substance. Download detail. * save
g
Steps: 2
o ~
- . YO H O
/Q/\( /@/\/ Email detail. save detai.
NHy 7 RN !
Absolute stereachemistry shown ‘
® Suppliers (99) ® Suppliers (86) ® Suppliers (45) . .
® suppliers (14) Click to open reaction
reference’s detail page.
— View alternative reactions Reference I
Step 1 Step 2 for the same product. \ process for preparation of arform
oterol via asymmetric reduction
B of nitroacetophenones.
B Alternative Steps (13)
By Dt Girish; et al
Stage Reagents Catalyst Solvents Conditions I
View a
) N . World Intellectual Property
1 Tetrahydrofuran 2h,20-40°C reference Organization
2 Hydrogen Platinum Rioxide 8-15h, 4-5kg/em2, 2( authors.
PATENTPAK ~ ](FuHTexl - ]
CAS Reaction Number: 31-313-CAS-126@7628
— " " patent Informati \
Click the tabs to view the View interactive version of the atent fnformation
N . . : ‘ : Patent Number
Notes steps in a multi-step reaction. patent that highlights specific Woz010128355 | Access options for
locations of indexed substances. —
autoclave used viewing the full text
Publication D2t of the reference
Experimental Protocols 2010-11-11 )
g~y Click the tabs to view available N
™ i N
MethodsNow’ Experimental Procedure expenmental protocols. Wri)PQOOQVIBEOQY
Products 4-Methoxy-a-methyl-N-(phenylmethyl)benzeneethanamine Application Date
2009-12-28
Reactants Benzylamine

See 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

=

CAS

Mt DIVISION OF THE

SCIFINDER"

ACAS SOLUTION

AMERICAN CHEMICAL SOCIETY

Quick Reference Guide

Suppliers

Select filters to
focus results.

® Suppliers s

Filter by

Sort: Relevance -

~ Preferred Suppliers

Preferred (3)

No Preference (32)

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

Download results.

Supplier

>

supplier P

DSK Biopharma Product List
(@ Arspichem Product List

United States
Atomax Chemicals Product

List (2)
BOC Sciences Product List (2)

Chemieliva Pharmaceutical

2
Product List (2)

LGC Product List (2) Alchem @)
Pharmtech, [nc.
el Alchem Pharmtech Product List
United States
v Purity
~ Quantity
v Ships Within
£l
v Stock Status
v Order From Supplier g

<

Country

Substance Purity

51234-28-7

Purchasing Details

Open product information page
on supplier's website.

ST

95-98% [ Product Information & JTypically in
2-(2-(4-chlorophenyl)benzo[d] stock
6 -

Ships within
2 weeks

Email results.

51234-28-7
cpm

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

51234-28-7
BENOXAPROFEN

Click to open Supplier Detail page.

Open product ordering page
on supplier's website.

Supplier Detail

95-98% W Order From Supplier

0.1G, UsD 3500
0.25G, UsD 6900

Synthesis on
demand

Ships within
8 weeks

Email

Phone

tem Details
Chemical Name
Order Number
Purity

Quantity, Price

Stock Status
Ships Within
Pricing Information

Additional Contact

AstaTech, Inc.
2525 Pearl Buck Road

Bristol, PA, 19007
United States

Fax

AstaTech Product List ,

nfarmation

Keystone Business Park

® Supplier Detail (scrs)

Download detail.

or thumbs down for Non-Preferred.

Click thumbs up to set supplier as Preferred

=

215-785-3197

Click to open Substance Detail page.

BENOXAPROFEN
ca0147
95%

0.1G, USD 3500
0.25G, USD 6900

Synthesis en demand

CAS Registry Numlge

Jbstance Information

51234-28-7

Email detail.

Benoxaprofen

o o]
m@”

Bweeks

30 Aug 2019

Open product ordering page
on supplier's website.

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

215-785-2656

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

Filee by Q@ Search History «

Delete searches
~ Result Type

& 1 selected from your history. > @
Al (2)

Patent Markush (3)

Reactions (5) January 5 )

an Rerun search to retrieve
References (11) 5-02 P s (i It
Retrosynthesis (9) € latest results.

© Patent Markush As Drawn (65)
View All Substructure (437)

~ Date

——o0

i i NN Edit Search
Filter search history for it Searc
selected search types. P P

Start Date End Date

mm/dd/yyyy | to mm/dd/yyyy

Open retrosynthesis plan

L4 February, 2020 a f
i 2158 PM or edit options and rerun.
SU MO TU WE TH FR SA . :
1 D Retrosynthesis Synthetic Depth: 3 7 Open Plan
Rules Supporting Predicted Reactions: Common }
2 3 4 5 6 7 8 Break & Protect Bonds: No [ W
399 Edit Opti

9 10 11 12 13 14 15 5 el
16 17 18 19 20 21 22 Retrosynthesis Plan will expire on Apr 5, 2020. Complete
23 24 25

\ 1.31PM

© Substances ibuprofen (1)

Rerun Search

Display search history for
a specified date range.

Edit search and then rerun. \

l Edit Search l

SciFinder" Support

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

Copyright @ 2020 American Chemical Society. All Rights Reserved. | 57ICP 13047075 5-3 O'T?J'Zl Us Legal
— n

- — SCIFINDER * Saved @ History

Mt o oliTon

My CAS Profile
Search s New?
Helj
db Al Search by Keyword, Substance Name, CAS RN, Patent Number, etc.

Log Out

For additional assistance using SciFinder", please contact the CAS Customer Center:
e Hours: 8:00 a.m. to 6:00 p.m. EST Monday — Friday.
¢ 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 SciFinder" Familiarization Training Session visit or online session.

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