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Howto Create a ' T .
Substance Answer Set o SciFinder

Select among five search techniques to find substances

Since substances can be described by multiple names or other characteristics, SciFinder gives you the flexibility to approach a substance search from different starting
points, depending on your research needs. No matter how you begin, your results are from the CAS REGISTRY*M database, the most trusted and comprehensive collection
of publicly available chemical substances in the world. Refer to “How to ... Work with Substance Answer Sets” for ways to evaluate the results and hone in on the most
relevant answers. To learn more about using SciFinder, consult the online Help or visit www.cas.org/training/scifinder.

Types of Substance Searches
O SciFinder'

cFinder Help ~ [T On the Explore tab, under SUBSTANCES,
you can search by any of the five options.

Click Advanced Search to see criteria that

Explore v Saved Searches = SciPlanner
- you can add to a search to make it more
7 REFERENCES SUBSTANCES: CHEMICAL STRUCTURE @ specific:
) |
Research Topic SAVED ANSWER SETS @
_ . = Advanced Search Always Show
Author Marme N Synthesize Meplanocin &
Search Type:
Company Hams O Exact Structu antibacterial Coatings for
Document Identifier Hat HEre Textiles {1624)
Journal ® S'?Jblw"fcmre Reduce nitro to armino Characteristics Single component
Patent Click to Edit O similarity example Commercially available
Tags markush search Included in references
& SUBSTANCES CrPic and cravings -
[ Show precision analysis _— Classes Alloys
Cherical Structure [ | 1H-Benzimidazole, 2-phenyl- Coordination compounds
Markush Import CXF \ Clopidogrel substructure ran In.completely defined
rolecular Formuls Ti | Mixtures
Property o p View all | Import Polymers
) Search If vou are using the Organics, and others not listed
Substance Identifier _ ty deal d g ] KEEP ME POSTED @
& REACTIONS S advanced Search S a_n -a On_e rawing Hydrogenation of alkenes Studies Analytical
Bt Strucire editor (available from 1un 29, 2013(1) Biological
Jun 22, 20132 = ’
www.cas.org), then Fr | Preparation
R ’ Reactant or reagent
click Import CXF to
upload the structure. * These search limiters are available as
K / part of the Refine and Analyze functions,

so you can also apply them later in your
search process.
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Search by Chemical Structure

& SUBSTANCES
0 Chemical Structure

Explore v Saved Searches v

¥ REFERENCES

Research Topic
Author Name
Company Name
Document Identifier
Journal

Patent

Tags

SciPlanner

SUBSTANCES: CHEMICAL STRUCTURE @ 4 Tip

o Click to Edit

14

~

To learn about structure
drawing, refer to the
online help or the
“Introduction to the
SciFinder Drawing Editor”

32
o

Ktutorial on cas.org.
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O SciFinder*

Select Chemical Structure (the default).

Click the picture of the structure drawing
window to launch the Structure Editor.

Draw your structure.
Specify the type of structure search.

Click OK to transfer the structure and type
of search to the search page.

Continued

Drawing Editor:
(@ Structure

SELECT...

IF YOU WANT TO RETRIEVE...

() Reaction

() Markush

Exact Search

The specific structure as drawn in the
query, including:

Stereoisomers

Salts and mixtures

Polymers with one exactly matching
monomer

Isotopes

Tautomers

Substructure Search

Get substances
that match your
query using:

() Exact search

@ Substructure

The structure as drawn or as part of a
larger molecule in which there is:
e Substitution at open positions

e Additional ring fusion

~ search

Similarity Search

(Queries cannot include
variable groups, repeating
groups, or variable

(7) Similarity search

Cancel

Cig Hag MOz (query)

|303.40

| ) attachment positions)

Similar chemical structures containing:
Positional isomers

Different or fewer substituents
Different ring systems

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.




SciFinder’

SUBSTANCES: CHEMICAL STRUCTURE © Click Search to retrieve the answers that
meet your query requirements.

For Similarity searches, after you click

Py Isfariazzzumre Sgarch, you will see a Similarity Can.dic.Jatc‘es
J G CUbstructure window. To select the degree(s) of similarity
S o i for your answers, check the box(es) of
Similarity interest. Then, click Get Substances.
O~
" o I:l . i SUBSTANCES
Show precision analysis Al Descloct Al

Click image to change structure

i - 3 of 9 Similarity Candidates Selected Substances
or view detail. Tip = 99 (most similar) 14
Import CXF Optional: Select Show precision analysis to include S &=
.y . .. a0-94 74
additional structure criteria in your search: F  asgo -
o Conventional Exact, Closely Associated Tautomers and ] so-84 656
m Zwitterions, Loosely Associated Tautomers and g 7579 1405
. . 70-74 3216
e - Zwitterions, and Other. B sses sat0
vance edarc P
=~ SUBSTANCES [ 0-64 (least similar) 15704
Select All  Deselect All Get Substances
0 of 3 Predision Candidates Selected
] Conventional Substructure 84370
] Closely Associated Tautomers and Zwitterions 31
] Loosely Associated Tautomers and Zwitterions 3
Other 0

Precision Analysis Window (Unrelated Example)

Now what?
After you click Search, SciFinder will retrieve the answers that meet your query requirements. To learn about working
with the answers, please see the companion document titled, “How to... Work with a Substance Answer Set.”

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 3



B. Search by Markush Structure

Explore v Saved Searches v SdPlanner

Chemical Structure similarity

 REFERENCES SUBSTANCES: MARKUSH @

Research Topic
Author Name

Company Mame
Document Identifier

Journal
Patent Click to Edit

Tags

( ™y
& Structure Editor M
& SUBSTANCE
i &;T%“ul-lxﬂr\lﬂhlc@% o Drawing Editor:
Chemical st i
- () Structure
Markush ’ '\1!’: Draw or change atoms or bonds. Shorteut Keys -
Molecular Fd == _ .
E @ Marl
Property A X, :
Substance If |, _p
3 3
(1 «
1-4 (]
L]
1P
L 0 Ve
* Ay N
HO ‘ Get Markush
@ @ patents that
o match your guery
using:
Variable only at
() the spedified
positions
Substructures of
i (@) more complex
L] |t | F structures
C (C)H 0 s N PCIBrF I Si Scalefoo ||
- Q_ - - = EZ
C == =
U ® gosor
C1g Has N O3 (query) |303.40 |

O SciFinder*

Search by Markush to find Markush structures in
patents. You begin with a structure search and
retrieve patent references that contain those
Markush structures.

o To begin, click Markush.

Click the picture of the structure drawing
window to launch the Structure Editor.

o Draw your structure.

Specify the type of structure search and
then click OK to transfer the structure and
type of search to the search page.

SELECT... IF YOU WANT TO

RETRIEVE...

Structures in which
substitution is only
allowed where it is
specifically indicated by
R-groups or other
variable atom or bond
features

Structures in which
substitution is allowed
on all positions where it
is not explicitly blocked

Variable only at
the specified
positions

Substructure of
more complex
structures

Continued

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
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O SciFinder*

Click Search to retrieve the answers that
meet your query requirements.

SUBSTANCES: MARKUSH ©

SciFinder is useful for a preliminary patentability
Search Type: or freedom to operate search. For a thorough

2 - - . atentability search, consult a patent attorney or
. H 0 Allow variability only as specified p . y ; P y
informational professional.

@ sSubstructure

Qﬂ 7 - \

Markush searchingis a
great way to extend a
structure search, especially
if you did not find any
Import CXF substances with a structure
search and are interested

o m Kin patentability. /

Click image to change structure
or view detail.

Now what?

After you click Search, SciFinder will retrieve the answers which meet your query requirements. To learn about working
with the answers, please see the companion document titled, “How to... Work with a Reference Answer Set.”

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 5



C. Search by Molecular Formula O SciFinder*

o To begin, click Molecular Formula.

Explore v Saved Searches v SciPlanner
Enter the molecular formula into the query

Chemical Structure similarity box.
 REFERENCES SUBSTANCES: MOLECULAR FORMULA © g Click Search.

Research Topic

Author Name o

Company Name C18 H25 N 03

Examples:

Document Identifier

H4SI04 f
Journal

(C3HE0.C2HA0)x Tip
Patent Click a g to access context-specific online

Tags om help. If you click it next to Molecular

Formula, the help message provides many

~

% SUBSTANCES examples about how to search Molecular
Chemical Structure Formulas for polymers, salts, and structure
Markush Krepeating units. j
Molecular Formula [ |
Froperty

Substance Identifier

Molecular Formula Query Guidelines Now what?
Molecular Formula searches often retrieve
«  Specify the full molecular formula, including the hydrogens (Hill Order not required) many isomeric substances and it is necessary

to narrow answers. To learn about working
with the answers, please see the companion

- Capitalize the first character for multi-character symbols, and use lower case for the second document titled, “How to... Work with a
letter (i.e., Si, Cl, Fe) Substance Answer Set.”

*  Separate each element symbol and its count with a space

*  You can search two isotopes: D = deuterium and T= tritium

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 6



D. Search by Property O SciFinder*

o To begin, click Property.

Explore v Saved Searches v SciPlanner

Click the appropriate radio button to select
either Experimental or Predicted property.
# REFERENCES SUBSTANCES: PROPERTY © Next, click the drop-down menu and select
the specific type of property you want to

Chemical Structure similarity

Research Topic

Author Name _ search.
Company Name Select the category and enter an E@:rlate value or range.
Document Identifier e @ Experimental Value or Range o Enter the Value or Range.
Journal Density (g/cm3) + =10
Patent Sxemples: Indvidual value as 45, Click Search to retrieve the answers that
Tags range as 25-35, or open ended range .
as =125 0r <125 meet your query requirements.
& SUBSTANCES .
) Predicted Value or Range
Chemical Structure Select Property...
Markush Examples: Individual value as 44,
Maolecular Formula range as 25-35, or open ended range T|p
=125 or <125 .
o Property n e If your property search results in a large
Substance Identifier answer set, you can narrow it by specifying

& REACTIONS o m additional criteria using Refine or Analyze.

Reaction Structure

Now what?
After you click Search, SciFinder will retrieve the answers which meet your query requirements. To learn about working
with the answers, please see the companion document titled, “How to... Work with a Substance Answer Set.”

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.



E. Search by Substance Identifier O SciFinder*

o To begin, click Substance Identifier.

Explore v« Saved Searches v ScPlanner
Enter up to 25 substance identifiers, one
Chemical Structure similarity per line, in the query box.
B REFERENCES SUBSTANCES: SUBSTANCE IDENTIFIER © * Asubstance identifier can be a CAS
| Registry Number® or a chemical name.
Research Topic e Simple chemical names, trade names,
Author Name o' abbreviations and common names often
Company Mame 02-50-2 result in relevant answers.
) Endaxane|
Document Identifier
Journal Click Search to retrieve the answers which
Patent meet your query requirements.
Tags
Enter one per line. K \
& SUBSTANCES Examples: Tip
a0-00-0 For complex, systematic names such as
Chemical Structure ?99315, some IUPAC names, consider searching by
Markush estamnepen the chemical structure. It is often easier to
Molecular Formula match a structure rather than all of the
Property chemical nomenclature and punctuation
o Substance Identifier | Cxactly as it is entered into the database. j

Now what?
After you click Search, SciFinder will retrieve the answers which meet your query requirements. To learn about
working with the answers, please see the companion document titled, “How to... Work with a Substance Answer Set.”

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.



Manage Your Searching O SciFinder*

4  preferences | SdFinder Help « m

L] L]
O SciFinder'
e e o Welcome
Explore v Saved Searches « ScPlanner

o Start a new references, substances or reactions search. Access Preferences and SciFinder Help
options: Help, Training, What’s New, and
o Access Saved Answer Sets, Keep Me Posted automated alert results, and your search History. Contact Us.

Open the SciPlanner interactive workspace where you can organize your reference, substance
and reaction search results.

-

Tip: Other Ways to Create a Substance Answer Set
* You can also create a substance answer set by starting with a reference search. After you get a reference answer set, click the “Get
Substances” icon at the top of the page.

‘ REFERENCES [7] Get . Get Related - " Get ﬁ Tools ~ E Create Keep Me 1 Send to |

Get -
* Substances Reactions =" Citations Full Text Posted Alert '— SciPlanner

- J

(O

CAS is a division of the American Chemical Society

[ ] [ ]
SClF]IldeIl® CAS Customer Care Center 9
Phone: 800-753-4227 (North America) Fax: 614-447-3751 WWW.CAs.o rg

614-447-3700 (Worldwide) E-mail: help@cas.org July 2013



How to

Work with a

Substance Answer Set

Easily identify and isolate substances of interest
Quickly retrieve relevant information from the world’s largest, publicly available substance database. This guide provides an overview of some of the sort, refine, and
analyze tools for confidently evaluating and narrowing even a large answer set. From there, two clicks retrieve references or reactions associated with your substance of

interest. For more detailed information and additional training resources, consult the online Help or visit www.cas.org/training/scifinder.

Substance Search Results

SUBSTANCES @

Analyze Refine
[ Tip

Default sort
options vary
depending on the
type of search
conducted.
Molecular formula,
property and
substance
identification
searches are
sorted by CAS
Registry Number®.
Similarity search
results are sorted
by similarity score.
Markush search
results are sorted
from the newest to

on
2

E Get Get
References Reactions

Sort by: Relevance - ;
|~ 0 of 416 Substances Selected

[[] 1. Substance Detail
13118-11-1

HO O
[l e

Fh

Cis H25 N 0=

Benzeneacetic acid, a-cyclopentyl-

hydroxy-, 1-methyl-3-pyrrolidinyl
ester

Get Commercial
" Sources

a
&
»

a-

Experimental Properties

ﬁnx:ls -

[C] 2. substance Detail
616866-21-8

Absolute stereochemistry.
Cis Hzs N 0z

=B

Benzeneacetic acid, a-cyclopentyl-a-

hydroxy-, (3R)-1-methyl-3-
pyrrolidinyl ester, (aR)-

O SciFinder’

1 Send to

E Create Keep Me o
= sciPlanner

Posted Alert

Answers per Page [15] view: W1 I NI

M 4 page: 1 of2a b M
[[] 3. Substance Detail
207856-83-5
e ‘?:l
o A
ey ﬂllr/O By

Absolute stereochemistry.

Ci8 Hz5 N 0z

Benzeneacetic acid, a-cyclopentyl-a-
hydroxy-, (35)-1-methyl-3-
pyrrolidinyl ester, (a5)-

Q)Idest reference. /

[ 4. Substance Detail
207856-85-7

Absolute stereochemistry.
Cis Hzs N O3

Benzeneacetic acid, a-cyclopentyl-

hydroxy-, (35)-1-methyl-3-
pyrrolidinyl ester, (aR)-

~4

a-

[ 5. Substance Detail
873912-87-9

Absolute stereochemistry.
Cisa Hzs N O3

- B

Benzeneacetic acid, a-cyclopentyl-a-

hydroxy-, 1-methyl-3-pyrrolidinyl
ester, (aR)-

[ 6. Substance Detail
937179-78-7

3

Absolute stereochemistry.

Ci18 Hz5 N 03

Benzeneacetic acid, a-cyclopentyl-a-
hydroxy-, (3R)-1-methyl-3-
pyrrolidinyl ester, (a5)-

¢es

CAS is a division of the American Chemical Society

SciFinder

Exact and substructure
answer sets are automatically
sorted by relevance. Click the
drop-down arrow to select
another sort option.

Relevance |L] ¥
CAS Registry Number lectet
MNumber of References

Molecular Weight

Molecular Formula

* The blue arrow indicates
that the results are sorted
from most to least
relevant. Click the arrow to
reverse the sort order.

The total number of retrieved
substances and the number
selected are displayed.

* Click the box to the left of
an answer number to
select it.

* Click the drop-down arrow
for options related to
selected answers.

Continued

WWW.Cas.0rg



Get 1 Get . Get Commercial EE Tools -
References & Reactions l Sources ~
Sortby: Relevance -~ W

=) -

0 of 416 Substances Selected

E Create Keep Me o Send to
Posted Alert = sciPlanner

answers per Page [15] view: E1 NI N

OHiPage: 1 ofzz b M

[ 1. Substance Detail [ 2. Substance Detail [C] 3. Substance Detail
13118-11-1 616866-21-8 207856-83-5
~15 | e ~2 CAS Registry Number: 616866-21-8 | ~% |
€Y O i Fh !Wi » View Substance Detail i
= o o
¢ F i R F Q Explore by Structure 3
Fh A J o
Synthesize this...
Cis Hzs N Oz e : : :
Benzeneacetic acid, a-cyclopentyl-a- Get Reactions where Substance isa »
hydrosxy-, 1-methyl-3-pyrrolidiny! o
yEToRY YRy Y Reactant a

ester

Experimental Properties| Reagent

[C] 4. Substance Detail Reactant/Reagent
207856-85-7 Catalyst
et [y
"| Saolvent
Fh oH !
e P £ Any Role

mw

Export as molfile

Get References

Export as Image

Send to SciPlanner

Each answer includes:
* A Substance Detail link (see page 3) and the CAS Registry Number™
* Active icons indicate the availability of:

References for the substance & Reaction data

& Chemical supplier information 2 Regulated chemical list data
* The chemical structure; the part that matches your query is red
* The molecular formula
* The CA Index Name (useful for government documents)
* Links to Experimental Properties and Spectra, when available

-
Whenever you see a
structure in SciFinder, you
can mouse over it to access
the double blue arrows. Click
the arrows to see options for

extending your search. /

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 2

O SciFinder*

Specify the number of
answers displayed per page
(15, 20, 25 or 50). To the
right of View, select the
number of columns that are
displayed.

o Use the page controls to
navigate through your

answer set.

o Mouse over a substance to
access additional substance
information and tools.

e Click the magnifying glass
icon to launch the Quick
View, a separate window
that summarizes data
about the substance.

* Close the Quick View
window to return to
the active session.

* Click the double blue
arrow to access the
additional search and
export options shown
here.



Substance Detail

1.
ogqs Registry Number: 13118-11-1

Cig Hzs N O3

Benzeneacetic acid, a-cyclopentyl-a-hydroxy-, 1-methyl-3-
pyrrolidinyl ester

Mandelic acid, a-cyclopentyl-, 1-methyl-3-pyrrolidinyl ester (6CI,
7CI); N-Methyl-3-pyrrolidinyl cyclopentylmandelate

~15 References

Document Types: Journal, Patent

CAS Role Patents Nonpatents Tip
Analytical Study 7 CAS Roles indicate the function of a substance in
Occurrence v the document. CAS Analysts have been applying
Preparation v v the roles as part of the indexing process since
Prophetic in Patents v 1967. The Preparation role goes back to 1907.
Reactant or Reagent v v
redicted Properties: Biological Chemical Density Lipinski and Related Spectra Structure-related Thermal
Top
Biological Properties Value Condition Note
Bioconcentration Factor 1.0 pH 1 Temp: 25 °C (3)
Bioconcentration Factor 1.0 pH 2 Temp: 25 °C (3)
ﬁ'gggncentration Fact 1.0 i Temp: Zi - o o (3
oy > s:’:;, B = i {
" b i, 20 el T &
(3) Calculated using Advanced Chemistry Development (ACD/Labs) Software V11.02 (@ 1994-2013 ACD/Labs)
(4) Predicted NMR data calculated using Advanced Chemistry Development, Inc. (ACD/Labs) Software V11.01 (© 1994-2013
ACD/Labs)
oExpeﬁmental Properties: Optical and Scattering Spectra Thermal
Top
Optical and Scattering Properties Value Condition Note
Refractive Index 1.5256 Wavlen: 589.3 nm; Temp: 23 °C (1)cAs
Top
Spectra Properties Value Condition Note
Proton NMR. Spectrum See full text (2)CAs
TO[J
Thermal Properties Value Condition Note
Boiling Point See full text (1)cAs

(1) Lunsford, Carl D.; US 2956062 1960 CAPLUS Q
(2) 3i, F.; Journal of Pharmacy and Pharmacology 2005, V57(11

), P1427-1435 CAPLUS Q

O SciFinder*

The Substance Detail page summarizes the
available information for a substance.

The blue box contains the CAS Registry
Number, molecular formula, CA Index
Name, and other names for this substance
that CAS analysts found in the literature.
The structure is to the right of the blue box;
the hit structure is highlighted in red.

The number of references for this

substance is also a link to those references.

* Subsets of the references such as
Preparation or Patents are also links.

* Click a checkmark for more specific
subsets such as Preparation information
from Patents.

Click a Predicted Properties link, such as
Lipinski, to quickly access that part of the
predicted properties table.

Experimental Properties are reported from

specific references.

* A blue number in the Note column
indicates that the reference is available
in SciFinder. Click the number or the link
below the table to see the bibliographic
information.

* Alternatively, click the magnifying glass
beside the reference to display the
bibliographic information in a separate
window (the Quick View).

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.



Evaluate Answers with Analysis Options

SUBSTANCES @

Analyze Refine

Get 1 Get
References & Reactions

- ¥

Sort by: Relevance

Get Commercial ?{:' Tools ~

" Sources

Send to

E Create Keep Me &
= sciPlanner

Posted Alert

Answers per Page [15] view: I 1 NI

O SciFinder*

Click the Analyze tab. By
default, the answer set is
analyzed by Substance Role.

Click the drop-down arrow
to see the available Analyze
by: options.

Click Show More to see

additional data, when

available, or to select more

than one analysis subset.

e Click the box to the left of
a subset to select it.

-

\order).

Tip \
After you select Show More,
you can Sort by either
Frequency (the default) or

Natural Order (alphanumeric

)

|:| * 0 of 416 Substances Selected K ‘ Page: 1 of 28 } H
Analyze by: @
Substance Role : : ;
Bioactivity Tndicators [ 1. Substance Detail [[] 2. Substance Detail [ 3. Substance Detail
] P 13118-11-1 616866-21-8 207856-83-5
Commercial Availability . .
Elements ~15 ~3 ) ~ 1
Reaction Availability
HO © Fh _OH F OH
Substance Role e i . / A . !‘\ ‘ A
Target Indicators FremeT, F & R E R I
Fh A’_ X . i
Reactant or Reagent 51
: ' : Cis H2zs N Oz Absolute stereochemistry. Absolute stereochemistry.
Properties 22 Benzeneacetic acid, a-cyclopentyl-a-
[ ] iy clrovov-_ 1-methvl-3-nurrolidiny 918 H2s 93 Cis Has 0.3 -
o Benzeneacetic acid, a-cyclopentyl-a-
IPrlo[:lhe'clc in Patents ZDI Analyze - Substance Role hydroxy-, (3.5)-1-methyl-3-
pyrrolidinyl ester, (a5)-
Analytical Study 8 10 Ttems 0 Selected Export
o ]
Sort by: Frequency - [ 6. Substance Detail
Process 6 -78-
i ] Select bars to view only those substances within the current answer set. - 937179-78-7 N
Ir'.,.___‘ P ]
Formation, [C] Biological Study 244 o || -
Nonpreparative 3 [ I A . A
. I O Preparation 241 Me o \“
Occurrence 2 [ 1 T F S
| ! [l uses 235 ’ °
[ -
— Horeé [ Reactant or Reagent 51 Absolute stereochemistry.
[ | ] Cia Has N Oz
[l Properties 22 Benzeneacetic acid, a-cyclopentyl-a-
[ I ] = hydroxy-, (3R)-1-methyl-3-
[C] Prophetic in Patents 20 pyrrolidinyl ester, (05)-
a [ I ]
[C] Analytical Study 8
[T ]
[Cl Process 6
[ ]
[C] Formation, Nonpreparative 3
ul ]
[l occurrence 2
ul -
Cancel

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.




Narrow an Answer Set after Analysis

/A 110 substances with the Bioactivity Indicators Respiratory system ao Keep Analysis  Clear Analysis
(all) are displayed

Chemical Structure substructure > substances (416) > 13118-11-1

Get Get Get Commercial ] Create Keep Me Send to
SUBSTANCES @ 1 % 4 Tools ~ P 5
References & Reactions i Sources ~ E Posted Alert = SciPlanner
Analyze | Refine Sort by: Relevance - % Answers per Page [15] view: W1 W M
|:| ~ 0 of 416 Substances Selected H ‘ Fage: 1 of & ’ H
Analyze by: @

Bioactivity Indicators -
[C] 36. Substance Detail

873295-32-0

[[1 2s. substance Detail
51186-83-5

[C] 26. Substance Detail

Receptor antagonists 475468-09-8

(all) 125 (Component: 202185-74-8) (Component: 740028-90-4) (Component: 13283-82-4)
[ : I w13 |48 By 3
Nervous system
agents (all 118 Fn oH o oE O 0 e
[ g (alh I ] e ! e /
% : F u, o -~ ° E oy o +1E
M= ro® M= +* g =

Eh

Respiratory system f o
039ent5 (all) 110 ) ° ) °
[ -

Anti-inflammatory

agents (all) 42
[ 2 ] Absolute stereachemistry. Relative stereachemistry. CisH28 N O3 .1
Immune agents C15 Hzs N O3 . Br C19 H2a N Oz . Br Pyrrolidinium, 3-[(2-cyclopentyl-2-
I(pharmalceuticall 3?| Pyrrolidinium, 3-[[(2R)-2- Pyrrolidinium, 3-[[(2R)-2- hydroxy-2-phenylacetyloxy]-1,1-
cyclopentyl-2-hydroxy-2- cyclopentyl-2-hydroxy-2- dimethyl-, iodide (1:1)
Ophthalmic agents phenylacetylloxy]-1,1-dimethyl-, phenylacetyl]oxyl-1,1-dimethyl-,
(all) 37 bromide (1:1), (3R)- bromide (1:1), (35)-ret
[ | ]
Cardiovascular agents Experimental Properties
all 29
|( ) T ] [l 37. Substance Detail [[] 41. Substance Detail [l 46. Substance Detail
) ) 873295-38-6 873295-33-1 873295-30-8
Antifibrotic agents 17

/

Tip
* Bioactivity Indicators are a predefined set of bioactivity terms for which
relationships have been identified between substances in the CAS REGISTRYSM
database and documents in the CAplus*M database.
» Target Indicators are a predefined set of protein, enzyme, and other target terms
for which relationships have been identified between substances in the CAS
-

Gastrointestinal agents

(all)

Meuromuscular agents 9
T

Show More

REGISTRY database and documents in the CAplus database.

)

Copyright © 2013. American Chemical Society (ACS). All rights reserved.

O SciFinder*

Click an Analyze bar to
display that subset of
answers. In this example,
the answer set has been
analyzed by Bioactivity
Indicators and Respiratory
system agents (all).

* The analysis bar turns
yellow. Other bars can
also turn completely or
partly yellow to indicate
that substances from
the selected bar are
also present in other
subsets.

The yellow status bar
indicates the answers that
are currently displayed.

* Click Keep Analysis to
make these answers
your new answer set.

* Click Clear Analysis to
return to your original
answer set.

24
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Narrow an Answer Set with Refine Options

SUBSTANCES @

Anao Refine

Refine by: @
©

Chemical Structure

© 1sotope-Containing

© Metal-Containing

© commercial Availability
© Property Availability
© Property value

© Reference Availability
© atom Attachment

a Chemical Structure:

Click image to change structure or
view detail
Search type: Substructure

Only retrieve substances
that:

[C] Have references

[ are commercially
available

[C] Are a single companent
O Are in specific substance
classes

O Are in specific types of
studies

o Refine

Get ; Get
References & Reactions

- ¥

0 of 416 Substances Selected

Sort by: Relevance

|-

[l 31. substance Detail

Get Commercial
" Sources

ﬁ Tools =

[[] 32. substance Detail

E Create Keep Me
Posted Alert

'

Answers per Page [15] View:

M4 Page:

3

[ 33. substance Detail

O SciFinder*

Click the Refine tab and

::L‘Lt:ner select a Refine by: option by
momoum clicking the radio button.
of2s b M

Specify additional criteria
below the refine options.

201667-20-1 873295-31-9 129784-14-1
(Component: 754152-54-0) (Component: 13283-82-4) (Component: 202185-74-8) . .
~5 B 6 [ -t B o Click Refine.
. P“ oH HY O He= . Fh ”DE
=2 o -
i °.-"/ Epa e L T s R
! o Fh o
Tip
.o .o .o To Refine by Chemical Structure, click the
Absolute stereochemistry. Ci1s Hzs N O3 . Cl Absolute stereoche thumbnail to re-open the Structure Editor.
C19 H2s N Oz . Br Pyrrolidinium, 3-[(2-cyclopentyl-2- Cis H2sN Oz . Cl 2 St =5
Pyrrolidinium, 3-[[(25)-2- hydroxy-2-phenylacetyljoxy]-1,1- Pyrrolidinium, 3-[[(2R)- DT e DR ©  orming o
cyclopentyl-2-hydrasxy-2- dimethyl-, chloride (1:1) cyclopentylhydroxypheny B —— Sy
phenylacetylloxyl-1,1-dimethyl-, 1,1-dimethyl-, chloride ( T -
bromide (1:1), (35)- X, R,
&
[C] 34. Substance Detail [[J 35. Substance Detail [ 36. Substance Det; -~ @
207856-74-4 207856-76-6 873295-32-0 o e
(Component: 754152-54-0) (Component: 202185-74-8) (Component: 1328 %G % E
~3 [ ~3 [ ¢ 8 °\Q~/
o o ® @ " 0’
. P\ OH . Fh {OH HO O
{«} 1=} -
. r{+ 5..-'/ By - r{+ 5 ) B o—g—g 4+ i
. ° ° - : 5 Scalefio0 bj
s 1- * T- . T C10Hps 103 (very)

Absolute sterecchemistry.

CisHzsNOz.1

Fyrrolidinium, 3-[[(25)-2-
cyclopentyl-2-hydroxy-2-
phenylacetylloxy]-1,1-dimethyl-,
iodide (1:1), (3.5)-

Absolute stereocchemistry.

CigHzaNOz2.1

Pyrrolidinium, 3-[[{2R)-2-
cyclopentyl-2-hydroxy-2-
phenylacetyl]oxy]-1,1-dimethyl-,
iodide (1:1}, (3R)

CisH2sNOz.1
Pyrrolidinium, 3-[(2-cycl
hydroxy-2-phenylacetyl)
dimethyl-, iodide (1:1)

\

oo I

Modify the structure and click OK. The
modified structure is then displayed in the
thumbnail on the Refine tab.

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 6
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Manage Your Searching

O SciFinder*
oE)[plDrE: hd oSﬂVE:d Searches « o5-(:i|1'lann«er

OChemical Structure substructure > substances (416)
Get E Get Commercial !

Get 1 ﬁ Tools ~

(7]
SUBSTANCES References i Reactions

=
Sources

O SciFinder*

1 preferences | SdFinder Help « m

Welcome
Save Print Export
g E Create Keep Me ! . Send to
Posted Alert = sciPlanner

o Access Preferences and SciFinder Help options: Help, Training, What’s New and Contact Us.
o Click the Explore drop-down arrow to start a new references, substances or reactions search.

Click the Saved Searches drop-down arrow to access Saved Answer Sets, Keep Me Posted
answer sets and your search History.

Click SciPlanner to open the SciPlanner workspace.
* ltis an interactive window where you can store and organize reference, substance and
reaction search results.

Click Save, Print or Export to open a dialog window and initiate each of these processes.
* See “How to... Print, Save and Export” for more information.

The breadcrumb trail shows each step in your current search history. Mouse over a step to
see more information about it. Click a step to return to that part of the search.

o Click Get Substances to retrieve substances for part or all of your answer set.

CAS Customer Care Center
Phone: 800-753-4227 (North America)
614-447-3700 (Worldwide)

(0S| SciFinder

CAS is a division of the American Chemical Society

Click Get Reactions to retrieve reactions for
part or all of your answer set.

Click Get Commercial Sources to retrieve
suppliers for part or all of your substances.

Click the Tools drop-down arrow to combine
this answer set with a previously saved
answer set (Combine Answer Sets).

Create Keep Me Posted Alert, when active,
allows you to create an automated alert
based on the current search strategy.

Click Send to SciPlanner to send selected

answers to the SciPlanner workspace.

* Use it to gather information for a project,
create a report or export research to
share with colleagues.

Fax: 614-447-3751

WWW.Cas.o rg
E-mail: help@cas.org

July 2013 7




Howto Find 1 .
Commercial Sources | o SciFinder

Need a Source for a Reagent? Let SciFinder® Help Identify Suppliers
Find your substance and then find sources from which to purchase it — all from within SciFinder. You can designate suppliers as preferred or non-preferred, and in many
cases link directly to pricing and availability information from a supplier. For additional training resources, consult the online Help or visit www.cas.org/training/scifinder.

Find Commercial Sources

To find commercial sources for a substance, you

Get Get T GetC ial o
SUBSTANCES @ ) References Reacty D Corres can do any of the following:
Analyze Sort by: [CAS Registry umber_ v|
o 01« | 0of 1 substance selected Select Commercial Sources from the Tools
fgafii . Rol v menu.
Hostante Roe O 1. substance Detail
Analytical Study 1 1570-64-5 . . .
E——— ~e54 [y Click the Commercial Sources icon (red
Biobgial Sy 1 i beaker with a yellow price tag).
) cl
Far matian, &
Monpreparative 1 & . .
e — 0O : Select Get Commercial Sources in the
Miscallaneas 1 1. Substance Detail bst text
= 1570-64-5 substance context menu.
L — ~951 CAS Registry Number: 1570-64-5
P t 1
E—— Me c1 ? | view Substance Detail
Frocess 1 Q
[ OH Explore by Stucture 3
Froperties 1
| —— CiHTC O Synthesize this...
Frophetic in Patants 1 Phenal, 4-chloro-2-rnethyl-
e Get Reactions where Substance is 3 »
Reactant or Reagent 1 H
e Epe Set Commercial Sources Tip

Mouse over the structure and click the

Me Get Regulatory Information double blue arrow to see the substance
et References context menu.
OH
Expart as Image
C7H7CIO Export as molfile

Fhenol, 4-chloro-2-rmethyl-

Send to SciPlanner

Sp
Experimental Properties

@ SC j.FjIl.der® WWW.Cas.0rg

CAS is a division of the American Chemical Society




See Supplier Information

COMMERCIAL SOURCES @

Analyze osm: bt | Pricing & Availability s *

[0 = 0of 102 Commercial Sources Selected

snalyze by @

v
Country | O 1. Acros Organics
U, il

[ 1 Publication Date: 12 Apr 2013
Crder Murmber: 10947

Quantity: 59,259

1570-54-3 4-Chloro-2-methylphenal

GErrmany 12 GoLink ¥ Pricing & availability

People's Republic of
China 24
[ [ ]

M 4 Page: UF6 P M

Supplier Mame: Thermo Fishier Scientific: Brand: Acros Organics Acros Organics, part of Therrmo Fisher Scientific, Catalog

Answers per Page [20]

L I |
United Kingdarm 14 o GLDRICH
[ [ ]

Si

ol SOURCE DETAIL @
Japan g o
 m— 1 14 % Retun o Previous | Mext p
Belgiurm 6 o
= 1 2. ALDRICH
India 3 O =
= : Si Catalog Information Substance Information
Canada 3 Oy Catalog Publication Date: 4 Jun 2013 CAS Registry Number:1570-64-5
O 1 o] Order Number: C55202 CAS Index Name: Fhenol, 4-chloro-2-rmethyl-
France 2 19 Purity: 97% Chemical Name: 4-Chloro-2-methylphenal 97 %
O ] @ Quantity: 10 g, Price: contact supplier 4-Chloro-o-cresol
Hong Kaong 2

1

= O Pricing & Availability <

Si

Show More o
o
e
CH

Catalog Suppliers
Below are the contributing suppliers) ko this cakalog.

Sigrma-aldrich

LIEA

Supplier Name Address

PO Box 14508
St. Louis, MO 63178

Contact Information o
Phone: 1-800-325-3010

Fhore: 1-314-771-5765
Phaone: 1-314-771-5730 (Call
Collect)

Fax: 1-800-325-5052

Faex: 1-314-771-5757

Wieb: it At sigrna-

[ 1. ALDRICH = & Catalog is associated with a preferred supplier(s)
Supplier Mame: Sigma-aldrich, Catalog Publication Date: 4 Jun 2013

Crder Nurmber: CS5208
Quantity: 109
1570-54-3 4-Chloro-2-methylphenal 97 %

GoLlink Pricing & Availability

aldrich.com MNotes: Please see
website for additional locations
around the world,

Status
Uniclassified -

Preferred

Mon Preferred

Unclaszified

o Frevious | Mext p

O SciFinder*

SciFinder returns a list of companies that sell the
substance. By default, they are sorted by Catalog
Name.

Click the drop-down arrow to select a
different Sort by option. Click the blue
arrow to reverse the order.

Catalog MName [+

Catalog Mare
CAS Registry Mumber

Pricing
Supplier Preference

Click a company’s name to see the Source
Detail display.

The supplier’s status is shown in the lower
right. Unclassified is the default.
* Click the drop-down arrow to select a
different status: Preferred or
Non Preferred.
Status

% Preferred -

After you designate a source as Preferred
or Non-Preferred, subsequent commercial
source displays will indicate that status and
the sort order default becomes Supplier
Preference.

Supplier Preference |

ZA5 Reqgistry Mumber
Pricirig & & ailability
Supplier Preference

Copyright © 2013. American Chemical Society (ACS). All rights reserved. 2
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.



Manage Preferred Suppliers O SciFinder*

In Preferences, you can manage supplier

1 Preferences | SciFinder Help = m

information.
My Suppliers ' _ _
_ _ _ _ Click Preferences in the upper right of the
You have 1 preferred supplier and O non-preferred suppliers, Edit supplier preferences, - .
any SciFinder window.
o In the Preferences window, click Edit
& S supplier preferences.
« Return to Preferences
Preferred Suppliers (4) Click ¢ to remeve supplier from preferred st A list of your Preferred and Non-Preferred
5 lier N Cit C t . . . . .
HPPTIEr Tiame Y Uy o Suppliers is displayed in the window.
MATRIXN SCIEMTIFIC COLUMBIA LSA .
* Toremove a supplier from the preferred
SIGM&-4LDRICH ST. LOUIS USa (] i lick the © i
FLUOROTECH, LLC GAIMESVILLE LSA [x] ISt’ c 'IC the Lo icon. .
SIUM BIOCHER, THC. LAFAYETTE USA ) * To edit an existing supplier (e.g.,
changing the designated status), click
Add/Edit Suppliers.
NDCL!JFIL—PI'efeII‘I:ed Suppliers (0} . _ Click. "' to remove supplier from non-preferred list, Toadd a Supplier Name, type the name in
Ta ad| Add/Edit Suppliers the text box and click Find.
. . lier nam r below the tex
Supplier Name:  [TCI America - Supplier names appear below the text
Example; DuPonk bOX'
5 lier M Cit C t Stat .
vpplier ame " ountry ams Click the drop-down arrow to change the
TCI AMERICA (EAST COAST OFFICE) Wy L THAM LS4 Unclassifis \ .. .
_ Status of a new or existing supplier.
TCI AMERICA PORTLAMND LS4 Unclassified -
Praforred * After you select a Status, the Save
Mon Preferred button becomes active.
Unclassified
o Click Save to keep the changes.
After you create a list of preferred suppliers, they
will be displayed at the top of subsequent answer
sets and will be the default setting for Sort and
o Cancel Analyze'

Copyright © 2013. American Chemical Society (ACS). All rights reserved. 3
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Check Pricing and Availability

COMMERCIAL SOURCES @

Analyze OSDrt by:| Supplier Preference | » 1

[0 = 0 of 101 Commercial Sources Selected
Analyze by: @
| Country v| [J 1. ALDRICH « Catalog is associated with a preferred supplier(s)
USA 50 Supplier Name: Sigma-Aldrich, Catalog Publication Date: 4 Jun 2013

Order Number: C55208

People's Republic of Quantity: 10 g

Answers per Page [20]

H{Page: of e p Y

China 24 1570-64-5 4-Chloro-2-methylphenol 97%
[ I 1 eoLink Wy Pricing & Availability
IGermanyl 18| 0 2. matrix Scientific & Catalog is associated with a preferred supplier(s)
! . Supplier Name: Matrix Scientific, Catalog Publication Date: 16 May 2013
United Kingd 14
I e T [nggom | Order Number: 075761
Quantity: 10g, 100g
IJEIFIE:I"I 8| 157 4-Chloro-2-methylphenol
Belgium 6 (c ) Pricing & Availability
— HOME COMPANY UPDATE CATALOG NEWSLETTERS CONTACT US
India : Research Chemicals %Y
= M atr‘l 77 89,000+ ltem Catalog ===iegs B ™R
Canada SCIENTIEIC Building Blocks — P — W
o — 1-800-733-0244 :
G 47 vears of Serving the Research Community! MyAccount MyCart Checkout Login
Search | |u GO @4 Structure Search
@en al el [u s s
Catalog Number 075761 E---A000000
<
4-Chloro-2-methylphenol, 95+% z
PACKAGING STOCK PRICE aTy ,
109 inquire $66.00 0|
'
100 Inquire d I
OH 0 $30400 0| |
A e i Parma 8
Cl CHa
Download MSDS Cl N «
~N
Click on the structure to view full size |
r ~
Molecular Formula C,H.Clo Molecular Weight 142.59 F 2
F
MDL Humber MFCD00002321 CAS Number 1570-64-5
Hazards IRRITANT 077068

O SciFinder*

Preferred suppliers are displayed at the top of
answer sets and are the default setting for Sort
and Analyze.

To see Pricing & Availability information,
use either Sort or Analyze by to identify
suppliers who make pricing information
available online.

Click the Pricing & Availability link to
access the supplier’s website.

Tip

Some suppliers require you to create a
login ID before they give you access to
the information.

Copyright © 2013. American Chemical Society (ACS). All rights reserved. 4
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How to Create a

Reaction Answer Set

Find all relevant reactions based on criteria you specify
Search the world’s largest, publicly available reaction database and quickly find highly relevant results, no matter the size of your answer set. This How to
Guide explains a variety of ways to design your reaction search. Refer to “How to... Work with a Reaction Answer Set” to learn about tools and techniques

to easily sort, organize and narrow your results and find the most relevant answers. For more training resources, consult the online Help or visit
www.cas.org/training/scifinder.

Begin a Reaction Search

Explore +

Saved Searches «

SciPlanner

[ REFERENCES

SUBSTANCES: CHEMICAL STRUCTURE @

Research Topic
Author Mame

Carmpary Marme

Journal
Patent
Tags

o SUBSTANCES

Document Identifier

B cremical Structure
Iarkush
Walecular Formula
Property

& REACTIONS

Substance Identifier

Reaction Structure

omick to Edit

Search Type:

Q' Exact Struchure
® substructre
O Similarity

O show precision analysis

Import CxF

== Advanced Search

Tip

If you are using the stand-alone
drawing editor (available from
www.cas.org), then click Import
CXF to upload the structure.

¢es

SciFinder’

CAS is a division of the American Chemical Society

O SciFinder*

To begin, go to the left navigation pane and
click Reaction Structure.

Click the picture of the reaction drawing
window to launch the Reaction Editor.

Tip
Click ) to access context-specific
online help.

WWW.Cas.0rg



Draw the Reaction O SciFinder’

f “ Structure Editor - ring cyclization. cxft | o Draw your reaction.
g7 H_ﬂ BkBANARCD ° [g:ﬁtf::m Learn about drawing in the Reaction Editor
(20 orawor shange stoms or bonds. Shertout e¥% | | ) Reaction with the following tutorials, available in the
Al | O Markush online SciFinder Help:
<» *  “Introduction to the SciFinder Drawing
=R, Editor”
Q *  “Introduction to Reaction Searching”
il
= Select the type of reaction search that you
o want to conduct.
R SELECT... IF YOU WANT TO...
%‘*‘ Variable only at | Prohibit substitution at all
the specified atoms (except variables and
@ positions R-groups) and prohibit
Get substances additional ring fusion.
that match your
query using:
() Exact search Substructure of | Allow additional
) Substructure more complex substitution and ring fusion.
s structures
| () Similarity search
S N P ClEBErF |
- < g L Click OK to transfer the reaction and type
o (® of search to the search page.

Cyz Hg MOz o Hg M ireaction query) |199.21 16721

Tip on Stereo Searching

CAS scientists apply structure data to a record by reporting the information in the original document. If no stereo is identified, then the
molecule is listed as a “flat” (2-dimensional) structure. If you search stereo bonds, you can miss relevant data that was listed in the literature
only in a 2-dimensional format, whereas searching the flat structure will retrieve both 2-dimensional and 3-dimensional (stereo) structures.

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 2



Search the Reaction O SciFinder*

Explorew  Saved Searches v  SciPlanner When you click OK in the Reaction Editor, your
reaction and Search type are transferred to the

REACTIONS: REACTION STRUCTURE @ .
reaction search page.

| REFERENCES

Research Topic
Author Mame

Corrpany Narme Search Typs: (optional) Click Advanced Search to see

O allow variability only as specified " .
® b only as = additional search options.
Substructure

Diocurnent Identifier

Journal el

Patent S w _ o

Tags (optional) Select limiters, such as Number
of Steps, to further restrict your search.

o SUBSTANCES

Chernical Structure

Click image to change structure Click Search.
Markush or wiew detail. o
Molecular Formula

Irmport CxF

Property

Substance Identifier
Ancacrions e 32 . N

W Reartion Smacnre u o 2 advanced Search [ Always Show Tlp P .
The limiters are available as part of the
—Sgw.m = Solact Solvents Refine and Analyze functions, so it is often
Nor-participating & Select Groups advantageous to start with a broad search
Functional Groups and narrow the answer set later.
Mumber of Steps | /
Examples: 1, 1-3, 1-, -3
Classifications O siotransformation O morecatalyzed
O catalyzed [0 Photochermical
o - OO0 chemoselective [0 radiochemical Now what?
O combinatorial Ll Regioselective After you click Search, SciFinder will retrieve the
g E!:SEE:;ZWG" D Sterecselective answers which meet your query requirements. To
learn about working with the answers, please see
Sources 8 Any source the companion document titled, “How to... Work
Patents only
O Sources other than patents with Reaction Answer Sets.”
Publication Years | |
— Examples: 1995, 1995-1999, 1995-, -1995

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 3



Other Ways to Create a Reaction Answer Set

oi Get

REFERENCES @ Get _ ) Get Related | Get £ Tools ~
Substances & Reactions =" Citations Full Text ~
O 1. substance Detail O z. substance Detail O z. substance Detail
50-18-0 60007-96-7 60030-72-0
~24626 CAS Registry Number: S0-18-0 ~39 [ ~40 [
W » Yiew Substance Detail i S i
' >
=0 Q Explore by Structure 3 - Pﬂ .
ol . ) o ‘u CeHz el
N— o, — o, 01 Synthesize this... o
CHs — CHa €1 e =et Reactions where Substance is 3 » Product
zet Commercial Sources Reactant mistry,
C7Hi5ClzNz Dz P
24,3, 2-Oxazaphosphorin-2-amineg, A | Get Regulatory Information Reagent )
Athis(2-chloroethy tetrahydro-, 2-oxide T2-aming, £
Get References Reactant/Reagent ydro-, 2-
Sp
Experimental Prope Expart a5 Image Catalyst
wperimental Properties
Export as molfile Solvent
[ 4. substance Detail
55836-73-2 Send to SciPlaniner Ay Role

This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.

Copyright © 2013. American Chemical Society (ACS). All rights reserved.

O SciFinder*

You can also create a reaction
answer set by starting with
either reference or substance
answers.

After you get a reference
or substance answer

set, click Get Reactions on
the toolbar.

After you get a substance
answer set, mouse over a
substance until a blue box
appears around it. Click the
double blue arrows in the
upper right, and then
select either Synthesize
this... or Get Reactions
where Substance is a > and
select the reaction role for
the substance.

24



Manage Your Searching O SciFinder*

Preferences | SciFinder Help - m

L L
L
Q SciFinder
© © © 7 s——
Explore Saved Searches - SciPlanner Save Frint Export

Reaction Structure substructure = reactions (1627)

o Start a new References, Substances or Reactions search. Click Preferences to customize your search
options.
Access Saved Answer Sets, Keep Me Posted automated alert results, and your search
History. Click the SciFinder Help drop-down arrow
to access online Help, Training, What's
Open the SciPlanner interactive workspace where you can organize your reference, New and Contact Us.

substance and reaction search results.

Click Save, Print or Export to open a dialog
The breadcrumb trail shows each step in your current search history. Hover over a step to window and initiate these procedures.
see more information about it. Click a step to return to that part of your search.

Now what?
To learn about working with the reaction answer set, please see the
companion document titled, “How to... Work with Reaction Answer Sets.”

qes

CAS is a division of the American Chemical Society
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How to Work with a R .
Reaction Answer Set o SciFinder

Find all relevant reactions based on criteria you specify

Quickly retrieve relevant information from the world’s largest, publicly available reaction database. This guide provides an overview of the tools in SciFinder
that you can use to evaluate and narrow even a large answer set. From there, a single click retrieves references associated with your reaction(s) of interest.
For more detailed information and additional training resources, consult the online Help or visit www.cas.org/training/scifinder.

Reaction Search Results

, , sorted from most to least

Analyze | Refine Group by: [No Grouping Sart by: | Relevance 202 Answers per P Deplay: @ &, relevant
Relevance .
| — ] = 0 of 1698 Reactions Selecte P.ccesin Murnber ld 4 Page: DF 114 p Y * (Click the drop-down
/ \ Expebrlmel;tg'lz Procedure
Tip: See the [J 1. view Reaction Detail ¢ Ld,'flon;uz $ie|d8ps arrow to select other
Newest Records Single Step Sover over sy : Sortmg criteria.
First . e Click the blue arrow to
A 1O 5 H

Accession o EI reverse the sort order.
Numbers start .

) £h Here, the reaction schema
with the year i g;% and the Overview are
that a record is displayed, as indicated by

- Cwveryiew . .
added to the the benzene ring with the
database and Steps /Stages Notes t | der it

rectangie unader It.

h 1.1 R:C0, C:Rd(DAC:, C:1, 10-Fhenanthroling, S:0MF, 16 h, regioselective, optimized on pressure and temperature, . CI k h b .
then are 140%C, 70 psi Reactants: 1, Reagents: 1, Catalysts: 2, Solvents: 1, Steps: 1, ick the benzene ring
numbered Stages: 1, Most stages in any one step: 1 to see onIy the reaction

. . Reft
sequentially (i.e., eferences schema.
Catalytic C-H functionalization driven by CO as a stoichiometric
2012967458) reductant: Application to carbazole synthesis X B Full Test .
. By Smitrovich, Jacqueline H. and Davies, Lan W, Hit structures are red-
So rt by thIS From Crganic Letkers, 6(4), 533-535; 2004 ° CIle the red ﬂaSk beIOW
option to see the - Experimental Procedurs
i General Procedure for the Reductive Cyclization: Carbazole (2a). &n Endeavor glass liner was a structure to see

most recently m charged with 2-nitrobiphenyl 1a (117 mg, 0.589 mmaly and the liner was inserted into an Endeavor pressure Su pplier Catalog

reactor. To the liner was charged phenzPd{Cac)z [1.65 mL, 7,13 x 10-3 M solution in DMF, prepared by . .
added records dissolving PdiCac)z (800 g, 0,356 mmaol) and 1,10-phenanthroline (128 g, 0,710 mmaol) in DMF (50 mL)] information for that
ﬁrSt and OMF 3,35 mL). The reactor system was sealed and purged three times with Nz followed by CO. The substance

: / systerm was pressurized with O (70 psiy and heated at 140 °C for 16 h, The mixture was cooled to rt, Assay '
vield of 2a was determined by HPLC analvsis of the reaction mixture (94 mg, 93%). Carbazole 2a, vield (94
mg, 95%) Continued
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Tip

Click the Similar Reactions link to search for reactions

Get i
* Tools -
References A

based on the same reaction centers and similar structural

characteristics. See the online help for more information.

Group byt | Mo Grouping | Sork by | Relevance

v ¥

1 of 1698 Reactions Selected

[m] |-

0P

Fh

* el

Steps/Stages

140%C, 70 psi

1.1 R:CO, CPD{DAC)z, Ci1,10-Phenanthroline, 5:0OMF, 16 h,

o 1. View Reaction Detail @®Link A Similar Reactions

Single Step Sover avar Sny stuciure e mare agtions.

Motes

reqiose
Reactar
Stages:

Refere

Answers per Page [15] Display: € g

M 4 Page: DF114 b M

CAS Registry Number: 36-74-2
Yiew Substance Detail

Explore by Structure 3
Synthesize this...

izet Reactions where Substance is a »
et Commercial Sources

et Regulatory Information

et References

ature,
Export as Image 01, Steps: 1,
Export a5 malfile

Send to SciPlanner

o Catalyti._ LI UL IO A2 T o e Toy o gs d stoichiometric
reductant: Application to carbazaole synthesis & B Full Text
By Smitrovich, Jacqueline H, and Davies, Tan W,
From Organic Letkers, 64, 533-535; 2004

O SciFinder*

Click the box beside an
answer number to select it.
You can work with selected
items several ways, such as
saving them or getting
references for them.

Mouse over a structure to
access additional substance
information and search
options.

* Click the blue arrows to
see related search
options.

* Click the magnifying
glass to see the
Substance Details in a
separate window (called
a Quick View).

Click the reference title to
go to the Reference Detail
page, or click the
magnifying glass to open
the reference information
in a Quick View window.

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
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Refine to Narrow the Answer Set

REACTIONS @

Analyz Refine

Refine by: @

O Reaction Structure

O Product Yield

@ MNurber of Steps

O Reaction Classification

O Excluding Reaction
Classification

O Mon-participating
functional groups

Group by: | Mo Grouping

@ -

Get
References

?é Tools ~

v ¥

v | Sort byt | Relevance

1 of 1698 Reactions Selected

1. View Reaction Detail @@ Link 3 Similar Reactions

single Step Sover over any struciure for more ostions.

I,
—

: O,

Fh

Answers per Page [15] Display: &) g

Send to
L. SciPlanner

4 4 Page: l:laflm [

o Mumber of Steps:

1-2
Exarples: f, i-3 7- -3 =

Q Refine

ﬂ ip: Steps vs. Stages
In many cases, a single step
can have different stages.
Stages occur when
reagents are added
sequentially, causing
different reactions, but
often without purification
of intermediates.

Get ZE Tool
References #x Tools =

roup b | Mo Grouping A | Sork by | Accession Number » | &

0 of 673 Reactions Selected
O 1. view Reaction Detail @ Link
2 Steps Hover ovar any structure 1B mare options.

Fh

O 5

*
Er
&

1.1 R:PFh3, S:o-Dichlorobenzene, 8 h, 180°C
2.1 R:Disodium carbonate, C:PA(PPha)4, S:H20, S:(CHzOMe)z,
S:PhMe, 8 h, B0°C

IO L

E— CH
\ I
[Step 2.1]
&
- Overview
Steps/Stages Motes

7 Send to
® SciPlanner

Answers per Page [15] Display: &3 .2.

4 4 Page: -1 of4s p M

Fh

I !

jug
H

2 Suzuki coupling, Reactants: 2, Reagents: 2, Catalvsts: 1,

Solvents: 4, Steps: 2, Stages: 2, Most stages in any one step: 1

References

Biscarbazole derivatives and organic electroluminescent devices

using them QB Full Text
By Inoue, Tetsuya et al
Fram PCT Int. Appl., 2013024672, 21 Feb 2013

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.

O SciFinder*

On the Refine tab, click a
radio button to select a
Refine by: option.

Below the radio buttons,
further define the criteria
by which you want to
refine.

o Click Refine.

The answer set is narrowed
according to the criteria
you specified.



Group by Document or Transformation

O SciFinder*

Get 2 ool / \ Group by: Transformation groups single-step reactions based on
* Tools - . . . .
References = 7' Tip transformation types so you can quickly evaluate synthesis
Group by: [ Transformation | Sort by: [ Frequency | & By default, answers are options and preferred pathways.
sorted by frequency. Click * Reactions can fall into more than one category.
[0 = 0of673Reactions Selected Lo . . . .
the drop-down arrow for * Unclassified single- and multi-step reactions (if any) appear at
[ 1. Formation of Nitrogen Heterocycles other sort options. the end of the answer set.
251 Reactions \ /
Group by: Document shows all the reference titles for the
0 answer set, and the total number of reactions associated with
R each title.
—_— = R
Get ] - - Send t
R:ferences ;\TDDIS | Ssil:’lar?ner
H HN-N
HRl \Rl Group by: | Document v | sort by: [ Relevance v ¥ Answers per Page [15] Display: @ ©
Z Z [B] = 1 0of 1698 Reactions Selected M 4 Page: 0F9 P M
/’\/ —_—— (‘\W [B] 1. catalytic C-H functionalization driven by CO as a stoichiometric reductant: Application to carbazole synthesis Q
NH Bl Full Text

u 5 Reactions {1 Selected) A Similar Reactions

Single Step Hover over any struciurs v more aptions.

Z = Electron withdrawing group

Fh
29 Reactions 7%

& &
R=NO; — R-—NH:

b Cveryview

» Experirmental Procedure

O = Hydrolysis or Hydrogenolysis of Amides/ Imides/ Carbamates

¥+ Experirmental Procedure

H
1o, 1
@: | Click the number of
[J 2. Reduction of Nitro Compounds to Amines reactions to see just

7 Reactions [J 2. Triphenylphosphine-Mediated Reductive Cyclization of 2-Nitrobiphenyls: A Practical and Convenient Synthesis of
Carbazoles QB Full Text
0 13 Reactions A} Similar Reactions
H 20 1JJ\ + R—NH Single Step Hover over any struciurs v more aptions.
0 RY “OH g
O 5 E
Ro Il —
N~ “R? —
|l| H2 rh
L~ . R—NH; i 91%
&
P OvEriEW

Tip

those reactions.
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Analyze to See Subsets of Information O SciFinder*

Get .  eendto o Click the Analysis tab.
REACTIONS @ Roferences | % Tools ~ # sciplanner
analyze | Refine GEroup by: Sort by: | Relevance | ¥ Answers per Page [15] Display: € @ Click the drop-down arrow
B * 1 of 1698 Reactions Selected M 4 page: [T Jafo b M to select an Analyze by:
tnalyze by: @ o option.
Catalyst b [E] 1. catalytic C-H functionalization driven by CO as a stoichiometric reductant: Application to carbazole synthesis Q
Author Marne B Full Text )
Catalyst 5 Reactions {1 Selected) AL Similar Reactions * Narrow reSUltS Wlth
Compary-Organization bibliographic data using:
Experimental Procedure Single Step Aovar over any stuciure e imore opHios. * Accession Number
Journal Mame
Language ‘ Company-
Mumber of Steps - Organization
Product Yield RS I
Publication Year * Document Type
Solvent —  Journal Name
PdClz(PPha)z 88 Eh .
e . \ o730 Language
L]
PPhs 71 § Publication Year
I I ]
Pd(dba)z i » Overview * Narrow results with
B4l sHEO4 53 ¥ Experimental Procedure reaction data using:
: ' ' ] . ) ) o o . . ) * Catalyst
FI90T-26-4 47 O 2. Triphenylphosphine-Mediated Reductive Cyclization of 2-Nitrobiphenyls: & Practical and Convenient Synthesis of
[ I ] Carbazoles Q B Full Text *  Number of Steps
13 Reactions A} Similar Reactions ° Product Yie|d
Show More * Solvent
* Narrow results based on
the availability of actual
Tip experimental details
The top ten subsets appear on the Analysis tab. When additional subsets are available, click the Show More using:
button at the bottom of the tab to see a complete list or to select more than one subset. * Experimental
Procedure
Continued
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Explore v Saved Searches v SciPlanner Sane Prirt Export
/4 313 reactions with the Experimental Procedure Experimental Procedures — kKeep snalysis  Clear Analysis
Available are displayed
Reaction Structure substructure > reactions (1699) = refine "1-2 steps” (673)

Get ] - .7 Send to
REACTIONS @ References ~ Tools # sciplanner
Analyze Refine Group by:| | Sork by: | Product Yield wl L Answers per Page [15] Display: &) 2‘
[0 = 0of 673 Reactions Selected M 4 Page: 0F21 > M

snalyze by @

| Experimental Procedure % |

Experimental
Procedures Mot

myailable 360
[ ]

Experimental
Procedures
OAuailahle 313
[ —1

Show More

Fh

o,

b Overview

JOChsmm oo

O 13. view Reaction Detail @® Link A Similar Reactions

Single Step Hovar aver ahy struciuve for more gptions.

<—Fh

SN . = 2= Fh
LT
992

w Experimental Procedure

General/Typical Procedure: Geners! Syrithesis 1 2witrobjheny darivatives s Suzuki-Mivauwrs oross
coupling: A miviure of the desired 2-halonitrobenzens, phenyboronic scid (1.1 equiv. |, ang 2 M (51 ¥2003
(2 eguiv. ) was takern u i tolene (1.4 mi per mumol of halogen) and sparged with Bubitiing Nz for 5 . At
it time, PEPPha M (D01 aquiv,} was 0085 shd starging continued for an saditons! 10 min bafore the
flask was closad and the comtants hested to reflux. Ubon compizte consumption of the Halbgen starting
matariz! (9-249 k) the reaction was cooleg, filtered, ang washed with S0 (~150 #i ). The organic mixiure
Was Washed with Ha0 (2 x 50wl } and brine, dried over MgS04, and concenitrated i vaouo.
Chromatograpty of the rasidue gave the pure proguct Chromatography (gradient of 0:100 to 10090
EtDAC:CHzCIz2) gave 2-Benzoylcarbazole, yield 0.89 g, 99% as a tan-colored solid. 1H MMR{CDCIZ) & 7.27-
7.32 (m, 1H), 7.45-7.55 (m, 4H), 7.58-7.65 (m, 1H), 7.71 (dd, 7= 1.4 Hz, 8.1 Hz, 1H), 7.84-7.87 (m, 2H),
706 (5, 1H), 8.15 (d, 7= 8.1 Hz, 2H), 8.27 (hs, 1H).

O SciFinder*

Your answer set is divided into
subsets based on the analysis
criteria.

Click an analysis bar to
display only the answers in
a subset. The selected bar
turns yellow.

The yellow status message
indicates the new display.

To replace the original
answer set with the
selected subset, click Keep
Analysis.

To return to the original
answer set, click Clear
Analysis.

Tip
Click @ to see context-
specific, online help.

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
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SciFinder’

4 1o0ls ~ Find Additional Reactions takes advantage of the
Find Additionsl Feactions deep indexing in the CAplusSMbibliographic
Combine Answer Sets database. This feature identifies synthetically

Find Additional Reactions

REACTIONS @ et
References

1

Analyze Refine Group by

ol = 1of18 prepared substances in which the complete
Explore v Saved Searches v | SciPlanner Save Print | Export reaction information is not available but the
A 13,220 additional reactions have been added to your answer set. reference indicates that the com pou nd was
Reaction Structure substructure = reactions (1699 = find additional reactions (14919) Synthe5|zed. See the Tlp fOf' more detalls.
REACTIONS © Get 5 Todls ~ - sendto Click the Tools drop-down arrow and then
References ] = sciPlanner . . .. .
click Find Additional Reactions.
Analyze | Refine Group by: [ Mo Grouping | Sort by: | Relevance v ¥ Answers per Page [15] Display: @ ©
[0 = 0of 14919 Reactions Selectad 4 4 Page: afgas p M .
snalyze by: @ E The message in the yellow status bar shows
|AnSW9r Type v| [ 1. view Reaction Detail @® Link M Similar Reactions the number Of additional reactions that
:Additional Reactions 13220| single Step Hovar over any structure o more options, SciFinder found.
Reactions 1699 * These reactions appear at the end of the
o4 u answer set.
Show More
G
Fh The synthesized compound is a product and
Explore Saved Searches v SciPlanner Save Print Export appears to the right of the reaction arrow
/My 13,220 reactions with the Answar Types Additional Reactions are Keep Analysis  Clear Analysis
displayed
The default Analyze of the new answer set is
Reaction Structure substructure = reactions (16990 = find additional reactions (14919) Answer Type
REACTIONS @ B ences | Tools ¥ | et * Select Additional Reactions to see only
Analyze | Refine Group by: [ | Sort by: | Relevance v ¥ Answers per Page [15] Display: &) € the new'y addEd reactions.
[ = o0of 14919 Reactions Selected
snalyze by: @ /Ti \
[ Answer Typs v [J 1700. View Reaction Detail @® Link P A . . . ..
dditional _ When authors do not provide complete reaction information for synthesizing a
A |t|!:|na Hover avar any stucture for more aotions. . Rk A
Reactions 13220 compound, these incomplete reactions cannot be put into the CASREACT® database.
Reactions 1699
[ I ] . . . . .
CAS scientists identify these substances and apply the Preparation CAS Role to the
Shenioe substance. This information is listed in the indexing of the CAplus bibliographic
I \ record. You can use Find Additional Reactions to see these synthesized substances./

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
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Manage Your Searching O SciFinder*

1 Preferences | SciFinder Help = m

- L
L
O SciFinder
e Explore « e Saved Searches « e SciPlanner Save Frirt Export

Reaction Structure substructure = reactions (16350 = refine "1-2 steps" (6550 = keep analysis "Experimental Procedure” (307)

REACTIONS @ o Get oﬁg Tools ~ & Sendto

References = gciPlanner

Access Preferences and SciFinder Help options: Help, Training, What’s New and Contact CI.'Ck save, Pr‘|r!t_or Export to open a dialog
Us window and initiate each of these processes.
) See “How to... Print, Save and Export” for
Click the Explore drop-down arrow to start a new references, substances or reactions more information.
search. The breadcrumb trail shows each step in your
current search history. Mouse over a step to
see more information about it. Click a step to
return to that part of the search.

Click the Saved Searches drop-down arrow to access Saved Answer Sets, Keep Me Posted
answer sets, and your search History.

Click SciPlanner to open the SciPlanner workspace.

* SciPlanner is an interactive window where you can store and organize reference,
substance, and reaction search results. Use it to gather information for a project, create
a report, or export research to share with colleagues.

* Three short videos about using SciPlanner are available the first time you open it and
also in the online Help.

Click Get References to retrieve references
for part or all of your answer set.

Click the Tools drop down arrow to access
Find Additional Reactions and Combine
Answer Sets.

Click Send to SciPlanner to send selected
answers to the SciPlanner workspace.

& [ ] L ]
@ SClFmdeIl® CAS Customer Care Center 8
Phone: 800-753-4227 (North America) Fax: 614-447-3751 WWW.Cas.0rg
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How to Create a ' T .
Reference Answer Set o SciFinder

Find references quickly and easily

In SciFinder, you are searching the world’s largest, publicly available reference database for chemistry and related sciences as well as MEDLINE® (the National Library of
Medicine® (NLM®) journal citation database). Select from various reference search options, based on the information at hand and your research needs. This guide explains
how to conduct each type of reference search. When you have your answer set, refer to “How to ... Work with Reference Answer Sets” for ways to evaluate the results and
target the most relevant answers. For more detailed information about SciFinder, consult the online help or visit www.cas.org/training/scifinder.

Types of Reference Searches

Preferences | SciFinder Help ~ [T o On the Explore tab, under REFERENCES, you
o SCiFiIldBI" can search by any of the seven options.
Explore v Saved Searches v SciPlanner Click Advanced Search to see criteria for
narrowing a search:
% REFERENCES | REFERENCES: RESEARCH TOPIC @ m
o Research Topic . SAVED ANSWER SETS 8 = Advanced Search Always Show
Author Name . : duloxetine sss search _—
Publication Years
Company Name MBoehm research Examples: 1995, 1995-1999, 1995, -1995
Document Identifier sy
The effect of antibiotic residues on dairy products view All | Import Document Types Biography Historical
Journal Photocyanation of aromatic compounds Book Journal
Patent Clinical Trial Letter
KEEP ME POSTED @ Commentary Patent
Tags m Conference Preprint
Citings M Boehms research Dissertation Report
+‘lSUBSTAHCES ) No results Editorial Review
) ¥ Advanced Search
Chemical Structure 2 Languages Chinese Japanese
Markush Wiew All English Polish
Molecular F I 1 French Russian
RO Tond German Spanish
Property Italian
Subst: Identifi i
MR SICRY Tlp Author Last Name * First Middle
& REACTIONS For most keyword searches, it is often
a2 best to start with a broad search and Company
narrow the results later. Use Advanced
kSearch criteria to find specific references. ) * These search limiters are available as part
of the Refine and Analyze functions, so

you can also apply them later in your
search process.

@ SC iander® WWW.Cas.0rg
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Search by Research Topic

Explore

) REFERENCES

Research Topic
Althor Marne
Company Mame
Docurnent Identifier
Journal

FPatent

Tags

# SUBSTANCES
Chemical Structure

Saved Searches «

SciPlanner

REFERENCES: RESEARCH TOPIC @

0|clean up of oil spill in ocean |

Exarmples:
The effect of antibiotic residues on dairy products
Photocyanation of aromatic compounds

O I

2 advanced Search

Tip

You can include up to three synonyms or acronyms for a concept. Place them in parentheses
immediately following the concept and separate them with commas. E.g., cat (kitten, feline,

felis catus)

Copyright © 2013. American Chemical Society (ACS). All rights reserved.

O SciFinder*

o To begin, click Research Topic.

Enter your search concept(s) in the query

entry text box.

* Asearch concept, or keyword, is a term
or phrase relevant to your topic of
interest.

* Enter up to seven concepts, separated by
prepositions, in English.

* Recommendation: enter two or three
concepts, separating each concept
with a preposition. Use additional
concepts to refine your answer set
later.

* Use “not” or “except” to exclude a term.

o Click Search.

Continued
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select all Deselect all

0.

o Get References

1 of 11 Research Topic Candidates Selected References
153 references were found containing all of the concepts "clean”, "oil spill" and "ocean closely associated with 153
one another,

955 references were found where all of the concepts "clean”, "oil spill" and "ocean" were present amywhere in the 955
reference,

Ol 1180 references were found containing the two concepts "clean" and "oil spill" closely associated with one another. 1120

Cl 1854 references were found where the two concepts "clean” and "oil spill" were present anywhere in the 1854
reference,

O 2489 references were found containing the two concepts "clean" and "ocean closely associated with one another. 2489

O 5809 references were found where the two concepts “clean” and "ocean" were present anywhere in the reference. 5809

O 3070 references were found containing the two concepts "oil spill® and "ocean" closely associated with one another. 3070

O 4366 references were found where the two concepts "oil spill"* and "ocean® were present anywhere in the 4366
reference.

O 516864 references were found containing the concept “clean®. 516864

| 12459 references were found containing the concept "oil spill". 12458

l 476694 references were found containing the concept "ocean®. 476694

SCIFINDER CONSIDERS TERMS TO BE... WHEN THE TERMS ARE FOUND...
"As entered" Exactly as you have entered them.
"Closely associated with one another" Within the same sentence or title.

"Present anywhere within a reference"

abstract, or indexing.

Anywhere (perhaps widely separated) within a record's title,

"Containing the concept" Somewhere in the record.

Now what?

O SciFinder’

SciFinder returns a set of Topic
Candidates.

Select the answer set that
you want to use from the
list.

* Click the box to select
an option. A green
checkmark indicates it
has been selected.

o Click Get References.

(o N

All concepts “present
anywhere in the reference”
is often a good starting
point. If the number of
references is too large or
you find many non-relevant
references, consider
selecting the narrower
option in which all of the
concepts are “closely
associated with one

Kanother." /

After you click Get References, SciFinder will retrieve the answers which meet your query requirements. To learn about
working with the answers, please see the companion document titled, “How to... Work with Reference Answer Sets.”

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
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Search by Author Name

Explore + Saved Searches = SciPlanner

7 REFERENCES REFERENCES: AUTHOR NAME @

Research Topic
OAuﬂﬂDr Marne

* For complicated names, try multiple
searches and determine which
search gives the best results.

* Under the Tools drop down, you
can also combine answer sets.

o SUBSTANCES

REFERENCES

o Select All Deselect all

4 of 4 Author Mame Candidates Selected

o

Last Mame * First rHiddle
Campany Name
Dacument Identifier o ||<Dh'"<a | |E'.r|an | | |
Journal
Look for alternate spellings of the last name
Fatent
Tags

\

/

KOBILK.A B 17
KOBILKA B K 111
KOBILKA BRIAN 97
KOBILKA BRIAN K 2285

o Get References

Now what?

After you click Get References, SciFinder will retrieve the answers which meet

your query requirements. To learn about working with the answers, please see
the companion document titled, “How to... Work with Reference Answer Sets.”

O SciFinder*

o To begin, click Author Name.

Enter as much of the name as you know.

* Only the Last name is required. Include
the First and Middle names or initials to
improve the search results.

* Enter punctuation (spaces, hyphens, etc.)
as if you were writing the name.

* Replace special characters with
equivalent character(s), e.g., ae replaces
a. Consult the online help for more
information about special characters.

*  For optimal retrieval, “Look for
alternative spellings of the last name” is
selected by default.

o Click Search.

SciFinder returns a list of authors. The

number of references associated with each

name appears on the right.

* Click the box next to any name(s) you
want to select. A green checkmark
appears.

6 Click Get References.

/Tip

Create a Keep Me Posted (KMP) automatic
alert if you want to know when new records
for this author are added to the database.
See the “Create and Manage Alerts (KMPs)”
\guide for more information.

~

)

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
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Search by Company Name O SciFinder*

] To begin, click Company Name.
Explore « Saved Searches « SciPlanner
Enter the name of one organization into

* REFERENCES REFERENCES: COMPANY NAME @ the query entry text box.

Research Topic o Click Search.

Author Mame

o Company Name | |Dwer'|s Corning Fiberglas |

Docurment Identifier E;ﬂmples;

Journal DuPank

Patent Kl'ip \

Tags o To see all of the name variations

that SciFinder considered, analyze

% SUBSTANCES the answer set by

Company/Organization. See “How
to ... Work with Reference Answer

\Sets" for more details. /

Company Name Searching Guidelines

*  SciFinder considers various spellings, acronyms, abbreviations, and related terms when
retrieving results. It does not consider mergers and acquisitions.

*  SciFinder automatically searches common synonyms and abbreviations. For example,
entering “Company” or “Co.” returns the same results.

Now what?
After you click Search, SciFinder will retrieve the answers which meet your query requirements. To learn about
working with the answers, please see the companion document titled, “How to... Work with Reference Answer Sets.”

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
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Search by Document Identifier O SciFinder*

—_— — o To begin, click Document Identifier.
Explore « Saved Searches v SciPlanner

Enter up to 25 identifiers, one per ling, in

 REFERENCES REFERENCES: DOCUMENT IDENTIFIER @ the query entry text box.
Research Topic o Click Search.
Author Name
1981:481636 -
Company Name o 107:12935
o Document Identifier El
Journal I / \
Patent Enter one per line. Tip
Tags T SciFinder ignores punctuation and
1983:4296 accepts both two-digit and four-digit
* SUBSTANCES - s formats for years. Therefore, the
Chemical Structure Sl S R search term 1983:4296 will retrieve
Markush o both the PubMed ID 834296 and the
Molecular Formula m CAplus Accession Number
Property 1983:4296. Select the document of

interest when you review the

kanswers. /

Searchable Document Identifiers

TYPE OF IDENTIFIER EXAMPLE

Accession number: A unique number applied to a record when it is put into the CAplus: 2012:1527010

database. It begins with the year that the document entered the database. MEDLINE: 1998010009 Now what?

Document number: A sequential identification number that is assigned to a CAplus: 107:12935 Afte‘r you click Search, S(':IFmder will

document (before the document enters the database). Medline: 22893704 (also called a retrieve the answers which meet your
PubMed ID number) query requirements. To learn about

Digital object identifier (DOI): an alphanumeric character string that uniquely 10.1021/jp204843r working with the answers, please see the

identifies an electronic document over the course of its lifetime. companion document titled, “How to...

Work with Reference Answer Sets.”

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
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Search by Journal O SciFinder*

Explore -+ Saved Searches - SciPlanner o To begin, click Journal.

Enter a Journal Name (required).
* Enter data in the additional fields to

Research Tapic retrieve more specific answers.
Author Marme

7 REFERENCES REFEREMCES: JOURNAL @

Journal Mame *

Campany Mame Cli
: : ick Search.
Ciocument Identifier |E-|Dchem|stry | o
Journal
Patent . Yolume Issue Starting Page
==l
| | | |
chemical Shuchre |Mass Spectromelric Analysis | K \
Examples: Antibiotic Tip
Markush
Create a broad search by using title words
Molecular Forrmula author Last Mame * First Middle . y g !
Property | ] | | only a journal name or only a last name.
Substance Identifisr Narrow search results by using a full title,
AREACTIONS Puhlication ear the journal name, issue and starting page,
| | the author’s full name, or a combination of
Feaction Stucture Examples: 1995, 1995-1999, 1995- -1995 Kthese items. j
O
FIELD DATA ACCEPTED
Journal Name * Full name, abbreviation, or acronym

Now what?

After you click Search, SciFinder will
retrieve the answers which meet your
query requirements. To learn about
working with the answers, please see the
companion document titled, “How to...

* Abbreviations or acronyms must not contain spaces or punctuation

*  Maximum of 30 characters

Volume Number (38) or alphanumeric string (45a)

* A lJournal Name must be specified before a Volume, Issue, or Starting Page
can be recognized

Issue Number (16) or month (June) K with Ref .
Starting Page Number (46), letters (iii), or alphanumeric string (m287) Work with Reference Answer Sets.
Title Word(s) Key words, a partial title or a full title

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 7



Search by Patent

Explore «

| REFERENCES
Research Topic
athor Mame
Compary
Docurnent Identifisr

Journal
o Patent
Tags

& SUBSTANCES

Chemical Structure
markush

Molecular Forriula
Property

Substance Identifier

& REACTIONS

Feaction Structure

Saved Searches «

SciPlanner

REFERENCES: PATENT @

Patent Mumber
0|US £448377

Examples: W 2001011365

Azzignes Mame

Examples: Cancer Research Technaology Limited

Irventor Last Marme ™* First

Ilicldl e

Publication Year

Examples: 1995, 1995-1999, 1995-, 1995

Oz

Tip

One number can retrieve both a granted patent and an unrelated patent application. You can

easily select the record of interest while reviewing the search results.

Now what?
After you click Search, SciFinder will retrieve the answers which meet your query requirements. To learn about
working with the answers, please see the companion document titled, “How to... Work with Reference Answer Sets.”

O SciFinder*

o To begin, click Patent.

Enter a Patent Number.

* Acceptable patent numbers include any
number that identifies a patent, such as
patent application numbers, priority
application numbers, and patent
numbers.

TYPE OF IDENTIFIER EXAMPLE

Patent Application Number WO 2012-US29090

Priority Application Number US 1996-15450P

Patent Number JP 2001519650

Alternatively, you can enter an Assignee

Name or Inventor Name.

* Enter data in several fields to create a
narrower search.

o Click Search.

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 8



Search by Tags O SciFinder*

] A tag is a user-defined keyword that you can
Explore v Saved Searches - SciPlanner )
apply to references in one or more answer sets.
When you save an answer set, the tag is saved
 REFERENCES REFEREMNCES: TAGS @ with the associated reference. Search a tag to
. retrieve any references to which the tag was
Fesearch Topic ;
applied.
Author Marme _ _ _ _
Company Name o Click a tag to refrieve references associated with that tag. o To begin, click Tags.
Docurment Identifier C
Journal coffes From the displayed list, select the tag that
—— camment you want to search.
o Tags [ | G SciFinder retrieves all of the records to which
g-protein-coupled receptors that tag has been applied. This feature allows
% SUBSTANCES gpcr you to pull references from several different
chemical Structure I answer sets and place them all into a new
Markush e cbes / Tip \ answer set .
Malecular Forrmula K Search a tag to create a
Property kaohilka new answer set that
Substance Identifier p contains documents from
different answer sets Now what?
I REACTIONS pharmacalogy . . .
& y \that have the same tag. - After you click a keyword, SciFinder will
Feaction Structure retrieve the answers which meet your
query requirements. To learn about
working with the answers, please see the
companion document titled, “How to...
Tip 25 Toois - (R IRHE Work with Reference Answer Sets.

— MeP

When reviewing your search You can apply tags to records results by
Remove Duplicates

selecting Add Tag from the Tools menu. In the dialog box, enter the _
key word(s) that you want to apply as a tag. After they are created, Combine Answer Sets

tags become searchable.
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Manage Your Searching O SciFinder*

O SciFinder'

Explore - OSaued Searches vo SciPlanner Sawve Frint Export
o Start a new References, Substances or Reactions search. Access Preferences and SciFinder Help
options: Help, Training, What’s New and
Access Saved Answer Sets, Keep Me Posted automated alert results, and your search Contact Us.
History.

Click Save, Print or Export to open a dialog

Open the SciPlanner interactive workspace where you can organize your reference, window and initiate these procedures.
substance and reaction search results.

/Tip: Other Ways to Create a Reference Answer Set \
* You can also create a reference answer set by starting with a reaction or substance search. After you
get a reaction or substance answer set, just click the “Get References” icon at the top of the page.

Get Get Get Commercial F
Tool
References A Reactions " Sources ;é ools ™

SUBSTANCES @

k REACTIONS @ [ B e erences ] € Tools ~ /

qes
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Howto Workwitha T 0
Reference Answer Set o SciFinder

Easily identify and isolate references of interest

Quickly retrieve relevant information from the world’s largest, publicly available reference database for chemistry and associated sciences. This guide provides an overview
of some of the sort, refine, and analyze tools for confidently evaluating and narrowing even a large answer set. From there, a single click retrieves substances or reactions
associated with your references. For more detailed information and additional training resources, consult the online help or visit www.cas.org/training/scifinder.

Reference Search Results

Get | Get . GetRelated _ Get 56 Tools ~ %) Createkeepte o Sendto By default, references in your answer set
Substances & Reactions =" Citations Full Text Posted Alert = SciPlanner are sorted by Accession Accession Number mﬁ #
oty Bccesson s ] & hosers erPace [20] Dipley: — = = Number. Click the
]/ = 0of 547 References Selected 4 4 Page: Df 2z p M drOp-dOWﬂ arrow E!.;Jﬂ'IDFRN?EmE
for other sort options. P' brll'g ; :,E”':ES
0 1. Deepwater Horizon oil slick characterization with UAVSAR: Continuing investigations & B Full Tex ok UDNICETan TEear
By Holt, Benjamin; Jones, Cathleen E.; Minchew, Brent; Brekke, Camilla o @ Title
From Abstracts of Papers, 245th ACS National Meeting & Exposition, Mew Crleans, LA, United States, april 7-11, 2003 (20133, ANYL-223, L H H
| Lanquage: English, Dakabase: CAFLLS * The blue arrow indicates the sort order
In June 2010, the UAYWSAR platform was deployed to the Gulf of Mexico in response to the Deepwater Horizon (DWH) (e.g., newest to oldest or alphabetical).
oil spill. We hawve analyzed the guad-polarized L-band SAR data collected over the main oil slick to develop and Click the arrow to reverse the order.

validate algorithrns for improved discrimination of oil slicks on water and identification of oil properties,  Our results

showe that radar backscatter from both clean water and oil in the slick i predominantly from a single surface .
scatterer, consistent with the tilted Bragg scattering mechanism across the incidence angle range of 26-60°, ‘We find Below the Sort by options, the number of
that the change of backsc... references in the answer set and the number
that have been selected are displayed.
[0 2. comparative study of different exposure routes on the biotransformation and genotozicity of PAHs in the .é K play
flatfish species, Scophthalmus maximus QB Full Text P * Click the blue drop-down arrow to select

By Du-Lacoste, Marie; Akcha, Farida; Devier, Marie-Helene; Morin, Benedicte; Burgeok, Thierry; Budzinski, Helene = " f th

From Environmental Science and Pollution Research (2013}, 20(2), 890-707, | Language: English, Database: CAPLUS allo € [] = 0of 547 References Selected
In this study, lab. expts. were carried out in order to come o0 a better understanding of the fate of polyoyclic arom. answers. elact Al
hydrocarbors (PaHsY in the marine erwvironment and esp. on their bioaccumulation, biotransformation and genotoxic [l b oil slickl
effects in fish, Juveniles of turbot (Scophthalmus maximus) were exposed to PAHs through different routes via (1) a Deselect Al L, Cathlesn
mixt, of dissolved PaHs, (2 & PaH-polluted sediment and (3) an oil fuel elutriate. Fish were exposed 4 days followed Keep Selected 5, 245kh AC
by a 6-day depuration period. In each expt,, PAH concns. in the seawater of the tanks were analyzed regularly by gas Remove Selecied  [PrADasEr CA
chromatog. cou... B

* To select individual answers, click the box
O 3| Tip to the left of an answer number.
An Accession Number is a unique identifier given to a record when it is entered in

the database. In the CAplus®M database, it begins with the year in which the record

is put into the database, followed by a colon and sequential numbering.

Specify the number of answers displayed per
page.
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@ SC iander® WWW.Cas.0rg

CAS is a division of the American Chemical Society



Get 1 Get Get Related Get ZE Tool Create Keep Me .1 Send to
Substances @& Reactions =" Citations Full Text 7 foeE T E Posted Ab = sciPlanner
Sork by # Answers gar Page Display: — = =
[0 = 0of 547 References Selected 4 4 Page: UF =M
[0 1. Deepwater Horizon oil slick characterization with UAYSAR: Continuing investigao QB Full Tex o ,é;
By Holt, Benjamin; Jones, Cathleen E.; Minchew, Brent; Brekke, Camilla
From fhstracts of Papers, 245th ACS MNational Mesking & Exposition, Mew Orleans, LA, United States, april 7-11, 2013 (2013), AMYL-Z23, ~0 !_E

| Language: English, Database: CAPLUS

In June 2010, the UAWSAR platform was deployed o the Gulf of Mexico in response o the Deepwater Horizon (DwH)
oil spill. ‘We have analyzed the quad-polarized L-band SAR data collected over the main oil slick o develop and
validate algorithms for improved discrimination of oil slicks on water and identification of oil properties.  Cur results
show that radar backscatter from both clean water and oil in the slick is predominantly from a single surface
scatterer, consistent with the tilked Bragg scattering mechanism across the incidence angle range of 26-80°. \We find
that the change of backsc...

O 2. comparative study of different exposure routes on the biotransformation and genotoxicity of PAHs in the .&
flatfish species, Scophthalmus mazimus o B Full Tex 0 i
By Du-Lacoste, Marie; Akcha, Farida; Devier, Marie-Helene; Morin, Benedicks; Eurgeot, Thierry; Budzinski, Helane =
From Environmental Science and Pollution Research (2013), 20(2), 690-707, | Language: English, Database: CAPLUS
In this study, lab. expts. were carried out in order to come to a better understanding of the fate of polyoyclic arom.
hydrocarbons (PAHs) in the marine environment and esp. on their bioaccurmulation, biotransformation and genotoxic
effects in fish, Juveniles of turbot (Scophthalmus maximus) were exposed to PAHs through different routes via (1) a
mixt, of dissolved PaHs, {23 a PaH-polluted sediment and (3) an oil fuel elutriate. Fish were exposed 4 days followed
by a 6-day depuration period. In each expt, PAH concns. in the seawater of the tanks were analyzed regularly by gas
chromatog. cou...

O 3. Methods of limiting or reducing the amount of oil in a sea using a fluid director QB Full Text .&
By Fripp, Michael L.; Dykstra, Jason D
From 1.5, Pat. Appl. Publ. (20133, US 20130014955 A1 20130117, | Language: English, Database: CAPLUS ~0 Q_S

4 )
Tip

With the Full Text link, European and US patents are often immediately available

via Espacenet. If your company purchases journal subscriptions, your Knowledge
Center or SciFinder Administrator can set up the CAS Full Text Options page to let

you immediately access records from those journals from your desktop.

_/

CAS is a division of the American Chemical Society.

O SciFinder*

Three Display options are available:

*  One bar shows the bibliographic
information.

*  Two bars shows the bibliographic
information and a partial abstract. It is
the default, shown here.

*  Three bars shows the bibliographic
information and the full abstract.

Use the page controls to navigate through
your answer set.

The magnifying glass is a link to a “Quick
View.” Click it to open a new window that
contains the reference details. Close the
window to return to your active session.

Click the Full Text link to launch the CAS
Full Text Options page (not shown).

Click the molecule icon to see the
Substances indexed for a document (not
shown). CAS analysts identified these
substances as being important to the
science reported in the document.

Click the Citings icon to retrieve the
documents that have cited this reference.
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Narrow an Answer Set with Refine Options

O SciFinder*

Click the Refine tab and click

REFERENCES @ Get 1 Get Get Related Get E Tools + E Create Keep Me -1 Send to
@ i = Citati ~ G R
Substances Reactions Citations Full Text Posted Alert SciPlanner a radlo button to SEIGCt a
Analy Refine | Categorize | 3ort bY’ ‘i Answers per Page [20] Display: == Reﬁne by: Option.
[0 = Dof 547 References Selected M 4 Page: ofza p M
Refine by: @ S ifv additi | criteri
@ Research Topic [0 1. Deepwater Horizon oil slick characterization with UAVSAR: Continuing investigations @ B Ful Tex \é pecily addl IfJna CI"I. eria
O authar By Halt, Benjamin; Jones, Cathleen E.; Minchew, Brent; Brekke, Camilla | below the refine options.
From Abstracts of Papers, 245th ACS Mational Meeting & Exposition, New Orleans, LA, United States, April 7-11, 2013 {2013}, AMYL-223, ~0 (_S .
o Carmparny Narme | Language: English, Database: CAPLUS ° Here, the answer set is
© porument Typs In June 2010, the UAYSAR platform was deployed to the Gulf of Mexico in response to the Deepwater Horizon (DWH) refined to include
O Publication Year oil spill. ‘We have analyzed the quad-polarized L-band S4R data collected over the main oil slick to develop and X
O Language validate algorithms for irmproved discrimination of oil slicks on water and identification of oil properties.  Our results answers with two
show that radar backscatter from both clean water and oil in the slick is predominantly from a single surface iy
Database scatterer, consistent with the tilted Bragg scattering mechanism across the incidence angle range of 26-60°, We find additional concepts.
that the change of backsc... * Asynonymi s included
Research Topic H
in parentheses.
|meﬂﬂod {process) | O = Comparative study of different exposure routes on the biotransformation and genotoxicity of PAHs in the \é: P
Exarnples: flatfish species, Scophthalmus magimus QB Full Text 0 B
By Du-Lacoste, Marie; Akcha, Farida; Devier, Marie-Helene; Morin, Benedicte; Burgeot, Thierry; Budzinski, Helene = . .
The effect of anbiioti resdlies on From Environmental Science and Pallution Research (2013), 2002), 690-707. | Language: English, Database: CAPLUS o CI|Ck Reflne-
o3 it
A prOGUE In this study, lab, expts, were carried out in order o come to a better understanding of the fate of palycyclic arom.
Fhofocyanativn of aromaiic hydrocarbons (PaHs) in the marine environment and esp, on their bioaccumulation, biotransformation and genotoxic
IpoUnGE effects in fish, Juveniles of turbot (Scophthalmus rmaximus) were exposed to PAHs through different routes
mixt. of dissolved PAHs, (2) a PAH-polluted sediment and (33 an ofl fuel elutriate. Fish were exposed 4 d
Refine by a 6-day depuration period. In each expt., PAH concns, in the seawater of the tanks were analyzed r

chromatog. cou...

The Answer Set is Narrowed to 236 References

Create Keep Me
3 Posted Alert o

ers per Page [20] Display:

0 of 236 References Selected

O -

[0 1. Methods of limiting or reducing the amount of oil in a sea using a fluid director

By Fripp, Michael L.; Dikstra, Jason D,

Fram L5, Pat. appl. Publ. {2013}, US 20130014955 A1 20130117, | Language: English, Database: CAPLUS

4 4 Page: E

QB Full Text

According to an embodirment, & method of limiting the amt. of oi
sea comprises: positioning a device for directing the flow of a
adjacent to a welhead, wherein the device comprises: a 1st
passagewsay; a 2nd fluid passageway; a 3rd fluid passagewary, wh
the 1st fluid passageway is operatively connected to the 2nd and 3rg
passageways; and a fluid director, wherein the fluid director is oper3
connected to the 1st, 2nd, and 3rd fluid passageways, and wh
depending on at least one of the properties of a fluid, the fluid din
directs the fluid to increasingly...

Tips

CAS is a division of the American Chemical Society.

SciFinder automatically searches for both
singular and plural forms of a word (method;
methods), alternate word endings and forms
(clean; cleaning), and common synonyms
(ocean; sea; marine) to save you time and
increase comprehensiveness.

When searching or refining by Research
Topic, you can include up to three synonyms,
separated by commas and enclosed in one
set of parentheses.

When you refine by Research Topic, both the
old and new hit terms are highlighted in the
title and are bolded in the abstract.
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Evaluate Answers with Analyze Options 0 Scikinder’

REFERENCES @ Get ] Get = Get Related Get ;{:Tools v E Create Keep . Send to CIICk the Analyze tab' BY
Substances & peactions =" Citations ™ Full Text Me Posted ¥ coplanner default, the answer set is
Analyze | Refine Categorize | Sort hy: R Answers per Page [20] Display: — = = analyzed by Author Name
anaivae b @ O] ~  0of 236 References Selected M dPag=: [T [of12 p
nabze oy Click the drop-down arrow
Author Name b 0 1. Methods of limiting or reducing the amount of il in a sea using a fluid director @, B Ful Tex ‘i: .
Author Name By Fripp, Michael L.; Dykstra, Jason D. 0 to see the available
CAS Registry.Number From ULS. Pat, Appl. Publ, (2013), US 20130014955 A1 20130117, | Language: English, Database: CAPLUS = Analyze by: options.
CA Section Title - - .
Company-Organization . ol b According to an embodiment, a method of limiting the amt. of oil in a .
Database et . sea comprises: positioning a device for directing the flow of a fluid Click Show More to see
e o adjacent to a wellhead, wherein the device comprises: a 1st fluid e '
Index Term -0 passageway; a 2nd fluid passageway; a 3rd fluid passageway, wherein add_ltlonal dat? when it is
CA Concept Heading L the 1st ﬂmd passageway is operatlvely connected to the 2nd and 3rd fluid available (see mset), orto
Journal Name n e whacain _the flyid director is

Language
Publication Year Analyze - Document Type

Supplementary Terms 16 Items 1 Selected Expirt

TV T IOy

d passageways, and select more than one
s of a fluid, the fluid analysis subset.
* E.g., itis useful when

Sort by: L, & you want to select

Lee K 3

: ' ' Select bars to view only those references within the current answer set, ~0 B several variations of an
Mielbrecht E E 3 03 | 156/ - hor’

L ! ! IDL,IITIE,I ,— pw of a fluid adjacent author’s name.

Nordvik Atle B 3 rgeway; a third fluid

[ | Patent 40 d fluid passageways; i
Slngaram 5 3 [ ] ond, and third fluid Continued

or directs the fluid to

L ﬁrt|c|e a0 / \
|
h ﬁ Ti
Sheisbore O JOURNAL ARTICLE 0 P

] | persants q o Some document types
O Gereral Review 21 are listed in all capital
— 'E:anerencel 19| letters. These subsets are
| : : unique to MEDLINE® (aka
[JRESEARCH SUPPORT NONUS GOVT 15 PubMed). The 30
: : ' JOURNAL ARTICLE(s) in
O IOnlineI Cormputer File 11I MEDLINE are also
[ Report 1 included in the Journal
! subset which contains the
O ICDIr”n[:uuter Cptical Disk 4| documents from both
x Q/IEDLINE and CAplus. /
Apply | Cancel
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Narrow an Answer Set after Analyzing

Explore - Saved Searches + SciPlanner Save Print Export
/b 49 raferences with the Document Types Patent are displayed o keep snalysis  Clear Analysis
Research Topic "dean up of oil spil in ocean” > references (S47) = refine "method (process)” (236)
Get 1 Get Get Related Get FE - Create Keep Me .1 Send to
REFERENCES @ Substances & Reactions {—S Citations Full Text ~N Tools E Posted alert #_ sciPlanner
Analyze | Refine | Categorize | Sortby: ¥ Answersper Page [20] Display: — = =
[0 = oof 236 Referances Selected [ 4 Page: OF s M
analyze by: @
|DDcument Type "| O 1. Methods of limiting or reducing the amount of oil in a sea using a fluid director QB Ful Tex \é
By Fripp, Michael L.; Dykstra, Jason D,
Journal 156 From 11,5, Pat, &ppl, Publ, (20130, US 20130014955 AL 20130117, | Language: English, Database: CAPLUS ~0 (_'S
[ ] -
. asccording to an embodiment, a method of limiting the amt. of oil in a
Patent 49 .y sea comprises: positioning a device for directing the flaw of a fluid
: : ' = adjacent to a welhead, wherein the device comprises: a 1st fluid
Article 30 ; ’:J_ passageway; a 2nd fluid passageway; a 3rd fluid passageway, wherein
[ | 1 B the 1st fluid passageway is operatively connected 1o the 2nd and 3rd fluid
TOURMAL ARTICLE 30 L =g passageways,; and a fluid director, wherein the fluid director is operatively
[ I ] ' connected o the 1st, 2nd, and 3rd fluid passageways, and wherein
General Review 1 ) dgpending on at Igast one of the properties of a fluid, the fluid director
[ ] directs the fluid to increasingly...
Conference 19
]
RESEARCH SUPPORT [0 2. Methods of limiting or reducing the amount of il in a sea using a fluid director QB Full Ten \é
By Fripp, Michael L.; Dykstra, Jason D
INOII\'IUS SOVT 15| Fram PCT Ink, Appl, (Z013), WO 2013009617 AZ 20130117, | Language: English, Database: CAPLUS e {_S
) ) 4 method of limiting the amt. of oil in 3 sea comprises: positioning a
:Dnlhne Compuiter File 11| - | ) device for directing the flow of a fluid adjacent to a wellhead, wherein the
|| device comprizes: a first fluid passageway; a second fluid passageway; a
:Qe:port 11| third fluid passageway, wherein the first fluid passageway is operatively
connected to the second and third fluid passageways; and a fluid director,
Computer Optical Disk 4 — wherein the fluid director is operatively connected to the first, second, and
U J third fluid passagewsays, and wherein depending on at least one of the
| = properties of a fluid, the fluid directar directs the fluid 1o increasingly flow
Show More [
Tip

The Analyze capability is an effective way to learn more about your results because you can use Clear Analysis to
return to the original answer set. After you have explored the answer set several ways, you can then decide how

you want to narrow it, make that selection, and then click Keep Analysis or choose to narrow the answer set
using other techniques.

CAS is a division of the American Chemical Society.

O SciFinder’

Here, the answer set has been
analyzed by Document Type.

Click an analysis bar to
display that subset of
answers.

* Parts of other analysis
bars turn yellow if any
records fall into more
than one subset.

The yellow status bar
indicates the answers that
are currently displayed.

* Click Keep Analysis to
make these answers
your new answer set.

* Click Clear Analysis to
return to your original
answer set.

Or, select a different subset

on the Analyze tab to view
those records.
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Reference Detail

Get

, Get Related _
Substances =

Citations

Get

REFERENCE DETAIL @ Full Text

¥ Return of Previous  Next p

o 12. Bioremediation process for accelerated biodegradation of petroleum hydrocarbons in the
polar sea-ice-covered regions, and bacteria and enzyme mixtures as media for carrying out

the procedure

With increasing exploration and transport of petroleum in the polar sea-ice-covered regions the danger of a petroleum contamination
is constantly rising. So far no bioremediation process is used to clean up a spill, since this seemed possible only above the f.p.
Howvever, the prevailing temps. of the regions covered in ice lie below the f.p. In the bioremediation method according to the
invention, the petroleum hydrocarbons that are to be decompd. are brought in contact with an inoculum comprising, in addn. to an
environmentally friendly carrier material and nutrients, a mixt. of different cold temp.-adapted, indigenous bacterial strains which are
adapted to different decompn. places and petroleum hydrocarbons that are to be decompd. as a result of the fact that said bacterial
strains have a different decompn. spectrum and oil emulsification behavior as well as a different salt and temp. tolerance range while
continuing to be active at -3°C. Suitable bacterial strains and enzymes obtained therefrom can be produced by concg. and isolating
bacteria in a lab. in real ice conditions at -3°C and with oil contamination. Eleven preferred bacterial strains have been filed with the
German Collection of Microorganisms and Cell Cultures Ltd. (DSMZ).

By: Helmke, Elisabeth; Gerdes, Birte; Juergens, Jutta; Reuter, Kristine
Assignee: Stiftung Alfred-Wegener-Institut fuer Polar- und Meeresforschung Stiftung Des Oeffentlichen Rechts, Germany

Patent Information

Patent HNo. Kind Date Application Ho. Date

DE 102007003644 Al Jul 24, 2008 DE 2007-102007003644 Jan 21, 2007
DE 102007003644 B4 Nov 3, 2011

CA 2673576 Al Jul 31, 2008 CA 2008-2673576 Jan &, 2008

CA 2673576 c Mar 12, 2013

WO 2008089718 A2 Jul 31, 2008 WO 2008-DE18 Jan 6, 2008

WO 2008089718 A3 Nov 20, 2008

EP 2111379 A2 Oct 28, 2009 EF 2008-715433 Jan 6, 2008

JP 2010516233 T May 20, 2010 JP 2009-545813 Jan 6, 2008

RU 2426698 (= Aug 20, 2011 RU 2009-131596 Jan 6, 2008

US 20100051541 Al Mar 4, 2010 US 2009-523818 Jul 20, 2009
Priority Application

DE 2007-102007003644 A Jan 21, 2007

WO 2008-DE18 W Jan 6, 2008

CAS is a division of the American Chemical Society.

Send to
' Sciplanner

QUICK LINKS
0 Tags, 0 Comments

PATENT INFORMATION

Jul 24, 2008
DE 102007003644
Al

APPLICATION

Jan 21, 2007
DE 2007-102007003644

PRIORITY

Jan 21, 2007

DE 2007-102007003644
Jan 6, 2008

WO 2008-DE18

SOURCE

Ger. Offen.

16pp.; Chemical Indexing
Equivalent to 149:182843
(wo)

Patent

2008

CODEN:GWXXBX

ACCESSION NUMBER

2008:882031
CAN149:182842
CAFLUS

LANGUAGE
G

O SciFinder*

When you click the blue title of a
reference in your answer set, the
Reference Detail is displayed.

At the top, the title, authors,
and abstract are shown.

For patents, below the
abstract you will see the
Patent Information table.

* The Priority Application
is the first application
filed with a patent office.

*  WIPO patents will always
list the WO patent
application number as
well as the first country
where the patent
application was filed.

On the right are details
about the publication
Source, the associated
Company/Organization, the
Accession Number, the
Publisher and the original
Language (after 1967).

Continued
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O SciFinder*

CAS scientists extract key scientific terms
and concepts from each document. This
Indexing is added to each reference.

* Each of the 80 Chemical Abstracts Section

Indexing T N T L U A 6

Water (Section1-2)

Section cross-reference(s): 7, 10, 51

Concepts Substances codes covers one broad scientific
Hydrocarbons 7440-44-0 Activated carbon, uses q discipline.
C14-30; bioremediation process for accelerated biodegrdn. of activated, combined with aramid polymers, as carrier; © The concepts are Standardlzed’ uniform
petroleum hydrocarbons in the polar sea-ice-covered regions, bioremediation process for accelerated biodegrdn. of index terms.
and bacteria and enzyme mixts. as media for carrying out the petroleum hydrocarbons in the polar sea-ice-covered regions, .
procedure and bacteria and enzyme mixts. as media for carrying out the * Substances are the chemical Compounds
procedure iti i
Physical, engineering or chemical process; Pollutant; critical to the science of the document.
Removal or disposal; Occurrence; Process Other use, unclassified; Uses ° Supplementary Terms are relevant
keywords for that document. They are
Pseudomonas 638-36-8 Phytane Q
1921-70-6 Pristane Q not controlled vocabulary.
GH-10; bioremediation process for accelerated biodegrdn. of
petroleum hydrocarbons in the polar sea-ice-covered regions, bioremediation process for accelerated biodegrdn. of . . .
and bacteria and enzyme mixts. as media for carrying out the petroleum hydrocarbons in the polar sea-ice-covered regions, Below the Indexmg are the Citations for the
procedure and bacteria and enzyme mixts. as media for carrying out the document.
procedure

. * If the citation is blue, you can click it to
S A S A , . ‘\‘ see the database record for that

Tip
P i~ reference.
WWWMM In the Concepts and Substances
Supplementary Terms . .
compn bioremediation petroleum oil spill polar ice !nd'exu?g, some of the |terr_15 are blue’ . You can apply or Edit Tags to documents
Citations indicating that they are a link. If you click h
, - ere.
- : a link, then SciFinder conducts a search )
freketad, ©; Biodegradation 2006, 17, 71 ' * You can search Tags. This feature allows
Rahman, R; The Journal of Microbiology 2006, 44, S354 on that concept or for that substance.
Tags \ / you to combine records from many
0 Tags | Edit Tags answer sets into one answer set.
Comments * You can also add a tag (up to 500 records)

0 Comments Sort by: Mewer First | Qlder First

Mo comments o

Add Comment: Maximum of 1024 characters per comment; 50 comments per reference. You Cal:] add comme.nts to Indl.\”dual re.cords
as reminders about important information or
as project identifiers.

under the Tools button on the toolbar.

Characters Remaining: 1024

7
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Use Categorize to Identify Specific Records

REFERENCES @

Analyze Refine

Cakegorize |

Categorize @

2. Select index terms of interest,

1. Select a heading and caEiDry.

©

Al

echnology
Erwironmental chemistry
General chemistry
Biology
Polymer chermistry
Physical chermistry
Biotechnology

Genetics & protein
chemistry

Synthetic chemistry
Catalysis
Analytical chemistry

Substances in technology
(126)
Materials & products (57

B apparatus (24)
Metallurgy (297
Power & fuel topics (13)

Farrmed, removed, & other
substances (14)

Ceramics (23
Construction {23

Select all Deselect All

LI oil gpill

Cleaning

fMagnetic separation
Fhase separation
Fl Design
Emulsification

[ Pipes and Tubes
Separators
Absorption

Agitation {rmechanical)
.| Bags

[ Bioreactors

L] centrifugation

L] Containers

[ Distillation

g Crilling

A A (U T (0 B LS B 0 Y R %

3

[ =

Click. ' to remove the categary Fromm
‘Selected Terms'

2 Technology > Processes &
apparatus (7 Terms)

Technalogy = Processes & apparatus = 7 Index Term(z) Selected

o 0K Cancel

4 I
Tip
Add Index Terms to your search query. Begin with a broad research topic search. In the answer set, find a
couple records that are very relevant. Look at the index terms for those documents. Then, re-run the search
\with these index terms added to your search query. )

CAS is a division of the American Chemical Society.

O SciFinder*

CAS scientists identify key terms
and concepts that they include in
the indexing of each database
record. These index terms are
standardized and uniform to
describe the science in the
original document.

Categorize lets you find the
references associated with
selected indexing.

Click the Categorize button to
launch the Categorize window.

o Select a Category Heading.

Select a Category of
interest.

Select one or more Index
Terms by clicking the box
to the left of a term.

In the Selected Terms
summary box, click the
blue circle with the white
“X” to delete a term.

Click OK to narrow your

search based on the
selected index terms.

8

Copyright 2013 American Chemical Society. All rights reserved.



Manage Your Searching

Q SciFinder
oE:»v:|::-ln0~r‘e hd oSeuurne-::l Searches - Q.;ciplanner

Save Print Export
oResearch Topic "clean up of oi w ocean” = refess 5471 = rﬁ "method (prucegsi' [236) ) o i B
Get ] Get . Get Related Get @ ] - @ Create Keep Me @ -1 Send to
REFERENCES @ + Substances & Reactions {—S Citations Full Text Tools Posted Alert o SciPlanner

O SciFinder*

1

o Access Preferences and SciFinder Help options: Help, Training, What’s New and Contact Us.
o Click the Explore drop down arrow to start a new references, substances or reactions search.

Click the Saved Searches drop-down arrow to access Saved Answer Sets, Keep Me Posted
answer sets and your search History.

Click SciPlanner to open the SciPlanner workspace.
* SciPlanner is an interactive window where you can store and organize reference,
substance and reaction search results.

Click Save, Print or Export to open a dialog window and initiate each of these processes.
* See “How to... Print, Save and Export” for more information.

The breadcrumb trail shows each step in your current search history. Mouse over a step to
see more information about it. Click a step to return to that part of the search.

o Click Get Substances to retrieve substances for part or all of your answer set.

0 Click Get Reactions to retrieve reactions for part or all of your answer set.

(0S| SciFinder

CAS is a division of the American Chemical Society

CAS Customer Care Center
Phone:

800-753-4227 (North America)
614-447-3700 (Worldwide)

Click Get Related Citations to Get Citing or
Get Cited references.

Click Get Full Text to launch CAS Full Text
Options.

Click the Tools drop-down arrow to access
Remove Duplicates, Combine Answer Sets
and Add Tags.

Create Keep Me Posted, when active, allows

you to create an automated alert based on

the current search strategy.

* See “How to... Create and Manage KMP
Alerts” for more information.

Click Send to SciPlanner to send selected

answers to the SciPlanner workspace.

* Use it to gather information for a project,
create a report or export research to
share with colleagues.

9
Fax: 614-447-3751 WWW.Cas.o rg
E-mail: help@cas.org Apr. 2013



How to Create 0 S CiF].]] j e
Automatic notifications keep you up-to-date on the latest developments in your field.
After you create a substance or reference answer set, you can be notified automatically when new records on your search topic are added to the database. Track

competition, monitor patents or conduct business analysis with this convenient feature. Additional information about Keep Me Posted alerts is available in the online help
or in additional training materials at www.cas.org/training/scifinder.

Create a Keep Me Posted (KMP) Alert

Explore Saved Searches v SciPlanner Save Print Export SciFinder searches databases that are updated
Research Topic "Hydrogenation of Alkenes” = references (9200 = refine "Review" {67) daIIY' YOU can Set Up a KMP alert SO that yOU
et ot et Related et . 1 p—— cendto never miss important, new information. To begin,
REFERENCES @ Substances Reactions (—S Citations v Full Text KTDDIS M & Posted Alert l SciPlanner conduct asea rch on your tOpIC of |nterest.
Analyze I Refine | Categorize | Sortby: ¥ Answers per Page [20] Display: — = =
analyzeby: © B[ | O of 67 References solctad MCqpage: [1 Jofs b M When the Create Keep Me Posted Alert
[ Author Narne | [0 1. The catalytic diversity of zeolites: confinement and solvation effects within voids of molecular dimensions o button is present, you can create an
. QA B Full Test |
Do vries Johamnes G___2 by o, Fsfamarts Toesis, Enviaue 0 automated KMP alert based on your
] ] From Chemical Communications (Cambridge, United Kingdom) (2013, 49(34), 3491-3509, | Language: English, Database: CAPLUS
F|SBVIEI’ Cornelis 1 2| A review; the ability of mol. sieves to confrol the access and egress of certain reactants and products and to SearCh'
preferentially contain certain ransition states while excluding others based on size were captured as shape selactivity
Fubayashi Shu 2| concepts early in the history of zeolite catalysis, The marked consequences for reactivity and selectivity, specifically In the fo”owing examplel the alert is created for a
% Explore v Saved Searches v SciPlanner Save Print Export reference search. The same Create Keep Me
Shim _ o Posted Alert option is also available if you want to
= Chemical Structure substructure with limiters = substances (236) .
e 1 be notified about new data related to substance
ial P Create K ™M = d
AI': SUBSTANCES @ E:I‘Eerences Egtactiuns i gsﬁﬁ:szerﬂa % Tools = A Ptr:;?efj n?:rl':l': . o gs;:’la:]ner sea rCheS,
risal
| Analyze | Refine sortby: 14 Answers per Page (25] ew: 11 N1 Il Continued
[ = 0of 236 Substances Selected M 4 Page: oF wp M
analyze by: @
|Substance Role V| . . . \
O 1. substance Detail O 2. substance Detail O z. substance Detail .
Preparation oo 13118-11-1 616866-21-8 207856-83-5 Tips
[ 1 ~15 <ﬁ w5 ‘ﬁ rud ‘ﬁ . . .
T - B B B The KMP button will 'not be active if
' — 0 - t _ e a _ L a your search strategy includes steps
Uses gz o rTeTeo— oW 4 1= L B . Mo, -~ 8" H H
. — i -_' » AN 7 T ) that cannot be included in a KMP.
Reactant or Reagent 40 - ° o o ° o .
L . ] C1s Hzs N D3 Absolute stereochernistry. Ashsolute stereochermistry. SUCh Ste.ps InCI Ude Analyze .and
::'rophlet\c in Patents lEII Benzeneacefic acid, a-cyclonentyl-a- Cig Hzs N O3 C16 Hzs N 03 Categonze. Consult the online hEIp
hycraxy-, 1-methyl-2-pyrroliding Berzeneacetic acid, a-cyclopentyl-o- Benzeneacetic acid, o-cyclopentyl-o- for d il
::'I’IDDBFUBS ?I ester hydrowy-, (24)-1-methy-3- hydrowy-, (25)-1-methyl-3- (ﬂ) or detalls.
o 2 Experimental Praperties pryrrolidinyg| ester, (oA pyrralidingl ester, (@S- K /
B

SC iFiIldeI'® WWW.Cas.org
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Create Keep Me Posted Profile @

Title: *

* Required

Hydrogenation of Alkenes

Description:

Feviews

Duration

Characters Remaining: 1017

Expires On: Jul 01, 2014 Change

Frequency

Send updates once every |Week i

[ Exclude previously refrieved references,

o Create Cancel

Search Strateqgy:

1. Explore references by research topic: Hydrogenation
of Alkenes
Candidates Selected:
References which
contain "Hydrogenation of Alkenes" as entered

2. Reference refine by document type: Rewview

/T

ips

* If you are interested in timely patent information, then a SciFinder KMP can help to
keep you updated. Bibliographic information from nine major patenting authorities
is entered into the CAplus®™ database within two days of being issued. CAS scientists
have up to 27 days to add the keyword and substance indexing to the record.

\- Substance alerts do not include stereo, precision or similarity candidates. /

~

O SciFinder*

o Enter a Title for your KMP profile.

o (optional) Enter a Description.

The Duration of the profile is automatically
set to one year from the date it is created.
To change the duration, click Change and
select the desired timeframe.

Duration
Expires On: Jul 01, 2014 Don't Change
Expires In: | 12 Months w
& Manths
3 Months
1 Monith

Specify how often you would like
notifications to be sent: weekly or monthly.

Frequency

Send updates once every | Week |»

Marith

If you select weekly, you will be notified

when the bibliographic information for the

record is first entered into the database

and again when the indexing (substances

and scientific vocabulary) is added.

e Click the checkbox to Exclude previously
retrieved references if the indexing is
not relevant to your research needs.

Click Create. You are then returned to your
active session.

Copyright © 2013. American Chemical Society (ACS). All rights reserved.

This material is provided solely for te educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.



Follow Citings Using a KMP Alert

2. Model compounds for rigid-rod aromatic heterocyclic polymers. 1. X-ray structures of 2,6-diphenylbenzo[ 1, ‘&
2-d:4,5-d'Tbis(thiazole) and 2 ,6-diphenylbenzo[1,2-d:5,4-d'lbis(thiazole) A B Full Text o~21 &
By Wellman, M. W ; Adams, W. W.; Wolff, R, A.; Dudis, D, 5.; Wiff, D, R.; Fratini, &. ¥. =

From Macromolecules {19813, 14{4), 935-9, | Language: English, Database: CAPLUIS
The detn. of the conformation of mol, chains and modes of packing of polyip-phenylenebenzobisthiazole) is assisted
by the x-ray crystallog. anal. of two model compds. Mals, of 2,6-diphenylbenza[1,2-d:4,5-d'Jhisthiazole  [13399-13-

Explore v Saved Searches SciPlanner Save Print Export
Authior Marme "Fratini, Albert W' = references (93) = refine "1921" (2) = citing references (21)
REFERENCES Get 1 Get . Get Related _ Get % Tools ~ 3 Create Keep Me . Send to
° Substances & Reactions =" Citations Full Text /X Tools R Posted Alert # sciplanner
Analyze | Refine | Categorize | Sortby: ¥ Answers per Page [20] Display: — = =
[0 ~ 0of 21 References Selected 4 4 Page: 0f2 r M

Analyze by

-Auﬂﬂor; 4 h
| Create Keep Me Posted Profile @
BaiS )
/M Some steps cannot be included in this profile.
WU C C

* Required

Diang Thuy O Search:
(—

Farmmer B L Title: * Get citings for references

&, %, Fratini Citing Articles for Thiazole Research

Moo Sang Chy

Kl'ip

=" Description:
Park So0 ¥ound 1981 Jaurnal Article published in Macromolecules The yellow status message about
venkatasubra excluding a step in the profile

N indicates that the KMP does not
provide a candidate list of references.
See How to... Create a Reference

Qnswer Set for more information.

Kurmar Satish
| IS

Lee Jar Wwha

Characters Remaining: 976

Duration
Expires On: Jul 01, 2014 Change

\

/

Frequency

Send updates once every | Wieelk i

O Exclude previously refrieved references,

Create Cancel

Copyright © 2013. American Chemical Society (ACS). All rights reserved.

This material is provided solely for te educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.

O SciFinder*

You can create a KMP alert to
automatically receive a
notification whenever a
specified document is cited.

Find the document of
interest.

Click the Citings icon
located to the right of the
title.

After the citing references
appear, click Create Keep
Me Posted Alert.

Complete the Create the

Keep Me Posted Profile.

*  Whenever the original
document is cited, then
you will get an alert
about it.

* After you complete the
profile, you are
returned to your active
session.



Set KMP Preferences O SciFinder*

i You can set your Preferences to receive an
Preferences | Scifinder Help v [T ReLR y

e-mail whenever a new KMP result is available

PREFERENCES @

9 1 O SciFinder

or an existing alert is about to expire.

Click Preferences in the upper right corner

Keep Me Posted Notification o . )
of the SciFinder window.

Receive e-mail natification of Keep Me Posted results

Please ensure that CAS has your current e-mail address, Visit myCaS 1o add or change your address.

Check the box to receive e-mail notifications.

My Suppliers Tip * Make sure your e-mail address is correct
Yau have O preferred suppliers and 0 nan-preferred MY CAS provides access to your by clicking the myCAS link.
contact and sign in information.
Remove Duplicate References You can log into myCAS using your o Click OK to save your Preferences.
O Automatically rermove duplicate MEDLIME answel

SciFinder login ID and password.

If selected, response time may be affected. . . .

The KMP results e-mail will contain
hyperlinks for up to the first ten new titles
celoct the default starting page: or substances. Click a hyperlink to sign into

® Explore References SciFinder and open the record.
O Explore Substances
@} Explore Reactions

Starting Page

Tip
Dear If your alert finds more than ten results,
SciFinder has identified new results that satisfy the following profiles foruser scicas236: sign in to SciFinder to see all of them.

Hydrogenation of Alkenes (1 answer)
s  Transfer hydrogenations of alkenes with formate on Pd/C: synthesis of dihydrocinchona alkaloids
These results are now available for vour review using SciFinder.

These profiles can be deleted within the Keep Me Posted feature in SciFinder. Please direct questions about this message to your SciFinder Site Administrator.

Keep Me Posted is an automated service. PLEASE DONOT REPLY TO THIS MESSAGE.

Please direct questions about this message to vour SciFinder Site Administrator. For additional assistance, call CAS at 1-800-753-4227 (614-447-3700 outside North Amenca)
or send e-mail to help@cas.org.

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for te educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 4



Access KMP Results O SciFinder*

REFERENCES: RESEARCH TOPIC @ You can access KMP results in two ways.
SAVED ANSWER SETS @ . .
Synthesize Neplanocin 4 On the right side of any Explore
anmples. | sntihacterial Coatings for window:
The effect of antibiotic residues on dairy products Textiles (1624) . * Click a date to open the answers
Photocyanation of aromatic compounds charged naphthalenyliums FECEiVEd on that date
view All | Import * The number of records found on
Search . .
o KEEP ME POSTED @ that date is shown in
s asdvanced Search Hydrogenation of Alkenes pa rentheses.

Jun 29, 201301}
U 22, 2013(2)

Jun 15, 2013(2) Click Keep Me Posted on the Saved
Models of SOFCs Searches tab.
Jun 29, 2013(11) .

Click a date to open the answers
received on that date.

Explore « Saved Searches «
Saved Answer Sets To review answers found on multiple
Opened saved 2 . .
Keep Me Posted dates simultaneously, merge them into a
7 REFERENCES History single answer set.
KEEP ME POSTED @ “‘ In the Keep Me Posted WindOW,
select the answer sets you want to
SAVED SEARCHES 0 of 3 Profiles Selected merge together_
Saved Answer Sets
B rkesp Me Posted [ | O Hydrogenation of Alkenes Edit Enabled Mar 19, 2013 Mar 19, 2014 Click Combine and in the dlalog
Histol . .
S » Search Strategy: wmdow, select the combine both
Select all Deselect All sets Option.
Combine  Deleta combine
Jun 29, 2013 (1) @oLink
Jun 22, 2013 (2) @oLink The combined answer set will open
Jun 15, 2013 (2) eolink . s .
in SciFinder so that you can review
[0 models of SOFCs Edit Enabled Mar 19, 2013 Mar 19, 2014 the answers.

Model (zirnulation)

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for te educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 5



Edit KMP Alerts O SciFinder*

Explore « Saved Searches = To review your current awareness
profiles and results, go to the
Saved Answer Sets
opened saved @I . e Posted Saved Searches drop-down menu
reep e Fosted
B REFERENCES History and select Keep Me Posted.
o KEEP ME POSTED © In the Keep Me Posted window,
you can see the status of all your
SAVED SEARCHES 0 of 3 Profiles Selected a I erts.
Saved Answer Sets o
B ke=p Me Posted B OO0  Hydrogenation of Alke Edit Enabled Mar 19, 2013 Mar 19, 2014 To Change a profile, click Edit,
History H H
> Search Strategy: located to the right of the profile
Select all Deselect all tltle

Combine  Delete
Jun 29, 2013 (1) GoLink Change the title, description,
Jun 22, 2013 (2) e@oLink d . d £
Jun 15, 2013 (2) coLik status, duration and/or frequency
of your alert.

[0 mModels of SOFCs Edit Enabled Mar 19, 2012 Mar 19, 2014
Maodel (sirmulation)

Click Edit at the bottom of the
Bt Koo Mo Posted Profic @ dialog box to save the changes.

* Required

Search:
Title: * Explore references by research topic: Hydrogenation of .
Hydrogenation of Alkenes Alkenes T| p

Candidates Selected:

Description: Referances which To Cha nge the expiration date Of
contain "Hydrogenation of Alkenes" as entered . .
an alert that is about to expire,
use Edit. On the Keep Me Posted

Characters Remaining: 1024 pagel SCiFinder aISO Sends VOU a
Status: © Enabled yellow status message when an
O Disabled . . .
buration alert is about to expire. This
Expires On: Mar 15, 2014 Change message includes a link that says
Frequency KExtend 12 Months. /
Send updates once every

[ Exclude previously retrisved reforgnoes,
g Edit Cancel

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for te educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS. 6




Howlo Save, tiuNEN O SciFinder
and Export Answers |

Keep your SciFinder answers for future use

Keep answer sets for future use with print, save, and export capabilities. To generate a hardcopy of part or all of your answer set, use Print to create a .pdf file that can be

viewed, saved and printed. Save your answers to the SciFinder server for future use or Export answers to your computer to use with other software applications or to share
with colleagues. To access additional training resources on this and other topics, consult the online Help or visit www.cas.org/training/scifinder.

Save, Print and Export: General Information

Save, Print or Export reference, substance and
- . .
OSCIF]IldBI'° reaction answer sets.
Explore v Saved Searches + SciPlanner 2 Save Print Export By defaUIt' allanswers are Saved' prmted or
exported.
Research Topic "model for soiid oxide fuel cel...” = references (2072) * An Option to save, print or export Only
Get Get * Get Related _ Get F - Create Keep Me - Send to Selected answers IS aVa||a ble.
REFERENCES @ Substances Reactions =" Citations Full Text %TDDIS E Posted Alert ’_ SciPlanner . TO select answers CICk the bO tO the
W | X
Analyze | Refine | Categorize | Sortby: ¥ Answers per Page [15] Display: — = = !
| left of an answer number.
© [@] ~ 1 of 2072 References Selected M 4 Page: of =N A |
Analyze by:
|Auﬁﬂor MName 1 ib;i;etligzlsneawurg :s"tiTmetltur of Solid Oxide Fuel Cell performance for on-field diagnostics and prognostics .é |n the upper rlght , C| ICk Save’ Print or
| exl g
IBI’DL,IWBI’ Jacaob 31| By Marra, Dario; Sorrenting, Marco; Pianese, Cesare; Iwanschitz, Boris Y Q Export to Ia u nCh a d Ia Iog W|ndOW.
From Journal of Power Sources, Ahead of Print, | Language: English, Database: CAPLUS i . . . .
I‘r‘uan Jinlizng 3|D| The paper focuses on the exptl, identification and validation of a neural network (MM model of solid oxide fuel cells ° The Optlons in the dla IOg wi ndOW wi “
(SOFCY aimed at implermenting on-field diagnosis of SOFC-based distributed power generators, The use of a black- H
Kee Robert ] 23 box model is justified by the complexity and the incamplete knowledge of SOFC electrochem. processes, which may vary dependlng on the type of answer
f . I be awlkward 1o simulate given the limited computational resources available on-board in SOFC systems deployed on- set a nd whether you are Saving printing
Sunden Bengt 24 field. Suited training procedures and model input selection are proposed to improve MNs accuracy and generalization : ’
[ I 1 in predicting voltage variat... or expo r‘t|ng_
:\Ii IMeng | 23I
O = Energy and exergy analysis of a sugar cane bagasse gasifier integrated to a solid oxide fuel cell based on a .é . . .
Chiu Wilson K S 22 quasi-equilibrium approach QB Full Text o0 @ The fOIIOWIng pages ShOW examples Of prlntlng,
[ L 1 By Arteaga-Perez, Luis E.; Casas-Ledon, Yannay; Perez-Bermudez, Raul; Peralta, Luis M.; Dewulf, Jo; Prins, Wolker = i H
Ivers Tiffes E o2 From Chemical Engineering Journal {Amsterdam, Metherlands) (20133, 228, 1121-1132, | Language: English, Database: CAPLUS savi ng a nd exportlng answer Sets'
[ L 1 The ocbjective of the paper being presented is to develop a comprehensive math, model of 3 bagasse gasification unit
Zhu Huayang o0 integrated with 2 solid oxide fuel cell, to predict the systemn performance using the energy and exergy criteria. The
[ I ] model addresses the quasi-equil. approach of the gasifier and the electrochern. behavior of & solid oxide fuel cell
Cai Ningsheng 21 fed with producer gas. The quasi-equil. approach ig discussed based on the e;ptl. data from a pilat bubbling gasifier
I T ] for two biomass sources: sugar cane bagasse and rice husk.  The model considers the effect of equil. termp., carbon
Brandon N P o0 conversion, heat ...
[ I ]
[0 2. Direct methane fueled solid oxide fuel cell model with detailed reforming reactions & B Full Text .é
Show More By ¥ie, Yuanyuan; Ding, Hanping; sue, Xingjian -0 G’_
From Chemical Engineering Journal {Amsterdam, Metherlands) (20133, 228, 917-924, | Language: English, Database: CAPLUS =
]

SCiFjlldeI'® WWW.Cas.org
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Save Reactions Example

Explore « Saved Searches SciPlanner

Reaction Structure substructure = reactions (859)

Get iE
REACTIONS @ Roferences | O Tools ~
Analyze Refine Group by | Mo Grouping w | Sork by | Experimental Procedure w | 1

[0 = 0of 859 Reactions Selecked
snalyze by @

| Company-Organization  » |

[ 1. view Reaction Detail @@ Link & Similar Reactions

COregon State

University, LSA 325
[ 1

Single Step Sover over sy struciune B more aptions,

Lilly Research

Laboratories, USA 58 -
[ I 1 e 2
Ind Swift Laboratories =,
Litnited, India 20 Xt |CH— CHz— CHg — NHIMe
[ 1 -
CH—CHy — CH 4~ Hile,

Indian Institute of [ s —P* O
Chemical Technology, T

e

Indi 22 £ o

noia i

" I - ﬂ l O‘
o

Eli Lilly Co, US4 =3

T

ﬁ Print Export

- Send to
¥ sciplanner

Anzwers per Page [15] Display: &) 2.

M 4 Page: I:loFSS M

Eli Lilly and Ca, USA 19 )
= 1 Save This Answer Set
Dr Reddy's )
Laboratories Inc 17 P OwEryiew
i ]
¥ Experimental Procedure Save:
|_Dr Reddy" "

® all answers
Cnly selected answers

Title: *

* Required

Synthesize Duloxetine

Description:

single step reactions

o oK Cancel

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.

O SciFinder*

Use Save to place a file of your reference,
substance or reaction answers on the SciFinder
server. The answers are saved with your
SciFinder login ID so that you can access them
from any computer.

o Click Save, located in the upper right.

In the Save This Answer Set window, select
the answers to save, enter a Title and enter
an optional Description.

o Click OK to save the answers.

The Save This Answer Set dialog window closes
and you are returned to your active session. To
place answers on your own computer or
network, use Export.

Tip
For a single answer set, you can save up to
20,000 answers of any type.




Work with Saved Answer Sets

Click the drop-down arrow on the Saved
Searches tab to access all of your Saved
Answer Sets, Keep Me Posted alert
results, and your search History.

Explore Saved Searches =

. — 1 Saved Answer Sets
aaad b Keep Me Posted
History

REFERENCES @

3 Combine w5 Delete
SAVED ANSWER SETS w Dolete

SAVED SEARCHES 2 of 5 Reference Answer Sets Selected

keap Me Postad references (108)

Imported file

akx" (1624)
O markush search (2149

CrPic and cravings (2)

o References {5) Substances {3) Reactions (5)

= A ) )
I Caved Answer Sets . Iron Absorptlo.n in Hurnans (1DE.I) ) Edit G Link
Research Topic “iron absorption in humans® =

Histary O  antbacterial Coatings for Textiles (1624) (1624 Edit @O Link
=
Ernst's answer set for Refs vClass, sorted by Citing Refs

"Citing_Refs_for_antibacterial_coatings_for_textile.

Edit o Link

Markush substructure = references (2149

Edit GO Link

Substance Identifier "Chromium Picolinate " = substances
(1) = get references (7200 = refine "craving” (7)

Jan 4, 2013

Dec 28, 2012

Jun 11, 2012

May 10, 2012

oCombine Answer Sets

(D| combine

@ Intersect
@ Exclude

@ Exclude

Select an option for combining the two selected saved answer sets:

Include all references from both sets
Include only references that appear in both sets

Include only answers from Iron Absorption in Hurmans
that are not in CrPic and cravings

Include only answers from CrRic and cravings
that are not in Iron Absorption in Humans

o Combine Answer Sets Cancel
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O SciFinder*

On the top navigation bar, click Saved
Answer Sets to open the Saved Answer
Sets dialog window.

Saved reference, substance and reaction
answer sets are available on separate tabs.
You can click:

* Atitle to re-open the answer set.

* Edit to make changes to the title or
description.

* Link to create a link that you can
bookmark for quick access or send to
colleagues who can open the answer set
in SciFinder.

* A checkbox and then Delete Selected to
remove a saved answer set.

If you select two or more answer sets, then
the Combine Answer Sets button becomes
active. Click it to open the corresponding
window.

You can combine two answer sets in one of

four ways. Select the combine option of

interest.

* If you select more than two answer sets,
then only the Combine and Intersect
options are available.

Click the Combine Answer Sets button. The
answers are merged and become your
active session.



Print References Example

O SciFinder*

You can print references, substances and reactions. To
begin, click Print in the upper right.

In the Print dialog window:

* Select the answers you want to print: All, Selected, or a
Range.

* In the Format section, click a radio button to select the
parts of the record that you want to print.

* Enter a Title.

* If desired, specify additional information to Include
with your answer set (options vary depending on the
type of answer set).

Click Print to generate a .pdf file that downloads or opens
in a separate window, depending on browser settings.

Bl -
oprint

Print to PDF:
® all
Selected
O Range

Example: 2-20

Format:
O Surnmary without abstracts
O Surnmary with partial abstracts
® summary with full abstracts
O Detail (full record)

Title:
[Modeling of SoFCs

Include:
Task History
[ Tags
[ comrments

By Hottinen, Tero; Korhonen, Topi

SciFinder®

Page 1

Modeling of SOFCs
1. Method and arrangement for indicating solid oxide cell operating conditions

From PCT Int. Appl. (2013), WO 2013083872 A1 20130613, Language: English, Database: CAPLUS

03

g3

~0 Citings

The focus of the invention is a method for indicating solid oxide
cell operating conditions in a solid oxide cell system, wherein
cells being formatted in cell stacks, air being fed into the cell
stacks and fuel being fed to the cell stacks. In the method is
performed neural network stack modeling of the solid oxide cell
system stacks by providing one or more of the following input
parameters to the neural network individual stack current value,
air utilization rate, air flow rate, air inlet temp. value, fuel
utilization rate, fuel flow rate, fuel compn. information, cell
system surroundings temp. value and heat flux to surroundings
to define at least one of stack voltage value, air output temp.
value, internal temp. value of stack, fuel output temp. value and
leakage rate as a simulation value. The neural network stacks
are modelled essentially simultaneously during operation of the
solid oxide cell system, is measured at least one of stack
voltage value and air output temp. value as a measurement
value and is compared the simulation value and the
measurement value to form a difference value, and is further
compared, if the difference value is outside at least one of pre-
detd. stack specific operating tolerance and group of stacks
specific operating tolerance.
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2. Block Copolymer Lithography of Rhodium Nanoparticles for High Temperature Electrocatalysis

By Boyd, David A _; Hao, Yong; Li, Changyi; Goodwin, David G_; Haile, Sossina M.
From ACS Nano (2013), 7(6), 4919-4923. Language: English, Database: CAPLUS, DOI:10.1021/nn400156y
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The authors present a method for forming ordered Rh
nanostructures on a solid support. The approach makes use of
a block copolymer to create and assemble rhodium chloride
nanoparticles from soln. onto a surface; subsequent plasma
and thermal processing are employed to remove the polymer
and fully convert the nanostructures to metallic rhodium. Films
cast from a soln. of the triblock copolymer styrene-2-vinyl
pyridine-ethylene oxide block copolymer dissolved in toluene
with Rh(lll} chloride hydrate were capable of producing a
monolayer of rhodium nanoparticles of uniform size and
interparticle spacing. The nanostructures were characterized
by SEM, XPS, and at. force microscopy. The electrocatalytic
performance of the nanoparticles was investigated with AC
impedance spectroscopy. The authors obsd. that the addn. of
the particles to a model solid oxide fuel cell anode provided up
to a 14-fold improvement in the anode activity as evidenced by
a decrease in the AC impedance resistance. Examn. of the
anode after electrochem. measurement revealed that the basic
morphol. and distribution of the particles were preserved.

~0 Citings

o Print Cancel

[ The PDF document }

Copyright © 2013. American Chemical Society (ACS). All rights reserved.
This material is provided solely for the educational use of customers of Chemical Abstracts Service (CAS), a division of the ACS. Please provide attribution to ACS.



Export Substances Example O SciFinder*

Ewplore v | Saved Searches v |  SciPlanner Save W Export answers for use with other software
Chemical Structure exact with imiters > substances {492) appllcatlons or tO CO”ab.Or_ate Wlth a CO”eague'
| \ When you export, the file is stored on your
Gekt Get Get Commercial R - Create Keep Me . Send to
SUBSTANCES @ References 13‘ Reactions k’ Sources P Tools E Posted Aler[; - SciPlanner Compute r.
Analyze | Refine Sork by: % answers per Page [25] view: §1 W I . . .
anal PN [0 = 0of 492 Substances Selected M A page: UFZD b M o CIICk Export in the upper rlght'
nalyze by
| Substance Role | [0 1. Substance Detail [0 2. substance Detail O 3. substance Detail o Specify the answers to Export,
BioIDg\caI Study 423 116539-59-4 116539-60-7 116817-13-1
[ 1 ~1433 g ~25 w ~32 —-
Uses 83 i = i Specify the file format.
Preparaten £ e i o [ Pl S0 e * See the table for descriptions of
Prophetic in Patents 5 T - TR, CH— CH, — CH, — NH= com monly used formats-.
I ' R Py _ J o * The file formats and options vary, based
e S & — on the type of answer set you have.
Process 3 * Consult the online SciFinder Help for
L 1 * Required dd . I . f . b .
Propertes : ‘o Export: oFor: o betais: additional information about exporting
Reactant or Reagent 2 Cis @ all Offline review File Name: * data-
: : 5:(T1 Selected o P?rtable Document Format (*,pdf) |Du|oxetine Exact Search |
o e ) O Range © Rich Text Format (*.rtf) Under Details, specify a File Name, and,
I ! |:| O Properties Only - Microsoft Excel Annotation: . .
‘ warkshest (* xls) nnotation: optionally, Annotation.
e 220 O answer Keys (*.bt) [Single component anly | * The options in this section vary
8Q“°ted Format (*.t) depending on the file format you select.
Tagged Format (* . xt)
Saving locall . . . .
O o :ey exchange (* ake) Click Export. The file is placed into your
. ) download folder. You are returned to your
Chemical structure processing N N
O soFile (*.5df active session.
o Export || Cancel To store the file on the SciFinder server, use Save.
FILE FORMAT PURPOSE
.ris To export references for use with citation management software (check your Tip ] )
application to confirm which file format to use) The file types and details that can be saved
.akx To export data for collaboration with other SciFinder users vafry, dependlr;og on whether youare I:xfportmg
- P - references, substances or reactions. Refer to
.sdf To export structures and substance identifiers to a file format readable by some o ;
. . the online Help for more details.
molecule database programs; structures are represented in molfile format
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