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Getting Started

Welcome to the SciFinder Scholar User Guide. Chapter 1 provides
information you need to get started:

3

SciFinder Scholar features and content
SciFinder Scholar web site addresses

* Optional features and modules

* Hardware and software requirements

Technical support information

» Descriptions of the User Guide and Online Help

3

3
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S iFind SciFinder Scholar, a desktop research tool used to locate and process
cirinaer ) . . ) ! . .
S h | information on a wide variety of chemical and science-related topics,
Fc to ar has been enhanced to include:

eatures

» User Preferences kept for an individual session

* Property data for 4 million druglike substances

+ Citation searching

* Get Substances from reference answer sets

* Links to eScience®, a dynamic web resource from CAS®

+ Additional reaction information with coverage back through 1975

SciFinder Scholar also features:

+ Exploring by Chemical Substance (including full reactions and
substructures), Research Topic, Author Name, Document Identifier,
and Company Name or Organization

+ Sorting, analyzing, and refining reference and structure answer sets

+ Citation linking

+ Saving and printing results

* Accessing full-text documents via ChemPorts"

+ Linking to substance records, commercial sources, regulatory
information, and 3D models

* Browsing tables of contents of scientific journals

+ Linking to Internet resources
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SciFinder
Scholar Content

SciFinder Scholar retrieves information contained in databases
produced by Chemical Abstracts Service® (CAS) as well as the
MEDLINE® database of the National Library of Medicine. All records
are in English.

The CAplus database contains over 19.6 million documents from more
than 8000 journals and 150 countries, covering literature from 1947 to
the present. Sources of the documents include journals, patents,
conference proceedings, dissertations, technical reports, books and
more. Patents number over 3 million and originate from 32 patent-
issuing countries and organizations. CAplus covers a wide spectrum of
science-related information, including chemistry, biochemistry,
chemical engineering, and related sciences.

CAplus References in Millions (1947—present)
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The MEDLINE database covers biomedical literature from more than
3900 journals and 70 countries. MEDLINE, which includes data from
the former OLDMEDLINE database, contains more than 12 million
biomedical citations from 1958 to the present. Beginning August 12,
2001, MEDLINE also contains IN-PROCESS records, the latest
documents before they have been completely indexed for inclusion on
MEDLINE.

In addition to the vast literature sources, CAS’s REGISTRY database
provides you with access to 32 million different specific chemical
substances, including organic compounds, biosequences, coordination
compounds, polymers, alloys, and tabular inorganics. From these
records, you may access structure diagrams, names, molecular
formulas, and more.

Substances in CAS REGISTRY

Organic
47%

Inorganics
2%
Coordination
5%
Polymers
3% Alloys Biosequences
2% 41%

The CASREACT® database gives you access to reaction information for
more than 5 million single- and multiple-step reactions from journals
from 1975 to the present and patents from 1982 to the present.
SciFinder Scholar displays the hit reactions, structures for reactants,
reagents, and products, all reaction participants including solvents and
catalysts, and reference information.

For many substances, you may obtain chemical source and

regulatory information from the CHEMCATS® and CHEMLIST®
databases. Chemical source information, including supplier addresses
and pricing information, for over 3,300,000 products is derived from over
700 chemical catalogs and libraries. Over 225,000 regulatory
information records from 1979 to present provide access to substance
identity information, inventory status, sources of information, and
compliance information.

For more information about the databases and their content, visit the
CAS web site at http://www.cas.org.
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SciFinder
Scholar
Web Sites

The information you can find with SciFinder Scholar includes:

+ Substance Information
- Chemical Names
- CAS Registry Numbers®
- Chemical Structure Diagrams for Substances
- Chemical Structure Diagrams for Reactions
- Biosequence Information
- Property Data

- Commercial Source Information from Chemical Substance Supplier

Catalogs

- Regulatory Information

- Alist of other publicly available databases available from CAS’s
STN International online service, where additional information
related to the substance may be located

* Document Information

- Title

- Author/Inventor

- Company Name/Corporate Source/Patent Assignee

- Publication Year

- Source, Publication, Date, Publisher, Volume, Issue, Pagination,
CODEN, ISSN

- Patentidentification, including patent, application, priority, and
patent family information

- Abstract of the article or patent

- Indexing

- Supplementary Terms

- Citations

You can obtain more information about SciFinder Scholar by visiting
the SciFinder Scholar web site at http://www.cas.org/SCIFINDER/
SCHOLAR. Atthe site, you will find general information as well as be
able to access SciFinder Scholar Solutions - a series of instructional
tips to help make your exploration with SciFinder Scholar more
productive.

For quick access to the web site from SciFinder Scholar, click the
Internet button on the Main Menu Toolbar. Select SciFinder
Scholar and click OK.
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Optional
Features

SciFinder
Substructure
Module

3D Structure
Modeling

Optional features for SciFinder Scholar are briefly described below.

You have the option to purchase the SciFinder Substructure Module
(SSM), which gives you the ability to draw a structure and search it as
a substructure of a more complex structure. Substructure searching is
discussed in Chapter 5. The module includes specific drawing features
and tools that are used for drawing substructure queries. These
features and tools are marked in this User Guide with to
indicate that they may not be included in your package.

Windows users may use Molecular Simulations Inc. WebLab®
ViewerPro™ or ViewerLite™ software along with SciFinder Scholar to
view 3D structure models. WebLab Viewer products are a high-end
molecular visualization applications that allow models to be
manipulated for better understanding of 3D structure. WebLab Viewer
software may be downloaded from the Internet. See Linking to 3D
Structure Models in Chapter 8 for details.
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SciFinder Macintosh®
SChO!aI' Computer: An Apple® Macintosh® or compatible with a PowerPC
Requirements processor

+ System 7.6.1 or higher, Mac® OS 8.x, OS 9.x, or OS X
* Minimum 15 MB (RAM) memory, 17 MB or higher recommended
* Minimum 30-40 MB of available hard disk space; this number will
vary with different systems and may be larger for larger hard drives
» TCP/IP network level connection to CAS via Internet, Z39.50
application level connection to CAS through Port 210
[Accessing full text via ChemPort and online Help files on the CAS
server requires an HTTP application level connection through Port
80.]
Monitor: 13” or larger color monitor compatible with Macintosh
Printer: High-quality graphics printer, e.g., laser or inkjet,
recommended

Windows®

Computer: An IBM® or compatible PC with at least a Pentium
processor
» Microsoft® Windows® 95, 98, Me, 2000, or NT 4.0
* Minimum of 32 MB (RAM) memory for Windows 95, 98, Me, or NT
4.0, 64 MB or higher recommended; Minimum of 64 MB memory
for Windows 2000
* Minimum of 25 MB of available hard disk space (not including
pagefile memory), 40-45 MB recommended
» TCP/IP network level connection to CAS via Internet, Z39.50
application level connection to CAS through Port 210
[Accessing full text via ChemPort and online Help files on the CAS
server requires an HTTP application level connection through Port
80.]
Monitor: SVGA color monitor compatible with Windows, minimum
800x600 screen resolution
Printer: High-quality graphics printer, e.g., laser or inkjet,
recommended
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Optional Software

Internet Browser: Netscape® Navigator or Communicator or
Microsoft® Internet Explorer (MSIE), version 4.0 or higher. An Internet
browser is needed to access full text via ChemPortS¥, Help messages,
and web resources within the Tools menu.

» For Windows, a Netscape plug-in must be installed in the
Netscape plug-ins folder for some of the features in ChemPort,
e.g., reference linking. Generally, the plug-in is installed
automatically during the SciFinder Scholar 2001 installation. If this
in not the case, an alternative installation procedure is available at
the SciFinder download web site.

+ Java and JavaScript must be enabled for on-line Help and some
features within ChemPort.

+ ActiveX must be enabled in MSIE for ChemPort Reference Linking.

» Cookies must be accepted for some features in ChemPort.

Adobe® Acrobat® Reader™: Version 4.0 or higher. The Reader is
needed to access the PDF version of this User Guide and other user
documentation. Acrobat Reader is provided on the SciFinder Scholar
2001 CD-ROM, or can be downloaded at
http://www.adobe.com/support/downloads/main.html.

WebLab ViewerPro or ViewerLite: Windows version 3.5 or higher.
The WebLab Viewer products allow you to view 3D molecular models
for structure results. ViewerLite may be downloaded free at
http://www.accelrys.com/viewer/register/lite/viewerlite_reg.php. See
Linking to 3D Structure Models in Chapter 8 for details.

Technical If you haye quss;ions, need technical assistance, or have suggestions
Support concerning SciFinder Scholar, please contact your Site Administrator.
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About This User
Guide

Online Help

This User Guide introduces the features you can use to retrieve
chemical and science-related information. Each chapter describes an
individual feature of SciFinder Scholar and often includes an example to
illustrate the feature.

The Preference options that allow you to customize your SciFinder
Scholar sesson are described in the first appendix. Other appendixes
offer additional information about particular features in SciFinder
Scholar.

Throughout this guide, boldface type is used to indicate names of
windows, buttons, pulldowns, and other features. /talic type is used
for items that you should type or enter. /talic type is also used to
indicate names of section and chapter headings when they are
referred to in the text, and to indicate names of files on your hard
drive.

Features marked with a @} symbol are used for substructure
searching via the SciFinder Substructure Module (SSM). These
features may not be available in your package.

Features marked with a @ symbol are used for reaction
searching. If you use one of these features for a structure search,
SciFinder Scholar will alert you that the feature is available only for
reaction searches.

Features marked with both @’ and @ symbols may be used

for substructure searching and reaction searching.

A Portable Document Format (PDF) file containing this User Guide can
be accessed by selecting User Guide from the Help menu.

Help files that include troubleshooting information are provided in the
Help menu (Windows) or the SciFinder Help menu (Macintosh)
located on the Main Menu, or you may click the Help icon located on
the Main Menu Toolbar. The main SciFinder Help window is
displayed.

In Windows, pressing <F1> brings up context-specific helps.
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Overview

Once SciFinder Scholar is successfully installed (see your Site
Administrator for details), you are ready to begin exploring and
retrieving chemical and science-related information. If SciFinder
Scholar does not appear to be installed properly, please contact your
Site Administrator.

Chapter 2 introduces you to:

» Logging on to SciFinder Scholar
» SciFinder Scholar window and its menu and toolbar
 SciFinder Scholar tasks
- Explore by Chemical Substance or Reaction
- Explore by Research Topic
- Explore by Author Name
- Explore by Document Identifier
Explore by Company Name/Organization
- Browse Table of Contents
 Saving and printing files
» Ending a task
 Exiting SciFinder Scholar
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Starting
SciFinder
Scholar

Main Menu

Main Menu
Toolbar

Explore
dialog box

To start SciFinder Scholar, open the SciFinder Scholar application from
the Start menu (Windows) or double-click the SciFinder Scholar icon
(Macintosh). The SciFinder Scholar splash screen is displayed, and
you are connected to CAS.

The SciFinder Scholar window is displayed. It contains the Main
Menu, the Main Menu Toolbar, and the Explore dialog box.

SciFinder Scholar

[
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i Explore allows you to look for scientific information dating from 1947 to
Ex p | ore Di al 0 g present in the CAS databases as well as information dating from 1958
Box to present in the MEDLINE database. You may choose to explore by:

Chemical Substance or Reaction
Research Topic

Author Name

Document Identifier

» Company Name/Organization

“* Explore
Select One:

@ Chemical Substance or Reaction
Find & substance or reaction and retrieve corresponding literature.

Research Topic

ki

Find literature relevant to a topic of interest.
Authar Marme

Find literature written by a specific author.

':a Docurment Identifier
o
[

Find literature by docurnent ids such as CA abstract number or patent number.

Company Marme £ Organization

5
%

Find literature frarm a specific organization.

Browse Table of Contents

Scan table of contents of my favorite journals.

Cancel |

Click the icon for the task you want to perform.
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Explore by Chemical
Substance or
Reaction

Browse Table of
Contents

Click the Chemical Substance or Reaction icon from the Explore

dialog box to display the Explore by Chemical Substance dialog
box.

“* Explore by Chemical Substance

Select One:

G‘, Df Chemical Structure
[dentify substances or reactions using a chemical structure.
534231 Substance ldentifier

trirnet
2534 Identify substances using names or identification numbers.

Hz0 folecular Formula
Fe
CoHyy

Identify substances using a maolecular farmula.

Cancel |

SciFinder Scholar offers you three ways to retrieve chemical
substances:

* Chemical Structure

 Substance ldentifier, e.g., a CAS Registry Number
» Molecular Formula

SciFinder Scholar offers one way to retrieve chemical reactions:
* Chemical Structure

For detailed information about Explore, refer to Chapters 3-6.

Browse Table of Contents allows you to scan a list of more than 1600
key scientific journals covered by the CAS databases. You can view
the tables of contents and link to full-text options for selected journals.

For detailed information about Browse Table of Contents, refer to
Chapter 9, Browse Journal Tables of Contents.
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Main Menu

File Menu

The following tables list the commands located on the SciFinder

Scholar Main Menu. The menu items and their functions are given in

the tables.

The File menu provides basic window management commands.

(Macintosh)

Menu Item Definition

New Task Dls_plays_ the I_E)fplore dialog box with the available
options in SciFinder Scholar
Allows you to save an answer set in one of several
formats, e.g., Rich Text Format. See the Saving

Save As . : A
Files section later in this chapter for more
information.

Print Setup

(Windows) or -

Page Setup Allows you to select parameters for printing

Print

Prints the displayed window

Full Text Options

Opens your web browser and links to ChemPort.
This allows you to access the full document of
selected references. For details, see Accessing
Full-Text Documents in Chapter 8.

Exit SciFinder
Scholar
(Windows) or
Quit (Macintosh)

Quits SciFinder Scholar and closes the application
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Edit Menu The Edit menu provides standard editing functions.

Menu ltem Definition

Removes a selected block of text and/or graphics
Cut and places it on the clipboard to be used or pasted
in other applications

Copies a selected block of text and/or graphics to

Copy the clipboard to be used or pasted in other
applications
Places the contents from the clipboard at the
Paste

location of your cursor

Select All Selects everything in the current window

Unselect All Unselects anything selected
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View Menu

The View menu provides options for displaying references,
substances, or reactions in the SciFinder Scholar window. Options
that are grayed out are not available for your current answer set. For
example, Title Order is not applicable to substance answer sets.

Menu Item

Definition

Compact

References: Displays the title of the article or patent
Substances: Displays the chemical structure

Standard

References: Displays the bibliographic information
with the author names listed first

Substances: Displays the chemical structure, CAS
Registry Number, the approximate number of
references citing the substance, and, if available,
links to additional information

Summary

References: Displays the bibliographic information
with the title listed first followed by the abstract, and,
if applicable, patent family information

Substances: Displays the chemical structure, CAS
Registry Number, CA Index Name, the approximate
number of references citing the substance, and, if
available, links to additional information

Full

References: Displays the entire record, listing the
bibliographic information (title first), followed by the
abstract, and, if applicable, patent family information,
indexing, supplementary terms, controlled terms,
CAS Registry Numbers, chemical names, and
citations

Substances: Displays the entire record including the
chemical structure, CAS Registry Number, chemical
names, molecular formula, a list of STN files that
contain information about the substance, property
data, the approximate number of references citing
the substance, and, if available, links to additional
information

Accession
Number Order

Displays results in the order they were accessed,
i.e., the order they were added to the database

Similarity Order

Displays substance results grouped by similarity to
each other

Title Order

Displays reference results alphabetically by title

Year, Title Order

Displays reference results alphabetically by title,
placing titles from the same year together

Reverse Order

Displays results in the order opposite of the current
display
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Task Menu The Task menu provides tools for the tasks available in SciFinder
Scholar.
Menu Item Definition

Explore Displays the Explore options in SciFinder

Scholar
. Displays an Untitled Structure Drawing window,
Chemical . .
the Explore by Substance Identifier dialog
Substance or
Reaction box, or the Explore by Molecular Formula

dialog box

Displays the Explore by Research Topic

Research Topic dialog box

Displays the Explore by Author Name dialog

Author Name
box

Displays the Explore by Document Identifier

Document Id dialog box

Displays the Explore by Company Name

Company Name dialog box

Browse Journals Accesses the Browse Table of Contents feature
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Tools Menu

The Tools menu provides the tools available for the tasks in SciFinder

Scholar.
Menu Item Definition
Allows you to create subsets of reference answer
Analyze sets on the basis of specific criteria, e.g.,
References Publication Year. Then you can select only answers
that are appropriate to your research needs.
Analyze Allows you to evaluate answers on the basis of real-
atom attachments, variable or R group composition,
Substances o
or precision
Allows you to specify additional search criteria for
. an existing answer set. This can reduce the number
Refine e
of answers and pinpoint results that better match
your needs.
Kee Allows you to retain the selected references,
P reactions, or substances and discards the others
Get Related Allows you to retrieve citations or substances or

extend your search with eScience

Task History

Displays the history of your current task

Back

Displays the previous screen

Forward

Displays the next screen

Edit Preferences

Opens the Preference Editor. Refer to Appendix
A, Preferences, for details.

Database Settings

Opens the Database tab of the Preference Editor.
Refer to Appendix A, Preferences, for details.

Statistics Monitor

Displays information about your server, port,
memory, and file access speed

Internet

Opens your web browser and links to SciFinder
Scholar, CAS, ChemPort, and other web sites
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Help (Windows) or The Help (Windows) or SciFinder Help (Macintosh) menu provides
SCIFI_nder Help access to help while you are using SciFinder Scholar.
(Macintosh) Menu

Menu ltem Definition

SciFinder Scholar

Opens SciFinder Scholar's online Help file
Help

Contents and Opens SciFinder Scholar's online Help file

Index
. Open the SciFinder Scholar User Guide in PDF
User Guide
format
Message of the Allows you to view the message of the day from
Day CAS administrators

About SciFinder

Scholar Contains copyright and version

Macintosh users may have an additional Help menu that is unrelated
to SciFinder Scholar.
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Mai n Menu The Main Menu Toolbar consists of buttons that take you quickly to
Too | bar the function of your choice.

ii—(--p‘ﬁ

MewTazk Eack Fonuand Frint Sawe Az [ Full Text Prefz Daﬁhase‘ History Imbernet Help E:<I1:

Default Toolbar

Buttons Definition
New Task Displays the Explore dialog box
Back Displays the previous screen
Forward Displays the next screen
. Prints the displayed window according to the setup
Print ! ) .
defined in your Print Setup
Allows you to save an answer set in several different
Save As -
formats, e.g., Rich Text Format
Full Text Opens your web browser and links you to ChemPort

Opens the Preferences Editor, which allows you to
Prefs customize your SciFinder Scholar session. See
Appendix A, Preferences, for details.

Opens the Databases tab of the Preferences

Database Editor. See Appendix A, Preferences, for details.

History Displays the history of your current session

Internet Opens your web browser and links to Sci.Finder
Scholar, CAS, ChemPort, or other web sites

Help Opens the SciFinder Scholar Help window

Exit Quits SciFinder Scholar and closes the application




2-12 Chapter 2

Overview

Saving Files

File Formats and
Options

Reference, substance, and reaction answer sets as well as other
displays may be saved to a file on your computer by using the Save
As command.

To save an item for the first time, select Save As from the File menu
or click the Save As button on the Main Menu Toolbar. A Save As or
Save File As dialog box is displayed.

Select a folder where you want the item to be saved.

Type a file name in the File name box.

Select a file type for saving the file, e.g., Rich Text Format (.rtf).
Click Save. The file is saved and you are returned to the previous
window.

e

Reference and substance records can be saved in several different
formats: Plain ASCII (.txt), Rich Text Format (.rtf), Quoted Format
(.txt), Tagged Format (.txt), and Answer Keys (.txt). Reaction answer
sets can be saved in Plain ASCII (.txt) and Rich Text (.rtf) formats only.
For information on saving structure queries, see Appendix B.

Plain ASCII format gives a simple text representation of what you
would see if you printed your results. Rich Text Format is similar, but
preserves some of the formatting, color in some cases, and graphics
if present. The Options button for both of these formats allows you to
select the amount of information and all or selected answers.

Quoted format allows you to create the type of delimited file you want.
Use the Options button to define the Quoted format to your needs.
For example, a typical Comma Separated Values format would use
double quotes for the Quote Character and a comma for the Delimiter.
A tab-delimited file would replace the comma with a tab. Delimited
files can be useful for importing into database programs such as
Microsoft® Access, Lotus® Notes, and Excel.

Tagged format files are typically used for importing data into
bibliographic database programs such as EndNote®, ProCite®, and
Reference Manager®. The Options button allows you to choose all or
selected answers. Import requires the use of a special file that
defines the tags. The producer of your bibliographic database
application should be able to provide you with this file. If you need
additional help, please contact your Site Administrator.

Answer Keys can be used for input into the Explore by Document
Identifier function and other query functions. The Options button
allows you to customize this list.
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Printing

Ending a Task

Exiting
SciFinder
Scholar

Reference, substance, and reaction answer sets as well as other
displays may be printed to your local printer. Select the records you
want to print; otherwise, SciFinder Scholar will print the entire answer
set.

To print an item, select Print from the File menu or click the Print
button on the Main Menu Toolbar. The Print dialog box is displayed.

Choose from the options available. Then click OK (Windows) or Print
(Macintosh). Your item is printed, and you are returned to the
previous window.

To end any task and begin a new task, select New Task from the File
menu or click the New Task button on the Main Menu Toolbar.

To leave a SciFinder Scholar session, select Exit SciFinder Scholar
(Windows) or Quit (Macintosh) from the File menu or click the Exit
button on the Main Menu Toolbar.



Chapter 3 Exploring with SciFinder Scholar 3-1

Exploring with SciFinder
Scholar

SciFinder Scholar offers several ways of exploring CAS and
MEDLINE databases. Chapter 3 familiarizes you with some primary
ways to explore and retrieve references with SciFinder Scholar. You
may explore by:

* Research topic

* Author

Document identifier, e.g., a patent number or accession number
Company name or organization

Substance identifier, e.g., CAS Registry Number or chemical name
Molecular formula

e o o o
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Explore by Use Explore by Research Topic to find references for a research area
. of interest.
Research Topic

To explore by research topic, select Research Topic from the
Explore dialog box. The Explore by Research Topic dialog box is
displayed.

“* Explore by Rezearch Topic M=) E3

Describe your topic using a phrase.

| arm interested in:

the effects of melatonin on sleep disorders

Examples:
The effect of antibiotic residues on dairy products
Photocyanation of aromatic compounds
Hydrocarbon-water emulsions as fuels

0] Back |

Type a phrase or a few words that describe your topic in the | am
interested in box.

Enter the phrase as you would normally complete the sentence, “| am
interested in...”, using prepositions, conjunctions, etc. Terms entered
may be in upper- or lowercase, or both. The phrase may be any
length, as words that do not fit in the box are scrolled forward. More
details are given in the following section.

After you have entered your topic, click OK.
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If candidates are found, they are displayed in the Topic Candidates
dialog box.

“* Topic Candidates =13
File Edit Tazk Toolz Help

Select the candidates of interest:

<]

278 references were found containing the two concepts "melatonin®™ and =
“sleep disorders” closely associated with one another,

535 references were found where the two concepts "melatonin® and “sleep
disorders” were present anywhere in the reference.

18684 references were found containing the concept “melatonin®.

L

14817 references were found containing the concept “sleep disorders™.

Get References Back |

Candidates 1-4 of 4

A list of candidates containing the terms in your research topic is
displayed. SciFinder Scholar lists different views of search results
that may be pertinent to your needs. The number of references is
given for each candidate.

To modify your research topic, click Back. You are returned to the
Explore by Research Topic dialog box.

To view references for one or more candidates listed, select those
candidates by clicking the adjacent boxes. Then click Get
References.



3-4 Chapter 3 Exploring with SciFinder Scholar

The references are displayed in the SciFinder Scholar window.

“* SciFinder Scholar

File Edit Wiew Task Toolz Help

[~ Currier, N. L; Sicotte, M.; Willer, 3. C. Deleterious effects of Echinacea purpurea and 3' 2
melatonin on myeloid cells in mouse spleen and bone marrow. J. Leukocyte Biol L]
(20013, 70(2), 274-276. CODEM: JLBIE7 ISSN:0741-6400. AN 2001:594157 CAPLUS

[~ Takeuchi, Moboru; Uchimura, Machisa; Hashizume, Yuji; WMukai, Masaki; Etoh, Yoshinori; 3'
Yaramaoto, Katsuyasy; Kotorii, Tatayu; Ohshirma, Hiroharg, Ohshima, Masachika; Maeda,
Hizao. Parasomnia melatonin therapy for REM sleep behavior disorder. =
Psychiatry Clin. Neurosci. (2001), 55(3), 267-269. CODEN: PCHNEFP ISSN:1323-1316.

AN 20015817384 CAPLUS

[~ Tsuyuki, Yoshiharg;, Arai, hwao. Melatonin synthesis-promoter. Jpn. Kokai Tokkyo
Koho {2001), 4 pp. CODEN: JKXRAF JP 2001187730 A2 20010710 CAM 135:87515
An 2001:496293  CAPLUS

o il

™ Hartter, Sebastian; Morita, Sachiyo; Bodin, Karl; Ursing, Carina; Tybring, Gunnel;
Bertilsson, Leif. Determination of exogenous melatonin and its 6-hydroxy
metabolite in human plasma by ligquid chromatography-mass spectrometry.  Ther.
Drug Monit. (20013, 23(3), 262-286. CODEN: TDMODY ISSN:0163-4356. CAN
135:175611 AN 2001:458085 CAPLUS

™ Minomiya, Tosirou; beatani, Moritaks; Tormoda, Akermi; Milke, Teruhisa. Effects of

3

exogenous melatonin on pituitary hormones in humans. Clin. Physiol. (2001),
21(3), 292-299. CODEN: CLPHDU ISSK:0144-5979. CAN 135162804 AN 2001:462094
CAPLUS

[~ Blazejova, K.; Mevsimalova, S.; lllnerova, H.; Hajek, |.; Sonka, K. Sleep disorders and 3'
the 24 hr profile of melatonin and cortisol.  Sh. Lek. (20003, 101(4), 347-351.
CODERN: SBLEAZ ISSR:0036-5327. AM 2001:435527  CAPLUS =l
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References 1-6 of 278

The terms you searched are highlighted. The title is displayed in bold.

References are displayed in the default format and order. See Chapter
7 for details on working with references. For saving and printing
instructions, see Chapter 2.
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How Explore by
Research Topic
Works

When SciFinder Scholar receives a phrase, it breaks out the main
ideas or concepts. The relationship between the words in your phrase
is determined by scanning for prepositions and other connective words.
Noise words, such as the or could, are automatically eliminated.

For example, the following phrase:
| am interested in caves in Kentucky, but not Mammoth Cave

would be broken into three concepts by SciFinder Scholar: caves,
Kentucky, and Mammoth Cave. SciFinder Scholar knows that caves
and Kentucky are related to one another and that the concept
Mammoth Cave is negated.

SciFinder Scholar’s internal dictionary determines if any words or
word combinations may benefit from special processing. Specifically,
SciFinder Scholar adds these embellishments to words found in its
dictionary:

* synonyms - enter cancer and SciFinder Scholar also looks for
neoplasm and carcinoma, along with dozens of other terms

» other word forms - enter freeze and SciFinder Scholar also looks
for froze, frozen, freezing, etc.

» abbreviations - enter chem and SciFinder Scholar also looks for
chemical

* American and British spellings - enter color and SciFinder
Scholar also looks for colour

As SciFinder Scholar processes the phrase, it determines if any of the
words or word combinations are chemical substances. If a substance
is identified, SciFinder Scholar finds its CAS Registry Number and
includes it in the search.

Any remaining terms go through additional processing to remove
suffixes. The terms may be truncated, i.e., shortened to meaningful
stems. For example, the term adjustment may be processed so that
adjust, adjusted, and adjustable are retrieved. In some cases, this
truncation may result in imprecise retrievals.
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Tips for Using
Explore by Research
Topic

The following tips may help you retrieve more precise results.

Use a simple English phrase - Enter phrases as you would
normally say or write them, including prepositions, conjunctions, etc.
SciFinder Scholar does not look for or understand computer
command languages, e.g., Boolean operators, parentheses for
grouping, truncation symbols, etc.

Specify two or three concepts - Combine two or three concepts
with prepositions, e.9., | am interested in wastewater treatment at
Walt Disney World

Use prepositions instead of OR and AND where possible -
Prepositions may be more exact than OR or AND, e.g., l am
interested in the effects of human growth hormone on fetal
development is more precise than | am interested in human growth
hormone and fetal development.

Distribute your modifiers - Distribute modifiers across all words to
which they apply, e.g., black dragons and black magic instead of
black dragons and magic.

Use negation to eliminate “junk” - SciFinder Scholar understands
negative words such as not and except. If there are areas related
to your topic that you are not interested in, remove them by
negating items from the topic.

Use your own synonyms - Place synonyms in parentheses next to
the related concept, e.9., | am interested in topical treatments for
poison ivy (Rhus radiacans).

Try rephrasing - Rephrase your question in a different way, e.g.,
use synonyms, enter different adjectives, and add different
spellings, to produce additional or better results.
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Exact Phrase When the topic you enter is relatively short, e.g., one to three words,
Candidate SciFinder may find exact matches for the word(s) entered. For
example, enter the topic conducting polymers.

“* Topic Candidates =13
File Edit Task Toolz Help

Select the candidates of interest:

™ 7841 references were found containing "conducting polymers” as entered, =

™ 19061 references were found corntaining the concept "conducting polymers™.

et References Back |

Candidates 1-2 of 2

In this case, the first candidate is the exact phrase candidate, indicated
by the wording "X references were found containing "conducting
polymers" as entered."

The exact phrase candidate includes documents in which the input word
or phrase is found as an exact match. In this case, conducting and
polymers must appear together in that order.

The exact phrase search does not incorporate the smarts described in
How Explore by Research Topic Works. Therefore, itis more precise
than the other candidates. If no exact matches are found, the exact
phrase candidate does not appear.



3-8 Chapter 3

Exploring with SciFinder Scholar

Explore by
Author Name

Use Explore by Author Name to obtain references written by authors of
interest, regardless of whether or not you know the exact name under
which the author published.

With this Explore option, simply enter as much of the author's name as
you know. SciFinder Scholar finds references written by authors with:

* Name as entered
+ Similar sounding last names
* Nicknames and common spelling alternatives to the first name

To explore by author, select Author Name from the Explore dialog
box. The Explore by Author Name dialog box is displayed.

“* Explore by Author Hame E

Enter the author's name.

Last name (required):

IMassie

First name or initial:

IElnh

Middle name ar initial:

¥ Look for alternative spellings of the last namea.

0] Back

Type a last name in the Last name (required) box. You must type a
last name for all author searches.

Optionally, type a first name or initial and a middle name or initial in
the respective boxes. Entering this additional information typically
eliminates unwanted references to provide a more precise list of
candidates.
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Accept the default or deselect the Look for alternate spellings of the
last name option by clicking its box. This unique feature, when
selected, returns results that include alternate spellings of an author’s
last name, e.g., ROBINS, ROBBINS, ROBENS.

For this example, enter the author name Bob Massie into the Explore
by Author Name dialog box. Then click OK. An Author Candidates
dialog box is displayed.

“* Author Candidates _ (O] x|

File Edit Tazk Toolz Help

Select the candidates of interest:

™ MASSEY ROBERT 3 references ;I

™ MASSEY ROBERT C 31 references

" MASSEY ROBERT G o references

I© MASSEY ROBERT M 1 references

™ MASSEY ROBERT R 1 references

" MASSEY ROBERT S 1 references

© MASSEY ROBERTA L 2 references

™ MASSIB 5 references

™ MASSIEEB 140 references

M MASSEEB 1 references

™ MASSIE B M 168 references
MASSIE BOB 0 references

V¥ MASSIE ROBERT 7 references -

Get References Back |
Candidates 14-26 of 25

The window contains an alphabetical list of candidates that match
your author, including alternate spellings of the author’s last name, if
this option was selected. Various forms of the first and middle names
are offered as candidates as well. The entered name is highlighted,
and the number of references for each candidate is given.

Select author name(s) of interest by clicking in the box next to the
name(s).
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After you have chosen the author names, click Get References.
SciFinder Scholar lists the references for the candidates you selected
in the SciFinder Scholar window.

“> SciFinder Scholar

File Edit “iew Task Toolz Help

it e - &

HewTaszk Eack Fonuand Print Save & | Full Text

e oo

Database | History Imternet Help Exit

I Bovenschulte, Robert D0, Massie, Robert J.. Why copyright still matters in the Web ild
millennium. Abstr. Pap. - Am. Chem. Soc. (2000), Z20th CIMF-010. CODEN:
ACSRAL ISSM0065-7727. AM 2000734113 CAPLUS

T Massie, Robert J.. Moving toward a new digital environment. Book of Abstracts, g
218th ACS Mational Meeting, San Francisco, CA, March 26-30, 2000 (20007,
CIMF-012. CODEN: BICLAC AR 2000:325202  CAPLUS

™ Massie, Robert J.. Economic analysis of trends in the chemical-information sector. il
Book of Abstracts, 218th ACS National Meeting, New Orleans, Aug. 22-26 (1995],
CIMF-048. CODEM: BFZJAA AN 1993540414 CARPLUS

[T Massie, Fobert J.. Sci-tech databases in the Internet era. Joho Kanri (1999), il
A1(11), 902-313. CODEN: JOMAAR ISSM:0021-7298. CAN 130167832 AN
1909108458 CARLUS

T Massie, Robert J.. Internet and related communications technologies. Book of Q
Abstracts, 211th ACS Mational Meeting, Mew Orleans, L&, March 24-28 (1996),
CIMF-055. CODEM: B2P1A) AR 1995:218646  CAPLUS

[T Massie, Hobert J.. Beilstein: A commercial approach to distributing chemical il
information. Book of Abstracts, 210th ACS National Meeting, Chicago, IL, August
20-24 (1995), (Pt. 1), CINF-052. CODEN: B1XGAC AN 1995:919965 CAPLUS

I Massie, Robert J.. Chemical Abstracts Service: Vista for the 1990s. Spec. Publ - R. g
Soc. Chem. (1994), 142(FURTHER ADVANCES M CHEMICAL INFORMATION), 1-5.
CODEN: SROCOC ISSMO0260-5291. CAR 121:582068 AN 1994:482058 CAPLUS =l
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References 1-7 of 8

The author names that match the one you entered are highlighted.
The titles are in bold.

References are displayed in the default format and order. See Chapter
7 for details on working with references. For saving and printing
instructions, see Chapter 2.
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Explore by
Document
Identifier

Use Explore by Document Identifier to obtain references for specific
accession numbers and patent numbers, including patent application
and priority application numbers. Records are retrieved for all patent
family members that have records in CAplus.

To explore by document identifier, select Document Id from the
Explore dialog box. The Explore by Document Identifier dialog box
is displayed.

“* Explore by Document |dentifier

Enter Document ldentifiers, one per line. Read fram file |

EP 1993907272 =
2001:124527

1 3

A Document |dentifier is any number used ta denote a specific
document.

Examples:
1983:4256
107:12935
CAQF 35705
1995:008572
LIS 5900476
JP93-336111
FR1977-10253

(]24 | Cancel |

Enter document identifiers, one on each line.

Document identifiers from a text file, such as a file created from Save
As using the Answer Keys option (see Chapter 2 for details), may be
read directly into the entry box. Click the Read from file button to
select a file.

Click OK. If no accession humbers or patent numbers you enter are
found, SciFinder Scholar displays a SciFinder Scholar Alert! dialog
box. Click OK and correct your entries. Then click OK again.
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SciFinder Scholar displays the references in the SciFinder Scholar
window.

“* SciFinder Scholar M=l E
File Edit Wiew Task Toolz Help

T ‘Yasutake, Shigeo. Role of the activated carbon adsorption on the advanced water il
treatment technology. Kogyo Yosui (2001), 508 B-19. CODERN: KOYOAW
|SEM:0454-1545. CAN 134:182978 AN 2001:124527  CAPLUS

I Ruggeri, Zaverio M.; Ware, Jerry L. Polypeptides with antithrombotic action derived il
from von Willebrand factor. U.S. (1995), 34 pp., Cont.-in-part of U.5. Ser. No.
513,004, abandoned. CODEM: USX:ZAM US 5900476 A 19990504 CAN 130:333725
AN 1999: 206644  CAPLUS

™ Ruggeri, Zaverio M.; Ware, Jerry L. Therapeutic domains of von Willebrand factor. il
PCT Int. Appl. (1993), 122 pp. CODEN: Pl<D2 WO 8316709 A1 19930902 CAN
119:241386 AN 1993641388 CAPLUS

I Wiveiros AT, So M; Komen J Sperm cryopreservation of African catfish, Clarias il
gariepinus: cryoprotectants, freezing rates and sperm:eqggq dilution ratio.
THERIOGEMOLOGY (2000 Dec 1), 54(%), 1395-408. Journal code: EGS.

ISSN:0093-6913. DN 21030598 Pubhed ID 11191864 AN 2001124527 MEDLINE

Analyze or Refine References Get Related. . Back |

References 1-4 of 4

The document identifiers that match the ones you typed are
highlighted. The titles are in bold. In this example, two references
were retrieved with the accession number entered. Plus, two
references were retrieved from the patent family containing the
application number entered.

References are displayed in the default format and order. See Chapter
7 for details on working with references. For saving and printing
instructions, see Chapter 2.
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Explore by
Company Name/
Organization

Use Explore by Company Name/Organization to find references
published by a company, university, or other organization of interest.

To explore by company name or organization, select Company Name/

Organization from the Explore dialog box. The Explore by
Company Name dialog box is displayed.

7 Explore by Company Name H=]

Pleaze enter the name of the company or organization.

= EPA

Examples:
Minnesota Mining and Manufacturing
1|
D Ponit

[0].4 Back |

Enter the name of a single company or organization. You may enter
your terms in capital or lowercase, and the order of the terms does not
matter. You may not use Boolean operators, such as “and” or “or,” to
join together multiple companies or organizations.

SciFinder Scholar finds answers that contain all of the words entered.
In general, entering more terms will retrieve fewer results. For
example, entering University of North Carolina at Chapel Hill will
retrieve fewer references than entering North Carolina.

SciFinder Scholar uses an internal dictionary of company and
organization synonyms to increase recall of documents from many
large organizations. This dictionary attempts to identify spelling
variations, acronyms, and abbreviations. However, the current
dictionary does not include most mergers or acquisitions. For
example, a search for Novartis will retrieve only references that list
some variation of Novartis as the source of the document.
References from Ciba-Geigy and Sandoz, the companies that merged
to form Novartis, will not be retrieved.

Click OK.
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References that list your search term as the source of the document
are displayed in the SciFinder Scholar window.

“> SciFinder Scholar
File Edit “iew Task Toolz Help

™ Hurt, Kelly L; Beck, Frank P.; Wilson, John T. Implications of subsurface
heterogeneity at a potential monitored natural attenuation site.  Ground Water
Monit. Rem. (2001), 21(3), 59-63. CODEMN: GWMREY ISSM:1069-3629. AN
2001:658653 CAPLUS

I~ Wireman, Mike. Potential water-quality impact of hard-rock mining. Ground YWater il
Manit. Rem. (2001), 21(3), 40, 42, 44, 46, 48-51. CODEN: GWMREY |SSN:1069-3629.
Ah 2001:698651 CAPLUS

[ Hational Air Quality and Emissions Trends Report, 1999. U. 5. Environ. Prot. J
Agency, Off. Air Qual. Plann. Stand. | [Tech. Rep ] EPA (2001), (EPA-454/5-01-0043,
i-xii, 1-237. CODEM: UEPEDY AN 2001:593492  CAPLUS

[ Hational oil and hazardous substance pollution contingency plan; national il
priorities list update. Fed. Regist. (2001), B5(168), 45634, CODEMN: FEREAC
ISSh:0097-6326. AN 2001697573 CAPLUS

I Unregulated contaminant monitoring regulation for public water systems; _l
amendment to the list 2 rule and partial delay of reporting of monitoring results.
Fed. Regist. (2001), BB(171), 46221-46225. CODEN: FEREAC |ISSM:0097-6326. AN
2001:695542  CARPLUS

[ Hotice of availability: response document denying the Ethyl Corporation petitions Q
to reconsider three EPA requlations: CAP 2000, heavy duty gasoline, and OBD/IM.
Fed. Regist. (2001), BE(169), 45777. CODEN: FEREAC ISSN:0097-5326. AN
2001:695482 CAPLUS =

e
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References 1-6 of 21028

References are displayed in the default format and order. See Chapter
7 for details on working with references. For saving and printing
instructions, see Chapter 2.
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Explore by
Substance
Identifier

Use Explore by Substance Identifier to:

* Find CAS Registry Numbers, chemical names, molecular formulas,
etc.

+ Verify CAS Registry Numbers

* ldentify commercial sources

* Retrieve regulatory compliance data

+ Obtain references

To explore by substance identifier, select Chemical Substance or
Reaction from the Explore window. Finally, select Substance
Identifier. The Explore by Substance Identifier dialog box is
displayed.

“* Explore by Substance ldentifier

Enter Substance Identifiers, one per line. Read from file ... |

95921 =]

']
il Ll

A Substance |dentifier is any name or number used to dencte a
specific substance.

Examples:
50-00-0
999515
Acetaminophen
1 4-dichlorobenzene

Q< | Back |

Enter a chemical name, common name, trade name, acronym, or
CAS Registry Number for a chemical substance. To enter more than
one identifier, or identifiers for different substances, type each item on
a separate line.

Names entered are case-insensitive and may include spaces and/or
punctuation.

CAS Registry Numbers may be entered with or without hyphens. You
may also add leading zeros while maintaining the 5-10 digit range.

Substance identifiers from a text file, such as a file created from Save
As using the Answer Keys option (see Chapter 2 for details), may be
read directly into the entry box. Click the Read from file button to
select a file.
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Click OK to retrieve substances that have the identifiers you entered.
SciFinder Scholar looks for substances that match your entries. If
substances are found, they are displayed in the SciFinder Scholar
window.

“* SciFinder Scholar M=l E3
File Edit %iew Task Toolz Help

Database | History

30 Model

Carnrnercial Sources

Regulated Chermicals
Listing

~2285 References
REGISTRY

Get References Analyze or Refine Substances Back |

Substance 1 of 1

Substances are displayed in the default format and order. To change
the display, select from options in the View menu. Or, change the
defaults in the Display tab of the Preference Editor. See Appendix A
for details.

To retrieve references for the substance(s) displayed, click Get
References. See Chapter 7 for details on working with references.
For saving and printing instructions, see Chapter 2.
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Explore by
Molecular
Formula

Use Explore by Molecular Formula to find substances with a particular
molecular formula and to:

* Find CAS Registry Numbers, chemical names, etc.
* Identify commercial sources

* Retrieve regulatory compliance data

* Obtain references

To explore by molecular formula, select Chemical Substance or
Reaction from the Explore dialog box. Then select Molecular

Formula. The Explore by Molecular Formula dialog box is
displayed.

“* Explore by Molecular Formula M=l E3

Enter the molecular formula of the substance.

|h2504

Examples:
H4 5104
H4045i
H4 Si 04

(]9 Back |

Type a valid molecular formula, with atoms arranged in any order,
e.9., h2so4. You may also enter molecular formulas for
multicomponent substances. Polymers, mixtures, and salts are
represented by dot-disconnected formulas, e.g., c10h5n.hcl.

Molecular formulas entered are case-insensitive. However, you must
type some molecular formulas in their proper case to eliminate
ambiguity, e.g., H4SiO4, where entering “si” could imply either silicon
or sulfur and iodine. Formulas may include spaces between

elements, e.g., c6 h6.
After entering a molecular formula, click OK.

If the molecular formula entered cannot be recognized or found by
SciFinder Scholar, a SciFinder Scholar Alert! dialog box is
displayed. Click OK. The Explore by Molecular Formula dialog box
is redisplayed. Retype the molecular formula and click OK.
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If substances are found, they are displayed the results in the
SciFinder Scholar window.

“* SciFinder Scholar ==l E3
File Edit “iew Task Toole Help

247933-66-0 r 164224-26-4

il 17g

I |oaroonssa

=
E T/ Y

]
lSDH—ﬂ— 180y HD—!— 0H HD—!— 0H
18g u 18!
30 Model 30 hodel 30 hodel
Cornrnercial Sources ~1 Reference ~1 Reference
REGISTRY REGISTRY
No References
REGISTRY
™ 100436815 ™ 77969972 I |73876-865
El i El ; EY ¢
HO—£—0— 0H HD—ﬁ— 0H T—o—ls“l.— o0—T
0 0 =l
Get Referencesl Analyze or Refine Suhstancesl Back |

Substances 1-6 of 13

Substances are displayed in the default format and order. To change
the display, select from options in the View menu. Or, change the
defaults in the Display tab of the Preference Editor. See Appenidx A
for details.

To retrieve references for the substance(s) displayed, click Get
References. See Chapter 7 for details on working with references.
For saving and printing instructions, see Chapter 2.

Ending YOUI’ To end your session, select New Task from the File menu or click the

Exp|ore Session New Task button on the Main Menu Toolbar.

To exit SciFinder Scholar, select Exit SciFinder Scholar from the
File menu or click Exit on the Main Menu Toolbar.
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Exploring by Exact Chemical
Structure

SciFinder Scholar’s exact structure searching capability allows you to
draw chemical structures and retrieve exact or related structure
candidates, which may include:

e The structure exactly as you have drawn it

» Stereoisomers

» Tautomers (including keto-enol)

» Coordination compounds

» Charged compounds

 Radicals or radical ions

* |sotopes

e Polymers in which the structure is a monomer

Substance answers provide:

* substance identification information
« commercial sources and regulatory information
« bibliographic references and abstracts

Chapter 4 introduces structure searching with SciFinder Scholar. You
will become familiar with:

 Structure Drawing window

 Structure Drawing Menu

 Structure Drawing tool palettes

» Exact structure searches

» Performing an exact structure search
 Viewing substance details

 Refining your structure query
 Retrieving references for your substance
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ACCGSSi n To access this feature, click the Chemical Substance or Reaction
E | bg icon in the Explore window. Then click Chemical Structure. An
Xp ore y Untitled Structure Drawing window is displayed.
Chemical
Structure 2 Uniitled o1
1 File Edit ‘“iew Toolz Template Help
/|8~ .
<)
o | By
ol
O
C 6
2/ |&&
\ | &
® | 9
/o\, .(olgj
K 4B 4 3 5
— ) — ' R
[T L
et [c [c H|o]s N|F'|CI|EI|F|S'|\I| S||1DD=|
\ m_e?’w ’__ o r i cale =
Preview | Get Suhstancesl Get Reactionsl Cancel |

The Structure Drawing window includes:
1 Structure Drawing Menu
2 Vertical Tool Palette containing drawing tools
3 Horizontal Tool Palette containing the Common Atoms and Bonds
4 Current Atom box
5 Scaling Factor box
6 Blank screen for Structure Drawing
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Structure

Drawing Menu

File Menu

The Structure Drawing Menu provides the tools necessary to create

a structure.

File Edt “iew Toolz Template Help

The File menu provides basic structure and window management

commands.
Menu Item Definition

New Opens a new Untitled Structure Drawing window
Opens an existing structure that was previously

Open
saved
Closes the current Structure Drawing window and

Close ; ;
displays the Explore window
Saves the structure in the Structure Drawing window

Save to the file that is currently open (there are no dialog
boxes)

Save As Allows you to save a structure in an alternate format,
e.g., MDL molffile, or with a different name
Discards all changes to the current structure and

Revert

reverts to the last saved structure

Get Substances

Searches for substances matching the drawn
structure, including tautomers, ions, etc.

Get @
Reactions

Searches for reactions that contain your structure
query

Preview @}

Allows you to estimate the number of answers and
review sample answers for a substructure search

Print Setup
(Windows) or
Page Setup
(Macintosh)

Selects print settings for structures to be printed

Print

Prints the current structure

Exit SciFinder
Scholar
(Windows) or
Quit (Macintosh)

Quits SciFinder Scholar and closes the application
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Edit Menu The Edit menu provides standard and SciFinder Scholar-specific
editing features.

Menu ltem Definition

Erases the last edit function and restores the item to
Undo its previous condition. Multiple Undo functions are
permitted.

Restores the item that you "undid" when you used

Redo the Undo command

Removes a selected block of text and/or a structure
Cut and places it on the clipboard to be used or pasted
in other applications

Copies a selected block of text and/or a structure to

Copy the clipboard to be used or pasted in other
applications
Places the contents from the clipboard at the
Paste ;
location of your cursor
Clear Removes a selected block of text or graphics
Select All Selects everything in the Structure Drawing window
Unselect All Unselects anything selected
Clear All Clears the entire Structure Drawing window
Repaint Forces a screen update
Delete All 4= Removes all mappings that you applied with the

Mappings Reaction Mapping tool
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View Menu

The View menu provides options for customizing the display of atoms
and bonds in a structure drawing. These options work as toggle
switches. When you select an option, a check mark appears next to
it. To deselect an option, select it again and the check mark
disappears.

Menu ltem Definition

Toggles the display of carbon atoms as dots or

Dot Atoms angles. The default is angles.

Toggles the display of position numbers on or off.

Position Numbers | 1 " efaut is off.

Toggles the display of the status bar that displays
Status Bar the molecular formula and formula weight of the
current structure. The default is on.

Dot Atoms and Position Numbers cannot be set at the same time.
Selecting one option deselects the other.

You may set defaults for your session in the Drawing tab of the
Preference Editor.
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Tools Menu

The Tools menu provides options to help you draw your structure,

including tools to edit your Preferences. The first three options work as

toggle switches. When you select Valency Checking, Fix Drawing
Angles, or Fix Drawing Length, a check mark appears next to the
option. To deselect an option, select it again and the check mark
disappears. Session defaults for these options may be changed in the
Drawing tab of the Preference Editor.

Menu ltem

Definition

Valency Checking

Checks valencies as you draw and displays a
warning when valency problems may exist

Toggles bond angles as fixed or variable. The

Fix Drawing default uses variable angles. The fixed angle
Angles applies only to individually drawn bond angles, not to
chains or rings made with tools or templates.
Toggles drawing bonds as fixed or variable lengths.
Fix Drawing The default displays variable bond lengths. The
Length fixed length applies to chains and rings as well as to

individually drawn bonds.

Check Overlaps

Checks if any nodes or bonds overlap and displays
a message if any do

Unlock All @;
Positions

Unlocks all nodes in the Structure Drawing window
that you have locked with the Lock Out
Substitution tool or the Lock All Positions option

Lock All
Positions

Locks out from substitution all nodes in the Structure
Drawing window

Reverse Shortcut

Displays a selected shortcut in the opposite
orientation

Flip Horizontal

Flips selected structure(s) or fragment(s) around the
vertical axis, creating a mirror image

Flip Vertical

Flips selected structure(s) or fragment(s) around the
horizontal axis, creating a mirror image

Fuse Fragments

Joins two fragments at selected nodes or bonds

Edit Preferences

Opens the Preference Editor. Refer to Appendix
A, Preferences, for details.

Database Settings

Opens the Databases tab of the Preference
Editor. Refer to Appendix A, Preferences, for
details.
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Template Menu The Template menu provides templates of predefined structures.
Templates may be selected and then placed into your Structure
Drawing window.

Menu ltem Definition

Displays structure templates of single rings

Monocarbocyclic 27
containing only carbon atoms

Displays structure templates of bicyclo rings

Bicarbocyclic -7
containing all carbon atoms

Displays structure templates of multi-ring systems

Polycarbocyclic e
y y containing all carbon atoms

Displays structure templates of rings with one or

N-containin .
9 more nitrogens

Displays structure templates of rings with one or

O-containing more oxygens

Displays structure templates of rings with one or

S-containing more sulfurs

Displays structure templates of rings with one or

NOS-containin .
9 more nitrogens, oxygens, and sulfurs

Alkaloid Displays alkaloid structure templates
Amino Acid Displays amino acid structure templates
Carbohydrate Displays carbohydrate structure templates
Nucleic Acid Displays nucleic acid structure templates
Steroid Displays steroid structure templates

Displays templates of a specific metal with different

Coordination I i -
coordination configurations

Misc. Displays a variety of structure templates
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Help (Windows) or The Help (Windows) or SciFinder Help (Macintosh) menu provides
SciFinder Help assistance for using SciFinder Scholar.

(Macintosh) Menu

Menu Iltem Definition

SciFinder Scholar

Opens SciFinder Scholar's online Help file
Help

Contents and Opens SciFinder Scholar's online Help file

Index
. Open the SciFinder Scholar User Guide in PDF
User Guide
format
Message of the Allows you to view the message of the day from
Day CAS administrators

About SciFinder

Scholar Contains copyright and version

Macintosh users may have an additional Help menu that is unrelated
to SciFinder Scholar.
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Verti Ca| TOOl The Vertical Tool Palette contains tools to draw and modify your
structure. To use a tool, click its icon. When the cursor is placed in
Pal ette the Structure Drawing window, it changes to resemble the tool you

selected.
Pencil tool ‘ ﬁ o Chain tool

atomn
Atom Menu tool ﬂ\ b

Short Menu tool

X Menu tool* Knﬁh R Group tool*

Cyclopentadiene tool @ Cyclopentane tool

Zhart

4

H“‘n

L

Benzene tool [i::ﬂ Cj
Template tool I__Vrl 3-15 Member

el

(=)

Cyclohexane tool

Ring tool
Eraser tool ﬁ Lasso tool

Selection tool \

Rotation tool

Positive Charge tool (*) Negative Charge tool

Lock Out .
Lock Out Rings tool*
Substitution tool* ‘(Q“u ‘(?Ej J

I\jeakc'tion Silti 5? A=f || Reaction Role tool*
arking too

. i . .
Reaction Arrow ; ﬂ_}ﬂ Reaction Mapping

tool** tool**
- alcohc
Functional Groups ﬁP%
tool** alde

*Valid only for substructure or reaction searching.
**V/alid only for reaction searching.
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The Pencil tool is used to place or change nodes or bonds. Nodes
can be atoms, shortcuts, or variables. Click the Pencil tool icon to
activate the tool and draw nodes and bonds with the current atom/bond
type. When you click the Pencil tool icon, the cursor changes to
resemble a pencil.

To draw one node bonded to another node:

1. Place the pencil where you want the first node to appear.
2. Press and hold the mouse button and drag the cursor to the point
where you want the second node. Release the mouse button.

When the nodes are carbons (the default atom), the atomic symbol,
C, is not displayed. The C atom symbol is displayed only when it
stands alone. To verify the placement of all carbons, select Dot
Atoms from the View menu.

Nodes and bonds can be applied by using the Horizontal Tool
Palette, Atom, Short, and X Menu tools, or the Current Atom box.
(See the corresponding sections for these items later in this chapter.)

» Choose a node and/or bond to apply. Click the Pencil tool in the
Structure Drawing window to draw the node. Click and drag the
Pencil tool to draw the bond with nodes on both ends.

 Similarly, you may replace an existing node or bond. Choose a
node or bond to apply. Place the tip of the Pencil tool over the
node or bond to be replaced. It becomes highlighted. Click the
mouse button and the existing node or bond is replaced.

The Chain tool is used to draw chains of lengths ranging from 1 to 30
atoms. When you click the Chain tool icon, the cursor changes to a
chain.

To draw a chain, place the chain arrowhead where you want it to
appear. Press your mouse button and drag the cursor to the desired
length. A number indicating the chain length appears as you drag the
tool to let you see how many atoms are in the chain you are drawing.

Release the mouse button when you have drawn your chain to the
appropriate length. The number no longer displays.

To reverse the orientation of the attachment of a chain, press and
hold the <Shift> key while drawing the chain.
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The Atom Menu tool is used to select an atom to insert into your
structure. The atom you select is the new default for the current
SciFinder Scholar session and remains the default until you select a
new atom, shortcut, variable, R group or functional group. When this
tool is selected, the cursor automatically changes to the Pencil tool.

To use the Atom Menu tool, click its icon and hold. An atom menu
portraying the Periodic Table is displayed. Only those atoms that are
available for structure searching with SciFinder Scholar are shown in
the Periodic Table.

To select an atom, drag the cursor to the atom you want to use.
When the atom you want is highlighted, release the mouse button.
This atom is placed in the Current Atom box on the Horizontal Tool
Palette.

Position the Pencil tool in your Structure Drawing window or on an
existing node and click. The new atom is inserted into your drawing.

The Short Menu (Shortcuts) tool is used to select a shortcut to insert
into the structure. The shortcut you select is the new default for the
current SciFinder Scholar session and remains the default until you
select a new atom, shortcut, variable, R group, or functional group.
When this tool is selected, the cursor automatically changes to the
Pencil tool.

To use the Short Menu tool, click its icon and hold. A shortcut menu
is displayed.

To select a shortcut, drag the cursor to the shortcut you want to use.
When the shortcut you want becomes highlighted, release the mouse
button. The selected shortcut is placed in the Current Atom box on
the Horizontal Tool Palette.

Position the Pencil tool in your Structure Drawing window or on an
existing node and click. The shortcut is inserted into your drawing.

After placing a shortcut, you may choose to reverse its orientation,
e.g., MeO to OMe. To do so, select the shortcut with the Selection
tool (refer to its section later in this chapter for details). Select
Reverse Shortcut from the Tools menu.

Terminal shortcuts are by definition locked, i.e., shortcuts will not
contain any substitutions in the answer set. Shortcuts cannot be
unlocked with the Lock Out Substitution tool discussed later in this
chapter.
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The X Menu (Variables) tool is used to select a fixed variable to
insert into a substructure (or reaction structure) query. The variable
you select is now the new default and remains the default until you
select a new atom, shortcut, variable, R group, or functional group.
When this tool is selected, the cursor automatically changes to the
Pencil tool.

To use the X Menu tool, click its icon and continue to press the
mouse button. A menu of available variables is displayed.

Drag the cursor to the variable you want to use. When the variable
you want becomes highlighted, release the mouse button. The
variable you select is placed in the Current Atom box on the
Horizontal Tool Palette.

Position the Pencil tool in an area of your Structure Drawing window
or on an existing node and click. The new variable is inserted into
your drawing.

When Ak is drawn, it is surrounded by a box, i.e., locked. With Ak in
the locked state, answers will be retrieved in which Ak is any linear or
branched, saturated or unsaturated carbon chain with no substitution
on the carbon nodes. To unlock Ak, click the Lock Out Substitution
tool. Then place the cursor over the Ak to highlight it and click. The
box is removed. With Ak in the unlocked state, retrieved answers
may contain carbon chains that are substituted with any atom. For
more details on locking, see the Lock Out Substitution Tool section
later in this chapter.

The R Group tool is used to create R groups to insert into a
substructure query. R groups are used to define two or more values
(maximum of 20) that may occur at the position.

To use the R Group tool, click its icon. The R-group Definitions
dialog box appears near the bottom of the screen with R1 highlighted.
R1 becomes the new default for the current SciFinder Scholar session
and remains the default until you select a new atom, shortcut, variable,
R group, or functional group.

To define R1, click the Atom, Short, and/or X menu button within the
R-group Definitions dialog box and choose atoms, shortcuts, and/or
variables that are allowed values for R. Or, type the atoms, shortcuts,
and/or variables into the R1 box, separated by commas.
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To define additional R groups, move the cursor to the R2, R3, etc.,
boxes. You may define up to 10 R groups.

To place an R group in a structure, click the appropriate R group in
the R-group Definitions dialog box and use the Pencil tool to add it
to your structure.

The Cyclopentadiene tool is used to draw cyclopentadiene rings.

To use the Cyclopentadiene tool, click its icon. The cursor
automatically changes to resemble a cyclopentadiene ring.

To place a cyclopentadiene ring, position the cursor in your Structure
Drawing window and click.

To fuse a cyclopentadiene ring to an existing node or bond, point the
tip of the Cyclopentadiene tool on a node or bond until it is
highlighted and click.

Cyclopentadiene rings may be oriented around a node by continuing
to press your mouse button while rotating the mouse. Release your
mouse button when the ring is oriented correctly.

The Cyclopentane tool is used to draw cyclopentane rings in your
structure.

To use the Cyclopentane tool, click its icon. The cursor changes to
resemble a cyclopentane ring.

To place a cyclopentane ring, position the cursor in your Structure
Drawing window and click.

To fuse a cyclopentane ring to an existing node or bond, point the tip
of the Cyclopentane tool on the node or bond until it becomes
highlighted and click.

Cyclopentane rings may be oriented around a node by continuing to
press your mouse button while rotating the mouse. Release your
mouse button when the ring is oriented correctly.
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The Benzene tool is used to draw benzene rings.

To use the Benzene tool, click its icon. The cursor changes to
resemble a benzene ring.

To place a benzene ring, position the cursor in your Structure Drawing
window and click.

To fuse a benzene ring to an existing node or bond, point the tip of the
Benzene tool on the node or bond until it becomes highlighted and
click.

Rings may be oriented around a node by continuing to press your
mouse button while rotating the mouse. Release your mouse button
when the ring is oriented correctly.

The Cyclohexane tool is used to draw cyclohexane rings.

To use a Cyclohexane tool, click its icon. The cursor changes to
resemble a cyclohexane ring.

To place a cyclohexane ring, position the cursor tip in your Structure
Drawing window and click.

To fuse a cyclohexane ring to a node or bond, point the tip of the
Cyclohexane tool on a node or bond until it becomes highlighted and
click.

Rings may be oriented around a node by continuing to press your
mouse button while rotating the mouse. Release your mouse button
when the ring is oriented correctly.

The Template tool is used to place a template that you have selected
from the Template menu. This tool is available only after you have
selected a template from the Template menu.

To use this tool, select a structure template from the Template menu
located on the Structure Drawing Menu. SciFinder Scholar displays
structures conforming to your selection. Click the structure template
that you want to use. You are returned to the Structure Drawing
window.

Position the cursor tip in the Structure Drawing window and click. The
template structure appears in the Structure Drawing window.

You may not attach a template structure to an existing node or bond.
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3-15 Member Ring
Tool
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The 3-15 Member Ring tool is used to draw 3-15 member rings and
ring systems. When you click this icon, the Ring Tool dialog box is
displayed.

Accept the default ring size, 6, or type a number between 3 and 15.
Click OK. Your cursor changes to resemble the 3-15 Member Ring
tool icon.

To place a ring, position the cursor tip in your Structure Drawing
window and click.

You may attach a 3-15 member ring to an existing node or bond.
Position the tip of the 3-15 Member Ring tool on the node or bond
until it becomes highlighted and click.

Rings may be oriented around a node by continuing to press your
mouse button while rotating the mouse. Release your mouse button
when the ring is oriented correctly.

Fused ring systems that consist of 4-, 5-, or 6-member rings may also
be drawn in one step by clicking the 3-15 Member Ring tool icon.
Type aring system in the Ring Tool dialog box. Control the direction
of fusion by typing a U (Up) or a D (Down). The initial default direction
is from left to right. After changing a direction, the fusion continues in
the new direction until you change it.

For example, type 66U6D5 to draw a steroid ring system. Place your
cursor in the Structure Drawing window and click.
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The Eraser tool is used to delete a node or bond from your structure.
When you click the Eraser tool icon, the cursor changes to resemble
a pencil eraser.

To delete a node, position the tip of the eraser on a node. The node
is highlighted. Click and the node and any bonds attached to it are
removed.

To remove a bond, place the eraser in the middle of the bond. The
bond is highlighted. Click to remove the bond. Terminal nodes at
either end of the bond are removed, but nonterminal nodes are not.

The Lasso tool is used to select a structure. Once selected, you may
move it on your screen, cut, copy, or delete it. If a shortcut is
selected, you may reverse it if applicable.

To lasso (select) an object, click the Lasso tool icon. The cursor
changes to resemble a lasso. Then, press and hold your mouse
button and drag the lasso cursor around the structure. A line (lasso)
appears around the structure fragment as you drag the cursor.
Release the mouse button when the entire fragment is enclosed.

To move the lassoed structure fragment, place the lasso cursor inside
the lassoed area. The cursor changes to a hand. Press and hold
your mouse button while dragging to a new location. Release the
button and the selected fragment is relocated to the new location.

To remove the lassoed structure fragment, select Cut or Clear from
the Edit menu or press your <Delete> key. The selected fragment is
removed from the structure. If you select Cut, the structure fragment
is removed and placed on your clipboard.

To place a copy of the structure fragment on your clipboard, select
Copy from the Edit menu. The selected fragment is now in the
structure and on your clipboard.

To lasso a single node, align the point of the Lasso tail on the node
and click. The node is enclosed in a box.

The Selection tool is used to select individual nodes, bonds, structure
fragments, or entire structures. Selected items may be moved, cut,
copied, or deleted. Selected shortcuts may be reversed, if applicable.

To select an item, click the Selection tool icon. The cursor changes
to resemble an arrow. Place the arrow tip on a single node or bond
and click. The item becomes highlighted.
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To select more than one node or bond, press and hold the <Shift>
key while you click each item that you want to select. Release the
shift key and the mouse button. All of the items you clicked are
highlighted.

To select several nodes and bonds quickly, click and hold the mouse
button while you drag the cursor to draw a box around the area
containing the nodes and bonds. Release the mouse button. All
items within the box you drew are highlighted.

To select an entire structure, double-click any node or bond in the
structure. The entire structure becomes highlighted.

To move a segment of a structure, select one or more nodes or
bonds. Place the tip of the arrow cursor on a highlighted node or
bond and press and hold your mouse button. Drag the node or bond
to a new orientation and release your mouse button. All selected
nodes or bonds will move in concert.

To move an entire structure, select the structure. Place the tip of the
arrow cursor on any part of the structure and press your mouse
button. Drag the structure to a new location and then release your
mouse button.

To cut a selected item, select Cut from the Edit menu. The item is
removed from the Structure Drawing window and placed on the
clipboard.

To copy a selected item, select Copy from the Edit menu. A copy of
the item is placed on the clipboard for pasting.

To delete a selected item, press the <Delete> key.

To reverse a shortcut, e.g., change MeO to OMe, click the shortcut to
highlight it. Then select Reverse Shortcut from the Tools menu.

To deselect highlighted nodes, bonds, or structures, click in an open
area of the Structure Drawing window.

The Rotation tool is used to rotate a structure fragment either
clockwise or counterclockwise around the axis of a node you select.

To rotate a structure or structure fragment, click the Rotation tool
icon. The cursor changes to resemble the icon. Then click the node
around which you want to rotate and continue to press your mouse
button as you move the mouse. The fragment rotates as you move
the mouse. When the object is at the orientation that you want,
release your mouse button.
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The Positive Charge tool is used to place a positive (1+) charge on a
node. When you select this tool, the cursor changes to resemble the
positive charge icon.

To insert a positive charge, click the Positive Charge tool icon. Then
place the cursor tip on a node. The node becomes highlighted. Click
and a positive charge is placed on that node. To increase the charge,
continue to click.

To reduce the charge, use the Negative Charge tool.

The Negative Charge tool is used to place a negative (1-) charge on
a node. When you select this tool, the cursor resembles the negative
charge icon.

To insert a negative charge, click the Negative Charge tool icon.
Then place the cursor tip on a node. The node becomes highlighted.
Click and a negative charge is placed on that node. To decrease the
charge, continue to click.

To increase the charge, use the Positive Charge tool.

The Lock Out Substitution tool is used in substructure searching to
block additional substitution at a particular node.

To lock a node, click the Lock Out Substitution tool icon. The cursor
changes to resemble that icon.

Place the tip of the key in the cursor over a node until it is
highlighted. Click and a box appears around that node. You may lock
any number of nodes within a structure.

Terminal shortcuts from the Short Menu, with the exception of Ak, are
by definition locked, i.e., you cannot mark them with a box.

The Lock Out Rings tool is used in substructure and reaction
searching to isolate rings from additional fusion and to prevent bonds
in a chain system from being part of a ring.

To isolate a ring and/or chain system, click the Lock Out Rings tool
icon. The cursor changes to resemble that icon.

Place the tip of the key in the cursor on any segment of a ring or chain
system until it becomes highlighted. Click and the entire ring or chain
system becomes bold. You may lock out any humber of ring or chain
systems in your reaction structure.
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The Reaction Site Marking tool is used to mark a bond in a reaction
structure that must be modified in the reaction. When you click this
icon, the cursor changes to resemble the Reaction Site Marking tool.

To mark a bond, click the Reaction Site Marking tool icon. Place the
cursor tip on the bond that you want to mark until it is highlighted and

click. A double line is placed perpendicular to the bond to identify the
marked bond.

You may mark as many bonds as you like in the reaction structure.
However, marking bonds creates a very specific query and may result
in a smaller answer set than one in which bonds are not marked.

The Reaction Role tool is used for reaction searches to identify
structures as Reactant/Reagent, Product, or Any Role.

To assign a role, click the Reaction Role tool icon. Place the cursor
on the structure and click. A Reaction Roles dialog box is displayed.
Choose a role for the structure and click OK. A role label appears
below the structure.

To replace arole, click the Reaction Role tool icon and position the
cursor on the structure or the role label. Click and the Reaction
Roles dialog box is displayed. Choose a different role and click OK.
The previously assigned role is overridden, and the new role appears
below the structure.

To have reaction roles assigned automatically, use the Reaction
Arrow tool described in the next section. If you attempt a reaction
search and any part of your reaction has not been assigned a role, the
Unspecified Roles dialog box appears, where you may choose to
assign “Any Role” to the structure or return to the Structure Drawing
window by clicking Cancel.
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The Reaction Arrow tool is used for reaction searches and provides
automatic assignment of roles for structures in the Structure Drawing
window.

To draw an arrow, click the Reaction Arrow tool icon. The cursor
changes to resemble a horizontal arrow. Position the cursor where
you would like to draw the arrow. Click and drag the cursor in the
direction of the reaction.

If there are structures present in the Structure Drawing window, roles
are automatically assigned to them depending on their spatial
relationship to the arrow. To redo the automatic role assignment,
draw another arrow; the original arrow is replaced. To override the
automatic role assignment, use the Reaction Role tool described in
the previous section.

The Reaction Mapping tool allows you to specify reactant/product
atom pairs in reaction structures. Reactant/product atom pairs are
labeled with the same number, starting with 1.

To specify an atom pair, first draw both the reactant and the product.
Click the Reaction Mapping tool icon. The cursor changes to
resemble that icon. Place the cursor tip on the desired reactant node
until it is highlighted and click. A number appears next to that reactant
node. Then click the corresponding product node. The same number
appears next to that product node.

To change or remove an atom pair label, use the Eraser tool and click
the number. Both occurrences of that number are removed, and all
occurrences of higher numbers drop down by one.

You may create any number of atom pairs. However, specifying atom
pairs creates a very specific query and may result in a smaller answer
set than one in which pairs are not marked.

The Functional Groups tool allows you to draw reactions that contain
functional group terms. Functional group terms may be assigned
roles with the Reaction Role tool or Reaction Arrow tool. For details
about the use of functional group terms, see Exploring Reactions by
Functional Groups in Chapter 6.
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The Horizontal Tool Palette contains the common atoms and bonds
that are used in structure drawing, along with the molecular formula

Pal ette and formula weight of the current structure drawing.
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Current Atom Box

The Current Atom box displays the symbol of the current atom,
shortcut, variable, R group, or functional group being used. This
symbol is inserted when you draw with the Pencil tool. The default
atom is carbon, C.

You may change the current atom by highlighting or deleting the
current entry and typing another valid atom, shortcut, or variable. The
Current Atom box is case-insensitive.

If an invalid node symbol is typed, a dialog box is displayed when you
click in the Structure Drawing window or when you press <Enter>.
Click OK. You are returned to the Structure Drawing window. Retype
a valid atom, shortcut, or variable or make a selection from the Atom,
Short, or X Menu tool.

To change an existing atom:

1. Place the desired atom in the Current Atom box by using the
Common Atoms Palette (see next page) or Atom, Short, or X
Menu tools, or by typing it into the Current Atom box.

2. Position the tip of the Pencil tool on the node that you want to
change. It becomes highlighted. Then click the mouse button to
change it to the item in the Current Atom box.
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The Common Atoms Palette, to the right of the Current Atom box,
displays the most frequently used atoms.

Click a different atom icon. This atom now becomes the default and is
displayed in the Current Atom box.

The Bonds Palette represents the bonds that may be used in your
SciFinder Scholar structure drawing. The bonds include single,
double, triple, and unspecified. The default is the single bond.

Click a different bond icon. This bond now becomes the default and is
highlighted.

Use the unspecified bond if you are willing to have any bond value,
i.e., single, double, or triple, retrieved.

To change an existing bond:

1. Click the desired bond from the Bonds Palette.

2. Position the tip of the Pencil tool on the bond that you want to
change. It becomes highlighted. Click the mouse button and the
bond changes to the current bond.

The Scaling Factor box indicates the scaling factor for viewing the
structure that you are currently drawing. 100% is the default.

To adjust this factor, highlight the current scaling factor, type a new
scaling factor, and press <Enter>. Or, click the up or down arrow.
The scaling factor takes affect immediately.

The scaling factor range is from 25% to 400%.

The molecular formula and the formula weight of the current structure
drawing are displayed at the bottom of the Horizontal Tool Palette.
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1. Click Chemical Substance or Reaction in the Explore window.

The

n click Chemical Structure. An Untitled Structure Drawing

window is displayed.

Select the Benzene tool icon from the Vertical Tool Palette.

Place the ring cursor arrowhead just left of the center in your

Stru

cture Drawing window. This centers your drawing. Click to

place the benzene ring.

Place the ring cursor arrowhead on the middle of the right-most
vertical bond of the ring. The bond is highlighted when the cursor
touches it. Click to fuse another ring. Two fused benzene rings
are now in the structure window. Atoms in each ring are carbon.
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You may also fuse the second ring by placing the ring cursor
arrowhead on a node on the right side of the existing ring. Click
and hold your mouse button as you rotate the new ring. Release
your mouse button when the two rings are fused.

Click the Chain tool icon.

Place the chain arrowhead on the upper right node of the right-
most ring. The node is highlighted when your arrowhead touches
it. Click and drag the cursor away from the ring until you see a
chain length of 1. Release the mouse button. A chain of one
carbon atom is attached by a single bond to the ring.

Then place the chain arrowhead on the lower right node of the
right-most ring. Press and hold the <Shift> key as you click and
drag the chain tool cursor away from the ring until you have drawn
a chain length of 2. Pressing the <Shift> key while placing a
chain reverses its orientation.
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4. Click the double bond icon from the Horizontal Tool Palette.

The cursor automatically changes to the Pencil tool.

Place the pencil tip on the middle node of the 2-atom chain.
Press and hold the mouse button as you drag the pencil straight
down until a chain length of 1 is drawn. Release the mouse
button. A double bond is drawn between the 2 carbon atoms.

You may also attach a carbon by a single bond to the middle node
of the 2-atom chain using the method described in step 3. Then
click the double bond icon and place the pencil tip on the single
bond and click. The bond changes to a double bond.

A third method is to simply draw a second single bond between
the two atoms. The result will be a double bond.

Click the N atom icon (nitrogen atom) on the Horizontal Tool
Palette. Place the pencil tip on the top carbon in the right-most
ring and click. The carbon is replaced with a nitrogen atom.
Repeat the process for the bottom carbon in the same ring.

Click the O atom icon (oxygen atom) on the Horizontal Tool
Palette. Place the pencil tip on the bottom node of the double
bonded chain and click. The carbon is replaced with an oxygen
atom.

Click in the Current Atom box and highlight or delete the current
atom (it should be oxygen, O). Type the symbol for methyl, Me.
Me becomes the new atom default. Position the pencil tip on the
top, right-most node of the 1-atom chain and click. The carbon is
replaced with Me.

You may also select the Me shortcut by clicking the Short Menu
tool on the Vertical Tool Palette. Refer to the Short Menu Tool
section earlier in this chapter for details.
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Saving and Reusing
Structures

Searching for Multiple
Fragments or
Components
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Structures drawn in SciFinder Scholar may be saved for later use in
SciFinder Scholar or other applications. For details about saving
structure drawings and exporting structures to other applications, see
Appendix B, Importing and Exporting Structure Queries.

If you wish to retrieve substance answers that contain particular
structure fragments or multiple components, draw a query that
contains one or more structures that are not connected to each other.
When you click Get Substances (see the following section for
details), SciFinder Scholar will alert you that there are multiple
fragments in your query and ask if you would like to continue.

Click OK.
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Performing
an Exact
Structure
Search

When you have completed a chemical structure drawing, you are
ready to perform a structure search. Structure searches may be
performed on structures drawn in SciFinder Scholar or structures
opened from files in other formats. For information on importing a
structure from another application, see Appendix B, Importing and
Exporting Structure Queries.

Click Get Substances to initiate a search. If you have the SciFinder
Substructure Module (SSM), the Get Substances dialog box is
displayed.

= et Substances E

et substances where this structure is:
% an exact match or a related structure
" a substructure of a maore camplex structure

Ol Additional Options Cancel

SSM users may choose either:

» an exact match or a related structure
 asubstructure of a more complex structure (see Chapter 5)

For this example, select an exact match or a related structure.
Exact structure searching allows you to retrieve one or more substance
candidates. These may include:

» The structure exactly as you have drawn it

» Stereoisomers

e Tautomers (including keto-enol)

» Coordination compounds

» Charged compounds

 Radicals or radical ions

* |sotopes

» Polymers in which the structure is a monomer

To exclude particular types of substance answers, click Additional
Options and modify the settings. Or, modify the settings in the
Explore tab of the Preference Editor. See Appendix A, Preferences,
for details.

Click OK to submit your structure query.



4-28 Chapter 4 Exploring by Exact Chemical Structure

SciFinder Scholar uses a CAS intelligent searching process, called
Smartsearch, to provide maximum recall for your “exact match”
structure query. For more information on Smartsearch, see Appendix
C, Smartsearch: Inside Explore by Chemical Structure.

While SciFinder Scholar is searching, a Stop sign appears in the
bottom right corner. It allows you to cancel the search, if needed. If
you allow the search to go to completion and substances are found,
they are displayed in the SciFinder Scholar window.

“* SciFinder Scholar _ O] x|
File Edit Yiew Task Tools Help

30 hiodel

~31 References
REGISTRY

Get References Analyze or Refine Substances Back |

Substance 1 of 1

Your query structure is highlighted in each structure in the answer set.
Results are displayed in the default format and order. To change the
display, select from options in the View menu. Or, change the defaults
in the Display tab of the Preference Editor. See Appendix A,
Preferences, for detalils.
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Viewing Substance
Details

To view substance details, click the microscope icon next to the
substance. A Detail of Substance # dialog box is displayed. A
substance record may include the CAS Registry Number, chemical
names, molecular formula, the chemical structure, and other related
information.

“* Detail of Substance 1 =]
File Edit Help
Registry Number: 220559-64-9 =1

CAIndex Hame: Ethanone, 1-(3-methyl-2-guinoxalingl}- (QC0

Other Names: Ketone, methyl 3-methyl-2-guinaxalingl (BC1, BCI;
2-Acetyl3-methylguinoxaline; 3-Acetyl-2-methylguinoxaline

Formula: C11 HIO NZ O
STH Files: CAPLUS, BEILSTEIM, CA, CAODLD, CASREACT, IFICDE, IFIPAT, IFILDE,
USPATFLULL

(Additional Information is available through STH International. Contact your
infarmation specialist, a local CAS representative, or the CAS Help Desk
for Aggistance]

Deleted Registry Numberis): 122290-65-7

n Ac
-
@1 I
" He
E

PROPERTY VALU CONDITION NOTE

H donors 0 ACD (1)

H acceptors 3 ACD (1)

Molecular Weight 186.21 AZD (1)

logP 2B314-0.312 AZD (1)

logD 2EB3 pH 1 ACD (1)

loyD 263 pH 4 ACD (1) =l

Close |

Details are displayed in the default format for this window, specified in
the Display tab of the Preference Editor. See Appendix A,
Preferences, for details..

The STN Files list identifies databases and inventories that contain
additional information for this CAS Registry Number. Contact your
Site Administrator to find out how you can access and use these STN
files and inventories to locate more information on a CAS Registry
Number.

You may print or save the record by selecting Print or Save As from
the File menu. See Chapter 2 for details.

To return to the SciFinder Scholar window, click Close.
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Keeping Substances
of Interest

Refining and
Analyzing
Substances

Retrieving
References for
Substances

Use the Keep Substances option to retain only the substances that
interest you. Click the boxes next to the substances you would like to
keep. Then select Keep Substances from the Tools menu.
SciFinder Scholar displays only the substances that you selected.

Substance answer sets may be refined by chemical structure and/or
commercial availability. They may also be analyzed by precision and
by ring skeletons, atoms, and bonds. Additional analysis options are
available for substructure answer sets. Descriptions of the Refine
Substances and Analyze Substances features are provided in
Chapter 5.

To retrieve references that cite a substance or group of substances,
click Get References. You may optionally select substances of
interested before clicking Get References. The Get References
dialog box is displayed.

“* Get References
Retrieve references for:

Al substances  © Selected substances

For each substance, retrieve:
Al references & Only the following types:
I Adverse Effact, including Toxicity T Occurrence

™ Analytical Study ™ Praparation

r Biolagical Actiwity r Properties

I™ Biological Study I Process

™ Crystal Structure I Reactant

I™ Formation, nonprepatative ™ Spectral Propetties
I Miscellaneous I Uses

DK Back |

Choose to retrieve references for all substances or only those you
selected in the previous screen. You may then opt to minimize the
number of references retrieved by selecting specific substance types
under For each substance, retrieve. Click the radio button next to
Only the following types. Then select the substance types of
interest, e.g., Preparation. Click OK.
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Ending Your
Explore Session

The references for the substances you selected are displayed in the
SciFinder Scholar window.

“* SciFinder Scholar M= E3
File Edit “iew Task Toolz Help

[~ Scialla, Stefano; Spadoni, Luca; Masotti, Walentina. Process of bleaching fabrics.
Eur. Pat. Appl. (1999), 22 pp. CODEN: EPX<DW EF 913515 A1 19990506 CAN
130:326264 AN 1999297233 CAPLUS

[~ Scialla, Stefano; Spadoni, Luca; hMasotti, Valentina. Multi-purpose liguid aqueous
bleaching compositions for hard surfaces and fabrics.  Eur. Pat. Appl. (19227, 18
pp. CODEMN: EFXXDWY EP 213463 A1 199305065 CAMN 130:326572 AN 1599292631
CAPLUS

[~ Acree, W. E. Jr.; Powell, Joyce R.; Tucker, Sheryl A.; Ribeiro da Silva, Maria D. W C.;
Matos, M. Agostinha R.; Goncalves, J. M., Santos, L M. M. B. F_; Morais, %. M. F;
Pilcher, 5. Thermochemical and Theoretical Study of Some Quinoxaline
1,4 Dioxides and of Pyrazine 1,4 Dioxide. [Erratum to document cited in
CA127:33822]. J. Org. Chem. (1997), B2(25), 8550. CODEN: JOCEAH
ISEN:0022-3263. CAMN 128:34500 AN 1997786554 CAPLUS

™ Acres, W E. Jr.; Powell, Joyce R Tucker, Sheryl A Ribeiro da Silva, Maria D M. G
Matos, M. Agostinha R.; Goncalves, J. M., Santos, L M. M. B. F_; Morais, . M. F;
Pilcher, 5. Thermochemical and Theoretical Study of Some Quinoxaline
1.4 -Dioxides and of Pyrazine 14 Dioxide. J Org. Chem. (1997), B2(11), 3722-3726.
CODEM: JOCEAH ISSM0022-3263. CAN 12733822 AN 1937:310204  CAPLUS =l

13 i |11

|2 i

|2 i

Analyze or Refine References Get Related. .. Back |

References 1-4 of 31

References are displayed in the default format and order. See Chapter
7 for details on working with references. For saving and printing
instructions, see Chapter 2.

To begin a new task, click the New Task button on the Main Menu
Toolbar or select New Task from the File menu.

To exit SciFinder Scholar, select Exit from the Main Menu Toolbar or
select Exit SciFinder Scholar from the File menu.
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Exploring by Substructure @

SciFinder Scholar’s substructure searching feature allows you to draw
a chemical structure (see Chapter 4) and retrieve answers that may
include:

» Exact structure search results, plus

» Matches in which the query structure is a part of a more complex
structure, which may have substitution at positions left “open” in the
query

» Matches where your query structure is embedded in a larger ring
system

Chapter 5 expands on Chapter 4 and includes the following topics:

» Applying substructure-specific tools
» Previewing your results

» Performing a substructure search

» Refining and analyzing your results
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Introduction to
Substructure
Searching

Substructure searches often retrieve large substance answer sets
because the search requirements are quite general. Details on the
types of substance answers you can expect from your substructure
search are given in Appendix C, Smartsearch: Inside Explore by
Chemical Structure.

These answers may also provide information concerning:

 Preparation methods
» Commercial sources and regulatory information
« Bibliographic references and abstracts

Substructure searching capabilities include:

» Executing substructure searching capabilities for structures drawn in
SciFinder Scholar’s Explore by Chemical Structure

* Isolating rings from further ring fusion or allowing rings to be
embedded in other ring systems.

 Allowing a chain to be in a ring or chain in answers or to be
chain only

» Opening and closing sites for substitution in rings and chains

 Defining R groups, multiple allowable substituents at a position, to
include atoms, shortcuts, and variables with up to 10 R groups per
structure

 Using predefined variables, i.e., generic nodes

» Importing and exporting queries with substructure attributes

» Accessing all SciFinder Scholar tools, features, and tasks

A Preview feature is provided that allows you to view or analyze sample
answers prior to actually performing the search. This will assist you in
drawing a query that will be searched successfully and in a reasonable
time frame, while allowing you to retrieve a manageable number of
relevant answers. Preview also can provide insight into the potential
structure answers you may retrieve.

Once you have completed a substructure search, the Analyze feature
allows you to categorize and evaluate your answer set in several ways.
These features are discussed later in this chapter.
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Accessin g To Explore by substructure, open a Structure Drawing window by
clicking Explore in the New Task window. Then click Chemical
EXp|0re by Substance or Reaction. Finally, click Chemical Structure. An
Substructure Untitled Structure Drawing window is displayed.
. 2 Untitled _ [0 x|
PreVIEW_ —————File Edit “iew Toolz Template Help
command in ~ =
File menu ’gi (Un)Lock All Positions
LN command in Tools menu
X Menu Zop B R Group tool
(Variables) O o
tool
O
k/
rAIe
\ &
® 9 Lock Out Rings tool
Lock Out _— g
Substitution RL:
tool 5? 4B
=4 ;ILI
ﬁ [c ’EHES N|Pla|er|Flsi| 1] 5ca|e|1DD§
Preview | Get Suhstancesl Get Reactionsl Cancel |

Preview
button
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Substructure
Drawing
Features

Substructure Drawing
Defaults

The Structure Drawing window includes tools for drawing structure
gueries as well as tools, menu items, and buttons that are used
specifically for substructure searching. These items, which are
indicated on the previous page, include:

» Lock Out Substitution tool — prohibits additional substitution at
designated nodes

» Lock Out Rings tool — prohibits additional ring fusion and sets chain
bonds to chain only

» Unlock All Positions in the Tools menu — allows substitution at all
nodes

* Lock All Positions in the Tools menu — inhibits substitution at all
nodes

» X Menu tool — allows variable groups to be placed in your structure

* R Group tool — opens the R Group Definition dialog box where you
may create up to 10 R groups, i.e., define multiple substituents
allowed at a position

» Preview in the File menu and Preview button near the bottom of
the window — allows you to analyze your query and retrieve a set of
sample answers

The following table identifies the defaults that SciFinder Scholar
assumes.

If your SciFinder Scholar finds structure matches
substructure )
. where:
contains:
The skeleton ring system you drew is:
Rinas - Exactly as you drew it
9 - Further substituted
- Embedded within a larger ring system
The nodes in the chain are:
- Further substituted
- Part of a Ring
Chains - Part of a Chain
The bonds in the chain are part of a:
- Chain
- Ring
Terminal
Shortcuts from
the Short Menu, The terminal shortcut is locked from substitution
with the exception
of Ak
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Changing
Substructure Drawing
Defaults

Drawing a
Substructure

You may change the substructure drawing defaults by using the
SciFinder Scholar drawing tools described in the following table.

If the Use this SciFinder Scholar tool:
substructure
contains:

Ring System Lock Out Rings tool to isolate the ring system. No
further fusion, including spiro, is allowed on the drawn
ring system.

Chain Bonds | Lock Out Rings tool to set bonds to chain only. Node
default cannot be reset.

Ring or Chain | Lock Out Substitution or Lock All Positions in the
Nodes Tools menu command to prevent further substitution.

To perform a substructure search, first draw a structure you would like
to search. For this example, draw the following structure in your
Structure Drawing window:

0

Me

R1=C,O,N,S,H

Me

Details about drawing structures are provided in the Drawing a Structure
section of Chapter 4. Drawing tools are also described individually in
Chapter 4.
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10.

Use the Benzene tool to place a benzene ring in the center of the
Structure Drawing window.

Click the Short Menu tool, and hold down the mouse button to
display the menu. Select Me. Use the Pencil tool to attach Me
to the ring by a single bond.

Click the X Menu tool and hold down the mouse button to display
the menu. Select X Any halogen. Use the Pencil tool to attach
X to the ring by a single bond.

Click the N in the Common Atoms Palette. Click the Pencil tool
to attach N to the ring by a single bond.

Use the Chain tool to draw a 5-membered chain attached to the N.

Click the Short Menu tool and hold the mouse button to display
the menu. Select Me. Place your cursor over the node at the end
of the chain. Click to replace the carbon atom with Me.

Click the R Group tool. Inthe R1 = box, type C, O, N, S, H. Use
the Pencil tool to attach R1 to the chain by a single bond.

Click O on the Common Atoms Palette. Click the double bond
on the Common Bonds Palette. Use the Pencil tool to attach O
to the chain by a double bond.

Click the Lock Out Substitution tool. Place your cursor over the
N to highlight it and click. This isolates the N from further
substitution.

Click the Lock Out Rings tool. Place your cursor over a bond in
the ring to highlight the ring and click. This isolates the ring from
further ring fusion.

Place your cursor over any bond in the chain to highlight the chain
and click. This sets the chain bonds to chain only.
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When you have completed the drawing, your Structure Drawing window
should look similar to this:

< Untitled (Ol
File Edit ‘“iew Toolz Template Help
£ =
.
Atom | Short
b Fe
0
K| B
Me
e
2 O Ry
kﬂ J
& x
.l‘-' Me
Sk
@ 2
-(o\o -(oﬁgj
N e
ot atem | shors |
md LAY ] w k] 5
slcok : —
b o FEm[C. 0. M. 5.H A HE i ] scae[io 2]
RZ =
P resien | R3= hd J Cancel |
I Forrula not available Close | I

Alternatively, you may open a previously saved structure file by
selecting Open from the File menu or by pasting a structure into the
Structure Drawing window from the clipboard. See Appendix B,
Importing and Exporting Structure Queries, for more information.
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Previ ewi n g The Preview feature gives an estimate of the number of answers you
can expect and shows some sample answers. With Preview, you can
Su bStrU ctures analyze sample answers to predict whether your substance query will

retrieve answers and what kind of answers you will retrieve.

After your structure is complete, click the Preview button. The
Preview dialog box is displayed.

i Preview E3

Llse Preview to estimate the number of answers and
review sample answers where your structure is part of a
mare complex structure.

Freview a sample of:

+ Answars

" Real-atom attachments

™ “ariable group (A, @, X, and M) composition
™ B-group composition

8] Cancel |

You can Preview by:

» Answers —allows you to view representative answers
» Real-atom attachments — allows you to get estimates of the types
of attachments you can expect at real atoms on the structure
» Variable group composition — allows you to get frequency of
occurrence estimates of the atoms at each variable site
A —any atom except H
Q — any atom except C or H
X —any halogen
M — any metal
» R-group composition —allows you to get frequency of occurrence
estimates of the atoms at each R group site

Each Preview option also gives you an estimate of the total number of
answers this structure will retrieve via Get Substances.

Preview Not If a large number of potential answers are identified, an alert message

Completed is displayed. The AutoFix feature may help narrow your query.
Clicking the Autofix button locks out all rings and chains, as if you
had applied the Lock Out Rings tool. This prohibits fusion to the ring
and sets all chain bonds to chain only. You are returned to the
Structure Drawing window, and all of the rings and chains in your
structure appear in bold. Click Preview to try again.
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Previewing Answers

To preview a sample of answers, click the radio button next to

Answers in the Preview dialog box. Then click OK. The Preview
Answers window is displayed. It contains a set of sample answers
and an estimate of the total number of answers Get Substances will

find.

“* Preview Answers

Preview answers:

= B

&l e te 5' Component Mumber 1
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/©\ I
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REGISTRY

"J;"‘J‘(P:fi_lil_ﬁr]:

REGISTRY

N |

Ql Component Murnber 1 Ql Component Murmber 1
a 1]
Hat o I
: T it ClCHz—C CHz
Fh —C—H— (CHA1->— (M |

Q

Component Murmber 1

Component Mumber 2

"Get Substances" will result in approximately 21 answers (estimated range: 15 - 25).

Get Substances |

Back |

Substances 1-6 of 20

To view a structure at a larger size, click the magnifying glass icon

next to the structure. A Detail of Substance # window is displayed.

“* Detail of Substance 2
File Edit Help

II= 3

Cornponent Mumber 1

Component Mumber 2

u}
I
Cl NH— C— 0Pr-i

REGISTRY

|

Clase |
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Previewing
Real-Atom
Attachments

Click Close to return to the Preview Answers window. Then click
Back to return to the Preview dialog box to choose another Preview
option.

To preview real-atom attachments, click the radio button next to Real-
atom attachments in the Preview dialog box. Then click OK. The
Preview Real-atom Attachments window is displayed.

Click an atom in the structure to get an estimate of the attachments
you can expect at that node in your Get Substances answer set. The
node you click is labeled with a bond to a question mark. The preview
information for that node is displayed in the Atom attachments box to
the right. Definite substitutions appear in black, and variable
substitutions, e.g., A, appear in blue. The total number of answers is
the sum of the definite substitutions. The variable substitution answers
are also represented by definite substitution answers.

“* Preview Real-atom Attachments
File Edit Tazk Toole Help

Select any real atorm in your structure to preview the atom's

attachments. Atom attachments:
;I ™ H or None BE% -~
el 5%
"¢ 5%
I Br 5%
™ A~ Any (not H) 14%
— ™ % - Halogen 10%

™ Q- Any (nat C, HI 10%

| 5=

A I i

"Get Substances" will result in approximately 21 answers (estimated range: 15 - 25).

[vfodify Structure Back |

You may click a check mark in one or more boxes under Atom
attachments to include those nodes in your query. Then click Modify
Structure. The structure in your Structure Drawing window will be
modified to reflect this change.

Or, click Back to return to the Preview dialog box to choose another
Preview option.



Chapter 5

Exploring by Substructure 5-11

Previewing Variable
Group Composition

To preview variable group composition, click the radio button next to
Variable group (A, Q, X, and M) compaosition in the Preview dialog
box. Then click OK. The Preview Variable Group (A, Q, X, and M)
Composition window is displayed.

Click avariable, e.g., X, to highlight it. The Preview information for that
variable is displayed in the Variable Group Composition box to the
right.

“* Preview Variable Group (A. Q. X. and M) Composition

File Edit Tazk Tool: Help
Select any variable group (&, @, X, or M) in your structure to
preview the variable group's composition. Yariable Group Composition:
AT er o5% =
o CF &%
Me
Ry
_
X
Me foer
| 5=
A I i
"Get Substances" will result in approximately 21 answers (estimated range: 15 - 25).
[vfadify Structure Back |

You may click a check mark in one or more boxes under Variable
Group Composition replace the variable with the selected nodes.
Then click Modify Structure. The structure in your Structure Drawing
window will be modified to reflect this change.

Or, click Back to return to the Preview dialog box to choose another
Preview option.
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Previewing R-group
Composition

To preview by R-group compaosition, click the radio button next to
R-group composition in the Preview dialog box. Then click OK.
The Preview R-group Composition window is displayed. Clickan R
group, e.g., R1, to highlightit. The Preview information for that R group
is displayed in the R-group Composition box to the right.

“* Preview R-group Composition

File Edit Tazk Toole Help

Select any R-group in your structure to preview the

R-group's composition. R-group Composition:
Al[Fe B7% =
o 4 19%
o 10%
Me Iy 5%
™ Ak - Alkyl chain B7%
R _
X
Me —
2l o=
A I I~

"Get Substances" will result in approximately 21 answers (estimated range: 15 - 25).

[vfadify Structure Back |

You may click a check mark in one or more boxes under R-group
Compaosition to narrow your query to only those structures. Then
click Modify Structure. The structure in your Structure Drawing
window will be modified to reflect this change.

Or, click Back to return to the Preview dialog box.

When you are satisfied with your query, click Cancel in the Preview
dialog box to return to the Structure Drawing window.
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i When you are satisfied with your search structure, click Get
Perfo rmin g a Substances in the Structure Drawing window to perform the search.
Su bStrU cture The Get Substances dialog box is displayed.
Search

= Get Substances

Get substances where this structure is:
¢ an exact match or a related structure
& a substructure of a more complex structure

Ok | Additional Optians Cancel

To modify your Explore options for the current search only, click the
Additional Options button.

= Get Substances E

Get substances where this structure is:

©~ an exact match or a related structure
* & substructure of a more complex structure

— Additional Options for Current Search

¥ INCLUDE substance answers whera my structure is a
component of a larger systern (e.g. mixtures, polymers).
EXCLUDE substance answers that are:

[ Incompletely described substances
™ Isotopes

[ Metal-containing substances

™ Mixtures

™ Polymers

(0] 4 | Cancel |

The options are the same as those found in the Explore tab of the
Preference Editor. Select the substance types to include or exclude
from your search. For details about Explore options or changing your
Explore Preferences, see Appendix A, Preferences.

To submit a substructure search, click the radio button next to a
substructure of amore complex structure. Then click OK.
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SciFinder Scholar conducts the search and displays the answers in the
SciFinder Scholar window.

“* SciFinder Scholar

File Edit “iew Task Toolz Help

I 1970703 I o07a548 I |oao7ess
£l : £l ! £l 3
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e e
30 todel
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Caomrnercial Sources
No References No References .
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~153 References
REGISTRY
7017-14-3 8074-18-8 B8074-19-9
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s Component Mumber 1 Component Mumber 1
o £l L33
|é He Me
noEuL-HH v o v o

n-Pr—[H-C—HH n-Pr—[H-L—HH
30 Mode| Component Number 2 Component Number 2
~5 References Cl. o~ _-COzH Bl .M. NHPr-i =
Get References Analyze or Refine Suhstancesl Back |

Substances 1-6 of 21

Your query structure is highlighted within the structures in the answer
set. This helps you more readily identify where your structure is
contained in the answer structures and perhaps why particular answers
were retrieved.

Results are displayed in the default format and order. To change the
display, select from options in the View menu. Or, change the defaults
in the Display tab of the Preference Editor. See Appendix A,
Preferences, for detalils.

You may view the structures with the microscope icon, select and
keep specific answers, Get References, and Refine Substances, just
as you would for an exact structure search. See the corresponding
sections on these topics in Chapter 4. For saving and printing
instructions, see Chapter 2.
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Get Substances Not
Completed

If a large number of potential answers are identified, an alert is
displayed.

“* Get Substances Mot Completed E3

SciFinder has identified a large number of potential substances.
Please select a method to limit your search:

AutoFix
Laock out rings and chains in your structure.

Additional Options
Limit by Farmula YWeight or exclude substance types.

Back |

|

273

The AutoFix feature and Additional Options may help narrow your
query.

Click the AutoFix button to lock out all rings and chains, as if you had
applied the Lock Out Rings tool. This prohibits fusion to the ring and
sets all chain bonds to chain only. You are returned to the Structure
Drawing window, and all of the rings and chains in your structure
appear in bold. Click Get Substances to try the search again.
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Alternatively, click Additional Options to modify your Explore options
for current search only.

=i et Substances Ed

Get substances where this structure is:

" an exact match or a related structure
& a substructure of @ more complex structure

— Additional Options for Current Search

W INCLUDE substance answers where my structure is a
component of a larger system (e g. mixtures, polymers).

EXCLUDE substance answers that are;
™ Incompletely described substances
[ Isotopes
™ Metal-containing substances
™ Mixtures
™ Polymers

™ Limit by Formula Weight

il |189 [l I
e | Cancel |

The options are similar to those found in the Explore tab of the
Preference Editor. Select the substance types to include or exclude
from your search. For details about Explore options or changing your
Explore Preferences, see Appendix A, Preferences.

The Limit by Formula Weight option allows you to narrow your query
to substances in a particular formula weight range. This option is only
available for single-component structure queries. The Min box is
prefilled by SciFinder Scholar with the formula weight of your query,
provided at the bottom right of the Structure Drawing window. Edit the
Min and Max to reflect the formula weight range of interest.

Multiple-component answers will be retrieved if at least one component
matches the structure query and falls in the formula weight range.

Click OK to try the search again.
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Analyzing
Substances

The Analyze Substances feature is useful for working with large answer
sets obtained by substructure searching. This feature works similarly
to the Preview feature described earlier in this chapter.

To begin analyzing your answer set, click the Analyze Substances
button in the SciFinder Scholar window. The Analyze dialog box
appears, displaying the analysis options.

Use Analyze to view a subset of your answers.

Analyze by one of these methods:

& Real-atom attachments

" Yariable group (&, @, ¥, and M) composition
" R-group composition

¢ Precision

" Ring skeletons

1 Analvze anly selected eubstances
& Analyze all substances

conon_|

Select an analyze method by clicking the appropriate radio button:

» Real-atom attachments — allows you to determine the types of
attachments present at a particular site

» Variable group (A, Q, X, and M) compaosition — allows you to
determine the atoms at particular variable sites

* R-group compaosition — allows you to determine the atoms that
make up particular R groups

» Precision — identifies the types of answers that make up your
answer set, i.e., conventional substructure, closely or loosely
associated tautomers and zwitterions, or other

* Ring Skeletons — divides the answer set on the basis of
substances’ skeletons, atoms, and bonds

You may choose to analyze the full answer set or a subset of the
answers. To select a subset of answers to analyze, click Cancel to
return to the SciFinder Scholar window. Then select a subset of
answers by clicking in boxes next to the substances you would like to
analyze. Click Analyze Substances to redisplay the Analyze dialog
box. The radio button next to Analyze only selected substances is
selected.

Click OK to begin analyzing.
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Analyzing by
Real-Atom
Attachments

To analyze by real-atom attachments, click the radio button next to
Real-atom attachments in the Analyze dialog box. Then click OK.
The View Real-atom Attachments window is displayed, which shows
your query structure.

Click an atom in the structure to display the types of attachments at
that atom in the answer set structures. The node you click is labeled
with a bond to a question mark, and the results are displayed in the
Atom attachments box to the right. Definite substitutions appear in
black, and variable substitutions, e.g., A, appear in blue. The total
number of answers is the sum of the definite substitutions. The
variable substitution answers are also represented by definite
substitution answers.

“*View Real-atom Attachments M=l E
File Edit Task Tool: Help

Select any real atom in your structure to view the atom's

attachments. Atam attachments:

LI ™ H or Mone 18 =l
el 1
e 1
Iy 1
A~ Any frotH) 3

) " Halaogen 2
I a-Any ot ¢, HI 2

1= 5=

=

You may click a check mark in one or more of the boxes under Atom
attachments to narrow your answer set to only those structures that
have the specified attachments. Click Get Substances to create the
smaller answer set.

Or, click Back to return to the Analyze dialog box to choose another
Analyze option.
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Analyzing by Variable
Group Composition

To analyze by variable group, click the radio button next to Variable
group (A, Q, X, and M) compaosition in the Analyze dialog box.
Then click OK. The View Variable Group (A, Q, X, and M)
Composition window is displayed.

Click avariable, e.g., X, to highlight it. The composition at that variable
in the answer set is displayed in the Variable Group Composition
box to the right.

“*View Variable Group [A. Q. X. and M) Composition

File Edit Task Tgol: Help
Select any variable group (&, @, X, or M) in your structure to
view the variable group's composition. “ariable Group Composition:
Al[Fer =0 B
0 e
Me
Ry
|
%
Me [
|
Jil| J i
=

You may click a check mark in one or more of the boxes under
Variable Group Compaosition to narrow your answer set to only those
structures that have the specified composition attached at this
position. Click Get Substances to create the smaller answer set.

Or, click Back to return to the Analyze dialog box to choose another
Analyze option.



5-20 Chapter5

Exploring by Substructure

Analyzing by R-group

Composition

To analyze by R group, click the radio button next to R-group
composition in the Analyze dialog box. Then click OK. The View
R-group Compaosition window is displayed.

Click an R group, e.g., R1, to highlight it. The composition of that R
group in your answer set is displayed in the R-group Composition
box to the right.

“*View R-group Composition

File Edit Tazk Tool: Help

Select any R-group in your structure to view the R-group's

compaosition. R-group Cormposition:
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You may click a check mark in one or more boxes under R-group
Compaosition to narrow your answer set to only those structures that
have the specified atom at this position. Click Get Substances to
create the smaller answer set.

Or, click Back to return to the Analyze dialog box to choose another
Analyze option.
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Analyzing by
Precision

Analyze by Precision allows you to see the types of answers that
make up your answer set.

To analyze by precision, select the radio button next to Precision in
the Analyze window and click OK. The Precision Analysis window is
displayed, showing the makeup of the answer set.

“* Precision Analyziz
File Edit Task Tools Help

Select Histogram Entries of interest:

™" Conventional Substructurs R 0 =

Closely Associated Tautomers 0
and Fwitterions

r Loosely Associated Tautorners | 1
and Zwitterions

Other 0

Zet Suhstancesl Back |

Histogram Entries 1-4 of 4

The answers are divided into four categories:

* Conventional Substructure

« Closely Associated Tautomers and Zwitterions
« Loosely Associated Tautomers and Zwitterions
* Other

You may click a check mark in one or more boxes in the Precision
Analysis window to narrow your answer set to only those answersin a
particular category. Click Get Substances to create the smaller
answer set.

Or, click Back to return to the Analyze dialog box to choose another
Analyze option.
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Analyzing by Ring
Skeletons

Analyze by Rings divides a substance answer set into subsets, or
buckets, of substances that contain rings with similar skeletons,
atoms, or bonds. Each bucket shows a ring for which there is at least
one atom from the query structure. These rings are referred to as
“matched rings.” The number of substances in the answer set that
contain the matched ring is indicated.

Answer sets may be analyzed on the basis of:
* Ring skeleton only
» Ring skeleton and atoms contained in the rings

» Ring skeleton, atoms contained in the rings, and bonds involved

For this example, build the following structure in a Structure Drawing
window:

A
Py
1
o)
P

1. Begin by drawing the ring skeleton. Click the Benzene tool icon
on the Vertical Tool Palette. Place the cursor in the Structure
Drawing window, and click to draw a benzene ring.

Click the Cyclopentadiene tool icon. Position your cursor over
the rightmost bond of the benzene ring. Click to draw a
cyclopentadiene ring fused to the benzene.

Click the Benzene tool icon again. Position your cursor over the
bottom right bond of the ring system already drawn in the Structure
Drawing window. Click to fuse a benzene ring to the ring system.

2. Click and hold the X Menu (Variables) tool icon to display the
variables menu. Select X Any halogen. Add an X substituent to
the ring skeleton as shown above.

3. Click the R Group tool icon to display the R Group Definitions
box. Replace a carbon in the ring system with R1 as shown
above. Inthe R Group Definitions box, define R1 as C or N.
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Searching the substructure as shown above will retrieve structures
where additional rings may be fused to the ring skeleton. In addition,
substituents may appear at any open site. Ring fusion and additional
substitution may optionally be blocked with use of the Lock Out Rings
Tool and Lock Out Substitution Tool.

To retrieve substances that contain your substructure query, click Get
Substances. Selecta substructure of a more complex structure.
Then click OK. SciFinder Scholar conducts the search and displays
the answers in the SciFinder Scholar window.
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“* SciFinder Scholar - O] x|
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Substances 1-6 of 93

Your query structure is highlighted within the structures in your answer
set. Analyzing by Rings will divide the answer set into groups of
substances that contain rings with similar skeletons, atoms, or bonds.

Click Analyze or Refine Substances. Then click Analyze. To
analyze only a portion of the answer set, select boxes next to
substances of interest before clicking Analyze Substances. The
Analyze dialog box is displayed. Select Ring Skeletons, and choose
whether to analyze all answers or only those selected. Click OK.
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The Ring Analyze dialog box is displayed.

“* Ring Analyze [ x|

Analyze by ring characteristics using the basic ring

skeleton shape, the specific atoms, and the type of
bonds within the ring skeletan.

All rings analyzed will contain at least 1 atom fram your query.
& Ring skeletan only
= Ring skeleton with atoms

= Ring skeleton with atoms and bonds

ceck_|

Select an option in the Ring Analyze dialog box. Then click OK.
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Analyzing by Ring Analyzing by Ring Skeleton Only divides the answer set on the basis of

Skeleton Only ring framework without regard to the atoms or bonds involved. In the
Ring Analyze dialog box, select Ring skeleton only. Then click OK.
Buckets are displayed for all ring skeletons in the substance answer set
that contain at least one atom from the query structure.

Ring Skeleton Analysis

|
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Buckets containing the most substances from the answer set are
displayed first. The number of substances and aring image are given.
In some rare instances, an image for a matched ring cannot be
generated. In this event, a “no ring image available” message is
displayed instead of the ring image.

One or more additional buckets may appear after the matched ring
buckets:

* Rings Not Matched — substances in the answer set that contain
rings, but none of the rings contain at least one atom from the query
structure

» No Rings — substances that do not contain any rings

» Other — substances for which ring analysis could not be completed

Because a substance answer may contain more than one matched ring,
individual answers may appear in more than one ring bucket. Thus, the
buckets are not mutually exclusive.

If you are interested in only answers in particular buckets, click the
appropriate check boxes. Then click Get Substances to view only the
substances of interest.

When you have finished viewing the answer set, click Back to return to
the Ring Analyze options.
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Analyzing by Ring
Skeleton with Atoms

Analyzing by Ring Skeleton with Atoms divides the answers set into
groups of substances that contain the same ring skeleton and specific
atoms within that skeleton. In the Ring Analyze dialog box, choose
Ring skeleton with atoms. Then click OK. Buckets are displayed
for ring skeletons that have atoms in the same positions as a ring
system in the query structure.

Ring 5keleton/Atom Analysis

You may select buckets of interest and click Get Substances. Or,
click Back to return to the Ring Analyze options.
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Analyzing by Ring
Skeleton with Atoms and
Bonds

Analyzing by Ring Skeleton with Atoms and Bonds divides the answers
set into groups of substances that contain the same ring skeleton and
specific atoms and bonds within that skeleton. In the Ring Analyze
dialog box, choose Ring skeleton with atoms and bonds. Click OK.
Buckets are displayed for ring skeletons that have atoms and bonds in

the same positions as a ring system in the query structure.

“* Ring Skeleton/Atom/Bond Analysis |_ (O] x|
File Edit Task Toolz Help
Select buckets of interest
r r |
73 Substances 5 Substances 3 Substances
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r 1 Substance r 1 Substance 1 Substance
caontaining: containing: containing:
I ]
Eeh Sihetances Back |
Ring Analyzes 1-12 of 12

You may select buckets of interest and click Get Substances. Or,
click Back to return to the Ring Analyze options. Click Back again to
return to the original answer set.

To leave your substructure session, select New Task from the File
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Refining
Substances

Refine by Chemical
Structure

Refine by Commercial
Availability

If you get a large number of substances with your search, the Refine
Substances feature may help reduce the size of your answer set. This
feature allows you to add additional search criteria to your original
search strategy.

Click Refine or Analyze Substances. Then click Refine to display
the Refine by Chemical Substance options.

“* Refine by Chemical Substance

Refine by:

Chemical Structure
Limit results using a chemical structure.

Commercial Availability

B | &

Limit to commercially available substances.

BI'_%LF' F'rnpnlam.,f Diata
pk.a Limit results by propery walues.

Cancel |

Refine Substances allows you to narrow your answer set by Chemical
Structure, Commercial Availability, or Property Data (for SSM
users only).

Click Chemical Structure to return to the Structure Drawing window.
You may make your query more precise by modifying your original
structure or by adding a fragment that must be present. After editing
the structure, click Get Substances. SciFinder Scholar creates a new
substance list with your new structure requirements.

If there is a chemical moiety that you want to require in your answers,
e.g., a carboxyl group, but you do not have any particular site where
you want it to be attached, delete the original structure and draw that
moiety alone. Get Substances will then do a subset search on your
original answer set.

Click Commercial Availability if you are only interested in
substances that are commercially available. SciFinder Scholar returns
only the substances from your answer set that have Commercial
Availability information.
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Refine by Property SSM users may click Properties to refine the answer set by physical
Data properties. The Refine by Property dialog is displayed.
“* Refine by Property O] x|

Select one or more Properties of interest.
Then enter the appropriate values for each property.

For mare information about properties, click here.

¥ Hydrogen Donors [
[0 = t |5 =
Min:0 hax: ==20
¥ Hydrogen Acceptors
[0 = t [0 =
flin:O Mlax: ==20
¥ Maolecular Waight
o to 500
hin:0 hax: Mo Limnit
¥ logP
|-10 o |5
hin:-10 Max: 10
™ Freely Rotatable Bonds |
™ logD |
[ pka |
I Solubility =l

¥ Include substances with no value for the specified properties

Q. Change Preferences Back |

Select the properties you wish to include in your refinement, and
indicate the appropriate values for those properties. When multiple
properties are selected, results must meet all of the selected property
conditions.

Include substances with no value for the specified properties
ensures that substances without values available for selected
properties are retained in your answer set. Deselect this option if you
do not wish to retain those substances.
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Ending Your
Explore Session

The first four properties are preselected and prefilled with parameters
developed by Christopher A. Lipinski and colleagues at Pfizer Central
Research, Groton, CT. Refining by these parameters is helpful in
identifying potential drug candidates. These parameters are the initial
default values for Refine by Property, found on the Analyze tab of the
Preference Editor.

To change your defaults, click the Change Preferences button. If you
do not change your defaults, the property selections are kept only for
the current search.

The Preference Editor opens to the Analyze tab (see Appendix A for
details). The Refine by Property section displays the selections you
chose in the Refine by Property dialog box. You may make
additional changes to the Preferences. Click OK to save the new
defaults and return to your search.

Once you have made your selections, click OK to refine your answer
set.

To leave your substructure session, select New Task from the File
menu or click the New Task icon on the Main Menu Toolbar.

To exit SciFinder, select Exit SciFinder from the File menu or click
Exit on the Main Menu Toolbar.
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Exploring by Reaction &

The reaction searching capability of SciFinder Scholar allows you to
search for chemical structures and/or functional groups in reactants/
reagents or products. You can search only one side of a reaction or a
full reaction. Reaction tools also allow you to map atoms within a
reaction and specify reaction sites.

Chapter 6 describes reaction searching via SciFinder Scholar. Ex-
amples demonstrate how to draw and perform the following types of
reaction searches:

¢ Chemical structure
- One side of the reaction
- Both sides of the reaction

* Functional group
- Functional group only
- Combinations of functional group and structure
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Introduction to
Reaction
Searching

The Get Reactions feature initiates a search where you may find:

* Reactions that match or contain your query substructures and/or
functional groups

* Preparation methods for a specific substance

» Commercial sources for the reaction materials

Regulated chemicals listings for substances

Abstracts and references describing the reactions in more detail

.

.

SciFinder Scholar searches for reactions in a document-based
database. Thus, retrievals are actually documents containing
reactions. Forexample, if a search retrieves 10 answers, SciFinder
Scholar displays the first hit reaction from each document, i.e., the first
single step or multiple step reaction in the document that matches
your query substructure, for each of the 10 documents. Additional hit
reactions can be displayed by clicking the microscope icon for that
answer.

Reaction searching does not use the convention-free Smartsearch
capabilities described in Appendix C.
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A in Reaction queries are drawn in a Structure Drawing window. To access
ECCIeSS bg a Structure Drawing window, click the Chemical Substance or
Xp o!'e y Reaction icon in the Explore window. Then click Chemical
Reaction Structure. An Untitled Structure Drawing window is displayed.
2 Untitled M=l E3
File Edit ‘“fiew Toolz Template Help
=
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The tools labeled above are used exclusively for reaction queries. More
information on these drawing tools, located in the Vertical Tool
Palette, can be found in Chapter 4.

Rather than draw a reaction in the Structure Drawing window, you may
use previously saved structure or reaction queries by selecting the
Open command from the File menu. See Appendix B, Importing and
Exporting Structure Queries, for details.
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Searching One
Side of a
Reaction

Tofi

nd reactions that contain a structure, first build the structure.

Follow these steps to build the structure shown here.

=
i,

X

Select the Benzene Ring tool from the Vertical Tool Palette.
Place the ring cursor arrowhead in the center of your Structure
Drawing window and click to place the benzene ring.

Click the Cyclohexane Ring tool icon from the Vertical Tool
Palette. Place the ring cursor arrowhead on the left bond of the
benzene ring to highlight that bond. Click to fuse the cyclohexane
ring to the benzene ring.

Click the X Menu tool icon from the Vertical Tool Palette.
Continue to hold your mouse button to display the X menu. Select
X Any Halogen.

Place the pencil tip on the bottom node of the benzene ring. Press
your mouse button and drag the pencil away from the node to
create a 1-atom chain. Release your mouse button to display X
single bonded to the ring.
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4. Click the Lock Out Rings tool icon from the Vertical Tool
Palette. Place the cursor tip on any ring bond to highlight the
entire ring system and click. The entire ring system displays in
bold. This means that no other rings will be fused to this ring
system in the search results.
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Retrieving Reactions When you have completed the structure drawing, click Get

That Contain Your Reactions. The Get Reactions dialog box is displayed and provides

Structure options to define the role of your structure: product, reactant/reagent,
or any role, i.e., the structure may occur anywhere in the reaction.

5 Get Reactions |

Get reactions where this structure is:

& 3 product
™ g reactant or reagent
" anywhere in the reaction

] Cancel
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Viewing Reaction
Candidates

For this example, click a product. Then click OK. SciFinder Scholar
finds any reaction that contains your substructure as a product.
Substitution may take place anywhere on the structure, unless
prohibited by use of the Lock Out Substitution tool.

If matches are found, the reaction candidates are displayed in the
SciFinder Scholar window.

“* SciFinder Scholar M= E3
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Reference: Ory. Lett., 2(12), 1757-1759; 2000
1 additional hit reaction in document (click microscope to view) =l

Get Referencesl Refine Reactionsl Back |

Reactions 1-2 of 76
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For reactions, only the Full display format is available. It includes the
first hit reaction, i.e., the first reaction in the document that matches
your query substructure, bibliographic information, and, if applicable,
notes about the reaction and the number of hit reactions in the
document. Hit reactions may be multiple step reactions in which your
query is only a part of the full reaction.
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Viewing Additional When additional hit reactions exist in a document, they can be viewed
Hit Reactions by clicking the microscope icon next to the answer. A Detail of
Reaction Group # window is displayed that contains all hit
reactions for that reference.

Detail of Reaction Group 1

Other reactions may also exist for a given document besides the hit
reactions. However, these reactions cannot be displayed.

You may print or save the details by selecting Print or Save As from
the File menu. See Chapter 2 for details.

To return to the SciFinder Scholar window, click Close.
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Viewing Substance
Records for Reaction
Components

To see the CAS Registry Number, Chemical Name, Molecular
Formula, and more for any substance participating in a reaction, place
your cursor over that substance and click. A Detail for
Registry Number # window is displayed.

“* Detail for Registry Humber 198713-38-1
File  Edit Help
Registry Number: 195713-35-1 ;l
CA Index Hame: 1(ZH}-Maphthalenone, 3 4-dihydro-B B-dirmethowy-3-(2-propenyl- SC1)
Formula: C15 H18 03
STH Files: CAPLUS, CA, CASREACT

(Additional Information is awailable through STH International. Contact

your information specialist, a local CAS representative, or the CAS Help

Desk for Assistance)

M=0 CHz— CH=—CHz
o0Me O
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~2 References
Database
REGISTRY
[
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The substance record is displayed in the default format. The default

may be changed in the Display tab of the Preference Editor. See
Appendix A, Preferences, for details.

You may print or save the substance record by selecting Print or
Save As from the File menu. See Chapter 2 for details.

To return to the SciFinder Scholar window, click Close.
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Retrieving
References for
Reaction Results

To retrieve references discussing hit reactions in more detail, click the
boxes to the left of reactions of interest. You may click as many
boxes as you like. Then click Get References. The Get References
dialog box is displayed.

Choose to retrieve references for all reactions or only those you
selected. Then click OK.

The references are displayed in the SciFinder Scholar window.
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[~ Trauner, Dirk; Bats, Jan WW.; Werner, Andreas; Mulzer, Johann. Synthesis of il
Enantiomerically Pure Morphine Alkaloids: The Hydrophenanthrene Route.  J.
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Analyze or Refine References Get Related. .. Back |

References 1-6 of 76

References are displayed in the default format and order. See Chapter
7 for details on working with references. For saving and printing
instructions, see Chapter 2.

Click Back to return to the reaction results.
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Keeping
Reactions

Refining
Reactions

If a large number of reaction hits are returned, you may choose to keep
only a subset of those hits. To do so, click the check boxes next to the
reactions you would like to keep. Then select Keep Reactions from
the Tools menu. SciFinder Scholar displays only those candidates
you selected.

Refine Reactions allows you to change or narrow an existing reaction
query. Click the Refine Reactions button at the bottom of the
SciFinder Scholar window to view reaction refinement options. The
Refine by Reaction dialog box is displayed.

“* Refine by Reaction [ x|
Refine by:

5 DE Chemical Structure
Lirnit results using a chemical structure.

ar Product Yield

A8 Limit results by product yield.

40 | Mumber of Steps

ABC Limit results by number of steps.

photo| Reaction Classification
sterer

A>H Lirnit results by reaction classification.

Cancel |

You may refine by:

3

Chemical Structure
Product Yield

* Number of Steps
Reaction Classification

3

3
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Refining by Chemical
Structure

Refine by Chemical Structure allows you to add structural
requirements to your original reaction query. Click Chemical
Structure in the Refine by Reaction dialog box. A Structure Drawing
window containing your current reaction query is displayed.

For this example, refine your answer set to include only answers that
have Cl at the X position. Click Cl on the Common Atoms palette.
Then place the cursor over the X in the structure and click. The Xis
replaced by ClI.

Z Untitled =l E3
File Edit Wiew Toolz Template Help
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R, | 4B
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et [cr C|H|O|S|N|PIFEIr|F|Si|I|Scalel']DDill
Preview | Get Suhstancesl Get Reactionsl Cancel |

| c10 Hi1 cl | 166 .65

Click Get Reactions to retrieve the subset of reactions that contain
the new structure. The first hit reaction for each answer is displayed
in the SciFinder Scholar window.
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SciFinder Scholar

When you are finished viewing the answer set, click Back. Then click
Cancel in the Structure Drawing window to return to your original
answer set. Click Refine Reactions to return to the refine options.
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Refining by Product Refine by Product Yield allows you to limit your answer set to
Yield reactions with a specific percent yield or a range of percent yields.

Click Product Yield in the Refine by Reaction dialog box. The
Refine by Product Yield dialog box is displayed.

“* Refine by Product Yield

Please enter the minimum and maximurm product yield values.

0

K

Minimum product yield.

100

i

hWaximum product yield.

™ Include reactions that do not have yield information.

DK Back |

:

Set the minimum and maximum product yields you would like to
include. Click the up or down arrows to increase or decrease the
displayed number by 5. Or, type any number directly into the box.

Some products do not have yield information available. To retain
these reactions in the answer set, check the box next to Include
reactions that do not have yield information. Click OK. Your
revised answer set is displayed in the SciFinder Scholar window.

When you are finished viewing the answers, click Back. Then click
Back again to return to your original answer set. Click Refine
Reactions to select another refine option.
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Refining by Number
of Steps

Refine by Number of Steps allows you to distinguish single step
reactions from multiple step reactions.

Click Number of Steps in the Refine by Reaction dialog box. The
Refine by Number of Steps dialog box is displayed.

“* Refine by Number of Steps E3
Please select one of the fallowing:

& Single Step Reactions
" Multiple Step Reactions

0K | Back |

Choose Single Step Reactions or Multiple Step Reactions, and
click OK. The appropriate reactions are displayed in the SciFinder
Scholar window.

You may click Get References or refine your search even more. Or,
click Back to return to the Structure Drawing window. Click Refine
Reactions to select another refine option.
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Refining by Reaction
Classification

Refine by Reaction Classification allows you to limit your answer set
to particular types of reaction documents. Likewise you may exclude
particular types of reaction documents. Because answers may fit more
than one classification, the categories are not mutually exclusive.

SciFinder Scholar determines which documents contain reactions with
particular attributes, e.g., stereoselective, gas phase, or
electrochemical. You may choose one or more attributes to include in,
or exclude from, your answers.

Click Reaction Classification in the Refine by Reaction dialog box.
The Refine by Reaction Classification dialog box is displayed.

“* Refine by Reaction Classification

Select One:
# |nclude the fallowing classification(s)

" Exclude the following classification(s)

=elect reaction classification:

I™ Biotransfarmation [ Electrochemical I Radiochemical
M Catalyzed ™ Gas-phase I Regioselective
I™ Chemoszelective T Mon-catalyzed ™ Stereoselective

™ Combinatorial ™ Phaotachemical

(8] | Back |

Select whether to include or exclude specific reaction classifications.
Then select one or more classifications. Click OK. The reaction
documents with the attributes you selected are displayed in the
SciFinder Scholar window.

When you are finished viewing the answer set, click Back. Then click
Back again to return to your original answer set.
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Searching Both
Sides of a
Reaction

To perform a full-reaction search, build the reaction you would like to
search. Follow these steps to build the reaction shown here.

Tg ™ X,(‘
s ()
“'—-____H —_—
H

1. Select the Pencil tool from the Vertical Tool Palette. Draw a
two-atom chain, for the reactant, at the left of the Structure
Drawing window.

2. Click the Cyclohexane tool from the Vertical Tool Palette. Draw
a cyclohexane ring, for the product, to the right of the reactant,
leaving room to add the arrow.

3. Click the S on the Common Atoms Palette. Place an S at the
left end of the single bond and at the top left of the 6-membered
ring. Click the N on the Common Atoms Palette. Place an N at
the right of the single bond and at the top of the 6-membered ring.

4. Click the Reaction Arrow tool. Position the cursor near the
reactant and click and drag it toward the product. When you let
go of the mouse button, the arrow appears as you drew it and the
structures are labeled as reactant/reagent and product.

5. Click the Reaction Mapping tool. Position the cursor over the S
in the reactant to highlight it. Click and a 1 is placed beside that
node. Then position the cursor over the S in the product to
highlight it and click. A 1 is placed beside that node also.

6. Click the Reaction Site Marking tool. Position it over the bond in
the product between the N and the carbon next to it to highlight the
bond. Click and the reaction site is marked.
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When you are finished drawing the reaction, your Structure Drawing
window should look like the one below.

= Untitled

i

product

reactantireagent
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Retrieving Matches to  After you have completed the reaction drawing, click Get Reactions.
Your Full-Reaction The results are displayed in the SciFinder Scholar window.

Query

“* SciFinder Scholar

File Edit “iew Task Toolz Help

P II’

e Ole e ol

NewTask | Back Fonuard Sale A Database || History Internet Help Exit

C C

0 @ H_
CL" |:L_ tHE;  ALEH. BulinH, Bengene C"HH-ME ¥ [\))5{“*0 a |
||0 I
pE

Reference: J. Ory. Chern., BE(10), 3564-3573; 2001

Database

CASREACT

li—l

0OH

0 a
I .
CH,— C— 0Bt s
u” NaOEt, EtOH, DMF
[ = _MH
2—0 5
|| 7%
0 0 0

75%

Reference: PCT Int. Appl., 2001040208, 07 Jun 2001
1 additional hit reaction in document (click microscope to view)

Get Referencesl Refine Reactionsl Back |

Reactions 1-2 of 48

You may proceed by viewing the reaction candidates, additional hit
reactions, and substance records as described in earlier sections of
this chapter. You may also keep or refine your answer set and
retrieve references. For saving and printing instructions, see
Chapter 2.



Chapter 6

Exploring by Reaction 6-19

Exploring
Reactions by
Functional
Groups

Accessing Explore by
Functional Groups

Functional
Group tool

I
alcoh
—I° ’E H

The Explore by Functional Groups feature allows you to examine
functional group transformations between reactants/reagents and
products. Use functional group searching to specify the functional
groups present in a reaction and the role each functional group
performs, either:

* Product — is formed by the reaction

* Reactant/Reagent — is transformed by the reaction

* Any role —is a product, reactant/reagent, or non-reacting substance
* Non-reacting — is a participant but is unaffected by the reaction

Functional group searching is an ideal way to obtain a broad set of
reactions with common structural features. You can then use the

refinement tools to limit the answer set. See the Refining Reactions
section for more details.

Functional group queries are drawn in a Structure Drawing window.

To access a Structure Drawing window, click Chemical Substance or
Reaction in the Explore window. Then click Chemical Structure. A
Structure Drawing window is displayed. The Functional Group tool
allows you to select functional groups.
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Selecting Functional
Groups

To access functional groups, click the Functional Group tool icon.
The Functional Groups dialog box is displayed.

= Functional Groups B3

Select a term below. Then click in the structure drawing
window to draw the term.

ALCOHOLS ALCOHOLS is a class that ﬂ

Acetal ;l includes:

Acetyl -
cetyl Allyl Alcohal

Acid Halide Cyanahydrin

Acyclic Alkene Cyclic Alcohal

Acyclic Ketone Enal

Acylmetal Glyeal i

ALCOHOLS Halohydrin

el Hemiacetal

A_Idehyde Hydroxylamine

pi-Alkene =l Phena =
Terms displayed

’7 Al " ClassTerms ¢ Rings ¢ Mon-rings

Cloge |

Four display options are available for functional group terms listed in
the left-hand scrolling frame:

+ All (default)
* Class Terms
* Rings

* Non-rings

The default display is All, which shows all of the functional group
terms available in SciFinder Scholar. The class terms and functional
groups are displayed alphabetically, followed by the ring terms.

Click the Class Terms radio button to display only the class terms.
These terms are broad classes of substances. Click a class term
name to see a list of the functional groups within that class. For
example, click ALCOHOLS. The functional groups within the alcohols
class are displayed in the right-hand frame. All of these functional
groups are searched if ALCOHOLS is placed in the Structure Drawing
window.

Click the Rings radio button to display only the ring terms. Click a
term to display its structure diagram in the right-hand frame. For
example, click 1,2-C4NS. The right-hand frame displays a structural
representation of the functional group searched if 1,2-C4NS is placed
in the Structure Drawing window.
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Click the Non-rings radio button to display only the non-ring terms.
Click a term in the list to select it. For example, click Aldehyde. Its
structure diagram is shown in the right-hand frame.

The class term, ring term, or non-ring term that is selected displays in
the box at the top left of the Functional Groups dialog box. It also
displays in the Current Atom box near the bottom of the Structure
Drawing window. Rather than selecting a term from the list, you may
type a term into the Current Atom box and press <Return>. If what
you enter does not exactly match an item in the list, SciFinder Scholar
will choose its closest match from the list.

Once you have selected a term to use in your reaction, move your
cursor to the Structure Drawing window and click. The selected term
displays as the term name. This “name” indicates that the item is a
functional group term and differentiates it from a structure drawing. If
you place your mouse over a functional group term, a tooltip displays
the structural representation or a list of functional groups that will be
searched.
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Drawing a Functional
Group Reaction
Query

To find reactions that contain particular functional groups, build the
reaction in the Structure Drawing window. You may draw just one
functional group or multiple functional groups within a reaction query.
Each functional group must be given a role, e.g., product. Use the
Reaction Role tool or the Reaction Arrow tool to assign the roles.

Functional group terms must stand on their own. The following rules
apply:

+ Structures cannot be bonded to functional group terms

+ Charges may not be placed on functional group terms

+ Reaction Mapping and Reaction Site Marking tools may not be
applied to functional group terms

* Functional group terms cannot be rotated

Functional group terms may, however, be searched in the same
reaction query as chemical structures. See Combinations of
Functional Groups and Chemical Structures, later in this chapter, for
details.

For this example, build a reaction in which a secondary alcohol is
converted to a ketone and a primary alcohol is present but
non-reacting.

1. Select the Functional Group tool from the Vertical Tool Palette.
The Functional Groups dialog box is displayed.

2. Scroll down the left-hand frame to find Secondary Alcohol in the
list. Click Secondary Alcohol to highlightit. Then place the
cursor on the left side of the Structure Drawing window and click.
The term Secondary Alcohol is drawn.

3. Scroll to find KETONES in the left-hand frame. Click KETONES.
Then place the cursor on the right side of the Structure Drawing
window and click. The term KETONES is drawn.

4. Scroll to find Primary Alcohol in the left-hand frame. Click Primary
Alcohol. Then place the cursor above the Secondary Alcohol
term in the Structure Drawing window and click. The term Primary
Alcoholis drawn.

Click Close in the Functional Group dialog box.
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5. Select the Reaction Arrow tool from the Vertical Tool Palette.
Click just to the right of Secondary Alcohol and drag the cursor
toward KETONES. An arrow is drawn from left to right. Roles
are assigned to the terms, depending on their location with
respect to the arrow.

6. The Reaction Arrow tool labeled the Primary Alcohol as a
Reactant/Reagent because of its location. To relabel it as non-
reacting, select the Reaction Role tool from the Vertical Tool
Palette. Click Primary Alcohol. The Reaction Roles dialog box
is displayed. Select non-reacting, and click OK. The role is
changed appropriately.
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Your functional group query should look like the one below.
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Retrieving Reactions
That Match Your
Functional Group
Query

When you have completed the reaction drawing, click Get Reactions.
If reactions that match your functional group query are found, they are
displayed in the SciFinder Scholar window.

“* SciFinder Scholar _ O] x|
File Edit “iew Task Toolz Help

Mn0Zz, CHZC1Z
e
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OH 0
553

Reference: Tetrahedron, 57(7), 1183-1187; 2001

Database

CASREACT
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g g T

OH OH
NOTE: STEREOSELECTIVE

Reference: Carbohydr. Res., 329(1), 219-225; 2000
1 additional hit reaction in document (click microscope to view)

Get Referencesl Refine Reactionsl Back |

Reactions 1-2 of 246

The first hit reaction for each document, i.e., the first reaction in the
document that matches your functional group query, is displayed. To
view additional hit reactions, if present, click the microscope icon
next to the reaction.

Functional group searches are broad and, in general, retrieve large
answer sets. You may wish to refine the reaction, e.g., by adding a
chemical structure to the reaction query, to reduce the size of the
answer set. Click Refine Reactions to view the refine options, or see
Refining Reactions, earlier in this chapter, for details.
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Combinations of
Functional Groups
and Chemical
Structures

You may also retrieve references for one or more of the reactions.
Select reactions of interest. Then click Get References. See Chapter
7 for details on working with references. For saving and printing
instructions, see Chapter 2.

Mixtures of functional group terms and chemical structures can be
searched within the same reaction query. Draw the reaction you
would like to search. Then assign a role to each fragment.

Find reactions in which a carboxylic acid is converted to an amide and
the following structure is also a reactant/reagent:

HH,

HH Ph

HO,

1. Draw the structure shown above in the top left portion of the
Structure Drawing window. For details about structure drawing,
see Chapter 4.

2. Select the Functional Group tool from the Vertical Tool Palette.
The Functional Groups dialog box is displayed. Scroll the left-
hand frame to find Carboxylic Acid. Click the term to highlight it.
Place the cursor below the structure in the lower left portion of the
Structure Drawing window and click. The term Carboxylic Acid
is drawn.

3. Inthe Functional Groups dialog box, scroll to find Amide. Click
the term to highlight it. Place the cursor on the right side of the
Structure Drawing window and click. The term Amide is drawn.

4. Select the Reaction Arrow tool from the Vertical Tool Palette.
Click to the right of the Carboxylic Acid term and drag toward the
Amide term. A reaction arrow is drawn, and roles are assigned to
the fragments, depending on their location with respect to the
arrow.

Click Close in the Functional Group dialog box.
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Your functional group query should look like the one below.
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Retrieving Reactions
That Match Your
Combination Query

Ending Your
Explore Session

When you have completed the reaction drawing, click Get Reactions.
If reactions that match your query are found, they are displayed in the
SciFinder Scholar window.
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Reactions 1-2 of 2

For large answer sets, you may wish to refine your reaction query.
Click Refine Reactions to see the refinement options. See Refining
Reactions, earlier in this chapter, for details.

Click Get References to retrieve references that contain the hit
reactions. See Chapter 7 for details on working with references. For
saving and printing instructions, see Chapter 2.

To begin a new task, select New Task from the File menu or click the
New Task button on the Main Menu Toolbar.

To exit SciFinder Scholar, select Exit SciFinder Scholar from the File
menu or click the Exit button on the Main Menu Toolbar.
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Working with References

SciFinder Scholar provides many tools for manipulating reference
answer sets, such as analyzing, refining, and retrieving citations and
substances.

Chapter 7 explains the many ways you can work with reference answer
sets:

+ Change the sort order and display format
* Keep references of interest

* View individual references in detail

» Access full text of references

* Analyze answer sets

* Refine answer sets

» Getreferences cited in the document(s)

* Getreferences that site the document(s)
* Get substances from the document(s)
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Display Format
and Sort Order

After you have completed a task and retrieved references, SciFinder
Scholar tools allow you to work with your reference answer set.

Your reference answer set is displayed in the SciFinder Scholar
window.

“* SciFinder Scholar
File Edit “iew Task Toolz Help

o = redl | T
el S il | Gl
NewTask | Back Fuanuand Print Save ps || Full Text | Prefs Database || History Internet Help Exit

[~ Clark, Todd E.; Edom, Morma; Larson, Janice; Lindsey, Laura J. Thalomid (thalidomide)
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CODEN: DREAEA ISSM:0114-5916. CAN 135:204591 AN 2001:161292  CAPLUS

[~ Goulart, |. M. B.; Minea, J. R.; Foss, M. T. Production of transforming growth
factor-beta 1 (TGF-31) by blood monocytes from patients with different clinical
forms of leprosy. Clin. Exp. Immunol. (2000), 122(3), 330-334. CODEN: CEXIAL
ISSM:0005-9104. CAMN 135150853 AN 2001411312 CARPLUS

I~ Math, Indira; “emuri, M.; Reddi, & L; Jain, 5.; Brooks, P.; Colston, b J; Misra, R 3
Ramesh, %. The effect of antigen presenting cells on the cytokine profiles of stahle
and reactional lepromatous leprosy patients. Immunol. Lett. (2000), 75(1), 69-76.
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necrosis factor-c production in response to Mycobacterium leprae. J. Infect. Dis.
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2000:807508  CAPLUS

[~ Stiring, David |. Pharmacology of thalidomide. Semin. Hematol. {2000), 37(1,
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Analyze or Refine References Get Related. .. Back |

References 1-6 of 157

References are displayed in the default format and order. To change
the display of your current answer set, choose an alternative option
from the View menu. The format and order options are defined in the
View Menu section of Chapter 2. For information on changing the
defaults, refer to Display Preferences in Appendix A.
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Keeping
References of
Interest

Viewing Details
of References

If an answer set contains a large number of references, you may
choose to keep only the references that are of interest to you. Click
the box next to each reference that you would like to keep. Then
select Keep References from the Tools menu. SciFinder Scholar
displays only the references you selected.

In a reference answer set, a microscope icon is displayed to the right
of each reference. Click the microscope icon to display details for a
particular reference. A Detail of Reference # window is displayed
that contains full bibliographic information, the abstract, and other
details about the reference.

“* Detail of Reference 4
File Edt Help

Bibliographic Information =

Immunology of reactions in leprosy. Barnetson, R. StC.  Department of Medicine
(Dermatology), University of Sydney, Sydney, Australia. Editor(s): Dyall-Smith, Delwyn; Marks,
Robin.  Dermatol. Millennium, Proc. Warld Congr. Dermatal., 19th (1893), Meeting Date 1937,
311-313. Publisher: Parthenon Publishing Group, Pearl River, M. Y CODEN: BSARY A,
Conference; General Review written in English,  CAMN 13559715 AN 2000:865118  CAPLUS

Ahstract

A review with 18 refs. There are two cormon leprosy reactions: reversal reaction and erythema
nodosurm leprosum (EMNL). Both result in considerable morbidity in the patients, and both are
results of host immune response to the bacillus. Reversal reactions are seen in borderline leprosy
patients, particularly mid-barderline leprosy (BB) and ERNL occurs in polar and borderline
lepramatous leprosy patients. Two other reactions are the Lucio reaction and bullous reactions.

Indexing -- Section 15-0 (Immunochemistry)

Immunalogy
Leprosy
{immunol. of pathal. reactions in leprosy)
Supplementary Terms
review leprosy immunal

Citations

1) Barnetson, R; Br Med J 1975, iva, 435
21 Duncan, W Lepr Rev 1931, 52, 245 LI

Get Related...l Cloge |

Information is displayed in the default format for the window. The
default may be changed in the Display tab of the Preference Editor.
See Display Preferences in Appendix A for details.
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Accessing Full-
Text Documents

Analyzing
References

In the detail window, links to additional information, such as CAS
Registry Numbers or citations, may be present.

If full text is available via ChemPort, an e-document icon is displayed
at the top right of the window. See Chapter 8 for more details.

To retrieve citations or substances, or to link to eScience, click the Get
Related button. See the end of this chapter and Chapter 8 for details.

To return to the SciFinder Scholar window, click Close.

For journal articles and patents that are available electronically from the
publisher or patent office via ChemPort, an e-document icon is located
to the right of the reference (below the microscope icon). For details
about accessing full text, see Accessing Full-Text Documents in
Chapter 8.

Some users may see house icons in place of e-document icons. The
Site Administrator for your organization has provided CAS with a list of
journals available to you in-house. House icons work similarly to e-
document icons. Please see your Site Administrator for details about
the in-house journals list.

The Analyze References feature is used to create subsets of reference
answer sets that fit specific criteria. Histograms allow you to see a
visual representation of the answer set based on frequency. You may
analyze references according to these attributes:

* Author Name

» CAS Registry Number
» CA Section Title

» Company/Organization
* Database

* Document Type

* Index Term

* Journal Name

* Language

* Publication Year

» Supplementary Term



Chapter7 Working with References 7-5

To analyze references, click the Analyze or Refine References
button. The Analyze or Refine dialog box is displayed.

“* Analyze or Refine |

Select One:
—mmm | Analyze
- Get histograms of the year, corporate sources, authors, etc.
= Refine
:: - Go to refine options without analyzing the answer set.

Cancel |

Click the Analyze button to display the Analyze dialog box.

“* Analyze
Analyze By:
& Author Marne  Index Term
" CAS Registry Number  © Joumal Name
" oA Section Title T Language

" Company/Organization © Publication Year
 Datahase C Supplementary Term
" Docurent Type

& Analyze only selected docurments
& Analyze all documents

© Sort results alphabetically
& Sort results by frequency

ook |

Choose an attribute on which to analyze and whether to analyze all of
the documents or only those you have selected. You may display
alphabetically or by frequency. Click OK.
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SciFinder Scholar displays an Analysis window that contains your
analyzed results.

<> Author Name Analysis O] x|
File Edit Tazk Toolz Help

Select Histogram Entries of interest:

Rea TH
Sarng E M
Sampaio EP
Madlin R L
Math |
Ramu G
Sehgal W I
Mery J A
Misra R =
Sengupta L
Colston M J

(i i o i i i i A B

MM m o ~{ O o0 oo oo

m
an
o
=

(et HEfErences

L'|||IIII|||

Histogram Entries 1-12 of 4359

The number of references corresponding to each entry is displayed at
the right. You may select one or more histograms and click Get
References to retrieve those references. Or, click Back to analyze by
a different attribute.

In some cases, you will retrieve more than the number of references
listed at the right. SciFinder Scholar retrieves not only references for
the histograms you select but also references for some related
histogram entries. For example, if you analyze by company/
organization and select Kyoto Univ, Japan, SciFinder Scholar also
retrieves references for Kyoto Prefect Univ, Japan to provide retrieval of
additional relevant answers.

Some records may not include information for a particular analysis.
When this occurs, the references are placed in a histogram titled
“References not containing information for this analysis.”
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Refining
References

“* Refine %)
Refine by:
——— Research Topic M9g7 | Publication Year ——— Database
—F Limit ta literature relevant 1965 Limit to literature from Hrl" Limit ta literature fram
- to a topic of interest. 1974 a year or range. specific databases.
Company Name teni Document Type ———— Full Text Availability
ﬂ'%‘l]j Limnit to literature from a pj%ﬁpn Limit to only Patents, Journals, Limit to literature available
=]=] specific organization. book or other types. = in full text.
Author Narne o Language
, Limit to literature written reenngc” Limit to literature written
| by a specific author Jerms in specific languages
Cancel

If you click the Stop button during an Analyze operation, you get the
results of analyzing part of your answer set. However, if you then
select items and choose Get References, the selection will be applied
to the entire answer set.

The histograms from the analyze results may be printed or saved by
using the Print or Save As options under the File menu. See
Chapter 2 for more details.

The Refine References function allows you to narrow your search by
adding to your original search criteria.

To use Refine References, click the Analyze or Refine References
button. Click the Refine button to display the Refine dialog box. You
may choose to refine by:

* Research Topic

+ Company Name

* Author Name

* Publication Year

* Document Type

* Language

* Database

* Full Text Availability

When you choose one of these options, a dialog box displays that
allows you to add additional information to your search criteria. You
may refine your reference list as many times as you like.
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Get C|ted References that are cited within a document or set of documents can
Refe rences be retrieved with the Get Cited References feature.

To retrieve cited references, click the Get Related button. The Get
Related Information dialog is displayed.

“* Get Related Information

Select One:

H:i Cited References
L Get references cited in the selected document(s)

<[]

izD Citing References
i Get references that cite the selected docurnent(s)

i

iAﬂ Substances
il Get substances indexed in the selected documentrs)

( | eScience
elsci
Get related information from the WWeh.

Cancel |

Then click Cited References. SciFinder Scholar displays the
references cited by the document(s).

“* SciFinder S cholar O] x|
File Edit “iew Task Toolz Help

[ E T E
= hnd=ak (0|
MewTask |  Back Fomward Print Save &z | Full Text | Prefs || Database | History Internet Help Exit

[~ Teo, Steve K; Schefler, Michael B.; Kook, Karin A.; Tracewell, William G.; Colburn, Wayne ilil
A Stitling, David |.; Thomas, Steve 0. Effect of a high-fat meal on thalidomide
pharmacokinetics and the relative bi ilability of oral formulations in healthy men
and women. Biopharm. Drug Dispos. (20000, 21(1), 33-40. CODEN: BDDIDS
ISSN:0142-2752. CAN 134:80490 AM 2000:779414 CAPLUS

[~ Teo, Steve; Morgan, Michael; Stirling, David; Thomas, Steve. Assessment of the in vitro il
and in vivo genotoxicity of Thalomid (thalidomide). Teratog., Carcinog., Mutagen.
(20009, 20¢5), 301-311. CODEM: TCMUDE ISSN:0270-3211. CAM 134:25324 AN
2000:735574  CAPLUS

[~ Govindarajan, R.; Heaton, K. M.; Broadwater, R.; Zeitlin, A.; Lang, M. P.; Hauer-Jensen, M. il
Effect of thalidomide on gastrointestinal toxic effects of irinotecan. Lancet (2000},
356(9229), 966-067. CODEM: LANCAD ISSN.0140-6735. CAM 134:141424 AN
2000:604486 CAPLUS

[~ Juliusson, Gunnar; Celsing, Fredrik; Turesson, Ingemar; Lenhoff, Stig; Adriansson, Magnus; il
Malm, Claes. Frequent good partial remissions from thalidomide including best
response ever in patients with advanced refractory and relapsed myeloma. Br. J ;l

Analyze or Refine References Get Related. .. Back |

References 1-4 of 520

If no cited references are available for the selected documents, a
message indicates that the search results in no hits.




Chapter7

Working with References 7-9

Get Citing
References

The Get Citing References feature allows you to retrieve references that
cite a document or set of documents.

To retrieve Citing References, click the Get Related button. Then click
Citing References. SciFinder Scholar displays references that cite
the document(s).

“* SciFinder Scholar H=]E3
File Edit “iew Task Toolz Help

[~ Lienenluke, Bianca; Stojanovic, Tomislay, Fiebig, Thomas; Fayyazi, Afshin; Germann, Tiena; il =
Hecker, Markus. Thalidomide impairment of trinitrobenzene sulphonic acid-induced .
colitis in the rat - role of endothelial cell-leukocyte interaction. Br. J. Pharmacal.

(20013, 133(8), 1414-1423. CODEN: BJPCEM ISEM:0007-1188. AN 2001656253
CAPLUS

I~ Hideshima, Teru; Chauhan, Dharminder; Schlossman, Robert; Richardson, Paul; Anderson, il
Kenneth C. The role of tumor necrosis factor o in the pathophysiology of human
multiple myeloma: therapeutic applications. Cncogene (2001), 20(33), 4519-4527.
CODEM: OMCHES 1SSM:0950-9232. AM 2001:585740  CAPLUS

[T Rajkumar, 5. ¥incent. Thalidomide in the treatment of multiple myeloma. Expert il
Rev. Anticancer Ther. {2001}, 1(1), 20-28. CODEN: ERATBJ ISSN:1473-7140. AN
2001:530370 CAPLUS

[~ Barlogie, Bart; Desikan, Raman; Eddlemaon, Paul; Spencer, Trey; Zeldis, Jerome; Munshi, il
Mikhil; Badros, Ashrof, Zangari, Maurizio; Anaissie, Elias; Epstein, Joshua; Shaughnessy,
John; Ayers, Dan; Spoon, Dan; Tricot, Guido. Extended survival in advanced and
refractory multiple myeloma after single-agent thalidomide: identification of =l

Analyze or Refine References Get Related... Back |

References 1-4 of 97

If no citing references are available for the selected documents, a
message indicates that the search results in no hits. This is frequently
the case for recently published documents.
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Get Substances
from Reference
Answer Set

Ending Your

Session

With the Get Substances feature, subscription users can retrieve all

substances associated with a reference or set of references.

To Get Substances, click the Get Related button. Then click
Substances. SciFinder Scholar displays the substances associated
with the reference(s).

“* SciFinder Scholar
File Edit ‘iew Task Toolz Help

1 [=1 E

30 Model

~2 References

30 Model

~1 Reference
REGISTRY

30 Model

~1 Reference
REGISTRY

30 Model
REGISTRY ~1 Reference
~1 Reference REGISTRY
REGISTRY
™ | 2onsen742 ™ | 200480731 ™ 200480720
1] R O (e 1 R 1 [ S
@i::i—m-u,—c—m—z @&1 r @i(lﬂ,—tﬁ;ﬂ
b \ .
a
30 Model a0 Model

~1 Reference
REGISTRY

Get Referencesl

Analyze or Refine Substances |

Back |

Substances 1-6 of 318

If no substances are available for the selected documents, a message
indicates that the search results in no hits.

To end your session, select New Task from the File menu or click the
New Task button on the Main Menu Toolbar.

To exit SciFinder Scholar, select Exit SciFinder Scholar from the File
menu or click Exit on the Main Menu Toolbar.




Chapter 8

Linking to Additional Information 8-1

Linking to Additional
Information

SciFinder Scholar provides many opportunities to link among sources
to obtain additional information about substances or references. For
example, you may link from reference records to substance records,
and from substance records to regulated chemicals information.

Chapter 8 acquaints you with linking options available in SciFinder
Scholar. Convenient links are provided to:

» Substance records in the CAS REGISTRY database
» Commercial sources

» Regulatory information

* Individual cited references

+ 3D structure models (with WebLab® Viewer™)

» Related information on the Web via eScience®

* Full-text documents (via ChemPorts¥)

Additionally, you can link to SciFinder Scholar from an e-article (at
several publisher web sites) and explore for information related to that
article. Links discussed in this chapter are outlined in the chart below.

Links to Additional Information

Reference Substance
Record /| Record
Z N
I I
I Cited I Commercial
| References | Sources
I I
I I
I Related | Reaulat
| Information via | eguia (_)ry
- Information
| eScience |
I I
I I
I Full Text via | 3D Structure
|_ _ 7 ChemPort | _ _ __ J Models
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Linking to
Substance
Records

hypertext link

CAS Registry Numbers are included in many detailed references.

Detail of Reference 3

Click the CAS Registry Number hypertext link to view details about
the corresponding substance.
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A Detail for Registry Number # dialog box is displayed.

“* Detail for Registiy Humber 73-31-4

File Edit Help

Registry Number: 73-31-4

|»

CA Index Name: Acetamide, N-[2-(5-rmethowxy-1H-indol-3-yethyl]- (SC0

Other Names: Acetamide, M-[2-(5-methoxyindal-3-yljethyl]- BCI, BCI;
S-Methoxy-MN-acetyltryptamine; Circading Melatoning Melatonine; Melovine;
M-Acety-S-methoxytryptamine; N-[2-(5-Methoxyindol-3-y[jethyllacetamide;

Regulin
Formula: C13 HIE N2 02
STH Files: CAPLUS, ADISINSIGHT, ADISNEWS, AGRICOLA, ANABSTR, BEILSTEIN,

BIOBUSINESS, BIOSIS, BIOTECHNG, CA, CABA, CANCERLIT, CAOLD,
CASREACT, CBNB, CEN, CHEMCATS, CHEMINFORMRX, CHEMLIET, CIN, —
CSCHEM, CSME, DDFL, DIOGENES, DRUGU, EMBASE, HODOC, IFICDE,
IFIPAT, IFIUDE, IPA, MEDLINE, MRCK, MSDS-0HS, NAPRALERT,

NIOSHTIC, PHAR, PIRA, PROMT, RTECS, SPECINFO, TOXLINE, TOXLIT,
USPATFULL, WVETU

(Additional Information is available through ST International. Contact your
infarmation specialist, a local CAS representative, or the CAS Help Desk
for Agsistance)

CHz— CHz— HHAc

PROPERTY VALUE CONDITION NOTE
H donors 2 ACD (1) hd|

Close |

The full substance record may include the CAS Registry Number,
chemicals names, molecular formula, chemical structure, and other
related information.

The STN Files list identifies databases and inventories that contain
additional information for this CAS Registry Number. Contact your site
administrator or the CAS Help Desk to find out how you can access
and use these STN files and inventories to locate more information on a
CAS Registry Number.

You may print or save the record by selecting Print or Save As from
the File menu.

To return to the previous window, click Close.



8-4 Chapter 8

Linking to Additional Information

Linking to Substance
Records from
Reactions

Linking to
Commercial
Sources

While displaying a reaction obtained via a reaction search, you may
view the substance record for any substance participating in the
reaction.

To view a substance record, click a reactant, reagent, product, or
catalyst. A Detail for Registry Number # dialog box is displayed and
may include the CAS Registry Number, CA Index Name, formula, and
more. For details and to view examples, refer to the Viewing
Substance Records within a Reaction section in Chapter 5.

Over 3,300,000 products accessed via SciFinder Scholar are linked to
information concerning their commercial availability. This information is
from more than 700 chemical catalogs and libraries.

Commercial Sources links, when available, are found in substance
records.

“* SciFinder Scholar O] x|
File Edit Wiew Task Tools Help

™ 7664939 ™ 13770019 ™ 43813199
£ g b ; £y g
HD—ﬁ—DH HD—35ﬁ—DH D—D—l_—D—D
o 0 0
| 30 tdodel 30 hiodel 30 tdodel
hypertext__— _ : _
. Corrercial Sources Cormmercial Sources Cornrmercial Sources
links
\-\ Regulated Chemicals ~33 RHeferences BEegulated Chernicals
Listing REGISTRY Listing
~69631 References ~129 References
REGISTRY REGISTRY
=l
Get References Analyze or Refine Substances Back |
Substances 1-3 of 13

To retrieve chemical supplier information for substances, click the
Commercial Sources link.
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The Sources for # dialog box is displayed.

Fil= Edit Help
[ Catalog Name: Baddley Chemicals Product List 3'%'
Quantity: warious
Publication Date: 15 Apr 2001
Chemical Name: Sulfuric acid
Registry Number: 7B64-593-9
CHEMCATS
Catalog Name: Baddley Chemicals Product List Q
Quantity: warious
Publication Date: 15 Apr 2001
Chemical Name: Sulfuric acid
Registry Number: 7554-33-3
CHEMCATS
Catalog Name: Mallinckrodt Laboratory Chemicals Catalog il
Quantity: T,
Publication Date: 23 May 2001
Order Number: H3E6
Chemical Name: Sulfuric Acid, 0.02 Normal (NA0) Yalumetric
Solution
Registry Number: 7664-93-9
CHEMCATS |
Close |
Sources 1-3 of 315

Chemical supplier information may include the catalog name,
guantities available, publication date of the catalog, order number,
chemical names, synonyms, and CAS Registry Number.

To ensure that this data is current, contact the supplier.

The check boxes at the left allow you to save or print a subset of the
sources. To do so, click one or more boxes. Select Save As or Print
from the File menu.

You may obtain further information for the source by clicking the
microscope icon that follows each commercial source. This displays
the Detail of Source # dialog box.
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Linking to
Regulated
Chemicals
Listing

“* Detail of Source 1 M=
File Edit Help
Catalog Name: Baddley Chemicals Product List ;l

Publication Date: 13 Apr 2001
Chemical Name: Sulfuric acid

Registry Number: 75G4-23-92

i
HO—3— 0H
I
0
Pricing: Cluantity © various, Price: contact supplier
Company Info: Baddley Chemicals, Incorporated

F O Box 14683

Baton Rouge, LA, 70323
LUSA

FPhone: 1-800-356-8656
Fax:  1-(214) 853-5147
Ermail: infobaddley. com
Web: weew baddley. com

Databhase

CHEMCATS =]

Close |

This information includes more in-depth data including company
information, quantity, pricing, and structure diagrams. Company
information includes the names, addresses, and phone numbers of
distributors. The CAS Registry Number for the substance is
highlighted.

To print or save detailed source information, select Print or Save As
from the File menu. To exit the detailed source information, click
Close. You are returned to the Sources for # dialog box.

Regulatory information can be accessed via Regulated Chemicals
Listing links. This information may contain a list of worldwide
inventories, including the U.S., Australia, Japan, Korea, Canada (DSL
& NDSL), and European (ELINCS & EINECS) inventories, in which
the substance appears.
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Regulated Chemicals Listing links, when available, are found in
substance records. See the previous section, Linking to Commercial
Sources, for an example.

To retrieve the list of inventories for a substance, click the Regulated
Chemicals Listing link. The Regulated Chemicals Listing for #
dialog box is displayed.

“* Regulated Chemicals Listing for 7664-93-9
File Edit Help

Accession Number: 14407 CHEMLIST

|1

CAS Registry Number: 7664-93-9

Chemical Name

Sulfuric acid (TSCA, DSL, ENCS, AICS, ECL, SWISS, PICCS)
Acide sulfurigue (French) (DSL, EINECS)

sulphuric acid (EINECS, PICCE)

Schwefelsaure (German) (EINECS)

acido sulfurico (Spanish) (EINECS)

SCHWEFELSAEURE UEBER 1% BIS 3% (German) (SWISS)
SCHWEFELSAEURE UNTER UND BIS 1 % (German) (SWISS)
SCHWEFELSAEURE UEBER 3% BIS 10% (German) (SWISS)
SCHWEFELSAEURE UEBER 10% (German) (SWISS)
HYDROGEMN SULFATE (PICCS)

SULFURIC ACID, ORGANIC (RICCS)

BOY

Contact acid

Dihydrogen sulfate

Dipping acid

0il of vitriol

LN 1786 (DOT)

LN 1830 (DOT)

UN 1832 (DOT)

Witrial browen ail

File Segment

AUSTRALIA: AICS; CANADA: DSL, YWHMIS, EEC: EECDS, EINECS; JAPAN: ENCS; KOREA:
ECL; PHILIPPINES: PICCS; SWITZERLAND: SWISS; UsaAr ACGIH, CWa, DOT, FDA, FIFRA, |

Close |

Regulated Chericals Listing 1 of 1

Regulatory chemicals listings may include the CAS Registry Number;
chemical names; the inventory (File Segment), using the name,
countries, and inventories citing the substance; confidentiality status;
Regulatory List Numbers; inventory status; and more.

To print or save a regulated chemical listing, select Print or Save As
from the File menu. To exit this window, click Close. You are
returned to the previous window.
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Linking to Cited
References

For over 965,000 records added to the CAS databases from 1999 to the
present, a list of cited references, or citations, appears in the Full
display. If Fullis the display format selected for the References Viewer
in the Display tab of your Preference Editor, simply click the
microscope icon for the document. Or, select Full from the View
menu for documents displayed in the main SciFinder Scholar window.
You may need to scroll down to view the citations.

“* Detail of Reference 9 - O] x|
File Edit Help

= CHz— CHy— NHAC

Raole: BAC (Biological activity or effector, except adverse); THU (Therapeuatic use); BIOL (Bialogical
study); USES (Uses)
[melatonin for trestment of sleep disorders in children)

Supplementary Terms
review melatonin insomnia
Citations

11 Jan, J; Deyv bed Child Meural 1999, 41, 491

2 Arendt, J; Melatonin and the Mammalian Pineal Gland 1994
31 Arendt, J; BRI 1956, 292 1170

41 Sack, R J Biol Rhythms 1957, 12, 535

51 Lesy, A Chronobiol Int 1992, 9, 330

5] Laidan, B Meuroendocrinology 1994, 60, 105

7)1 Mendelsson, W, J Biol Rhythms 1997, 12, 651

8] fhdanova, I; J Biol Rhythrms 1997, 12, Bd4

91 Fhdanaova, I; Clin Pharmacal Ther 1995, 57, 552

101 Dolling, A; Proc Matl Acad Sci 1994, 91, 1824

111 Lavie, P; J Biol Rhythms 1997, 12, 657 I=

et Related...l Close |

From the Citations portion of the record, you may link to the CAplus or
MEDLINE record being cited. Click a linked citation to view the
detailed record. The record displays in the Detail for Citation #
window. If both a CAplus and MEDLINE record are associated with
the link, the CAplus record is displayed.
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“* Detail for Citation *1] Jan_ J: Dev Med Child Neurol 1999, 41_ 491"

File Edit Citation Help

I

|»

Bibliographic Information

Melatonin treatment of sleep-wake cycle disorders in children and adolescents.

Camment in: Dev Med Child Meural. 1559 Dec;41(121:350 Comment in: Dev Med Child Meural.
2000 Sep;42(80:646-7  Jan J E; Freeman R D; Fast DK Division of Developrmental Paediatrics,
University of British Columbia, Wancouver, Canada DEVYELOPMEMNTAL MEDICINE AMD CHILD
NEURCLOGY (1999 Jul), 41(7), 491-500. Ref 191. Journal code: EB3. 1SSM:0012-1622.
EMGLAMD: United Kingdorn Journal, Aricle; (JOURMAL ARTICLE); General Review; (REWIEW),
(REVIEWY OF REFORTED CASES) written in English. DN 99352038 PubMed ID 10454235 AN
19959362038 MEDLINE

Controlled Terms
Check Tags: Female; Human; Male

Adolescence

Child

Circadian Rhythrn

Free Radical Scavengers: PR, pharmacokinetics
*Free Radical Scavengers: TU, therapeutic use
helatonin: PK, pharmacokinetics

*Melatonin: TU, therapeutic use

Sleep: PH, physiology

*Sleep Disorders: DT, drug therapy

Reygistry Humbers

#3-31-4 (Melatonin)

Chemical Names Ll

= Eravinis: Get Related. .. Close [5lEnt = |

The e-document icon is displayed in the top right corner of the Detail
for Citation # window for documents that are available electronically
via ChemPort. Click the icon to view options for electronic access.
See Accessing Full-Text Documents later in this chapter for details.

The Detail for Citation # window can be left open for viewing several
citations consecutively. Use the Previous and Next buttons to move
among citations you have already displayed. Citations are
redisplayed based on the order the links were clicked. For example, if
you click citations in the order 1, 9, 4, 7, they are redisplayed with the
Previous button in the order 7, 4, 9, 1.

To retrieve related information, click the Get Related button. For
details, see Chapter 7 and Linking to eScience later in this chapter.

To print or save a cited reference, select Print or Save As from the
File menu. To exit this window, click Close.
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Linking to 3D
Structure
Models
(Windows only)

Installing WebLab
ViewerLite

Windows users may use WebLab ViewerLite or ViewerPro software
along with SciFinder Scholar to view 3D structure models. The
WebLab Viewer products are high-end molecular visualization
applications that use Open GL graphics for visualizing models of
molecules. Models can be rotated, scaled, edited, labeled, and
analyzed to provide better understanding of 3D structure.

WebLab ViewerPro is available for purchase from Accelrys (visit
http://www.accelrys.com/about/msi.html for details). WebLab
ViewerLite is available via free download from the Accelrys web site.
SciFinder Scholar accesses the version of WebLab Viewer that was
most recently installed on your PC.

Close all Windows applications and anti-virus software, except your
Internet browser. Installation may not proceed properly if other
programs are running.

1. Openyour Internet browser to:

http://www.accelrys.com/viewer/register/lite/viewerlite_reg.php

2. Afterreading the license agreement, enter the appropriate
information. Then click the Submit Form button at the bottom of
the page.

3. Click the WLViewerLite40.exe link to download the software.
The Save As window displays. Choose a folder. Click Save to
download the file to your computer.

4. Open the folder you chose in step 3. Double-click the
WLViewerLite40.exe icon. AWinZip Self-Extractor window
displays. Click Setup to begin the installation, and follow the
prompts.



Chapter 8

Linking to Additional Information 8-11

Viewing 3D Models

Once you have properly installed the WebLab Viewer, 3D Model links
are displayed for many of the substances in SciFinder Scholar.

SciFinder Scholar

Use the menu items to manipulate the display and to save or print the
file. The Help menu provides explanations of the functions available.
For more information on the features of WebLab Viewer, visit the

Accelrys web site at http://www.accelrys.com/weblab/index.html.
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Linking to
eScience®

eScience is a dynamic web resource from CAS. After viewing your
SciFinder Scholar results, you can quickly and easily extend your
search to the Web via the Google™, ChemIndustry.com, or ChemGuide
search engine. eScience also provides convenient links to respected
news services, science-related portals, and electronic publications.

For more information about eScience, visit http://www.escience.org.

eScience can be accessed from any answer set created with Explore
by Reseach Topic, Author Name, or Company Name/Organization.
First, create a reference answer set with one of these Explore features.

“* SciFinder Scholar

File Edit “iew Task Toolz Help

[~ Currier, N. L,; Sicaotte, M.; Miller, 5. C. Deleterious effects of Echinacea purpurea and il =
melatonin on myeloid cells in mouse spleen and bone marrow. J. Leukocyte Biol. .
(2001), 70{2y, 274-276. CODEN: JLBIE7 ISSN:0741-5400. AN 2001:594197 CAPLUS

[~ Takeuchi, Nobaru; Uchimura, Naohisa; Hashizume, Yuji; Mukai, Masaki; Etoh, Yoshinori;
‘Yamamoto, Katsuyasu; Kotorii, Tatayu; Ohshima, Hiroharu; Ohshima, Masachika; Maeda,
Hisao. Parasomnia melatonin therapy for REM sleep behavior disorder.

Psaychiatry Clin. Meurosci. (2001), 55(3), 267-269. CODEN: PCNEFP ISSM:1323-1316.
AN 2001:517384  CAPLUS

[~ Tsuyuki, Yoshihary; Arai, lwao. Melatonin synthesis-promoter.  Jpn. Kokai Tokkyo
Koho (20013, 4 pp. CODEN: JKHXAF JP 2001187730 A2 20010710 CAMN 135:87515
AN 2001:496293  CAPLUS

sl

[~ Harter, Sebastian; Morita, Sachiyo; Bodin, Karl; Ursing, Catina; Tybring, Gunnel;
Bertilsson, Leif. Determination of exog melatonin and its 6-hydroxy
metabolite in human plasma by liquid chromatography-mass spectrometry. Ther.
Drug Monit. (20013, 23(3), 282-286. CODEN: TDMODY 1S5M:0163-4356. CAM
135175611 AN 2001:455085 CAPLUS

[~ Minomiya, Tosirou; lwatani, Moritaka; Tomoda, Akemi; Milke, Teruhisa. Effects of
exogenous melatonin on pituitary hormones in humans. Clin. Physiol. {2001],
21(3), 292-299. CODEMN: CLPHDL [SSH:0144-5979. CAM 135:162504 AN 2001:462094
CAPLUS

[~ Blazejova, K.; MNevsimalava, 5., lllnerova, H.; Hajek, |.; Sonka, K. Sleep disorders and il
the 24 hr profile of melatonin and cortisol. Sb. Lek. (2000), 101(4), 347-351.
CODERM: SBLEAZ I1SEN:0036-5327. AN 2001:435527 CAPLUS

[~ Zisapel, Mava. Circadian rhythm sleep disorders: Pathophysiology and potential il
approaches to management. CNS Drugs (2001), 15(4), 311-328. CODEN: CNOREF —+ =|

o bl

[

Analyze or Refine References Get Related. .. Back |

References 1-7 of 278

Click the Get Related button. Then click eScience. Your web
browser is launched, and the eScience web page is displayed.
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eScience Search Page - Microsoft Intemet Explorer

J File Edit “iew Favoites Tool Help |

j<:=.=>.@ ﬁ‘@@@‘%v”

Back Forward Stop Refiesh Home Search  Favortes  History il Frirt
JAgdress I@ http:/ fescience. cas. org/cgi-bin/escience j @GU |J Links **

-

e|Science"
When you are serious
about scientific researchl!

Search your topic
on the web!
|me|at0nin sleep disorders

She New Hork Bimes

HTTHE WEB
Select one: e Science

® Technology
€ poweredby (RO

Powered by Golee' CHEMICAL

¢ powered by ChemGuide

o
vellowprix @
NewsReal

REUTERS $
If you would like to see additional links on the eScience®™ page,
please send us vour suggestions.

eScience® is a registered trademark of the American Chemical Society and a service of CAS.

|&] Done ,_’_|° Internet zl

The search box is prefilled with the search terms from your SciFinder
Scholar Explore. You may edit these terms as appropriate. To search

the Web, select the ChemIndustry.com or Google search engine. Then
click Go.

Note: When answer sets are created with Explore by Author Name,
SciFinder Scholar prefills the search box with all variations of author
names selected in the Author Candidates dialog. If you receive a

message that the search string is too long, shorten the string and try
the search again.
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Your results are displayed by eScience.

a eScience Web Search Results - Microsoft Internet Explorer

J File  Edit ¥iew Favortes Tools Help |
8 = »
« .+ .0 4 a 2y a g
Back Ferard Stop Refresh Haome Search  Fawvartes  Histary Mail Print DellHome Messenger

| Address J&2] http: Awnn google. com/ cobrand Tg=melatornini: 20sleep’ disordershool =AW D 2 364477 28630340701 138 ~| @6 |j Links >

e(Science’

When you are sarious
about scientific research!

o Search Tips
pn(n_zrs-ﬂ)tnglc |me|atunin sleep disorders Google Search I'm Feeling Lucky )

Searched the wieb for melatonin sleep disorders. Results 1 - 10 of about 27,300 Search took 0.64 seconds

OHSU Sleep Disorders Medicine Program

... The Sleep and Mood Disorders Laboratory pioneersd the use of plasma melatonin measurements
as a method for assessing circadian rhythms and the phase shifting ...

v ohsu edufhosp-sleepd - Bl - Cached - Similar pages

Information Insomnia - Melatonin Nutrition for Restful Sleep ...

Since melatonin secretion declines with age, many researchers believe that it may help prevent age-related and
free radical mediated brain damage. MNighttime ...

et ifeplusvitamins.comimelatonin html - 24k - Cached - Similar pages

WebMD - Sleep Disorders
.9 Jan JE, Espezel H, Appleton RE: The treatment of sleep disorders with melatonin
Developmental Medicine and Child Neurology 36(2); 97-107, 1994 ...

J o™

|&] Done [ [ |4 Intemet 4
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Accessing
Full-Text
Documents

Accessing Single
Documents

Use SciFinder Scholar to access full text of articles and patents via
your Internet browser and the ChemPort Connection. ChemPort offers
several options for retrieving full documents for references of interest,
some with no additional charge and some with additional charges.

Full-text options provided at no additional charge:

» View e-articles at publisher web sites (requires a separate
subscription with journal publisher). Lists of participating publishers
and journals are available at http://www.chemport.org.

» View e-articles using subscriptions with a third-party agent, e.g., a
subscription agent (requires a subscription to the agent’s service).

» Direct document requests to your in-house library system (requires
separate setup; for details, see
http://www.chemport.org/html/english/inhouse.html).

» View patents at the USPTO and EPO web sites and via MicroPatent
(restricted to MicroPatent Global TOPS subscribers).

Full-text options with additional fees:

» Buy electronic articles and patents
» Order paper copies via a document delivery service

In the SciFinder Scholar window, e-document icons are placed to
the right of individual articles or patents from sources that have
electronic full text available via ChemPort. The e-document icon
appears just below the microscope icon. Documents from sources
that do not have electronic full text available do not have this icon. An
e-document icon also appears in the top right corner of the Detail of
Reference # window for documents available via ChemPort.

If your Site Administrator has worked with CAS to set up a list of your
library journal holdings, a house icon will appear in the place of the
e-document icon for journals on your in-house list. House icons work
similarly to e-document icons. However, they help you quickly
identify documents that are available via internal sources.

To access a single document, click the e-document icon for the
document, if present. Or, click the check box to the left of the
document. Then click the Full Text icon on the Main Menu Toolbar
or select Full Text Options from the File menu.

Your Internet browser opens, and ChemPort retrieves information on
the document you selected. You are then given options for accessing
the document. Options that are grayed out are not available for the
document you have selected. Help for these options is available at

http://chemport.cas.org/html/english/fts help.html.
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Accessing Multiple
Documents

To access more than one document, click the check boxes to the left
of those documents. Then click the Full Text icon on the Main Menu
Toolbar or select Full Text Options from the File menu.

Your Internet browser opens to the Full-text Options page, and
ChemPort retrieves information on the documents you selected.

/2 ChemPort Connection: Multi-Document Drdering - Microsoft Inteinet Explorer

J Eile  Edit iew Favortes Tools  Help |

@ =B N e mm @ B s a 2 20

Back Famard Stop Refresh Home Search Faworites History M ail Print DellHome Messenger

Jﬁddress Ia hittp://chempart. cas. org/cai-bindsdoai ?APP=cp_scifinderfCLI=scifindertSI0 =134790-1993117878-103%F| D=REDISPLAY j ﬁﬁn H Links >

=

ChemPort:  Full-text Options
CONNECTION

Help

To view all Fulktext Options for any single article, click on the Full-text icon

Document Title

Melatonin synthesis-promoter

Effects of exogenous melatonin on pituitary hormones in humans

Deleterious effects of Echinacea purpurea and melatonin on myeloid cells in mouse
spleen and bone marrow

|&] Done [

B

[ [ Intemet

Titles of the documents are listed on the ChemPort page. To display
all of the full-text options for an individual document, click the full-text
icon to the right of the title. Options that are grayed out are not
available for the document you have selected. Help for these options is
available at http://chemport.cas.org/html/english/fts _help.html.

When you are finished viewing the full-text options, select Close or

Exit from the Internet browser’s File menu to return to SciFinder
Scholar.
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Linking from
e-Articles to
SciFinder
Scholar

Through ChemPort Reference Linking, several publishers provide links
from cited references within e-articles to SciFinder Scholar. In
SciFinder Scholar, you to easily explore for information related to the
reference of interest.

Publishers currently participating include:

ACS Publications

International Union of Crystallography
Institute of Physics

» Academic Press

CatchWord (STM Journal Host)

Links to ChemPort appear with references that have records in CAS
databases. Links to Medline and ACS Publications full text may also
appear.

-aA Potent Inhibitor of the Melatonin Rhythm Enzyme - Microsoft Internet Explorer

J Eile  Edit Miew Fawoites Took Help |
5 = »
« . o=+ .2 A la m 3B g @ 2
Back Eamard Stop Refresh Home Search  Favorites History Mail Print DellHome  Messenger

JAleess I@ hitp/¢pubs. acz. org/CHE CKCCIP-1001517514/isubscribe//joumals/jacsat/jtext coi?jacsat/ 120424 html/a5981365a. htmlﬁiaSEHEEﬂ @ Go |J Links >*

1. Lemer, A. B.; Case, I. D.; Heinzelman, R. V. .7, Am. Chem. Soc. 1959, 81, 6084-6085. |

2. (a) Arendt, I. Melatonin and the mammalian pineal gland;, Chapman and Hall: New York, 1995.

(b) Pierpaoli, W.; Regelson, W.; Colman, C. The Melatonin Miracle. Nature's Age-reversing, disease-
fighting, sex-enhancing hormone; Pocket Books: New York, 1995. (c¢) Reppert, S. M.; Weaver, D. R.
Cell 1995, 83, 1059-1062[ChemPori}

3. (a) Iguchi, I.; Kato, K.; Ibayashi, H. .J. Clin. Endocrin. Metab. 1982, 55, 27-29. [ChemPort] (b)
Akerstedt, T.; Froberg, I. E.; Friberg, Y.; Wetterberg, L. Fsychoneurcendocrinology 1979, 4, 219-
225. (¢) Lewy, A. I.; Sack, R. L.; Miller, L. 5.; Hoban, T. M. Science 1987, 235, 352-354. (d)
Maestroni, G. J.; Conti, A.; Pierpaoli, W. Inmunology 1988, &3, 465-469.[ChemPort] (e) Harlow, H.
1. J. Pineal Res. 1987, 4, 147-159.[ChemPort] (f) Cohen, M.; Lippman, M.; Chabner, B. Lancet 1978,
if, 814-816.

4. (a) Klein, D. C.; Weller, J. L. Stcience 1970, 149, 1093-1095.[ChemPort] (b) Coon, S. L.;
Roseboom, P. H.; Baler, R.; Weller, J. L.; Namboodiri, M. A. A.; Koonin, E. V.; Klein, D. C. Science
1995, 270, 1681-1683.[ChemPort] (c) Borjigin, T.; Wang, M. M.; Snyder, S. H. Nufure 1995, 378,
783-785.[ChemPort] (d) Klein, D. C.; Roseboom, P. H.; Coon, 5. L. Trends Endocrinol. Metab.
1996, 7, 106-112.[ChemPort] (e) Klein, D. C.; Coon, 8. L.; Roseboom, P. H.; Weller, J. L.; Bernard,
M.; Gastel, J. A.; Zatz, M.; Iuvone, P. M.; Rodriquez, I. R.; Begay, V.; Falcon, J.; Cahill, G. M.;
Cassone, V. M.; Baler, R. Recent Frog. Hormone Res. 1997, 52, 307-357.[ChemPort

5. Ishida, I.; Obinata, M.; Deguchi, T. J. Biol. Chem. 1987, 262, 2895-2899.[ChemPort

6. Yang, X.-T.; Ogryzko, V. V.; Nishikawa, J.; Howard, B. H.; Nakatani, Y. Mafure 1996, 352, 319-
324.[ChemP ort|[Medline]

|&] Opering page hitp. //pubs. acs. ora/caibin/chemport/version=0. Dkcoi=1. CAS: 528:Dyak 28¢hsvDgg%3L | [ [ [ ntemet

NER

Click the [ChemPort] link for a reference of interest.
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The CAS record for the reference is displayed by ChemPort.

a CAS Record - Microsoft Internet Explorer

w  Favoites  Took Help

s R a @ @ =H 5 @ B2 -
Back Farward Stop Riefresh Home Search  Favortes  History Mail Print DellHome Messenger

JAleess Ia 100151751 4% 2Fisubscribe % 2Fjounals% 2F jacsat % 2F jtext %2E coi%3Fjacsat 2 2F 1 20% 2F i24% 2Fhiml % 2Fja981 365a% 2E himl&D LP=1 j @ Go “ Links ™

Return to article

View ChemPort
Full-text Options

Explore with
Sftaer

%.  You are viewing a record from CAS
Mg i producer of the world's largest and most comprehensive
~ databases of chemical information. For more... . click here

— Welcome American Chemical Society Journal
Subscribers

T |

CAS indexed 1 chemical substance from this
document

Article Title:
Melatonin madness

Author:
Reppert, Steven M.; Weaver, David R.

Journal:

Cell {Cambridge, Mass ) (1995}, 83(7), 1059-62 CODEN:
CELLBS; ISSN: 0092-8674. English.

Abstract:

A review, with 19 refs., on the cellular and mol. mechanisms
of melatonin.

ChemPort:  Full-Text Options
CONNECTION
No Additionai Fees Additional Fee
| i\
Subscribers  Wiew wia Check Buy’ B Bu er
g subscription | in-house article
e-atticle agents library

e | essco O [ewubmy | price? I

PDF

[«

[ [ ntemet

To search for information related to this reference, click Explore with
SciFinder Scholar from the blue bar on the left. You must be logged
on to SciFinder Scholar for this feature to work.
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SciFinder Scholar displays the Selected Reference Explore dialog
box, where you can request information related to the reference.

“* Selected Reference Explore | X|

Choose One of the Explore Tasks for:

helatanin madness

534-23 . .
frimet] Retrieve the CAS Registry substances

Explore b f the auth
, #plore by one of the authors IReppen,Ste\fenM. j

l'-"%:'lﬁ Explore by companyforganization name

IHar\rard tded. Sch. j

Display the selected reference

&

Cancel |

You may explore in several ways:

» Retrieve the CAS Registry substances — Click this icon to obtain
CAS Registry records for the substances discussed in the reference.

» Explore by one of the authors — Select an author from the drop-
down menu of author names. Then click the Author icon to start an
Explore by Author Name task.

» Explore by company/organization name — Select a name from
the drop-down menu of company/organization names. Then click
the Company/Organization icon to start an Explore by Company
Name task.

» Display the selected reference — Click this icon to view the
reference record in SciFinder Scholar.
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Browse Journal Table of
Contents

The Browse Table of Contents feature delivers tables of contents for
over 1600 key journals in the scientific world directly to your desktop.
This feature lets you view the journal’s table of contents page, the
detailed record of the articles, and, for some journals, the full text of the
articles. You may browse each table of contents and view, print, and/or
save it.

Chapter 9 demonstrates how to browse journal contents in SciFinder
Scholar to find articles of interest.
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. To access the Browse Table of Contents feature, click the Browse
Accessmg Table of Contents icon in the Explore dialog box. The Browse
Browse Table of Jjournal Table of Contents dialog box is displayed.

Contents

File Edit Toolz Help

C Abstracts of Papers - American Chemical Society il

e Il Accounts of Chemical Research

C ACH - Models in Cheristry

C ACS Symposium Series

c Acta Chemica Scandinavica

C Acta Chimica Slovenica

C Acta Crystallographica, Section A: Foundations of Crystallography

C Acta Crystallographica, Section B: Structural Science

C Acta Crystallographica, Section C: Crystal Structure Communications

C Acta Crystallographica, Section D: Biolagical Crystallography

C Acta Crystallographica, Section E: Structure Reports Online

c Acta Hydrochimica et Hydrobiologica

c Acta Materialia LI
ey I Cancel |

Journals 1-13 of 1663

The complete set of journals is listed by journal title in alphabetical
order. This list updates automatically to reflect the journals that are
available.

If your Site Administrator has worked with CAS to set up a list of your
library journal holdings, a house icon will appear next to the journal.

To locate a journal title, scroll through the list using the vertical scroll
bar at the right. Or, select the Find command from the Edit menu to
locate a specific journal quickly. The Find Journal Title dialog box is
displayed.

“* Find Journal Title

Enter as much of the journal name as you know:

journal of the american chemical

Find Cancel |

Type a journal title string in the entry box. Titles may be entered in
upper- or lowercase. Click Find.
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When the title string is found, that title is listed first in the Browse
Journal Table of Contents dialog box and is highlighted.

“* Browse Journal Table of Contents M= E3

File Edit Toolz Help

(1972-1954)

e

Chomictey (1QT7 2.1 Q00

i
~
~
~
c Journal of the Brazilian Chemical Society
~
C Journal of the Chemical Society,
C Journal of the Chemical Society,
~

Joural of the Chemical Society,

Journal of the Chemical Society,
Journal of the Chemical Society,
(8 Journal of the Chemical Society,

[t Jourmnal of the American Cherical Society
Joumal of the American Qil Chemists' Society
Journal of the American Society for Mass Spectrometry
Journal of the American Society of Brewing Chemists

Journal of the Chemical Society of Pakistan

Chemical Communications
Dalton Transactions
Dalton Transactions: Inorganic Chernistry

Faraday Transactions
Perkin Transactions 1
Perkin Transactions 1: Organic and Bio-Organic

[]

]

Wiewy I

Cancel |

Journals 1005-1016 of 1663

If the search string produces no results, SciFinder Scholar displays a

dialog box informing you that the search string was not found. Click

OK. You are returned to the Browse Journal Table of Contents

dialog box.
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Viewing a Table
of Contents
Page

To view the table of contents of a journal, click the radio button next to
the title. Then click View. Only one journal may be selected at a
time.

SciFinder Scholar displays the full table of contents page for the most
current issue of the journal title you selected and includes the journal
title, volume number, issue, and publication year in the header. The
titles, authors of articles, and inclusive pagination are listed.

“* SciFinder Scholar

File Edit Y“iew Task Tools Help

= E =y IIII
= e = 57 [F |E ()0 © || [¢
NewTask |  Back Fanuand Print Save &5 || Full Text | Prefs Database || History Internet Help Exit
Journal of the American Chemical Society
“olume: 123 Issue: 40 2001
I~ Switch-Over in Photochemical Reaction Mechanism fraom Q7279737

Hydrogen Abstraction to Exciplex-Induced Quenching:
Interaction of Triplet-Excited versus Singlet-Excited Acetone
wersus Cumyloxyl Radicals with Amines Pischel, Uwe; MNau,
YWerner M. Journal

CAPLUS

[~ Enantioconvergent Synthesis by Sequential Asymmetric 9738-9742
Harner-Yvadsworth-Emmans and Palladium-Catalyzed Allylic
Substitution Reactions Pedersen, Torben M.; Hansen, E.
Louise; Kane, John; Rein, Tobias; Helguist, Paul; Morrby,
Per-Ola; Tanner, David. Journal
CAPLUS

[~ Amphiphilic Diblock Dendrimers: Synthesis and 9743-9748
Incorporation in Langmuir and Langmuir-Blodgett Films
Mierengarten, Jean-Francois; Eckert, Jean-Francois; Rio,
Yannick: del Pilar Carreon, Maria; Gallani, Jean-Louis;
Guillon, Daniel. Journal
CAPLUS

[~ Studies on the Inactivation of Bovine Liver Enoyl-CoA 9749-9759
Hydratase by (Methylenecyclopropyl)formyl-CoA: Elucidation
of the Inactivation Mechanism and ldentification of
Cysteine-114 as the Entrapped Nucleophile Dakaji,
Srikanth; Li, Ding; Agnihotri, Gautam; Zhou, Hui-giang; Liu,
Hung-wen. Jourmal hd

2l (Bl |2l
| E— | |

1210

Previous Issue [Ewt [EauE et [eee Get Related. .. Back |

References 1-4 of 39

To view details for a reference, click its microscope icon. Details are
displayed in the Detail of Reference # dialog box. For more
information, see Viewing Details of References in Chapter 7.

You may also retrieve the full text of a document, if available. For
details, see Accessing Full-Text Documents in Chapter 8.

Click Previous Issue to see tables of contents for previous issues.
Click Next Issue and Current Issue to view later issues and the
current issue, respectively.
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Ending Your
Browse Session

Click Get Related to retrieve related information for the articles. See
Chapter 7 for details.

Journal article references may be saved and/or printed. To do so, click
check boxes next to references of interest. Then select Save or Print
from the File menu. For details, see Chapter 2.

Click Back to return to the Browse Journal Table of Contents
window.

To leave Browse Table of Contents, click the Back button while viewing
the list of journals. Or, select New Task from the File menu or Main
Menu Toolbar.

To exit SciFinder Scholar, select Exit SciFinder Scholar from the
File menu or click Exit on the Main Menu Toolbar.
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Preferences

Appendix A describes the Preference Editor, which can be used to
customize your SciFinder Scholar session. Preferences are reset to
the system defaults when you exit.

To change default settings, select Edit Preferences from the Tools
menu or click the Prefs button from the Main Menu Toolbar. The
Preference Editor dialog box is displayed.

“* Preference Editor M=
Display F'rintl Explorel Drawingl Datahasesl Analyzel Otherl Save Asl
References Substances
Compact:  Titles only Compact:  Structures only
hain Viewer: Standard:  Compact, plus hain Viewer: Standard:  Compact, plus
Standard 7] bibliography Standard 7] CAS Registry Mumber and
approx. no. of references
Summary: Standard, plus
B Viewer abstract (if available) and B Viewer Summary: Standard, plus
patent family information CA Index name
Full =l (patent documents only) Full =l
Full: Summary, plus other
Full: Summary, plus indexing, chemical names,
supplementary/controlled maolecular farmula,
terms, and citations STH files, and
(CAplus database only) property data (if available)
Sort Options: Sort Options:
IAccession Murnber x| IAccession Mumber x| I3 ill MNumber of Columns
Display Font: | Arial x| Size: m =
I~ Shaw "In Memary" status

coen_|

The Preference Editor includes options for Display, Print, Explore,
Drawing, Databases, Analyze, Programs (Macintosh only), Save
As, and various Other preferences.

The contents of the Preference Editor change to reflect the settings
currently stored. To customize options in any area, click the
appropriate tab. Modify the appropriate options. When you have
completed your changes, click OK to close the Preference Editor. Or,
click Cancel to disregard the changes.
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Preferences

Display
Preferences

Reference Formats

Substance Formats

Click the Display tab in the Preference Editor to customize display
options. The Display preferences are displayed. (See the dialog box
on the previous page.)

You may customize the display format of references and/or
substances. Formats may be changed in the Main Viewer, i.e., the
SciFinder Scholar window, and/or the Viewer, i.e., a “microscope”
window.

You may also change the display of text by modifying the font and
point size.

Available reference formats for both the Main Viewer and the Viewer, as
well as their definitions, are shown in the following table. The default
reference format for the Main Viewer is Standard. The Viewer reference
default is Full.

Menu ltem Definition

Compact Displays the title of the article or patent

Displays the bibliographic information with the

Standard author names listed first

Displays the bibliographic information with the title
Summary listed first followed by the abstract, and, if
applicable, patent family information

Displays the entire record, listing the bibliographic
information (title first), followed by the abstract, and,
Full if applicable, patent family information, indexing,
supplementary terms, controlled terms, CAS
Registry Numbers, chemical names, and citations

To change the default for either viewer, select a different format from the
appropriate drop-down menu.

Available substance formats for both the Main Viewer and the Viewer,
as well as their definitions, are shown in the following table. The
substance default for the Main Viewer is Standard. The Viewer
substance default is Full.
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Reaction Formats

Sort Options

Number of Columns

Text Options

Menu ltem Definition

Compact Displays the chemical structure

Displays the chemical structure, CAS Registry
Number, the approximate number of references

Standard citing the substance, and, if available, links to
additional information
Displays the chemical structure, CAS Registry
Number, CA Index Name, the approximate number
Summary

of references citing the substance, and, if available,
links to additional information

Displays the entire record including the chemical
structure, CAS Registry Number, chemical names,
molecular formula, a list of STN files that contain
Full information about the substance, property data, the
approximate number of references citing the
substance, and, if available, links to additional
information

To change the default format for either viewer, select a different format
from the appropriate drop-down menu.

For reactions, only the Full display format is available. See Viewing
Reaction Candidates and Viewing Additional Hit Reactions in Chapter 6
for details.

Reference answer sets can be organized in Accession Number Order;
Title Order; or Title, Year Order. Substance results can be organized in
Accession Number Order or Similarity Order, i.e., similarity to each
other as opposed to the query structure.

For a definition of each sort option, see View Menu in Chapter 2.
The Number of Columns, i.e., the number of substances placed side

by side across your screen, may be set from 1 to 6 columns. The
default number of columns is 3.

To change the default font, select a different font from the Display Font
drop-down menu.

To change the default point size, select a different font from the Size
drop-down menu.
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Show “In Memory” Select the Show “In Memory” status box to display a memory
Status message at the bottom of the SciFinder Scholar window. This
message indicates the number of answers that can be listed and read.

This number is system-dependent and relates to the number of
answers your system can hold in its memory.

Setting Display After modifying your display options, click OK to store your settings
Preferences and close the Preference Editor.
Pri Nt Click the Print tab in the Preference Editor to customize print

options. The Print preferences are displayed.

Preferences

Preference Editor

You may customize print formats for references and substances. You
may set some special features as well. Refer to the Special Print
Features section for detalils.
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Reference Formats

Substance Formats

Special Print
Features

Setting Print
Preferences

The Print formats for references are identical to those for Display.
Refer to the tables in the Reference Formats section of the Display
Preferences for Display formats and their definitions. The default for
printed references is Summary.

The Print formats for substances are identical to those for Display.
Refer to the table in the Substance Formats section of the Display
Preferences for Display formats and their definitions. The default for
printed substances is Full.

To activate these special print features, select one or both of the
following options:

» One answer per page — automatically inserts a page break
between two or more printed answers

* Include answer numbers —inserts answer numbers in your printed
answers (selected by default)

To help identify your printed items, type a header in the Print Header
box. Headers may be of any length, and is displayed at the top of
each printed page.

To change the default font for printing, select a different font from the
Printing Font drop-down menu.

To change the default point size for printing, select a different size from

the Size drop-down menu.

After modifying your print options, click OK to store your settings and
close the Preference Editor.
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Explore Click the Explore tab in the Preference Editor to customize the
explore and retrieval features of structure searches. The Explore
Preferen ces preferences are displayed.

Preference Editor

The default, INCLUDE substance answers where my structure is a
component of alarger system (e.g. mixtures, polymers), retrieves
all substance records that contain the structure that you drew,
including multicomponent chemicals, such as mixtures, in which your
structure is one of the components. This increases the number of
substances retrieved. If you are looking for a specific structure that is
very common in multicomponent substances, you may want to
deselect this option.

You may exclude the following substance types:

¢ Incompletely described substances — The composition and
structure of the parent and substituents are known, but positions of
the attachments are not known, e.g., trichlorobenzene.

* |sotopes

¢ Metal-containing substances

¢ Mixtures

¢ Polymers
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Setting Explore
Preferences

Drawing
Preferences

Preference Editor

Eliminating one or more of these substance types reduces the number
of substances retrieved. If you do not exclude a substance type,
SciFinder Scholar will retrieve any substances in these categories that
match your structure.

After modifying your Explore options, click OK to store your settings
and close the Preference Editor.

Click the Drawing tab in the Preference Editor to customize your
Structure Drawing environment. The Structure Drawing preferences are
displayed.
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Preferences

Color Preferences

Setting Drawing
Preferences

You may select one or more of the following options:

» Valency Checking —warns you about the presence of an abnormal
valence

» Use fixed drawing length — sets bond lengths between 5 and 50
mm

» Use fixed drawing angles — sets bond angles between 1 and 90
degrees

» Show status bar — displays the molecular formula and the
molecular weight at the bottom of the Horizontal Tool Palette

» Display tooltips — displays definition boxes for items in the
Structure Drawing window when the cursor is placed over them

* Node display — displays atoms as either angles, dots, or numbers
at the node positions in your structure. Only one selection is
permitted at a time. Selecting one deselects the previous choice.
The default node display is Angle atoms.

You may also select one or more connection table Clipboard Formats
for structures placed on the clipboard with the Copy command from the
Structure Drawing window. Structures may be copied to the clipboard
in the following formats:

e STN Express
e CS ChemDraw
* |SIS/Draw — MDL molfile

See Appendix B for more information on using the clipboard for
exporting structure queries.

To change the default color for Bonds, Atoms, Selection (selected
bonds and atoms), or Tracking, select a different color from the
appropriate drop-down menu.

After modifying your drawing options, click OK to store your settings
and close the Preference Editor.
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Datab ase Click the Databases tab in the Preference Editor to choose
Pref databases searched with an Explore task. Database selections may
rererences only be made before you begin a task.

Reference databases offers two choices:

e CAPLUS (cannot be deselected)
» MEDLINE (can be selected or deselected)

If the default order for references is Accession Number Order, the order
that the databases are listed determines the order that references are
displayed. To change the order, click the name of a database and then
click Move Up or Move Down.

The Structure database is REGISTRY.
The Reaction database is CASREACT.

“* Preference Editor H=1E3
Displayl F'rintl Explorel Drawing| Databases |Ana|yze| Otherl Save Asl

Reference databases: ;I The CAplus database covers warldwide literature from all areas of ;I
chemistry and chemical engineering from 1947 to the present.
Coverage includes biochemistry and applied, macromolecular,

» MEDLINE organic, physical, inorganic, and analytical chemistry. Patent
abstracts represent about 16% of the database. Patents from 4
major issuing authorities are available in CAplus within 2 days of
¥ REGISTRY issue. CAplus also provides early access to the bibliographic
information for documents in the process of being indexed by CAS.
CAplus contains bibliographic information from all articles cited on
¥ CASREACT the table-of-contents pages of more than 1,600 core journals that
make up more than 50% of the CAplus database.

Structure databases:

Reaction databases:

Coverage: 1947 to date.

This is a public file and is updated daily.

[l over g | Move Diown |

coen_|

Setti ng Database After modifying your databases options, click OK to store your settings
Preferences and close the Preference Editor.
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Analyze Click the Analyze tab in the Preference Editor to customize the
Analyze and Refine features. The Analyze References and Refine by
Preferen ces Property preferences are displayed.

Preference Editor

Select an option from the Histogram Entry Sort Order section to
customize the order of Analyze results. You may choose to arrange
the results in Alphabetical order or By Frequency. The default is By
Frequency.

Select Display intermediate Analyze results to view results as they
are processed. This is selected by default.

In the Refine by Property section, you may set Default Values and
Default Properties for the Refine by Property feature described in
Chapter 5.
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Setting Analyze
Preferences

Enter or select ranges of interest for the properties listed in the Default
Values box. In the Default Properties list, select the properties you
would like to have selected by default for the Refine by Properties
feature. SelectInclude substances with no value for the specified
properties to ensure that substances without values available are
retained in your answer set. Click Restore SciFinder Defaults to
return the values to their original settings.

After modifying your Analyze and Refine options, click OK to store
your settings and close the Preference Editor.
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Preferences

Prog rams Click the Programs tab in the Preference Editor to customize
applications to launch automatically when specific file types are
Prefejren Ces accessed within SciFinder Scholar. The Programs preferences are
(Macmtosh only) displayed.
O Preference fditor=""c——————— O|H

Display [Print rEHpIure rDrawing [I]atabases [Hnalgze [I'rng]rnms [l]ther [Saue As ‘

Programs

Description Suffir Program

Internet Document htm, html Netscape Navigator = |

Acrobat Document pdf Acrobat Reader
Delete

ok ]

Setting Programs
Preferences

At present, Acrobat and Internet documents are the only file types that
can be found within SciFinder Scholar data.

To add an application to your Programs preferences, click Add. The
Add Program dialog box is displayed, where you can enter the
appropriate information. Click OK to save the information and insert the
application into your program list.

To edit information about a application, select it and click Edit. The
Edit Program dialog box is displayed, where you can make the
appropriate changes. Click OK to save the changes.

To delete an application from the list, select it and click Delete. You
are not given a confirmation dialog box for deleting applications. If you
change your mind, click Cancel to retain your previous list.

After modifying your Programs settings, click OK to store your settings
and close the Preference Editor.
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Other
Preferences

Preference Editor

Colors and Animation

Click the Other tab in the Preference Editor to customize Colors and
Animation and other Options. These preferences are displayed.

[
-

LS B B B B

To change the color of highlighting, hypertext, or histograms, select a
different color from the appropriate drop-down menu. The default colors
are blue for text highlighting, red for structure highlighting, purple for
hypertext, and blue for histograms.

To change the animation that displays while SciFinder Scholar retrieves
information, select a different option from the Animation box. You
may select from three different animations. These are shown in the
bottom right-hand corner of all applicable windows. The default
animation is a Flask.

Color and animation changes take effect immediately.
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Options

Setting Other
Preferences

The Show confirm dialog upon new task box is used to
automatically display a message when you begin a new task that will
remind you that the task you are leaving has not been saved. This
option is off by default.

The Audible alert when search is complete option sounds an alert
when your SciFinder Scholar search has finished. This option is on by
default.

The Confirm upon new task if structure datais unsaved option
should be selected if you want SciFinder Scholar to notify you that the
structure task you are about to leave is not saved. This is on by
default.

The Use secure sockets for ChemPort ordering option is available if
you want to use secure measures when ordering documents via the
Web through ChemPort. This is off by default.

The Browse on a single window option allows Windows users to use
the same browser window for all Internet link requests. If deselected, a
new browser window opens for each request. This option is on by
default.

The Highlight query in structure answers option highlights the
portion of a structure answer that matches the drawn structure. Itis on
by default.

After modifying your Other options, click OK to store your settings and
close the Preference Editor.
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Save As Click the Save As tab in the Preference Editor to customize Save As
Preferences options. The Save As preferences are displayed.

Preference Editor

<NEWLINE> =]

o

Reference Formats The Save As formats for references are identical to those for Display.
See the Display Preferences section at the beginning of this appendix
for details. The Main Viewer default format is Summary. The Viewer
default is Full.

Substance Formats The Save As formats for substances are identical to those for Display.
See the Display Preferences section at the beginning of this appendix
for details. The substance default for the Main Viewer and the Viewer
is Full.
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Preferences

Quoted Options

Answer Key Options

Setting Save As
Options

Select characters to define terms and to separate entries by choosing
from the Quote Character and Delimiter drop-down menus,
respectively.

The defaults (“ and ‘) are the most commonly used characters for the
Comma-Separated Value (CSV) format that is used for input into
spreadsheets, e.g., Excel, and database programs, e.g., Filemaker
Pro. Numerous other options, including tab-delimited, can be specified
with these settings.

Select Include Database Name to show the database from which that
record was retrieved. This option is on by default.
Also select from the Delimiter drop-down menu to identify how you

want to separate answers. (KNEWLINE> is the default.)

After modifying your Save As options, click OK to store your settings
and close the Preference Editor.
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Importing and Exporting
Structure Queries

SciFinder Scholar allows you to use structure queries created in other
Windows and Macintosh applications, including:

* STN Express® with Discover!
* ChemDraw®

* Chemlintosh®ChemWindow®
* |SIS®/Draw

Structures may be saved in:

* STN Express format (.str)
» SciFinder format (.cxf)
* MDL molfile format (.mol).

In addition, SciFinder Scholar can save structure queries in these
same formats for use in the above or other applications. This
appendix discusses opening from and saving to these formats.
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Importing
Structure
Queries

There are two ways to import a structure into SciFinder Scholar. One
way is to save the structure in .str, .cxf, or .mol format in another
application. The resulting file can be opened in the SciFinder Scholar
Structure Drawing window. To do this, select Open from the File
menu. The Open File dialog box is displayed. Choose the appropriate
file type from the Files of type drop-down menu.

Open File EE
Lok i | Seifind = ®| cf
Alk.aloid [ Manocarh 3 Scontg
Aminoaci [ Meortg (21 Steroid
Bicarboc [CAMoscontg [(ATemp
Carbohypd [C Mucleica (23 Uninst
Coordina & Ozontg Ea Uzer_Def
Misc (A Palycarb
File: name: I lﬂl
Files of tpe: | SciFinder [*.cxf] j Cancel |
CF [*.omf)

ChemDraw [MDL malfile] [¥.mal)
Chentwindows (MOL maolfile] (7. mol)
1515 /Diraw [MOL maolfile] 1% mol)
DL molfile [*.mal]
" zhr

Select a file name and click Open. The structure is displayed in the
SciFinder Scholar Structure Drawing window.

For ISIS/Draw users, structure queries are not typically saved as
molfiles. To create a molfile in ISIS/Draw, choose Export from the File
menu. Then choose molfile.

Alternatively, STN Express and programs using the MDL molfile format
can copy one or more of the formats above to the clipboard. If this
capability is enabled within the Drawing tab of the Preference Editor,
select either the entire structure or the portion that you want to import
into SciFinder Scholar. Select Copy from the Edit menu. Switch to the
SciFinder Scholar Structure Drawing window. Then select Paste from
the SciFinder Scholar Edit menu to display the structure.

For ISIS/Draw users, this capability must be turned on. In ISIS/Draw
v2.1.3, choose Settings from the Options menu and then select the
General tab. Click the check box next to Copy Mol/Rxnfile to the
Clipboard. This procedure should be similar in other versions.
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Exporting
Structure
Queries

Depending on the chemical structure, there are significant convention
differences between MDL molfiles and SciFinder Scholar structure
queries. SciFinder Scholar translates these conventions as accurately
as possible. When it is not possible to do a one-to-one translation,
SciFinder Scholar broadens the query to the most precise common
denominator.

SciFinder Scholar can save structures in .str, .cxf., or .mol format.
From the File menu in the SciFinder Scholar Structure Drawing
window, choose Save if you have not already saved the structure as a
SciFinder Scholar structure query. Alternatively, choose Save As if
you have already saved the structure as a SciFinder Scholar structure
query and you want to save it in multiple formats. The Save or Save
As dialog box is displayed. Choose the file type from the Save as type
drop-down menu.

Save As E
Save jn: I 3 Seifindr j gl
Alkalaid [ Manocarh £ Scontg
Aminoaci A Ncontg (L3 Stermid
Bicarboc (55| Mogcontg (55| Temp
Carbohyd [ Mucleica (3 Uninst
Coaordina | Ocontg | Uszer_Def
tizc [ Polycarb
Filz narne: | Save I
Save az typer |SciFinder [*.cxf] ﬂ Cancel |
CF [F.crf]

ChermDraw [FMDL malfile] [¥.mol]
Chemtwindows (MOL maolfile] [ mol)
1515 /Doraw [MOL maolbile] [* mol]
FOL malfile [*.mol]

Enter a name in the File name box and click Save. The structure is
saved in the specified location. The resulting file can be opened by
applications that can read that particular file type.

ISIS/Draw users must choose Import from the File menu and then
choose molfile to read an MDL molfile.
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To copy a structure using the clipboard, first verify in SciFinder Scholar
that the appropriate clipboard format is selected in the Drawing tab in
the Preference Editor. Then select either the entire structure or the
portion that you want to export. Choose Copy from the Edit menu.
Finally, select Paste in any application that can read the format from
the clipboard.

When exporting to the MDL molfile format there may be significant
convention differences between MDL molfiles and SciFinder Scholar
structure queries. SciFinder Scholar translates these conventions as
accurately as possible. When it is not possible to do a one-to-one
translation, SciFinder Scholar broadens the query to the most precise
common denominator. SciFinder Scholar structure queries have many
attributes that bring greater precision when searching extremely large
databases such as CAS REGISTRY. These attributes may not be as
desirable when structures are saved for a purpose other than as a
query or used in other structure-search applications that either do not
need or possibly may not support this precision. In these cases, use
the structure query editor for that format, e.g., ISIS/Draw, to modify the
attributes that you want to change. In ISIS/Draw, many of these
attributes are found within the Edit Molecule option in the Object
menu when the entire structure is selected.
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What is
Smartsearch?

What does
Smartsearch
Retrieve?

Smartsearch: Inside Explore by
Chemical Structure

This appendix describes SciFinder Scholar's Smartsearch capability,
which interprets your structure query for the maximum relevant
retrieval of substance candidates. In this appendix, you will find tips
and information to help you understand what is being done to
maximize retrieval.

NOTE: This feature applies to exact and substructure searches, but it
does not apply to reaction searches.

Smartsearch is a highly technical capability within Explore by
Chemical Structure that allows you to draw a chemical structure in the
way that is most familiar to you. Smartsearch takes your structure
and makes appropriate adjustments to account for various
conventions used by chemists. Smartsearch intelligently interprets
the structure drawing to allow for the maximum relevant retrieval of
substances that match your drawing.

Smartsearch automatically finds all substances that contain the same
arrangement of atoms and bonds that you draw. The retrievals may
include:

* The structure exactly as you have drawn it

+ Stereoisomers

* Tautomers (including keto-enol)

» Coordination compounds

* Charged compounds

* Radicals or radical ions

* Isotopes

* Polymers in which the structure is a monomer
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Some examples where Smartsearch allows for special areas of
interpretation are listed below:

Tautomers and aromatic bonds are automatically accounted for,
including the keto-enol forms of a drawing. Smartsearch will

intelligently retrieve the tautomers and aromatic systems on the
basis of the single and double bonds you draw in your structure.

SciFinder Scholar may retrieve structures where double bonds
are in different locations than in your drawing or where hydrogens
are on different atoms than in your drawing.

For some substances, especially dyes, you may find a charge
located on a different atom than where you placed it.

Structures that contain metals are automatically manipulated to
allow for greater variations. Disconnected and ring forms are
retrieved regardless of how you represent the structure. A metal
is any element other than the following: H, B, C, N, O, F, Si, P, S,
Cl, As, Se, Br, Te, |, At, He, Ne, Ar, Kr, Se, Rn. All hydrates are
automatically retrieved for metal-containing substances.

Phosphorus-halide and arsenic-halide type search queries
retrieve variations where the halogen is a free ion, is bonded to
the phosphorus or arsenic, or is bonded to another halogen,
regardless of which way the query is drawn.

Both open (acyclic) and closed (cyclic) representations of
fluorescein- and phthalein-type dyes are retrieved, if both have
been registered, regardless of which way the query structure is
drawn. This is also true for hemiacetals and simple sugars.

No special intelligence has been included to allow for polymers,
complex carbohydrates, biosequences, alloys or tabular inorganics,
stereochemistry, or radical ions. However, these substances are
retrieved if they match your structure.

Because SciFinder Scholar favors retrieval over precision, you might
receive some false hits in your answer set. However, for each
answer, you can decide whether or not you want to view further
information on the substance. Use of the Keep Substances, Refine
Substances, and Analyze Substances tools will help you zero in on
structures of particular interest. In particular, the Analyze by Precision
feature can help you eliminate loosely related answers.
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Exact vs
Substructure
Searches

Exact Searches

Substructure
Searches

In the results, there may be times when more than one answer
appears to be the same substance. The answers are not the same;
they may differ by stereochemistry or other factors. Click the
microscope icon and look at the names of the answers to find the
differences.

If your SciFinder Scholar package includes the SciFinder Substructure
Module (SSM), when you click Get Substances, you are given the
option to retrieve answers where your query structure is:

* an exact match or a related structure
* a substructure of a more complex structure

If you do not have SSM, your searches are conducted as exact
searches.

The remainder of this appendix describes the differences in how exact
and substructure searches are treated by Smartsearch.

Exact searches retrieve answers such as those listed on the first page
of this appendix. Families, e.g., polymers, mixtures, salts, are
automatically retrieved. To eliminate particular substance types from
future answer sets, adjust the options within the Explore tab of the
Preference Editor. Or, use the Additional Options feature, available
from the Get Substances dialog.

Answers retrieved with exact searches will not have additional
substitution, beyond what you have drawn in your query structure.
With exact searches, you cannot specify “open” sites. Structures are
considered to be “closed,” so you do not need to draw hydrogen atoms
on your structure. Smartsearch automatically includes them if you do
not.

As with exact searches, answers such as those listed on the first page
of this appendix are retrieved. To eliminate particular substance types
from future answer sets, adjust the options within the Explore tab of
the Preference Editor. Or, use the Additional Options feature,
available from the Get Substances dialog.



C-4 Appendix C

Smartsearch

Substructure searches, however, will provide answers with additional
substitution. All nodes are assumed to be “open,” and ring systems
are assumed to be “unlocked.” Use the tools described in Chapter 5 to
adjust these substructure drawing defaults.

Additional variability can be added to substructure drawings with use of
the X menu and R Group tools. See Chapter 5 for details.
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Property Definitions

SciFinder Scholar’'s Refine by Property feature allows you to retrieve
substances that possess a particular property or set of properties. In
addition, properties are displayed in many SciFinder Scholar substance
records.

Properties are calculated using an algorithm from Advanced Chemistry

Development, Inc. (ACD). This appendix lists the ACD definitions for
the properties currently available in SciFinder Scholar.

Hydrogen Acceptors

The sum of the number of nitrogen and oxygen atoms in the molecule.
(These atoms are capable of forming hydrogen bonds with the hydrogen
atoms attached to nitrogen or oxygen atoms.)

Hydrogen Donors

The total number of hydrogen atoms attached to the nitrogen and/or
oxygen atoms in the molecule. (These hydrogen atoms are capable of
forming hydrogen bonds with hydrogen acceptor atoms.)

Molecular Weight

The sum of the atomic weights of the atoms in a molecule calculated
using the 1997 IUPAC atomic weights.

logP

The logarithm of the partition coefficient between octanol and water for
the neutral form of a compound.

Freely Rotatable Bonds

The total number of single, nonring bonds about which rotation causes

a significant physiochemical change in the relative position of the
atoms in a molecule.
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logD

The logarithm of the partition coefficient between octanol and water at a
given pH for the mixture of the neutral and ionic forms of a compound.
pKa

The negative logarithm of the acid—base dissociation constant (in the
range of 0 to 14) at 25 °C and zero ionic strength in aqueous solutions
for the most acidic and/or most basic sites in a molecule. The pKa for
the most basic site is the pKa of the molecule after the most basic site
has been protonated.

Molar Solubility

The number of moles of a compound that dissolve in pure water at

25 °C to produce a liter of saturated solution.

Semiquantitative Ranges for Molar Solubility

Very Soluble 1 mol/L < Solubility
Soluble 0.1 mol/L < Solubility <1 mol/L
Slightly Soluble 0.01 mol/L < Solubility < 0.1 mol/L

Sparingly Soluble Solubility < 0.01 mol/L
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CA Sections

Records in the CAplus database are categorized by subject matter
into CA Sections. CA Sections are organized into section groupings,
shown in bold type in the CA Section list below.

With the Analyze References feature, you may analyze an answer set
by CA Section Title. References are grouped by subject matter into
appropriate CA Sections. Results of the analysis are displayed in a
series of histograms. Refer to Chapter 7 for information on analyzing
references.

Biochemistry Sections

Pharmacology

Mammalian Hormones

Biochemical Genetics

Toxicology

Agrochemical Bioregulators

General Biochemistry

Enzymes

Radiation Biochemistry

Biochemical Methods

10. Microbial, Algal, and Fungal Biochemistry
11. Plant Biochemistry

12. Nonmammalian Biochemistry

13. Mammalian Biochemistry

14. Mammalian Pathological Biochemistry
15. Immunochemistry

16. Fermentation and Bioindustrial Chemistry
17. Food and Feed Chemistry

18. Animal Nutrition

19. Fertilizers, Soils, and Plant Nutrition
20. History, Education, and Documentation

©OoNOOAWN =

Organic Chemistry Sections

21. General Organic Chemistry

22. Physical Organic Chemistry

23. Aliphatic Compounds

24. Alicyclic Compounds

25. Benzene, lts Derivatives, and Condensed Benzenoid Compounds
26. Biomolecules and Their Synthetic Analogs

27. Heterocyclic Compounds (One Hetero Atom)
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28.
29.
30.
31.
32.
33.
34.

Heterocyclic Compounds (More Than One Hetero Atom)
Organometallic and Organometalloidal Compounds
Terpenes and Terpenoids

Alkaloids

Steroids

Carbohydrates

Amino Acids, Peptides, and Proteins

Macromolecular Chemistry Sections

35.
36.
37.
38.
39.
40.
41.

42.
43.
44.
45.
46.

Chemistry of Synthetic High Polymers

Physical Properties of Synthetic High Polymers
Plastics Manufacture and Processing

Plastics Fabrication and Uses

Synthetic Elastomers and Natural Rubber

Textiles and Fibers

Dyes, Organic Pigments, Fluorescent Brighteners, and
Photographic Sensitizers

Coatings, Inks, and Related Products

Cellulose, Lignin, Paper, and Other Wood Products
Industrial Carbohydrates

Industrial Organic Chemicals, Leather, Fats and Waxes
Surface-Active Agents and Detergents

Applied Chemistry and Chemical Engineering Sections

47.
48.
49.
50.
51.
52.
53.
54.
55.
56.
57.
58.
59.
60.
61.
62.
63.
64.

Apparatus and Plant Equipment

Unit Operations and Processes

Industrial Inorganic Chemicals

Propellants and Explosives

Fossil Fuels, Derivatives, and Related Products
Electrochemical, Radiational, and Thermal Energy Technology
Mineralogical and Geological Chemistry
Extractive Metallurgy

Ferrous Metals and Alloys

Nonferrous Metals and Alloys

Ceramics

Cement, Concrete, and Related Materials

Air Pollution and Industrial Hygiene

Waste Treatment and Disposal

Water

Essential Oils and Cosmetics

Pharmaceuticals

Pharmaceutical Analysis
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Physical, Inorganic, and Analytical Chemistry Sections

65.
66.
67.
68.
69.
70.
71.
72.
73.

74.

75.
76.
77.
78.
79.
80.

General Physical Chemistry

Surface Chemistry and Colloids

Catalysis, Reaction Kinetics, and Inorganic Reaction Mechanisms
Phase Equilibriums, Chemical Equilibriums, and Solutions
Thermodynamics, Thermochemistry, and Thermal Properties
Nuclear Phenomena

Nuclear Technology

Electrochemistry

Optical, Electron, and Mass Spectroscopy and Other Related
Properties

Radiation Chemistry, Photochemistry, and Photographic and
Other Reprographic Processes

Crystallography and Liquid Crystals

Electric Phenomena

Magnetic Phenomena

Inorganic Chemicals and Reactions

Inorganic Analytical Chemistry

Organic Analytical Chemistry
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