SciFinder:
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SciFinder® substructure searching capabilities give you unparalleled substructure access to the world's largest and most
current chemical substance database.

Additional tools — for example, tools to include variable groups and R-groups in your structure — let you broaden or narrow

your structure query. By default, substructure searches retrieve exact results, plus substances with additional substitution
and/or ring fusion.

1. Click the structure drawing N el st e L s o et
thumbnail to open the FrEEET T IR E R @
edltor. ‘?‘ ’ k‘?) Draw or change stoms or bonds.
H m shart ~
Use tools down the left side A &
and across the bottom to I
draw your structure. T
&,
Substructure-specific tools -~ [ 0
let you: g
\ & i i
« Draw variables and/or XN K | %N 0 E
R-groups ¢ 8o |
+ Block atoms from e
additional substitution @ @ N
o Block rings from Get substances
. . that match your
add|t|0na| fUS|0n query using:
() Exact search
Once you have finished (@ Substructure
. el search
gra[\)NI?g, StEIeCt h d £l e il | > () Similarity search
ubstructure searc ) an C |C| H oS MNP C B F | Si Scale 100 |I!‘
U B 558 en
Cg Hy5 N3 Og (query) |243-22 Il |
Tips:

e It may be helpful to set your browser to full screen when using the Structure Editor.

You can also resize the window by dragging its lower-right corner

e Mouse over the tool buttons to see names or descriptions for the tools.

e Once you select a tool, information also displays above the drawing area.

o For details about drawing structures and using each of the tools, see the SciFinder
Help files.
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o If you want to switch to the Reaction Editor, click b,




2. SciFinder provides you with
options to further define
your search.

Click Search.
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Tips:

e Change the search type to Substructure, if you forgot to do that within the drawing
editor.

o Specify whether you want to see a precision analysis (not available with stereo
feature or similarity search).

e Select specific Characteristics, Classes, or Studies that you want to apply to your
search.

3. If your query structure
includes stereochemistry,
SciFinder automatically
analyzes the results by
stereo.

Select the candidate
group(s) of interest, and
click Get Substances.
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4. Review your answers.
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5. Work with substances.... SciFinder allows you to work with substance answer sets in a variety of ways. For

hints and tips, see the How To Guides for:

e Working with Substance Answer Sets: Overview
e Analyze Substance Answer Sets

¢ Refine Substance Answer Sets

e Obtain Commercial Sources

o View Properties

e Combine Answer Sets

e Print, Save, and Export Results

SciFinder also offers exact structure and similarity searches. See the How To Guides
for:

e Explore by Chemical Structure
o Explore by Structure Similarity

CAS Customer Care
Phone: 800-753-4227 (North America)

® 614-447-3700 (worldwide)
Fax: 614-447-3751

A division of the
American Chemical Society

E-mail: help@cas.org
Internet: www.cas.org




