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Technical aspects of SciFinder Webp

• SciFinder URL : http://scifinder.cas.org
Windows-based browsers Internet Explorer 6.x and 7.x as 
well as FireFox 2.x
Mac browser support for Firefox and SafariMac browser support for Firefox and Safari
Java applet (J2SE Runtime Environment 6.0, which 
installs Java 1.6 version) installed on users’ computers for 
CASDraw to operateCASDraw to operate

• No software or sife.prf required

N t k i t• Network requirement:
https (SSL) connection via port 443 to scifinder.cas.org
http connection on port 80 to chemport cas orghttp connection on port 80 to chemport.cas.org

• Client based SciFinder will continue to be fully supported 
by CAS
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Online user registration consists of two stepsg p

Key Contact Setup
• Log on to myCAS to use set-up registration capabilities
• Verifies email domain(s) are correct and sufficientVerifies email domain(s) are correct and sufficient
• Sends CAS corrections or updates as needed

Generates niq e registration URL for distrib tion to• Generates unique registration URL for distribution to 
users

User RegistrationUser Registration
• Obtains the registration URL

Creates a new username and password online• Creates a new username and password online
• Enters required email address and other information
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• Confirms registration via email



User enters the information
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Email validation for new IDs
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User receives email confirmation 
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User is now ready to access
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A varity of ways to exploreA varity of ways to explore
• Research Topics

• Chemical names or structures

• Reaction structure drawings

• Functional group tranformation• Functional group tranformation
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SciFinder web interface
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SciFinder allows for integrated searching of these 
essential resources for scientists
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New content added – more property data

•1 9 billion predicated and1.9 billion predicated and 
experimental properties, 
spectra and data tags  

•23.8 million newly released 
predicted proton NMR p p
spectra

•Thousands of newThousands of new 
experimental NMR, IR, and 
Mass spectra as well as 

i l h i lexperimental physical 
properties now appear in 
Substance Details
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Prophetic Substance

A new role for substances 
indexed as prophetics.  It is 
a specific substance located 
in the examples of a patentin the examples of a patent 
that has no supporting data 
(e.g property data or yields) Reference Detail
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New content added – New reaction informationNew content added New reaction information

• More than 29 million preparationsp p

• Thousands of evaluated reactions from several 
Wiley reference works:Wiley reference works:

Encyclopedia of Reagents for Organic Synthesis (EROS)
Organic Synthesesg y
Organic Reactions

Giving access to important older reactionsGiving access to important older reactions
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Reference Search
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Clear search interface at one pagep g

-Choose for references, 
b t dsubstances and 

reactions search from the 
top 

-Choose for the search 
way from the left
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-Entry the search queries 
in the middle



Informative references answer pageInformative references answer page

-Abstract information for quick reference, with the keyword highlighted

-Get related information for particular or all references
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-Analyses are performed automatically for getting more ideas of 
answer set



A CAplus record (1)

Permalink: Sharing 
the links for records
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A CAplus record (2)

CAS scientists index for novel 
concepts and substancesconcepts and substances

Concepts heading with sub-
heading for detailed informationg

Index terms are linked for 
faster exploring

CAS registry number is 
indexed for substance with 
specific rolespecific role
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Analyze the results by different ways
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Keep selected records and analysis display

- Keep/Remove selected records

-Output options
-Save (on CAS server, up to 20,000 answers per answer set)

-Print answers

E t i diff t ki d f f t ( k df t t )
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-Export in different kinds of format (.akx, .pdf, .txt.) 

-Keep analysis result



Categorize helps to refine to specific index termsCategorize helps to refine to specific index terms 
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Refine the answer sets to particular interestRefine the answer sets to particular interest
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Combine answer sets for references, 
substances and reactions
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Keep me posted for references
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Download up to 10 previous history sessionsDownload up to 10 previous history sessions
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Structure search 
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Structure Drawing Tools
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Structure search java plug-in
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Structure search result 

Automatic analysis:

- Substance roles, elements, reaction availability 
and commercial availability 

However, the following analyses are not 
available yet:
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available yet:

- Ring skeleton, real atom attachment, variable 
group and R-Group



Refine structure results by atom attachment
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A substance record (1)
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A substance record (2)
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Get interest references for substance 
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Get reaction information with detailed 
conditioncondition
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Export supplier information to excel table 
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Structure searchStructure search 
(New Enhancements) 
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Structure search java plug-in
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Structure search result 

Automatic analysis:

- Substance roles, elements, reaction availability 
and commercial availability 

However, the following analyses are not 
available yet:
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available yet:

- Ring skeleton, real atom attachment, variable 
group and R-Group



Refine structure results by atom attachment
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A substance record (1)
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A substance record (2)

A division of the American Chemical Society



Get interest references for substance 
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Get reaction information with detailed 
conditionco d t o
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Export supplier information to excel table 
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Summary of Scifinder Web

• Provide quick access and user friendly interface q y
to search for scientific information

• New features that are tailor made for the needs• New features that are tailor made for the needs 
of researchers

• Enhanced content for properties, spectra, 
registration, reaction information and etc

• Personalization features (keep me posted and 
save as))
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Explore Reaction (Ex. Caffeine : Step 1) 

Draw a structure or Search by common name

1. Draw a structure or Search by 
common name : Caffeine

2. Select Solvent list
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Select Solvent Limiter (Step 2)

Focus your reaction results by specifying one or 
more solvents.

Sort by Solvent Hierarchy
Sort by Solvent List

1. Draw a structure or 
Search by common nameSearch by common name 
: Caffeine

2. Select Solvent  by Solvent 
Hierarchy : Go to SCFHierarchy :  Go to SCF 
category then select 
“Water”  
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Reaction Answer Set Sort/ Solvent Exploring
(St 3)(Step 3) 

A division of the American Chemical Society



Analyze by Solvent (Step 4) 
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Export Feature (Step 5) 
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Quick Search from reaction result set 
(Step 6)(Step 6)
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Get Similar Reactions (Step 7.1)

Find reactions that undergo similar transformations for all single 
step reactions
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Get Similar Reactions (Step 7.2)

A division of the American Chemical Society



Similarity Matches
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Explore Substance (Ex. Aspirin, Step 1) p ( p p )

Variable number of substance 
answers per page
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Refine by Property Value (Step 2.1)
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Refine by Property Value (Step 2.2)
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Export Substance Property Data (Step 3.1)p p y ( p )
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Export Substance Property Data (Step 3.2)Export Substance Property Data (Step 3.2)
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Carbon-13 NMR Spectrum (new) 
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C-13 NMR and other spectra
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Summary of Scifinder Web

• Provide quick access and user friendly interface q y
to search for scientific information

• New features that are tailor made for the needs• New features that are tailor made for the needs 
of researchers

• Enhanced content for properties, spectra, 
registration, reaction information and etc

• Personalization features (keep me posted and 
save as))

A division of the American Chemical Society



Thank you 

Email: pootorn@book co thEmail: pootorn@book.co.th
OR : bhawatr@gmail.com 
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