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Agenda

• Introduction of CAS

• What is SciFindern?

• Content and Coverage in SciFindern

• A few online Case studies – General interest

– Substance searching 

– Reference searching and PatentPak

– Reaction searching and MethodsNow Synthesis

• CAS Retrosynthesis planner

• Markush structure searching

• Questions and Answers



Chemical Abstract Service 

• More than 2,500 scientists, engineers are behind creation of 
SciFindern.

• They intellectually analyze published articles, patents and 
“structure” them with standard concepts/ keywords for easy 
retrieval.
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Value added Indexing
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Value added Indexing
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Chinese patent
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Content and coverage 

CAS is a division of the American Chemical Society.                 

Copyright 2018 American Chemical Society. All rights reserved.
7

Reference
• >48M references 

available
• Patents from 63 

patent issuing 
authorities

• 10,000+ Journal 
Publications

• PatentPak

Substances
• >148M substances
• >7.6BProperty values
• >1M Markush 

structures
• Back referencing for 

substances till 1800

Reactions
• >116M reactions 

available
• MethodsNow

Synthesis
• CAS Retrosynthesis 

planner



How to Log in into SciFinder-n

1. Go to https://www.cas.org/ > Login to > SciFinder-n
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https://www.cas.org/


Enter your Login credentials 
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SciFinder-n interface 
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Substance searching

• Search substance query: Carbazole

1. Search substance by name (Commercial name, IUPAC name or CAS registry 

number)

2. Search substance using structure

CAS is a division of the American Chemical Society.                 

Copyright 2019 American Chemical Society. All rights reserved.
12



1. Search substance by name 
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SciFinder-n provides 
autosuggestions for search 

query



Search substance by name
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Retrieve all reactions, references, 
suppliers and create retrosynthesis plan 

on single click



Substance details
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Download, share and 
export substance details 



2. Search substance using structure
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Substance search

CAS is a division of the American Chemical Society.                 

Copyright 2019 American Chemical Society. All rights reserved.
17



St
ru

ct
u

re
 Exact

Substructure

Similarity
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Exact , Stereoisomers, Salts and 

mixtures

Exact Search + Substitution at open 

positions, Additional ring fusion, 

isotopes

Similar Chemical structures containing 

Positional isomers, Different or fewer 

substituents, Different ring systems

Type of structure searches Answers retrieved
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Case study

Search references for Shape memory polymers

1. Search for Shape memory polymer as a keyword

2. Retrieve all references and filter all references by document type Patent

3. Explore all other refinement options
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Key word search
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References retrieved
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A new, proprietary 

algorithm presents the 

most relevant answers 

for your immediate 

review and evaluation 

alongside other 

important criteria



Different filtration options 
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Refine references using concept titles 
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Citation Map
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Combine text and structure searching
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Draw structure within 
‘Draw” option 

available to combine 
Keyword and 

structure query



One of the reference
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PatentPak is a CAS solution to ease the substance search in 

patents

• Types of issues & challenges faced in day-today while searching patents

• What is PatentPak? And how does it work?

• Coverage and Content of PatentPak

• What if an important Patent is not in English?

• Conclusion
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Search patented references published in English language
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Explore patent 
in PatentPak



PatentPak viewer
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Situation 1: Patent disclosed substances only by 

IUPAC name 

If the patent is big, it is difficult 
to find the substance by just its 
name…….. 



Situation 2: Name or structure not given - Only data is available.

CAS is a division of the American Chemical Society.                 

Copyright 2018 American Chemical Society. All rights reserved.
32



Situation 3: Disclosed/Claimed compounds are in 

tabular form.

CAS RN 164-8720-97-1 

assigned by Chemical 

Abstract Service



Situation 4: Disclosed/Claimed compounds have a 

different common name (which you are not aware)

We had searched by “Sulfabutin” and were not aware that it’s also called “busulfan”



How to use Boolean operators 

CAS is a division of the American Chemical Society.                 

Copyright 2019 American Chemical Society. All rights reserved.
35

Separate keyword search for 
hand wash and hand 

sanitizer



Use ‘OR’ Boolean operator to get combined search for both 

keywords
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Use of ‘AND’ Boolean operator to get references containing both 

keywords/ concepts in same reference  
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Use of ‘NOT’ Boolean operator to exclude one of the keyword from 

main search
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Use of parenthesis with Boolean operators
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This will search 
references in 

which 
keyword/concept 
of Hand sanitizer 

and disinfectant is 
mentioned 

together but not 
Hand wash



Use of quotation marks to search exact phrase along with Boolean 

operator
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Special characters and wildcard searching

• Use of Asterisk (*) mark
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Query Disinfect* will match 
Disinfectant, disinfection, 

disinfecting, disinfected etc.



Special characters and wildcard searching

• Use of question mark (?)
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Search query: Colo?r. 
it helped retrieving 
references where 
color or colour is 

mentioned.
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Reaction searching

• Search reactions for Pitavastatin
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Synthetic reactions for Pitavastatin

CAS is a division of the American Chemical Society.                 

Copyright 2019 American Chemical Society. All rights reserved.
45

Selecting all 

required 

refinement 

options, available 

reactions SciFinder-n will 
consider sterio-
structures. We 

can select 
required 

stereochemistry
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Search for exact reaction using various refinement options 

available



Exploring one of the reaction Scheme
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MethodsNow Synthesis

• MethdsNow provides detailed description of the synthetic experimental 

procedures utilized in the lab. 

• Finding these methods and protocols in the literature is time consuming.

• MethodsNow® is a single source for searching the latest published scientific 

methods by featuring step-by-step instructions that you can take right to the 

lab and synthesize the compound.
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Experimental details using MethodsNow synthesis
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Experimental details using MethodsNow synthesis
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CAS Retrosynthesis Planner

• For new or known molecules, SciFindern will perform a full retrosynthetic 

analysis utilizing the renowned CAS collection of reactions, presenting 

results in a highly intuitive and interactive synthesis plan.

• It will help,

– Synthesizing new molecular innovations

– Process development and scale up

– Evaluating new synthetic options

– Identifying opportunities for new breakthroughs in methods development
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Creating retrosynthetic plan for required compound

• Built retrosynthetic plan for Rosyfolia
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Creating retrosynthetic plan for required compound
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Retrosynthesis plan
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Searching alternative step
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Alternative steps (Experimental and Predictive)
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Check for the type of 
alternative step, evidence 

reactions and average 
yield



Incorporating predictive step
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Evident reactions
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Retrieves all published 
reactions discussing same 

type of chemical 
transformation



Edit Plan Options
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Break Bond

Protect Bond



Export, Share and Save retrosynthesis plan

CAS is a division of the American Chemical Society.                 

Copyright 2019 American Chemical Society. All rights reserved.
61



Agenda

• Introduction of CAS

• What is SciFindern?

• Content and Coverage searchable in SciFindern

• A few online Case studies – General interest

– Substance searching 

– Reference searching and PatentPak

– Reaction searching

• CAS Retrosynthesis planner

• Markush structure searching

• Questions and Answers



Difficult to find some substances?

• Whether the substance I prepared is novel?

• Is the below substance claimed generically in any patent?
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Find it with Markush search



Is this substance indexed?
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So is this substance is a novel 
substance?



Indexing substances in patent

There are generally two types of substance indexing when 

it come to indexing in patent.

1. Specific substances: Represented with an exact 

structure and name. these substances also get CAS 

Registry number.

2. Generic substances: Represented with general or 

generic structure. So a single generic structure can 

represent hundreds of substances at once.
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Similar compounds available 
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Searched query:
Similar substances:
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Know exact 
location of 

substance using 
PatentPak
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Search history 
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Rerun the 

resent  search. 



Search history 
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Handpick a type of 

search from search 

history

Assign a range of 

dates or select a 

particular month to 

search the history and 

rerun the search to get 

all previously viewed 

data.



For example
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Access all saved answer sets
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Overview 
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Search according to result type 
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Select any result 

type and rerun 

the search



Migrate from SciFinder
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Migrate all saved 

references, 

substances or Keep 

me posted alerts 

from SciFinder if any



Combine option
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Saved reference sets 

can be combined, 

intersected or 

excluded to get 

expected set of 

references



Select sets of references to run desired combine option
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Stay updated
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Assign alerts with 

required frequency to 

stay updated



Add tags
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Add a pre-
saved tag or 
assign a new 
tag to saved 
answer
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Thank You!

For any additional information, please contact us at 

info@acs-i.org


