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What criteria must a substance meet to be included in 
the CAS REGISTRY? 

•  Identified by CAS as coming 
from a reputable source, 
including but not limited to 
patents (63 patent offices), 
journals (9000 journals) , 
chemical catalogs, and web-
based substance collections 

•  Described in largely 
unambiguous terms 

•  Characterized by physical 
methods 

•  Described in a patent document 
example or claim 

•  Consistent with the laws of 
atomic covalent organization 

•  Generic chemistry of small 
molecules are separately added 
to the MARPAT database 
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For complex chemistry, CAS chemists classify substance 
information and verify graphical processes and structures  

2. Create registration record 1. Review reaction and structure 
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Since 1997, patents have provided more new small 
molecules than have journals  

CAS analysis of a typical 
PCT application 
•  917 indexed compounds 

from Examples and Claims 
•  576 new compounds added 

to CAS REGISTRY 
•  613 single-step reactions 
•  5,394 multi-step reactions 
•  1,029 reaction participants 
•  2,119 substituent definitions 

for Markush structures 
added to MARPAT® 
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CAS indexing policies from patents 

•  Primary indexing is from claims and examples 

•  Rarely, indexing is from other parts of patents 

•  All indexing must represent the novelty of the patent. Novelty is 
decided on basis of claims, author emphasis, and analyst judgment. 

•  All exemplified compounds with supporting data from 63 patent 
authorities.  
–  Indexing is based on novelty in addition to data justification. Data may 

be physical characteristics (melting point), spectral data, yield ranges, 
or bioassay data. The author of the patent may have a comprehensive 
bioassay statement to justify all examples. This statement may be 
anywhere in the patent. 

•  Exemplified compounds (prophetic) without data from 9 major patent 
offices 1998- 

•  All claimed compounds 

•  Generic claims with more than a few combinations are indexed in the 
Marpat database and can be searched in SciFinder too 
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Search example I - Varenicline 

•  Search as a chemical 
name 

•  Search Varenicline as 
structure, structure exact 

•  What are the differences 
in answers in Registry 
and the corresponding 
references in Caplus? 
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The block fusion and 
the lock atom tools 

The ringtool 

The variable and the 
generic group tools 

Search for substances, 
reactions or patent claims 

Scope of the structure 
search 
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How many do have ChemDraw? 
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Search example I - Varenicline 

•  Search as a chemical 
name 

•  Search Varenicline as 
structure, structure exact 

•  What are the differences 
in answers in Registry 
and the corresponding 
references in Caplus? 
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Search example I – Varenicline - PatentPak 

•  PatentPak, a workflow solution. Allows you to track down the actual 
chemistry in the patent. Provides you with a searchable pdf and a mark-
up function! 
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Search example II 

•  Hy is the variable that 
retrieve all heterocycles 

•  Work with the lock atom 
tool. Toggle on and off on 
the Hy. What happens? 

•  How do you easily obtain 
answers where the 
generic heterocycle is 
substituted only once? 
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•  Example of answers with 
closed Hy node 

•  Example of answers with 
exactly one substitution 
on the Hy 
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Search example III 

•  Use the ring tool to create the 7 
membered ring 

•  The ”Ak” is a variable. These are found in 
the ”X” 

•  “Ak” will retrieve any chain. Branched, 
linear, saturated or unsaturated 

•  Use the ”lock for fusion tool” to retrieve 
only ring systems that looks like this one 

•  …. 

•  An answer set can be sorted by various 
parameters. ”Number of references”, 
”Molecular weight” and others 

•  Molecules are stored in the Registry file. 
Patent references are stored in the 
CAplus file. Find corresponding patent 
references.  
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Can you operate in the space of no actual hits? 

CAS is a division of 
the American 
Chemical Society.                 
Copyright 2016 
American Chemical 
Society. All rights 
reserved. 
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CAS is a division of 
the American 
Chemical Society.                 
Copyright 2016 
American Chemical 
Society. All rights 
reserved. 
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