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ReaxysFile Databases on CAS STNext

ReaxysFileBIB

– >57 million bibliographic records (2/2024)

– Patent and nonpatent literature records

ReaxysFileSUB

– >51 million chemical substances (2/2024)

– Properties and reactions available

– From 1771 to date

– Both databases are updated twice weekly

- Same database architecture as REG-CAplus, DCR-DWPI - enabling a consistent  workflow
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ReaxysFileBIB – Chemistry Patent Coverage

Patent coverage from 105 patent authorities (07/2023):

– 1803-present

– Significant increase of chemistry patent records  to > 40 million over the last years

– Records available within 5 days after publication

– TI, AB available in English

– Substance indexing for priority patent authorities

In-depth patent information for:

– English language patents from US/EP/WO from 2001

– Asian patents of JP/KR from 2015 and CN/TW from 2016
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Workflow crossfile searching

ReaxysfileSub

Draw a structure or use non-structure
substance information e.g. /ELS

Transfer answer set (L#) to 
ReaxysfileBib

Use HITSTR together with 
bibliographic formats

ReaxysfileBib

Use keywords, concepts, free text, 
classes of substances etc

Transfer answer set (L#) to find all 
indexed substances of the document

S L#

Please note: properties and reactions cannot be transferred
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– As of March 4, 2024, properties and reaction data have been 

added to REAXYSFILESUB 

– Legacy REAXYSFILE has been disabled as of March 16, 2024

NEW!  Properties and Reaction Data Available!
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Property Sections cover 110 Properties

Physical
Properties

boiling point
BP

melting
point MP

Sublimation 
SP

plus 39  
properties

Spectroscopy

ESR data

ESR

Infrared 
spectrum IR

Nucl. Magn. 
Reson. 
NMR

plus 9 
properties

State of
aggregation

Crystal 
data, e.g. 

CSYS

Gas Phase 
GP

Liquid 
phase
LQPH

Plus 9 
properties

Multicompo-
nent Systems

Electrical
data EDM

Liquid/liquid 
systems
LLSM

Optical Data 
ODM

plus 12 
properties

Further 
Properties

Conforma-
tion CNF

Explosion 
limits EL

magnetic
data MAG

plus 28 
properties

Consult => HELP PROPERTIES

=> EXPAND A/FA.P

To see available properties
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DISPLAY available properties by category
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Search in Specialized Fields 
– based on reaction scheme

Reaction Details

/RX.Cl

/RX.CAAN

/RX.SOLAN

Yield, Time, …*

Products

/RX.PAN

Reactants

/RX.RAN

+HCl

Solv. water

6h stirring

80 degC

– Yield 87 percent

* not all reaction details are searchable

Reaction Document RX.ID
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Reaction Data in ReaxysFileSub

– Reactions are available as part of a substance record 

– All reactions reported for a substance belong to one substance record

– Reactions are defined by reactants and products:

– Reactant (.RCT) and Product (.PRO) name given

– Reactant (.RAN) and Product (.PAN) accession numbers given

Reaction:

Reaction ID:                   42969066

Reactant AN (.RAN):            27109425

Reactant (.RCT):               2-amino-4,5-bis[(2-

methoxy)ethoxy]benzamide

Product AN (.PAN):             8798958

Product (.PRO):                erlotinib

Reference Count:               4

Reaction 

identification data
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Reaction data in ReaxysFileSub

– Reactions are available as part of a substance record 

– All reactions reported for a substance belong to one substance record

– Reactions are defined by reactants and products:

– Reactant (.RCT) and Product (.PRO) name given

– Reactant (.RAN) and Product (.PAN) accession numbers given

– Reaction Details refer to the different reaction variations

Reaction:

Reaction ID:                   42969066

Reactant AN (.RAN):            27109425

Reactant (.RCT):               2-amino-4,5-bis[(2-

methoxy)ethoxy]benzamide

Product AN (.PAN):             8798958

Product (.PRO):                erlotinib

Reference Count:               4
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Reaction:

Reaction ID:                   42969066

Reactant AN (.RAN):            27109425

Reactant (.RCT):               2-amino-4,5-bis[(2-

methoxy)ethoxy]benzamide

Product AN (.PAN):             8798958

Product (.PRO):                erlotinib

Reference Count:               4

Reaction Details:

Reaction RID:                  42969066.1

Reaction Classification (.CL): Multi-step reaction

Reactant AN (.RCAN):           103233; 32472054; 4546405; 605268; 956581

Solvent AN (.SOLAN):           635639

Reagent:                       pyridine; C20H25IrN2O3; caesium

carbonate; diethylamine;

trichlorophosphate

Solvent:                       isopropyl alcohol

Reference(s):                  73326449: Patent, CN 107337648 A

Reaction details



Reaction Data in ReaxysFileSub
Reaction data are clearly separated in two parts, reaction identification data and reaction details

Reaction:

Reaction ID:                   23739860

Reactant AN (.RAN):            10386511; 1362893

Reactant (.RCT):               1-(4-bromophenyl)…

Product AN (.PAN):             6831972

Product (.PRO):                methyl…

Reference Count:               1

Reaction Details:

Reaction RID:                  23739860.1

Reaction Classification (.CL): Preparation

Product AN (.PRAN)             6831972

Reactant AN (.RCAN):           15687867; 1738613

Solvent AN (.SOLAN):           605365

Catalyst AN (.CAAN):           8225498

Catalyst:                      bis(dibenzylideneacetone)-palladium(0)

Product:                       methyl 2-(4-(4-(4-…

Reagent:                       zinc(II) fluoride; tri-tert-butyl phosphine

Solvent:                       N,N-dimethyl-formamide

Temperature:                   80 Cel

Time:                          2 s

Yield:                         62 percent

Yield Numerical:               62

Reference(s):                  394900: Patent, US 20060063808 A1

…   

Reaction RID:                  23739860.2

Reaction Classification (.CL): Preparation
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• What reaction details can be found?

• What spectroscopic and physicochemical data exist?

An investigational drug for the treatment of COPD

Search Example: Ensifentrine

Ensifentrine (RPL-554)
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Search Example: Ensifentrine

Structure files should be uploaded

to an active, structure searchable

database, like REAXYSFILESUB
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Perform an EXACT structure search

EXACT searching retrieves the 

compound as drawn plus isomers 

and radiolabeled forms
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Ensifentrine and deuterated derivatives are retrieved
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Ensifentrine and deuterated derivatives are retrieved
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Ensifentrine and deuterated derivatives are retrieved
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DISPLAY ALL provides substance data overview

Identification information, hit 

structure(s), and an overview of 

available property/reaction data
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Search for spectroscopic and melting point data

Searching for property data types in 

/FA.P retrieves only results for which 

this data is available.
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Property data is displayed in Table format

Property values, their location in 

the document, and related 

reference data are included.
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DISPLAY – QRD

Query Related Display includes 

identification information, hit structure(s) 

and data requested in the search query
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Searchable Keywords within Property Data

Searching in the /KW field retrieves 

records with specific terms listed as 

part of the property data table
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Searchable Keywords within Property Data
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Search for Preparation Reactions

Searching in /RX.CL retrieves only 

records where “preparation” is 

noted as the type of reaction.
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Reaction search results
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Reaction search results

Reaction Identification information
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Reaction search results

Reaction Identification information

Reaction Details
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A key intermediate is found:
In addition to products and reactants, information 

about reagents, intermediates, etc., provides 

insight into reaction steps and conditions
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A key intermediate is found:
In addition to products and reactants, information 
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Search Reaction Data in Specialized Fields
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Search for a substance in any reaction role 
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Search for a substance in any reaction role 
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Search for a substance in any reaction role 
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Search for products and reactants
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Search for products and reactants
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Search for products and reactants
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Closed Substructure search yields an additional 
unique structure hit
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Closed Substructure search yields an additional 
unique structure hit

Expanding the search scope retrieves a 

disulfonate salt of ensifentrine.
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FULL SSS search yields more substituted compounds

Extending the scope to a full substructure 

search moves the search into the extended 

chemical space around  the original 

compound of interest. SSS allows for 

substitution at any open site. 31 additional 

substances are retrieved.
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Crossover to REAXYSFILEBIB

Cross-file searching in REAXYSFILEBIB retrieves 

over 300 patent and nonpatent literature results
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Patent Results
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Patent Results
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Nonpatent Literature Results
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Nonpatent Literature Results
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Nonpatent Literature Results
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– REAXYSFILESub contains more than 51 million records and 

covers all types of organic and inorganic substances, including 

alloys, coordination compounds, minerals, mixtures, polymers, 

and salts

– Substance properties and reaction data are now included in 

REAXYSFILESUB’s biweekly updates

– Simplified property and reaction searching and displays allow 

for efficient and thorough retrieval

– Legacy Database REAXYSFILE has been discontinued –

REAXYSFILESUB and REAXYSFILEBIB combine for a 

comprehensive replacement

Summary
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– User Guide: 

https://www.cas.org/sites/default/files/documents/CAS-STNext-

ReaxysfileSUB-User%20Guide%20Properties-Reactions-2024-

1.pdf

– Database Summary Sheet: REAXYSFILESU.pdf

– Recorded training sessions: https://www.stn-

international.com/en/training-center

Additional Resources and Materials

https://www.cas.org/sites/default/files/documents/CAS-STNext-ReaxysfileSUB-User%20Guide%20Properties-Reactions-2024-1.pdf
file:///C:/Users/sws/AppData/Local/Microsoft/Windows/INetCache/Content.Outlook/ZU2WVVD7/REAXYSFILESU.pdf
https://www.stn-international.com/en/training-center


For more information…

CONTACT

CAS

help@cas.org

cas.org

FIZ Karlsruhe

EMEAhelp@cas.org


