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Bibliographic
Database

>121million records

(from ~18,000 journal titles)

Substance  
Database

>349 million substances(total
integratedcontent)

~107million substances
(unique)

ChemicalReaction
database

>70million reactions

PropertyDatabase
>500million experimental

in >
in >130

properties
500fields

subject areas

Reaxys: 1 solution -7 databases + Predictive AI + Gen AI + 2 structure Editor 

Bioactivity

Database
>49 million 

experimental bioactivity 

data points

Target 

Database
> 40.000 targets incl.

species infor mation

Reaxysis the largestdatabasefor experimentallyvalidated(not calculated)substancepropertiesandreactiondata,presentedwith
chemistryasthe organizingprinciple.

Patent

Database
105 patent offices in 170 

patent classes, 47M 

patents

Predictive  AI

Retrosynthesis

Reaxys Target & Bioactivity
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Pending.AI / 
IKTOS

Semantic 
search AI

Reaxys Base New modules -AI powered 



>300 suppliers

>5000 bioactivity points
>1200 reactions

Relevant answers to key 

research questions:

ÅWhat properties have been 

reported on this compound?

ÅWhat substances are known to 

exhibit this property?

ÅShould I buy or synthesize a 

compound?

ÅHave similar substances been 

used tiis way?

ÅCan this substance be used for 

drug development?

Example:

>482K documents 

for acetylsalicylic 

acid ( Aspirin ) >5000 excerpted physical properties and uses of Aspirin

Best literature search and Data retrival Tool 

482K Documents  

Beyond Citations: The Power of Factographic Databases 
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Each substance & reaction record is an organized , searchable , multi -sourced  

compilation of information

The data are professionally excerpted and indexed from various formats and multiple  publications and 

patents 

bibliography

schematics

tables
graphs

text

structures

CONSUME INFORMATION EFFECTIVELY

Experimental 

procedure and 

condition
Patent claims 



Ask your question in many ways

You can create structure from name, e.g.: 

aspirin"
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Substantialimprovementsto the coverageof CASregistrynumbersfor better substanceidentification
andsearchresults.

In partnershipwith CAS,anintegratedretrievalserviceprovidesthe correspondingReaxyssubstancewhena
CASRNissearched.ThiscapabilityisnowavailableviaQuickSearchandQuerybuilder.

Improved coverage of CAS registry numbers
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Text Search 

ÅNamed Reaction ïSuzuki 
coupling reaction

ÅSubstance ïAtorvastatin 

ÅConcept ïdrug action, effect

ÅProperty ïmelting point, 
NMR, 

ÅDocument ïarticles , 
conference 

ÅAuthor ï

ÅAny key word-

ÅAny small query

ÅText to structure search

Structure Search

Å High specificity 

Å Allow to paly around 
atoms, groups etc

Å Markush search

Å discovery of new 
compounds

Å enables the modification of 
existing lead compounds

Å Crucial for patent 
analysis/IP clearance 

Combination search

ÅCustomized search, 

ÅComplex Query Search 

ÅCombination search 

Å500+ properties- Query lets 

ÅBatch search/grouping

ÅSearch with Boolean 
operator 

ÅExclusion search 

ÅRemove duplication 

Gen AI -Semantic search 

Beta version



Extract the Data with New filter options based on result type

Substances Reactions Documents Drug TargetsSuppliers



Patent Search :  filter options based on result type



Targeted and precise search ï more that 500 data points 

Å Search with multiple keywords 

and values

Å Customized search, 

Å Complex Query Search 

Å Specific Search 

Å 500+ properties

Å Combination and Batch search

Å Exclusion search 

Å Create my form

Å Export and import the forms

Å Combine structure + key word+ 

reaction + property

Query Builder :



AI for the Future GEN AI 

Natural Language 

based Query 



Reaxys Landing Page 



Segregated result 



Challenges that researchers met

Page 14

Reaxys : Predictive Retrosynthesis
Retrosynthetic analysis is the process of breaking down a target molecule into intermediates and purchasable precursors using disconnections that can be made using chemical 

reactions.







Reaxys Retrosynthesis provides an easy to use and intuitive interface

1

3

2

5

4

Scoring system for route ranking

View published, predicted & 
customized routes in one view

Commercially available starting 
materials needed for synthesis

Number of steps in the route

Interactive and graphical route 
overview to asses complexity
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Reaxys Retrosynthesis provides an easy to use and intuitive interface

7 No need to navigate between multiple 
windows

Export All/Selected Results in multiple 
formats (PDF, DOC, XLS, XML, RD, SD) 
for sharing, adding to ELNs etc. 

Literature references of published 
routes that informed predicted routes 
including experimental procedures

Edit your route by clicking Ä select 
from published or predicted steps to 
create a new customised route

9

8



All routes are terminated in purchasable starting materials with 
limits for price and shipping time.





Reaxys Target and Bioactivity Data for Medicinal

chemistry and Drug discovery 



What do you needto considerfor effective moleculedesign?

Makedata drivendecisionsandfind newwaysof designingnovelandsafecompoundsunder
tight timelineswithwŜŀȄȅǎΩTarget& Bioactivityinsightsintegratedinto Reaxys.com

8M+Substances
with bioactivity data

6M+
Assays

20M+
PK/PDdata points

4.5M+
toxicological
data points

Our content is manuallycuratedand harmonizedby
a team of experts from over 600K citations including
patents, journalsandbooks.

36K+
Biological
targets

56K+
species

21k+
Cell lines

2.4M+
ADME



wŜŀȄȅǎΩbioactivity visualizationfeature enableseasy
comparisonof relevantdata

8

7

7 View the chemical structures whilst  

reviewing the data for quick SAR 

analysis

6 Access the legend for a quick 

overview of the potency scale
6

8 Evaluate large datasets with an 

easy to use Navigation bar

1

9 Seamlessly go between the heatmap 

and relevant documents for further 

assessment

1

0

9 Click a cell to access all the details for 

a specific record



1 Easily access 

Druglikeness profiles 

including Lipinski/Verber 

rule comparison

Easyaccessto relevantbioactivity seamlesslyintegrated into Reaxys.com

3

2 Review bioactivity data in  

the same window to make 

informed decisions more 

rapidly

Additional relevant filters

to optimize your1

2

3

4

4 Export your Bioactivity 

data insights in multiple 

formats (PDF, DOC, XLS, 

XML, RD, SD) for further 

analysis

5 The Bioactivity 

visualization feature, lets 

take a closerlooké

5













MARVIN SKETCH ï A ROBUST STRUCTURE DRAWING TOOL

Select Tool

Bond Types

Repeating Units

R-Group Selector

R-Group Attachment

Reaction Arrow/Atom Mapping

Common Templates

Reaxys  Generics

Clean Structure

Determine Stereochemistry

Add Explicit hydrogens

Atom Lists

Generic Atoms



MARVIN SKETCH ï A ROBUST STRUCTURE DRAWING TOOL



MARVIN SKETCH ï A ROBUST STRUCTURE DRAWING TOOL

Click on atom or bond, it will highlight in 
green as shown, right click

Click on atom or bond properties 
to find further options



How To Activate Chemdraw 

Click allow 

Click on this icon



Automatic or manual Synthesis plan



Commercial AvailabilityïReaxys Commercial Substances



Reaction scheme with all details and procedures



Experimental procedure available



Patent information is easily discoverable in Reaxys Document results page

Results for Quick Search of ñPolymerò

Bibliographic enrichment:  

titles, abstracts and 

claims are indexed. High 

quality English 

translation available ï as 

is the case for this 

Chinese patent.

Use patent filters for 

relevant results: Patent 

Office, Patent 

Assignee, Publication 

year



Query Builder/Advance 

customized search with 

multiple criteria 
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3

3
Join any number of fields with Boolean 

operators.

1
Search >500 fields and forms to build the 

best search for your needs.

1

2
Add structure drawings, molecular 

formulas and more.

2

Use the Query Builder
Connect search fields and forms in the Query Builder to create more precise queries.

4
Use auto suggest to gain more insight 

into possible search terms.

4



Advanced searchïQuery Builder



Solubility of NaCl in ethanol



Solubility of NaCl in ethanol



Tungsten compounds used in stereoselective

catalysis with molecular mass 800-1000



Tungsten compounds used in stereoselective

catalysis with molecular mass 800-1000



Fungicidal 3-ring benzoimidazol derivatives substituted in 

position 2

Click on

More Options



Fungicidal 3-ring benzoimidazol derivatives substituted in 

position 2



Fungicidal 3-ring benzoimidazol derivatives substituted in 

position 2



é and which of those are soluble in ethanol?



04.12.2025

UV filter in cosmetic

Combine logic operators AND, OR, NOT

And NEAR



Adsorption of Hg on TiO2 containing sorbents



Adsorption of Hg on TiO2 containing sorbents



Advanced article search in Query Builder

Topic: purification of wastewater with use of nanotubes
It is the same

Drag one field over the other one to create a group

Use quotation marks for complete concepts



Search for the field ïdonôtscroll





Use Case Related with 

Polymer Search
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Polymer search

Since polymer record contains ñpolyò or ñresinò in 

their names, we type these words for Chemical 

Name.
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Open up Identification to see the

monomer structures.

In this result, some polymers are 

co-polymer including Glycidyl 

Methacrylate.

Polymer search
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As drawn

As substructure

Polymer search
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Select ñ(no entry 

given)ò,and Limit 

to

Polymer search
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βThis approach sometimes contain 

mixtures as well as polymer.

Polymer search
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As Substructure

As Substructure.

Select ñTogetherò in Keep 

Fragments

When we set ñmore than 2òin Number of 

Components, the results are mixtures or

polymers.

We can control the number of components 

of monomers.

Polymer search



63

Polymer search
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After search polymer in Substances, we see ñPreparationsò of the polymer.

ñPreparationsò are the reactions of 

how to synthesize the substance

Polymerization reaction search
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Natural Polymer

~reaction search of modification of chitosan~
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Natural Polymer
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Appendix



68

Appendix: 



Biomass extraction ï 

technologies screening
without analytical extraction results

back to table of contents

back to table of contents



Preliminary screening



Preliminary screening ï initial results set

Results 
perfectly alining 
with our search 

scope

Results border-line 
with our search 
scope (conventional 
extraction)

Results not aligned 
with our search 
scope (analytical 
extraction)



Refined screening



Refined screening ï results set

All the results 
are perfectly 

alining with our 
search scope



Determine unknown substance X:

1. Elemental analysis showed the following ratio of atoms 

      C:F:N = 16:6:5

1. The angle of optical rotation of a solution X with a concentration of 1 

g per 100 g of chloroform at a wavelength of 589 nm at 20 Á C is -

22.6 - -21.8

2. Which additional analytical methods can be used to confirm the 

assumption?



Determine unknown substance X:



Determine unknown substance X:



Determine unknown substance X.

Which additional analytical methods can be used to confirm the assumption ?



Determine unknown substance Y:

1. The sublimation temperature at atmospheric pressure 

is ~56,5 Áʉ

2. The melting temperature 64 Áʉ

3. It was found that this compound is stable (does not 

decompose) when heated to 2000 K

4. Elemental analysis showed the absence of C or O 

atoms in the compound



Determine unknown substance Y:



Determine unknown substance Y:



Determine alloy Z:

1. The alloy contains iron

2. Alloy contains cobalt

3. Melting point 1410-1450 Áʉ



Determine alloy Z:



Pharmaceutical 

sciences use cases



Case 1: E.g. substance reported in recent year that are active on pharmaceutical target (e.g. 

RdRp). Wish the IC50 is on the um Level



Result in Reaxys



Case: Get substance with double target activity
(2 target is PI3K and mTOR)



The result in Reaxys



Wood chemistry



How Reaxys 

interprets the query

Synthesis of model lignin structure



Search for biomass

What are the most popular concepts concerning biomass?



Search for lignin depolymerization and separation method



Agriculture chemistry



Drought resistant agent



Muscle growth agent



biocide nematocide

cercaricidal agent nucleic acid delivery

cysticide nymphcidal agent

ectoparasiticidal agent ovicide

endoparasiticidal agent parasiticide

fasciolicide pediculicide agent

folic acid antagonist pesticide

fungicide protoscolicidal agent

gametocytocide pupicidal agent

giardicidal agent rodenticide agent

herbicide schistosomicide

insecticide schizonticidal agent

larvicidal agent scolicidal agent

macrofilaricidal agent spermicidal agent

microfilaricidal agent spermicidal: protective

miticide sporacidal agent

molluscacide sporicide

mosquitocide termiticidal agent

mycobactericidal agent

How many *cid agents exist in Reaxys



Analytical data on the 

example of 

Theophylline



Theophylline  Extracted spectral data

04.12.2025



Theophylline  Extracted spectral data

04.12.2025



Theophylline 

Fluorescent properties

04.12.2025



Theophylline

Extracted physical data

04.12.2025



Theophylline. 

Extracted chromatographic data

04.12.2025



Theophylline

Electrochemical characteristics

04.12.2025



Theophylline

Electrochemical characteristics

04.12.2025



Theophylline

crystalline properties

04.12.2025



Titration of theophylline

04.12.2025



Dissociation index and solubility of theophylline. 

other physical characteristics of titration



Analytical methods



Analytical methodsïe.g. HPLC



Analytical methodsïspectroscopyïe.g. 

NMR



ExampleïNMR spectrum of coumarin



Exampleïrefractive index of germanium



Quantum mechanical calculations

04.12.2025



Using Reaxys Tree: thermal analysis of AgNO3



Analysis of natural objects.

How to find all substances extracted from plant or food raw materials?

04.12.2025



Analysis of food and beverages.

04.12.2025



Plant material analysis (Yarrow )?



Which substances could be measured in pepper



Light emitting

materials



Defect related luminescence of ZrO2
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Search DIQUAT terpolymers for Homecare applications

March  2021

IAM
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Results

March  2021

IAM



Key features related to Sarten company

Page 130

Examples for Sarten

DotP PVC
Á di(2-ethylhexyl)terephthalate
Á CAS No.: 9010-98-4
Á Type.: Plasticizer
Á Appearance: White or beige 

chips
Á Molecular Formula  C4H5Cl

Á poly(1-chloroethylene)
Á Cas No.: 9002-86-2 
Á Type: synthetic plastic polymer
Á Molecular formula: (C2H3Cl)n

Food packaging Material



Information about DotP in Reaxys

Page 131

üChemical reactions between PVC (CAS 9002-86-2) and DOTP (CAS 6422-86-2)

üCommercial availability of DotP 

üPreparation of DotP and impurities

üPatents search

üSpectral data (physical and chemical analysis)

üPhysical data (technological process)

üAffinity to targets (Reaxys)

üBioactivity (Reaxys)

üDiseased (Embase)



Li-ion in Reaxys

Page 132

Access to patentsLi-ion is growing R&D topic

ü Reaxys has extensive number of papers related to Li-ion technology

ü The trend is clear: Li-ion is becoming a hot topic for researchers



Li-ion in Reaxys

Page 133

R&D center can gain substantial amount of information about each type of Li-ion chemistry. Example: Lithium NMO battery (LiNi0.5Mn1.5O4 )

ü Reaxys has extensive number of papers related to Li-ion technology

ü All chemical reactions are available



Li-ion in Reaxys

Page 134

ü Easy to get information about substance availability

ü All necessary chemical and physical properties

ü Ability to generate other synthesis paths:

R&D center can gain substantial amount of information about each type of Li-ion chemistry. Example: Lithium NMO battery (LiNi0.5Mn1.5O4 )



What will be after Li-ion technology? 

Page 135

J. Schnellet  al., J. Power Sources 382 (2018), 160-175 ð published by Elsevier

Solid State Batteries is the most prominent technology to replace traditional li-ion

ü Available papers regarding the subject:

Adobe Acrobat 

Document



Reaxys and Reaxys 

Medicinal Chemistry

A How To Guide For Commonly Used

Searches



Contents
1. How to do literature search by author name?

2. How to do a topic search onñnanomedicinein lungcancerò?

3. How to do a topic search onñjak2inhibitorò?

4. How to find all substances that blocks my target of interestñEGFRò?

5. How to search for a patent using patent number?

6. How to search for patent by a particular assignee?

7. How to do a reaction search where the substance of interest is a product?

8. How to do a reaction search where the substance of interest is a starting material?

9. How to do a reaction search where the substance of interest is a reagent?

10. How to define specific conditions for a reaction?

11. How to do define specific conditions for a reaction?

12. How to use advanced query forms in Reaxys MedChem?

13. How to do retrosynthesis in Reaxys?

14. How can I export the list of substances which were claimed in a patent as SD-file or SMILES?

15. How do I export bioactivity data for my target or substance results?

16. How do I quickly draw a functional group like nitrate, acetate or BOC?

17. How do I view citing articles?

18. How do I look for documents associated to a particular association/author affiliation?

19. How to search for patents using structure editor? (documents as entering point)



1) How to do literature search by author name?

1. Go to query

builder

2. Inñsearch 

fields and 

formsôenter 

Author

3. Select the 

field author

1

2

3

4. Enter author name in the following formatñlast_name*first_name*;first_name*last_name*òfor example for author Stephen Buchwald you would 

enter the query as shown below

5. Click on documents to find literature associated with author Stephen Buchwald

5

4



2) How to do a topic search onñnanomedicinein lungcancerò?

1. Go to query builder

2. Click onñTitle,Abstracts &Keywordsò(ñTI,AB &KWòshortcut key). This field can be added multiple times (x2 in this example)

3. In the first box, enter the search query using synonyms for nanomedicine such as nanoparticle and use wild card operatorñ*òto account for 

plurality of terms as shown above

4. Change the operator fromñANDòtoñNEARò(use your preferred number to indicate how near you want the terms)

5. In the second box, enter the search term for lung cancer as shown above i.e. lung* NEXT cancer* - the use of the operator NEXT ensures that 

the terms lung & cancer appear next to each other making the results more specific

6. Click on documents to find literature associated with nanomedicine in lung cancer

1

2

4

3

5

6



3) How to do a topic search onñjak2inhibitorò?
1

1. Go to query builder

2. Click onñTitle,Abstracts &Keywordsò(ñTI,AB &KWòshortcut key). This field can be added multiple times (x2 in this example)

3. In the first box, enter the search query using synonyms for JAK2 such jak-2; janus kinase 2; tyrosine-protein kinase jak2 as shown above

4. Change the operator fromñANDòtoñNEARò(use your preferred number to indicate how near you want the terms) or leave the operator as 

ñANDò

5. In the second box, enter the search term for inhibitor as shown above i.e. inhibition*; inhibitor*; antagonist*; blocker* use wild card operatorñ*ò 

to account for plurality of terms

6. Click on documents to find literature associated with jak2 inhibitors

2

4

3

5

6



4) How to find all substances that blocks my target of interestñEGFRò?
1

2

1. Go to query builder

2. Click onñMedChemòand select the fieldsñTargetNameòandñSubstanceAction onTargetò

3. In the field Target Nameïuse the target name taxonomy look-up button indicated in orange to search and view the synonyms 

associated with EGFR

4. In the field Substance Action on Targetïuse the look-up button indicated in orange to search for input the synonyms associated 

with blocker

5. Click on substance to find all substances reported to have inhibitory action against EGFR

Note: Bioactivity results can be viewed in a Heatmap (see top right corner of results pages)

3

4

5



5) How to search for a patent using patent number?

1. Go to quick search

2. Enter the patent number

3. Click Find

This then adapts the input so that it fits best into the Reaxys search engine

1

3

2



1. Go to query builder

2. Inñsearchfields andformsôenterñPatentAssigneeòand select the field

3. Change the field toócontainsôand enter assignee name in the field

4. Click on documents to get all patents with the respective assignee

6) How to search for patent by a particular assignee?
1

2

3

4



7) How to do a reaction search where the substance of interest is a

product?

1. Click onñDRAWòon the landing page

2. Either draw the structure using the drawing tools available (MarvinJS and ChemDraw) or use create structure from template option e.g. here 

imatinib was entered

3. Use reaction arrow button to indicate that this structure is desired as a product

4. Select the search options from right hand side by checking or un-checking boxes

5. Click on transfer to query and then clickñfindò

3

2 4

5



8) How to do a reaction search where the substance of interest is a 

starting material?

2

2 2

2
3

5

1. Click onñDRAWòon the landing page

2. Either draw the structure using the drawing tools available (MarvinJS and ChemDraw) or use create structure from template option. Here the 

structure was drawn using the tools

3. Use reaction arrow button to indicate that this structure is desired as a starting material

4. Select the search options from right hand side by checking or un-checking boxes

5. Click on transfer to query and then clickñfindò

4



9) How to do a reaction search where the substance of interest is a 

reagent?

3

5

1. Click onñDRAWòon the landing page

2. Either draw the structure using the drawing tools available (MarvinJS and ChemDraw) or use create structure from template option e.g here the 

CAS number 3849-21-6 was entered

3. Use reaction arrow button to indicate that this structure is desired as a reagent

4. Select the search options from right hand side by checking or un-checking boxes

5. Click on transfer to query and then clickñfindò

2 4



10) How to define specific conditions for a reaction?

1. Go to Query Builder

2. Click onñStructureòand either draw structure or choose create structure from template and the appropriateñReactionArrowò

3. Click onñTitle,Abstracts &Keywordsò(ñTI,AB &KWòshortcut key)

4. Inñsearchfields andformsòenterñReactionòand select the fieldñReactiondata &conditionsò

5. Drag and drop toñGroupòthe query and change the operator toñORò

6. Change the operator toñcontainsò

7. Enter desired condition e.g. here researcher may be interested in flow or continuous reaction to avoid organic-azide intermediate

8. Click onñReactionsòto obtain results matching the search criteria

1

2

4

5

6 7

8

3



11) How to do define specific conditions for a reaction?

1. Go to query builder

2. Go to Reaxys Forms

3. Select the Reactions form

4. Draw the reaction of interest

5. Enter the relevant conditions 

(note: not all fields need to be

filled)

6. Change the operator as 

required to match your 

search criteria

1

2

3

4

5

6

6



12) How to use advanced query forms in Reaxys MedChem

1. Go to query builder

2. Go to Reaxys Forms

3. Review Reaxys 

MedChem forms

4. Add the form of interest 

e,g, Caco-2 permeability

5. Add the (sub)structure of 

interest

6. Querylets have been

pre-filled with required 

parameters. Review and 

amend if desired

7. Click onñSubstancesòto 

obtain results matching 

the search criteria

1

2

3

4

5

6

7



13) How to do retrosynthesis in Reaxys?

1. Click onñDRAWòon the landing page

2. Draw your substance of interest or create structure from 

template, transfer query and clickñfindò
3. Click on icon for synthesis

4. Select eitherñautoplanòwhere Reaxys automatically creates 

multiple synthesis plans for you orñmanuallyò - letting you manually 

create synthesis plans

3

4

5. Select the parameters for the synthesis plan

6. Click on create plans to obtain the results

5

6
Generate retrosynthesis plans for any known molecule

More details and video tutorial can be found here: 

https://service.elsevier.com/app/answers/detail/a_id/12233/suppo

rthub/reaxys/kw/synthesis+planner/

https://service.elsevier.com/app/answers/detail/a_id/12233/supporthub/reaxys/kw/synthesis%2Bplanner/
https://service.elsevier.com/app/answers/detail/a_id/12233/supporthub/reaxys/kw/synthesis%2Bplanner/


14) How can I export the list of substances which were claimed in a 

patent as SD-file or SMILES?

1. Go to the document results 

page

2. Select the patent of interest

3. Limit the results to this patent

4. Switch from document results 

to substance results

5. Export the substances in

"SMILES" or "SD/Molfile"

format

1

3

2

4

5



15) How do I export bioactivity data for my target or substance

results?
1. On target/substance results page select the target/substance of 

interest

2. Limit to the particular target/substance result (optional step)

3. Click on Export

4. Choose specific data points and clickóAdddatapointsô

5. Click onóBioactivityô(or select the required datapoints under it)

6. Click export
(note: export is limited to 1000 substances for anonymous users and 5000 substances for

registered users)

1

2

3

4

5

6



16) How do I quickly draw a functional group like nitrate, acetate or

BOC?

1. Draw the structure of interest

(with the atom to be replaced

by functional group already in

place)

2. (a) press key board 'enter' 

button to open abbreviated 

groups or (b) open from the 

toolbar

3. type the functional group 

(expand, if needed) and press 

OK

4. Move the attachment atom on 

the atom to be replaced by 

functional group

5. Attach the functional group

1

2b

3

4

5



17) How do I view citing articles?

1. If a reference or document in Reaxys has 

corresponding data available in Scopus, the 

hyperlink óCitedéôis available

2. To view the cited articles for the given 

document, clickóCited[a number]timesô

3. This will open the Scopus document page in a 

new tab with the documents that cite this 

article.

1

2

3



18) How do I look for documents associated to a particular association/author

affiliation?
Reaxys does not contain an affiliation field for

journal articles. For these cases please use Scopus 

which is a multidisciplinary bibliographic database 

produced by Elsevier.For this

1. You can access Scopus with the URL: 

http://www.scopus.com

2. Go to affiliation search

3. ClickóSearchfor documents byaffiliationô

4. Enter the name of affiliation name (and other 

details as required

5. Click Search

6. You can also search for author affiliation from

Authors tab

1

2

3

4

5

6

http://www.scopus.com/


1. Go to query

builder

2. Click on

Structure

3. Edit your

Structure

19) How to search for patents using structure editor?
1

2

3

4. Click related Markush to broaden your search

5. Click on documents or substances

6. Limit the document type to patent

5

4

6



Information needs:
ü Assess if our main candidate compound has been published by others since we initiated the project 2 months ago.

ü Assess if there are any other compounds with the same scaffoldpublished in relation to semiconductor applications.

Do a substructure search for our lead scaffold in a joint search with the keyword semiconductor.

1

Proposed solution:

Do an exact search for our lead compound, followed by a substructure search and a similarity

search.

2

3   Set an alert for the search



1   Structure search for the lead compound: asdrawn, substructureand similarity searches

1- Draw thecompound and select the searchflexibility:  
Searchfor theexact compound(asdrawn),substancesthat  
containthisassubstructureandsimilarcompounds

2- Transferthestructureto the query

Verifywhat typeof searchyou will
run for agiven structure

3- ClickFind to  
view theresults



1  Analyzingresultsfor the different structuresearches: asdrawn,substructureandsimilarity

WhensearchingAsdrawn or Assubstructure, Reaxys
retrievesthe exact substanceorsubstancescontaining
the structureasa subunit.

When searchingAssimilar, Reaxysretrieve  
compounds with differentdegreesof similarity: 
tight, near, averageandwide.

Noneof the searchstrategieshasyieldedresults.This isa good indicatorthat
no newpublicationshavereportedthecompound.



1- Drawthescaffoldandblockkeypositionsthat shouldnot have 
substituentsto preservekey chemicalproperties.
Searchassubstructureonall atoms,to retrievethe scaffoldwith different
functionalgroups

2- Transferthestructureto the query

Verify that youarerunning a
substructuresearchonall atoms

3- Foracombined text +
structurequery,

ǘȅǇŜ άǎŜƳƛŎƻƴŘǳŎǘƻǊέΦ 
Click find to view the  
results

2  Structure+ keywordsearchfor the scaffoldin the field of applicationάǎŜƳƛŎƻƴŘǳŎǘƻǊέ



2   Analyzingresults for the scaffoldsearch

Reaxysretrievesdocumentsthat contain the hit substanceandthe keyword.
In this case,apatentfrom aknowncompetitoremergesandaresearcharticle.



2   Analyzingresults for the scaffoldsearch

Reaxysalsoretrievessubstancesthat containourscaffoldassubstructure,not necessarilyrelated
to the searchtermάsemiconductorέ

None of thehit substancesdisplaya similar  
substituentpatternthat couldcompetewith the 
unique electronicpropertiesof our compound.

Wecanconfidentlycontinueour developmentprogram



3  Settinganalert

Createanalertfrom the searchresult previewpage,selecting 
the result set most relevant toyour needs.

Receiveanotificationevery time a  
document containingthe scaffold and the  
keywordάsemiconductorέispublished.

Stayaheadof yourcompetition!



ReaxysBioactivity Data  
SARinsights



Case study

ñAsa medicinal chemist, I need to learn about my new biological target, JAK3, and its SARs as 

quickly and efficiently as possible to advance my new discoveryproject.ò

ñI need to perform a search for my new biological target and review any Structure-Activity-

Relationships to ensure that I am able to improve the activity of my scaffold for leadoptimization.ò



Review any SARs in the Bioactivity Visualization feature

Export the information for further analysis

Case study
Information needs : search for my new biological target and review any Structure-Activity-Relationships to ensure 

that I am able to improve the activity of my scaffold for lead optimization

Proposed solution:

1 Start search in Quick Search for JAK3

2 Evaluate & Refine the information

3-

4-



1 Searchfor your targetof interest

Ensure comprehensive results sets with 
wŜŀȄȅǎΩ unique target taxonomy capturing 
relevant synonymsin just onesearch

Fromthe resultspreviewpageassessthe most 
relevant result set. Click Ψ±ƛŜǿ wŜǎǳƭǘǎΩ to see 
substancesrelated to your target of interest



2 RefineandEvaluatethe SARinformation
Use Bioactivityspecific filtersto refineyour hit list to the  
most potent compoundswith our normalized pXvalue

Use theBioactivity visualizationfeature
to analyze SARsfor the targetof interest

Selectvaluesto bedisplayedon X/ Yaxisandin Cells. ClickApply



3 Reviewthe SAR inthe BioactivityVisualizationfeature
Filter by substructureto define a  
scaffold of interest for further  
refinement

Review the 
current patent  
assigneefilter to  
reveal Rigel 
pharmaceuticals  
is the current 
player in this 
area

Use the navigator to 
quicklymove between  
largedatasets

Thelegend provides  
a quick overview of 
the pXcolour scaling

18structuresfit our basic scaffoldwith highpotencyagainstJAK3



4 ExportSARinformationfor further analysis

There aremultiple formatsto export your
search results: excel, XML, SD/M olfile for
further analysis

Theexcel export contains,the imagestructure,  
SMILESstring, substanceaction andMeasurement  
parameter (IC50) to share with the team for 
enhanceleadoptimization ideas



Appendix 

Find the List Of Data points and Property Field 
Available in Reaxys as a direct filter to 

precisely get that data 



REAXYS SEARCH FIELDS



REAXYS PHYSICAL DATA FIELDS


