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SERVING THE LIFE SCIENCES SPACE 
ADDRESSING KEY CHALLENGES ACROSS THE R&D VALUE CHAIN  

Characterize & discover 

molecules 

Identify & confirm lead 

compounds 

Translate preclinical 

data in humans 

(Translational) 

Characterize 

targets & analyze 

disease pathways 

Monitor drug adverse 

events & 

real-world evidence 

data in literature 

Integrate the world 

of data & solutions 

Drug Candidate 
Selection Go-No Go Decision 

Preclinical Data 
Validation Managing risk 

Text Mining & Data Integration 

Discovery Pre-clinical Clinical Post-launch 

Search full-text, peer-

reviewed journal articles  

Largest database for access 

to abstract & citation data 

Broader full-text indexing 

of biomedical content 
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WHAT’S IN A TYPICAL CHEMISTRY DOCUMENT (PUBLICATION OR 
PATENT)? 

Scientific topic, author Chemical reactions 

Chemical spectra 

Experimental procedures 

Substances and their 

physicochemical properties 

Cannot be searched by 

text terms in full text 

Cannot be searched by 

text terms in full text 

Can be searched in full 

text, but you don’t want 

to read the whole paper 

in you are interested only 

by this section! 

Cannot be searched by 

text terms in full text 

Cannot be searched by 

text terms in full text 

Can be searched in full 

text, but difficult to find 

the right search term 

Chemical structure 



Chemistry as the organizing 
principle 

REAXYS DESIGN 



Physical Data 

Bioactivity Data 

Spectra 

Natural Product 

Physical Data 

Spectra 

Bioactivity Data 

Natural Product 

Reaxys 

With experimental data from journal 

articles and patents 

 
REAXYS IS BUILT 



CHEMISTRY AS THE ORGANIZING PRINCIPLE 

Chemical Structures 

Chemical Syntheses 

Physicochemical 

Properties 

Pharmacology 

Reaxys excerpts 

all relevant data 

even from 

footnotes and text 



OTHER DATABASES 

 REAXYS 

UNFOCUSED RESULTS 

BIBLIOGRAPHIC 

APPROACH 

USE-CASE DRIVEN 

ACROSS TIME/LITERATURE 

ESSENTIAL TITLES 

STRUCTURED TO HELP YOU SEARCH 
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50,000,000 RESULTS RETURNED  

FURTHER SEARCH 

NEEDED 

CATALOGUED AND TAXONMISED BY CHEMISTS FOR CHEMISTS 

RELEVANT ANSWERS 

http://www.elsevier.com/locate/isbn/0080445136
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=6135&_issn=02235234&_targetURL=http://www.elsevier.com/locate/issn/02235234&_acct=C000000593&_version=1&_userid=9242233&md5=88728493fa265c815491f78f1a3d8cf9
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=4884&_issn=07351097&_targetURL=http://www.elsevier.com/locate/inca/505766&_acct=C000000593&_version=1&_userid=964951&md5=2cc560885239a08ea7ccd237564c3dee
http://www.elsevier.com/locate/isbn/0080445136
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=6135&_issn=02235234&_targetURL=http://www.elsevier.com/locate/issn/02235234&_acct=C000000593&_version=1&_userid=9242233&md5=88728493fa265c815491f78f1a3d8cf9
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=4884&_issn=07351097&_targetURL=http://www.elsevier.com/locate/inca/505766&_acct=C000000593&_version=1&_userid=964951&md5=2cc560885239a08ea7ccd237564c3dee
http://www.elsevier.com/locate/isbn/0080445136
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=6135&_issn=02235234&_targetURL=http://www.elsevier.com/locate/issn/02235234&_acct=C000000593&_version=1&_userid=9242233&md5=88728493fa265c815491f78f1a3d8cf9
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=4884&_issn=07351097&_targetURL=http://www.elsevier.com/locate/inca/505766&_acct=C000000593&_version=1&_userid=964951&md5=2cc560885239a08ea7ccd237564c3dee


Coverage from 1771 - present Literature Content: 16,000 periodicals 

Patent Content: English language only 
patents from the major chemistry patent 
classes of the US, European, and World 
Patent Offices 

REAXYS INCLUDES 



REAXYS INCLUDES 

HIGH QUALITY experimental results 

Over 400+ searchable data fields  

Over 500 million facts 



CONTENT: MANY DATABASES ALL IN ONE 
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WHAT IS REAXYS 2014? 

A Bibliographic 
Database 

>46 million records 

(from ~16,000 journal titles 
plus records from key patent 

organisations) 

 

A Substance 
Database 

> 78 million substances 
(total) 

~ 57 million substances 
(unique) 

A Chemical 
Reaction 
Database 

> 36 million single- and 
multi-step reactions 

A Property 
Database 

> 500 million experimental 
properties                              

in > 400 fields                        
in > 130 subject areas 

 

 

 

 

 

 

 

 

 

 

 

 

 

Reaxys  
2014 
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SEARCH 

Data search 

form by “property” 

Open a structure  

search form 

Open Reaction 

search form  

Search using 

chemical identifiers 

Ask Reaxys, a quick, 

easy topic ‘concept 

search’  

Browse database via 
taxonomies rather 
than search 
database  

Access detailed Biodata, 
and MedChem specific 
features 

Perform a literature 

search 

REAXYS: SIMPLER TO SEARCH, MORE DISCOVERABLE INFORMATION 

SEARCH 
• What are the search 

options? 

• Substances 

• Reactions 

• Literature 

• Properties 

• Is there “search 

intelligence”? 

• Truncation 

• Proximity 

• Algorithmic 

interpretation of 

natural language 

query 



SEARCH STRUCTURE, NAME, OR FORMULA – IN FULL, OR IN PART 
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SEARCH SUBSTANCES 

STRUCTURE CHEMICAL NAME 

 As Drawn 

 Substructure 

 Similarity 

 Chemical Name 

 Part of Chemical Name 

Formula Builder: easy way 

to find substances right 

across the Periodic Table 

FORMULA  

 Formula 

 Part of Formula 

 Reaxys helps on the way Reaxys helps on the way 

✔ 

✔ 

✔ 

✔ 

✔ 

✔✔ 

✔ 

✔ 

✔✔ 



SEARCH BY STRUCTURE, DATA, OR TYPE 
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SEARCH REACTIONS 

STRUCTURE DATA 

 Search reactions by structure 

 

 

 Search reactions by reaction    

 conditions 

TYPE  

 Search reactions by type or 

 name 

  
✔✔✔ 

Atom mapping 

Bond forming/breaking 

✔✔✔ ✔✔✔ 



OUR GOAL: MAKE CONTENT MORE DISCOVERABLE, MORE EASILY! 
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SEARCH LITERATURE 

Ask Reaxys Reaxys Tree 

Ask Reaxys provides new 

user experience for text 

searching: content better 

discoverable, answers more 

immediately available 

ReaxysTree lets users 

“browse” the database by 

taxonomies: helps with 

search precision and answer 

comprehension 

You can also search with 

truncation/proximity – like 

you do through other 

interfaces 

You are in control 

 Intelligent interpretation of    

 topic query 

 

 Browse through taxonomies 

 

 

 Use truncation/proximity if     

 you like 

 ✔✔✔ ✔✔✔ ✔✔✔ 



>500 MILLION EXPERIMENTAL PROPERTIES, >400 FIELDS, >130 SUBJECT AREAS  
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SEARCH PROPERTIES 

PRE-PROGRAMMED  BUILD YOUR OWN 

 

 

MedChem 

 PROPERTIES                                          CONTENT                                FIELDS        

                                 easy to set up                            easy to search                    ✔✔✔ ✔✔✔ ✔✔✔ 



OUR GOAL: MAKE CONTENT MORE DISCOVERABLE, MORE EASILY! 
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MAIN NEW FEATURES & FUNCTIONALITIES 

Ask Reaxys Reaxys Tree 

Ask Reaxys provides new 

user experience for text 

searching: content better 

discoverable, answers more 

immediately available 

ReaxysTree lets users 

“browse” the database by 

taxonomies: helps with 

search precision and answer 

comprehension 

Formula Builder improves 

the searchability of 

substances through 

molecular formulas: easy 

way to find substances right 

across the Periodic Table 

Formula Builder 

DR. OLIVIER BARBERAN | SALES BOOTCAMP 2014| ELSEVIER 



MAKE A COMPOUND 
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REAXYS 2014 



AUTOMATES THE UNDERLYING PROCESSES IN CREATING SYNTHESIS ROUTES 

AUTOPLAN: 
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SHOW EXPERIMENTAL PROCEDURE 
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CHECK COMMERCIAL AVAILABILITY 
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SUPPORTS DIFFERENT STRUCTURE EDITORS 



GATHER AND PREPARE THE INFORMATION 

REPORTING: 
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PIOTR GOLKIEWICZ 
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