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0. Welcome to Reaxys



Welcome to Reaxys

Accelerate R&D with Al-driven chemistry,
trusted data and intelligent tools.

Reaxys helps scientists and innovators accelerate
discovery by combining over a billion chemistry data points
with advanced Al. Quickly explore substances, reactions,
bioactivity insights, patents, and retrosynthesis to drive
faster decision-making across drug discovery, chemical
R&D, and academia.

Unlock faster insights and impact across sectors:
 Industry: Pharmaceutical, CROs, CDMOs, Chemical
and Materials Science, Agrochemicals, Consultancy,
IT, Software, Banking and Finance, Manufacturing,
among others
« Academic and Government: Leading universities,
government, research labs and more

LA -

User experience
Augmented through
user-centric design

I
[
/ Data

High-quality, well-

connected data

do Sign in or register

Technology
Smart application
of advanced data

science
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https://www.reaxys.com/#/search/quick

1. Sign in or log in



Sign in or log In

s
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Sign in or log in to gain access to the most comprehensive Reaxys
datasets and advanced Al-powered tools.
How to register

« Click Sign In and then Register. Fill out your details.

signin Institution sign in

« Agree to the Terms and click Register.

« To register with Institution Registration ID, visit the Sign in
Registration ID site, enter your details to link account. i yourfeys Aecount
Registered users can: Username

« Save searches and set alerts to stay updated on
research developments.

Password

E Remember me on this computer

« Export results for integration into reports or slides. 106 ot ase on s shored computer)

« Extend session time to 6h (vs. 30m guests).

« Click the help icon inside Reaxys.com to access
Resource Center for Knowledge, Learning, and N
Support.

Don't have access yet? Learn more

Contact sales »

Feedback (J

.‘{'_}'. Pro Tip: Sign in or log_in to save searches and set alerts.

| earn more about access.

d’)


https://www.reaxys.com/#/
https://service.elsevier.com/app/answers/list/c/10543/supporthub/reaxys/
https://www.reaxys.com/
https://www.reaxys.com/

Personal settings

Tailor Reaxys to your scientific workflow. Sign in to customize
Reaxys settings, including structure editors, automation, result
display and accessibility options.

a. Sign in by clicking your name or the person icon, then
select Profile.

b. Click Account to edit username, email and password.
Access Preferences to adjust query settings.

c. In the Structure Editor, select MarvindS or ChemDrawdJS as
your preferred editor, and modify settings (e.g.,
include/exclude
tautomers, salts).

d. Among the settings for Autoplan, choose how many plans are
auto-generated and the maximum number of steps.

e. Choose the number of results per page.

f. Adjust text size, contrast and text color for better accessibility.

ELSEVIER

pplier prefs sl far difonils ¥
rerl sup e i
Dirfe turereoction pditor soktings il ta dufauk: 1)
1o he i &
21 ture a dann &
Preferenses (LT ER TTPITE IS EHIRT R e &
[EOETH EE N EONPPTTRERTY RN CX TN PEIEY S
Irendr Mkt Trr s lveapes Tnodas
Ircadn Razkne
Synithesis Planner @
||||||| sked Onfauls Kirnhe cE-z0ies 1o rmrs o Fl
Setlin LRI TRR Py LS
shoprcomlnsy Pl Duny ok
Dizbac g fer -zazi o wihacl 2
()
pegdizlad Delaull ke Il-zibee |z e o Ed
Setlng: srliza.czazion 3
womnanl
Eheee TR
ILs]
&

prrarmeters

dizalay keaavle:

ik ol resulis o E
prae
Teh cned Controst
Text Sire T e &
Conlrusl - Ed

Tesl Calean Al Bz &

Q Pro Tip: Enable MarvindS and set default structure
filters (e.g., include tautomers, exclude salts) to
streamline substructure searches and avoid irrelevant
hits during synthesis planning.



2. Homepage tour



Homepage tour

Start your search, find key data and
accelerate discovery.

a.Quick Search: Find substances, reactions, patents and
documents

b.Structure Search: Draw molecules (Marvin JS,
ChemDraw JS)

c.Query Builder: Build searches with fields, Boolean
logic, bioactivity, spectra and patent querylets

d.Results: Review, filter by reaction type, bioactivity,
patents and export for analysis

e.Retrosynthesis: Plan synthesis routes with Al

f.History / Alerts: Save searches, research and set
alerts

g.Upload queries or datasets to import or integrate data

h.View latest statistics in Reaxys content overview

e Wb
ELSEVIER

REOXYS Quick search  Query builder  Results  Retrosynthesis  History  Alerts Anindya Ghosh Roy rg\

Search substances, reactions, documents and bioactivity data

in Reowys, Reoxys Target and Bioactivity, PubChem and Commercial $uostances

e Search Reaxys
AMN
e @ﬁq Draw

Content Qverview | Laotest update: 07, April 2025 2

328M 6SM 119M  46M 49M

%*Substances M Reoctions  FEDocumen ts (3 Patents @ Bicactivities

.‘Q’. Pro Tip: Al Predictive Retrosynthesis delivers faster,
smarter synthesis routes to help you cut time, reduce
costs and accelerate research.

Contact us to upgrade.

@0


https://www.elsevier.com/products/reaxys/predictive-retrosynthesis
https://www.elsevier.com/products/reaxys/predictive-retrosynthesis/contact-us

3. Reaxys core features



1. Quick Search

Instantly explore
validated chemistry data
for substances, reactions,
patents, and bioactivities.

. Search

experimental data
- Draw molecules
- Apply filters

Reaxys core features

2. Results

Leverage curated,
context-rich results to
support trusted R&D
decisions.
- Analyze
experimental data
. Compare
compound
structures
- Export and share
insights

4> Pro Tip: Sign in or sign up to stay updated with the latest Reaxys releases.

3. Query Builder

Build multi-parameter
searches with precision
using filters, fields, and
properties.
- Combine query
fields
- Apply advanced
filters
- Search by
properties

Advance discovery, plan synthesis and make confident decisions across industries.

4. Retrosynthesis

Plan Al-powered and
published synthesis
routes to accelerate
outcomes.
- Generate synthesis
plans
- Explore Al-powered
alternatives
. Compare reaction
options

ELSEVIER
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Quick Search

a.Navigate to Quick Search: Click from top menu

b.Import saved queries: Reload saved searches

c. Enter search terms (chemical name, reaction, target,
patent assignee, or author). Auto-suggest
recommends synonyms (see F).

d.Use the structure editor to sketch or paste chemical
structures. Supports MarvindS and ChemDraw JS.

e.Click Find to run your search and preview ranked
results.

f.Use auto-suggest to complete terms like author
names, synonyms, or targets — speeding up precise
query building.

e

e ELSEVIER

Reﬂxvs Quick search Query builder  Results  Retrasynthesis  Histary  Alerts Roy '9.\

Search substances, reactions, documents and bioactivity data ,
Import ok
In Reaxys, Reaxys lorget and Bloactivity, PubChe Eroial substances
E Search Reaxys

AMLD
@&b Diroe @
Search Reaxys

Q- x

Chemical Names
(+)-atenolel
atenolol
atenolol acid
(+)-atenelol
atenolol d7

Concepts
atenativ 500
atend

Target Names
atendol
atendo2
atendo3
atendod
atendo5s

.‘Q’. Pro Tip: Combine chemical names and structures to
enhance search precision.
Article: Learn more about search

0/0


https://service.elsevier.com/app/answers/detail/a_id/11843/supporthub/reaxys/?utm_medium=LibGuide&utm_campaign=RX_LibGuide&dgcid=RN_AGCM_Program_400000875
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Quick Search: Structure editors

a.Choose a structure editor: Select MarvindS or
ChemDrawdS (default: MarvindS recommended)

b.Insert structure from name: Enter a chemical name,
CAS-RN, InChlKey or SMILES to auto-generate a
structure (see F)

c.Draw your structure: Use the drawing tools to create
or modify your structure or reaction

d. Apply search modifications: Expand searches by
selecting tautomers, stereo configurations, isotopes
or radicals

e. Transfer to query: Click Transfer to Query to add the
structure to your search and refine your parameters

f. Create structure from name: Use structure templates
to generate exact or partial matches

L Structure editor selectze: @ Mewin’s O Clee Tl e | Tnsert structure frofm name search this structire as:
@ Ll=tt 0]

OEGET C®E 6 :ii“ﬂ EoeH 0 O azsbslrucue

|§....‘ ] O sk

& R luuluses

/‘ fasd Ep—

» A, Akimnalrng e

I

Remhes ko ranis

Imbopiz
uuuuuu

Mozl el

Dby m 5% % %
+

AO0CROOO0OOH A e
Cant Canca Transfasba quers

Create structure templﬂte fram name

.,li w0 Enter a chemical name, CAS-RM, InChikey or SMILES o}

starts with
ends with
contains

-Q'. Pro Tip: Use Boolean operators (AND, OR, NOT)
for complex searches.

> How to create a Structure Drawing_in Reaxys

0 Learn more: Structure drawing_workflow
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Results: Preview

a.Search term display: See your original query —
keywords, structure, and filters

b.Start new or edit search: Click New for a fresh search
or Edit to modify

c.Data overview: Categorize results across substances,
reactions, documents, targets, or suppliers

d. Preview key results: View the top three entries for any
data type

e.Access full results: Click View Results for complete
results for filtering and further analysis

f.Inset: Preview top hits, and see key properties and
structures

ry builder  Results  Retrosynthesis

Results for "her2" ANDE‘

Targets Structure : @| 0z drown a
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Edit im Curi Creote Alert £

substances structure @| as drawn
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Documents Structure : |G| os drawn

Titles, Ahstracts, Keywords : therd?

ces 44116 5
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Caon
Sut
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Histary  Alerts

Breview Results w | View Results

Edit in Query Builder @ Create Alert L3
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i

Freview Results View Resulis >‘

Pro Tip: Use the Edit in Query Builder feature to
refine your search and highlight key taxonomies for
more targeted and accurate results.
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Results

a.Navigate categories: Switch between
results types

b.Apply filters: Refine searches using multiple

filters like Limit or Exclude

c. Export data: Open the Export dialog for
dataset extraction

d.Change database scope: Use the
dropdown to switch between Reaxys and
other databases

e.Sort results: Sort results by relevant criteria
using category-specific options

Reaxys

e | Filters

Current Patent Assignee

H Reaxys-158  Commert
158 Substances ocuments, containing 177 Reactions, 162 Targets
2

D 0 selected =
Export Preparations
1

« « < < S & G « « & <

<

< < < < <

=

cial Substances-12  PubChem -99

ining
A‘

(RS)-atenolol
(CH3)2CHNHCH,CH(OH)CH,0C H,CH,...  266.34 2739235 29122687

Druglikeness ~ Physical Data-171

Druglikeness ~ Physical Data- 32

Druglikeness ~ Physical Data-29

Atenalol hydrochleride

Identification Bioactivity (All) Spectra- 6

Quick searcl h  Querybuilder Results Retrosynthesis

Pro Tip: Use filters strategically to refine results
faster. Apply exclusions or limits by reaction type,

yield, solvent or even ultimate patent owner to surface

only the most relevant findings.

ELSEVI




Results

a. Dynamic results filtering: Each results category S N i B
has unique optons @& e
b.Commercial substance availability: Use the B -
shopping cart icon to check substance availability = .y TR s
across suppliers (see inset J) “e - O | S
c.Structure-based analysis: Refine synthesis plans e e o a -
and structure details based on drug-likeness R G o
properties and real spectra information VIS Rl Lo e a =
d. Explore document links: Access key data excerpts B A
and related result sets ) j ; @
e.Inset: Displays commercial availability across . ) o
suppliers o sortsearch results ontion: x |
f. Structure-based analysis: Options for structure- S [ e > Find sl |
based refinements and database exploration . Molweight (g/mol) > Copy structure to query
Molecular Formula "> Copy SMILES
Publication Year > Use as filter
Reaxys Registry Number > Open in database

.‘Q’. Pro Tip: Use structure-based tools to identify key
properties and synthesis viability before proceeding with
lab testing.



Results: Filter options
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Results: Filter options

a. Target results: Filter by species, target
type, biological parameters and action on
target

b.Document results: Filter by index terms,
patent office and document type. Toggle
curated datasets for validated literature.

.‘@'. Pro Tip: Sustainability Filters — Identify
Green Chemistry reactions and materials to
support sustainable research.
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Results: Bioactivity Visualization

Use Bioactivity Visualization to explore Structure—Activity
Relationships (SAR), compound potency, and target
selectivity. Powered by normalized pX values, the
Interactive matrix reveals differences in bioactivity strength
across substances and targets.
a.Use Export, Settings, Navigator and Legend to
customize your view and extract data. Export pX
values for analysis, sharing or reporting — especially
useful for comparing across targets or identifying SAR
trends.
b.Use the Navigator panel (bottom right) to jump to
regions of interest in large matrices
c.Hover over substance or target names to reveal
structures, synonyms and identifiers
d. Click any cell to unlock detailed bioactivity insights
potency, drug-likeness, target validation and linked
literature
e. Customize your visualization map by
excluding columns and rows

Ry

wwwwww

.....

[N

1 e e
[IEVPRFE T

rrrrrrrrr

.‘{?'. Pro Tip: Use the Bioactivity Visualization to spot SAR
inflection points — where small structure changes lead to
major shifts in potency.
/> Learn more: What is a Bioactivity visualization map?



https://service.elsevier.com/app/answers/detail/a_id/15683/supporthub/reaxys/kw/Heatmap/
https://service.elsevier.com/app/answers/detail/a_id/29079/supporthub/reaxys/kw/px/?utm_campaign=zoomin&utm_term=usersnoneng&dgcid=RN_CM_Program_400010231&dgcid=RN_CM_Program_400010231&utm_campaign=RN_CM_Program_400010231&utm_medium=email&utm_dgroup=&utm_acid=283834242&utm_source=AC&utm_in=DM567214

Results: Create an alert

a.Open alert window: Click Create Alert from Results
Preview or History

b.Define alert name: Enter a name to organize topics
(e.g., molecule, competitor, project)

c.Add recipients: Your email is auto-added; add others if
needed

d. Set frequency/timing: Choose weekly, bi-weekly,
monthly or after database updates

e.Set trigger conditions: Trigger alerts on document
updates or first appearance. (Optional: exclude alerts
with zero results.)

f.Customize alert content: Select data source (e.g.,
Reaxys) and what to include (Title, Abstract, Hit
details). For advanced alerts, use Query Builder first.

g.Activate alert: Click Create to finalize and receive
notifications

e Wb
ELSEVIER

Create Alert e w

Query: Quick Search: "gper"

Mame
Alert name: GPCR
Send alerts to: e

Frequency: Every week Y an: Wednesday ™

Send alert: Upon first appearance in the dotabase e e

I:l Do not send alerts with zero results (:D

ADVANCED ALERT CONTENT: (i)
From databases: E| Reaxys
Include in email: Title and bibliographic infermation

E Ahstract

O Full abstract
(@) Partial abstract

E Hit details (keywords, substances, reactions ar targets)

Email alerts will produce an email with a maximum of 99 records. @ e

Pro Tip: Monitor your competitors — set an alert by patent
assignee to track new filings from key players in your
space



Results: Manage alerts

a.Alerts tab: Click Alerts on the main navigation to
view and manage your saved alerts

b.Alerts list overview: Alerts appear from the newest
to the oldest with details on query type
(substances, reactions, targets, documents,
commercial substances), creation date, database
and alert name. lert

c.Previous results: Use results from the dropdown
menu to view earlier iterations of an alert — useful
for spotting what’s new.

d. Edit or delete alerts: Click Edit to update alert
frequency or name (query and email settings
cannot be changed). Use Delete to permanently
remove an alert.

Targets

-
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Since Apr 2, 2025

Since AprS, 2025

s
ELSEVIER

Quick search  Query builder  Results  Retrosynthesis  History  Alerts

GPCR - in Reaxys Results from:

Quick search: "gport Edit & Delate @i

steroid - in Reaxys e Results from:  apr 4, 2025 lhits N

Document Bosic Index : "onabalic agants"; "anobolic ogents’; "anobalic ... Show detoils w Edit ¢ Delete T

Pro Tip: Set alert frequency based on research needs —
weekly for updates and monthly for trends.
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Results: Export

a.Open export window: Click Export from the
Results page to access export options

b.Select format: Choose the file format (see G),
including PDF, Word, Excel, SDfile and others

c.Define range: Export all results, selected results or
a custom selection

d.Choose data to export: Select all data, ID-only, hit-
only or specific fields

e.Additional options: Include structures or
descriptions to enrich reports

f. Initiate export: Click Export to start or cancel
anytime

g. Export formats (inset): Export all results, selected
results or a custom selection

R o A
R
E N
I
ELSEVIER
Export substances Reaxys e X
Choose a format: PDF/Print MO e
Range: All results - 105 v ® e
Export: (® All available data 0)
() Identification data only 0)
(") Hitdata only ®
O Choose specific data Q)
PDF/Print
Additional options: Iil Include structures G

® PDF/Print
D Include a description in the
document XML

Microsoft Word

Disclaimer: please refer to our Terms and Conditions Microsoft Excel

before downloading data. Tab-delimited text

Electronic Lab Notebook

RD File
SDf/Molfile

Smiles

-‘{'_}'- Pro Tip: Use Excel or SDfile formats for modeling and analysis. Reaxys exports up to 500
records per batch —only the first 500 will be included if more are selected.
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Results: Query history

a.History tab: Click History to access both recent Reanys

and saved searches
b.Recent queries: Displays queries and actions from
your current session

vl’
© 12
e A

ELSEVIER

c.Saved queries: Shows queries saved from earlier L e e o [
sessions (see inset E) Q o e el [V
d.Edit and reuse: Click Edit Query, Save, Alert or w8 [
View to modify or reuse saved searches o [vee
e.Saved query options: Edit, rename or delete e Yo
queries from the Saved list e e o
e Recent  Saved
1) 124 Substances Feb 187071 atenolol FditQuery § Delete @ Rename [ alet Ao | View >

Quick Search: "Atenalal" AND

Lo

_‘@'_ Pro Tip: Keep key queries saved for fast recall to reduce repetition and improve research efficiency.



Query Builder
ELSEVIER
a.Open Query Builder: Launch from the top
navigation or use Edit Query to customize your
search
b.Add fields with drag-and-drop: Combine . e e o
chemical, biological and patent fields (e.g., .
Melting Point, CAS Numbers, Patent Assignee) - e = » Q e LE 0 w8 e e .
c.Combine science and IP data: Find high- ‘ [
potency compounds with known synthesis o + 8 -
routes, not patented by competitors . - .
d.Save, reuse and set alerts: Save queries for -
later use and set alerts for new data e v
(substances, reactions, patents) =
e.Boolean logic: Use AND, OR and NOT to ey
expand or narrow your query — perfect for o

refining SAR or patent filters

Fesdeack (0

~Y- Pro Tip: Combine Patent Assignee, Bioactivity, and Synthesis fields to accelerate discovery of high-potency,
synthesizable compounds not claimed in patents to help you unlock novel, innovation-ready opportunities.



25

Query Builder results: Analyze patent ownership

a.Launch Query Builder from the main navigation

b.Select current patent assignee, original assignee
or ultimate owner (under Bibliography) to focus on
ownership data across substances, reactions and
documents

c.Enter a company or institution name: Use contains
for flexible search. Type the full or partial name
(e.g., Pfizer) to return a wide match

d.Choose result types: Select Substances,
Reactions, Targets or Documents to explore data
linked to the selected assignee

e.Filter and analyze results: Use the Results page to
filter by target, structure or property and identify
patent-linked compounds, reactions and trends

f.View the list of patent families: Click to check the
patent entire family cluster

g.Data manually curated or automated: See if data
Is curated manually or automatically generated

Reaxys

 Cunel Palenl Sasiie.

Pro Tip: Use Results filters to analyze ownership trends across
linked substances, reactions and targets — ideal for whitespace
analysis or portfolio benchmarking.
Learn more: Query builder articles



https://service.elsevier.com/app/answers/list/kw/Query%20Builder/search/1/supporthub/reaxys/
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Retrosynthesis: Published

Set up a Retrosynthesis Query a

a.Go to the Retrosynthesis page and draw a Yoo cxssnsrenae e
compound: Launch the structure editor to sketch
or import your compound of interest

b.Define search parameters for published synthesis
routes. Available to all users with a Reaxys
account. If your institution has access to the
Predictive Retrosynthesis (Al) module, you'll also
see the option to select Predicted routes

c.Click synthesize: Run the query to generate

available retrosynthetic pathways based on your
structure
d. A Retrosynthesis Project is Added to Your

Projects Page: Sign-in required to save, revisit or mes -
track retrosynthesis workflows over time i ——
. . . o i o ® e mibisned (5D
e.Analyze synthesis route: Review full reaction & =
Delots @ s 92 g - Edit #

steps, intermediates and experimental conditions

In a structured, interactive view _ _ _ _
'Q' Pro Tip: Use Published routes for validated, literature-

based synthesis pathways. Facing synthesis bottlenecks?
Try Predicted routes (Al module required) to explore novel,
machine-suggested alternatives.

Fuchax 01 |,
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Retrosynthesis: Analyze results

ELSEVIER

a. Toggle between synthesis routes and reaction
steps: Use the navigation buttons to switch
between alternative synthesis plans and step-by-
step pathways.

b.Review experimental conditions: View reaction
yields, temperatures, solvents and literature
references for each step.

c.Access experimental procedures: When available,
open full-text procedures to replicate or assess
reactions

d. Switch layout or use the Fit View: Toggle between
vertical/horizontal layout and zoom to fit complex
pathways more easily

e. Export synthesis routes: Download structure
diagrams and experimental data, or export directly
to ChemDraw for lab planning or collaboration

Llﬂr_!_\:,..?, -

CE02 BERAIE50
] A LCelails »

2 HPLE Assoy of Dox Release from DMA Prodregs 20406 ot Different pH

Falpse of Dax Far RasRss 3ok, DecdDke-nh 2o b oo Dok Ovs Aol wee studied a2

.‘Q’. Pro Tip: Use Toggle and Fit View to rapidly compare
alternative synthesis routes and evaluate feasibility, yield
and conditions for optimal pathway selection.



Predictive Retrosynthesis: Synthesis plan
ELSEVIER
a.Open the Retrosynthesis page and draw your Reaxys e i ®
compound. Use the structure editor to sketch or STy [P —
import a compound of interest s NOSRTEEEES A ;
b.Select Predicted Synthesis Route: Only visible if
your institution has access to the Predictive ° e
Retrosynthesis module > ‘ ey ©
c.Adjust parameters: Customize diversity, speed —
and building blocks to guide Al output Q P
d.Click Synthesize: Generate Al-predicted synthetic e w0
routes based on internal algorithms and published = peica © o8 e 0
knowledge Senerel_Imermediots o Mos
e.Review in Projects Page: Compare Al routes with ~ fememdes © Q — G .
published routes (if available) and refine as o ® we o EEEE oo =l

needed. Sign-in required to save or revisit

Exclude substructures (up to 10)
Enter SMILES @

powered by [KEOS (%Y

4
s

D

Pro Tip: Use Al-predicted routes when published options hit bottlenecks. Quickly uncover patent-free or
novel synthetic routes tailored to your criteria.

Contact us to enroll in the Reaxys Predictive Retrosynthesis subscription.
Learn more: [Pending Al Guide] - [Iktos Guide]

D
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https://www.elsevier.com/products/reaxys/predictive-retrosynthesis/contact-us
https://supportcontent.elsevier.com/RightNow%20Next%20Gen/Reaxys/Reaxys%20Predictive%20Retrosynthesis%20Pending%20AI_R3.pdf
https://supportcontent.elsevier.com/RightNow%20Next%20Gen/Reaxys/Reaxys%20Predictive%20Retrosynthesis%20Iktos_R2%20(2).pdf

4. Reaxys core content
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Reaxys core content

vl’
© 12
e A

ELSEVIER

Explore the most comprehensive validated chemistry and bioactivity insights

1. Substances 2. Reactions 3. Documents
Explore hundreds Access one of the world’s Search across thousands
of millions of largest collections of of journals and reference
experimentally validated synthetic reactions — sources — connecting
compounds — with full with detailed conditions, literature to chemical
physicochemical data, catalysts, yields and structures, reactions
commercial availability predictive route planning. and bioactivities.

and supplier sourcing.

O/O

Sign in or sign up to see the latest Reaxys content updated numbers

4. Patents

Mine chemistry-rich
patents from global
authorities — structured
by chemical entities and
searchable by reactions,
targets and claims.

5. Bioactivities

Discover tens of millions
of curated bioactivity
datapoints — mapped to
targets, SAR, MoA and
therapeutic outcomes.


https://www.reaxys.com/#/about-content
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Substances

Design new molecules with experimentally validated
substances.

a. Start with chemical structure or name input

b.Filter by physicochemical properties (e.g., logP,
MW, solubility)

c. Toggle supplier availability for sourcing: Explore
commercial availability across hundreds of global
suppliers — directly linked to Reaxys substance
records

d. Explore linked reactions, targets and literature

e.Export or reuse the curated dataset

Reaxys

-

P>
>
P>
>

e Wb
ELSEVIER

QG Query builder ~ Results  Retrosynthesis  History  Alerts Anindya Ghosh Roy 2 0
Reaxys-4,348  Commercial Substances - 13 PubChem-417
4,348 Su bstunceseaocumems,comuining 1,342 Reactions, 961 Targets
HyoNOp,  543.527 1445814 23214-92-8

|:| 0 selected

D doxorubicin hydrochloride

o oH 0 CypHasOnN#HCL  579.988 4229251  25316-40-9
OH ‘
O‘O‘ oH Identification Bioactivity (All) spectra-200  Preparations RERED
o on o Cl——n Druglikeness Physical Data - 100 Other Data - 1,051 Reactions - 791 >
Targets - 83

Pro Tip: Use Reaxys to find, validate and source compounds
— instantly.

How to search for substances by name? Watch 2m Video

How to quickly obtain a commercial substance?

How to set your supplier preferences workflow?

How to avoid structural motifs with known safety issues



https://service.elsevier.com/app/answers/detail/a_id/36895/supporthub/reaxys/
https://service.elsevier.com/app/answers/detail/a_id/36895/supporthub/reaxys/
https://service.elsevier.com/app/answers/detail/a_id/36843/supporthub/reaxys/
https://service.elsevier.com/app/answers/detail/a_id/36457/supporthub/reaxys/
https://service.elsevier.com/app/answers/detail/a_id/36895/supporthub/reaxys/
https://service.elsevier.com/app/answers/detail/a_id/36895/supporthub/reaxys/

Reactions

Plan optimized synthesis routes using experimentally S I
Validated reaCtion. Quick search Query builder Results Retrosynthesis History Alerts

= Filters Reaxys-4,348  Commercial S -13  PubChem-417

4,348 Substances 65,577 bocumen ts, 1,342 Reactions, 961 Targets

By Structure 2 D 5 2 A

Export Preparations

a.Draw or import a target molecule

b.Open the reactions tab to explore all viable synthetic
transformations

c.Filter by reagents, catalysts, solvent, yield and

Q O ® No of References v Grid g5 Bioactivity Visualization EH

|:| doxorubicin

o OH
CyHpsNOy,  543.527 1445814 23214928

“OH } )
‘O. Identification Preparations-92

a
£
1]
A

temperature S s e e
d.Rank by reaction yield or experimental conditions . & e e
e. Export the route Or Validate With predictive AI tOOIS, Filters Reuxys 1,342  Commercial Substances-13  PubChem - 417

grounded in real lab-reported data

. 1,342 Reactio , 4,248 Substances, 961 Targets
By Structure e
20 @ Reaxys Ranking 4
Export Hide n: nditio
Yield o

Sort search results

Reagent/Catalyst R Fgt
L™ o
> fy® e Reaxys Ranking T <)

Salvent 4 + o — E— -

Mo of References
Catalyst Classes et ’.‘.._ Reactant Availability
S - % 2 {.\, @‘ B e 1ue g é @ % Product Availability
alven sses - i o

MW of product
Product Availability 4 » Yield

6 Conditions » Find Similar »  Reoction 1D: 32856602
ek ilE Publication Year
Reactant Availability b

Yield Reference

Reaction Closses R

With N-ethyl-N M-diisopropylamine In N,N-dimethyl-for- 100% Current Patent Assignee: TVA ABC - WRAMLClan4n a0

.‘Q’. Pro Tip: Quickly identify the most viable synthetic
pathways using conditions reported in the literature —
not just predictions.



Documents

ELSEVIER

RGOXYS Anindya Ghosh Roy 2 ®

Find literature across disciplines with exact compound or ke vy et reoness oy Alrs
reaction mention — not just keywords.

Search for "doxorubicin" Import &,

"doxorubicin”

b.View documents result i ®
c.Filter by source type (e.g., journal vs. patent) i s
d. Access highlighted chemical context in the full-text

e. Trace back to linked substances, reactions and 320M  69M

a.Run a structure, substance or keyword search e ‘
x

®°Substances A Reactions

bioactivity ~ e P S,
f.Export and reuse filtered references for reporting, _D e
compliance or formulation insights - o . e

12 METHODS AND COMPOSITIONS FOR SENSITIZING CANCER CELLS TO DRUG-

review Results v | View Results >

Q0 @ Relevan

INDUCED APOPTOSIS Feedback () |

Publication Year R4
Offices: WO, US  View full patent family @
Document Type A
D article 207,598
D W02020/223609, 2020, AL Manually curated ©
[ patent 73,964 1 ) .
urrent Patent Assignee: NEW YORK UNIVERSITY
D review A Office: WO
D conference paper sses 4 Abstract v IndexTerms v Claims v  Bibliographic Info ™ Substances (g9 ™  Full Text 7
] tetter 6,192 Hit Substances (1 v
3193 . ;

5] e Claims hit: v
] short survey 2278

{...methyloxan-2-ylJox rihydroxy-8-(2-hydroxyacetyl)-1-methoxy-5,7,8,9,10,12- hexahy-

Viewimore drotetracene-5,12-dione (doxorubicin), (85,105)-8-acetyl-10-{[(2R,45,55,65)-4-amino- 5-hydroxy-

6-methyloxan-2-ylJoxy}-6,8,11-trihydroxy-1-methoxy-5,7,8,9,10,12- hexahydrotetracene-5,12-
Authors of Scientific N . L X
o —— dione (daunorubicin), (75,95)-7-[(2R,4S,5R,65)-4-amino-5-hydroxy- 6-methyloxan-2-ylJoxy-6,9,11-

trihydroxy-9-(2-hydroxyacetyl)-4-methoxy-8,10-dihydro-7H- tetracene-5,12-dione (epirubicin),
Current Affiliation hd (7S,95)-9-acetyl-7-{[(2R,45,55,65)-4-amino-5-hydroxy-6- methyloxan-2-ylJoxy}-6,9,11-trihydroxy-

5,7,8,9,10,12-hexahydrotetracene-5,12-dione...} Feedback D

.‘Q’. Pro Tip: Link documents directly to compounds and
reactions and skip generic keyword mining to access real
experimental insights, faster.



Patents

Reaxys

Discover novel compounds, reactions or targets disclosed
In global patents.

Quick search Query builder Results Retrosynthesis

a.Enter compound or keyword e
b.Filter by jurisdiction (e.g., EPO, USPTO)

c.View mapped reactions or targets
d. Export into patent report

Reaxys’

Quick search Query builder

Publication Year

Document Type

Authors of Scientific
Documents

Current Affiliation

Inventors of Patents

Current Patent Assignee

Patent Office

Journal Title

Substance Classes

Reaction Classes

o 1

ELSEVIER

o
Anindya Ghosh Roy 6]

History Alerts

Search for pd1 Import &

N

AND

@ﬁg Draw

o]
Anindya Ghosh Roy @

Results Retrosynthesis History Alerts

615 Documents 173,876 Substan eactions, 701 Targets
A4

0o -

Export

e [[] Programmed cell death protein receptor-1 targeted molecular probe and preparation
- ' CN112028916, 2020, A Manually curated
Current Patent Assignee: JIJANGSU INSTITUTE OF NUCLEAR MEDICINE

v Office: CN  View full patent family

Qo @ Relevance & WV Bioactivity Visualization EH

Abstract v Index Terms » Claims v Bibliographic Info »  Substances 25 » Reactions (s v Full Text A

R 4 Abstract hit: v
“ {...programmed cell death protein receptor-1 targeted molecular probe and a preparation methodand
application...}
N
Claims hit: v
v

{...programmed cell death protein receptor -1, characterized in that it has the structure...}

v

Index Terms hit: {...Programmed cell death 1 ligand 1, Programmed cell death protein 1...} SV
b
- I:l COMPOUNDS AS PD1/PD-L1 INHIBITORS AND METHODS THEREOF Feedback G

- Pro Tip: Mine patent databases to surface novel compounds and reactions, identify

therapeutic claims, and compare protected synthetic routes across jurisdictions.

34

p| How to obtain SAR data for compounds in a patent? Watch 2m video


https://service.elsevier.com/app/answers/detail/a_id/36902/supporthub/reaxys/
https://service.elsevier.com/app/answers/detail/a_id/36902/supporthub/reaxys/

Bioactivities

ELSEVIER

Reaxys o @

Anindya Ghosh Roy ¢ @

Profile molecular targets and bioactivity outcomes to
guide SAR, MoA and pharmacology insights.

Quick search Query builder Results Retrosynthesis History Alerts

Search for pdl Import &,

a.Run structure or compound name input °
b.Filter by bioactivity outcome (e.g., IC50, Ki, EC50) x
c. Toggle filters for target type, target class or o7 oo |

species Y

d. NaV|gate to Ilnked targets, CompOundS and Quicksearch  Querybuilder  Results  Retrosynthesis  History  Alerts

Filters 32 Targets 335 Documents, 15,345 Substances, 34,135 Reactions
PN
|:| 0 = Qo @ Sort alphabetically A-Z & Bioactivity Visualization EH
Export
. - . . . Targets N2 D singl f A .
E t t t t I f S R I t gle protein Most active substance:
- —_
1 a
e. EXpor bioactivi y ables for SA , vVd idation or — . Arogenate dehydratase 3, °
Synonyms: adt3, arogenate dehy REOXYS Anindya Ghosh Roy L2 0
u u Target Typ v atpdtl, pdl, pdtl, prephenate de
S u I I I I SS I O I l Mutant/chimera Details: Wild Quick search Query builder Results Retrosynthesis History  Alerts
Measurement pX 2
< Show target details v .
Paramets A 5 Filters 14 Targets 220 Documents, 13,604 Substances, 26,210 Reactions
- av
D ics 249 L [ o = Qo ®  sortalphabetically AZ & V Bioactivity Visualization FH
. T T T lLimitTo Exclude Export
[ inbibiti 51 2
] ess0 gice e [] single protein Most active substance:
] toi tum hib e v " Programmed cell death protein 1 (wild)
rate) Synonyms: ¢d279, hpd-1, mpd-1, pdl, pdcdl, programmed cell death
D UM orye arget v protein 1, protein pd-1
D increase g Protein complex _? DU (e g Mutant/chimera Details: Wild V('TQ*% :,',{)_'“X_
Hemagglutinin [Influergiuill Veosrement?
[ tested o < Show target detail Subst 4318 >
Synonyms: hemagglutinip v owtargetdetalls v pocuments-94
Filter hvvaliie \ ew mi
b: ctiol arget N7 e @ &
Type 2
0000000000 M
Year N7
Current Patent Assignee 2 D Protein complex - 2 Most active su bstance:
Programmed cell death protein 1 (Wild)
Synonyms: ¢d279, hpd-1, mpd-1, pd1, pdcdl, programmed cell Feedback O
Aamth neatain 1 nratain nd.1

o1

-Q’- Pro Tip: Use Reaxys to explore how compounds act on biological targets — and identify therapeutic

potential, safety flags, or optimization paths using trusted, experimentally validated bioactivity data.
Watch Target & Bioactivity expert tips



https://youtube.com/playlist?list=PLQNGOAAhIKDR7m1EVY9bfYcZeyPBmm0c7&si=MfrVj1QTdEli2xrB

5 - Reaxys resources and support



Reaxys resources and support

ELSEVIER

Learn, build knowledge, gain insights, stay updated on product advancements and
connect with peers through community events.

2 N
% v
/ ot %/// % 5 7
7
7 T
Learning Knowledge Product Community
Watch tutorials, Fast-track your Read reference Learn how real customers
register for courses knowledge with documentation for API, use Reaxys for their
and webinars and scientific articles, browse solutions and business. Participate in
access how-to webinars, videos and manuals, see the latest Reaxys events and
guides. tips from experts. releases and contact connect with your peers.

support.

2~ Pro Tip: Sign in or sign up to access the latest how-to tutorials and articles, courses, insights and product advancements.

Contact support: Having trouble signing in? Try these steps.

@O
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https://service.elsevier.com/app/answers/list/c/10545/supporthub/reaxys/
https://service.elsevier.com/app/release_notes/supporthub/reaxys/
https://service.elsevier.com/app/answers/list/c/10543/supporthub/reaxys/
https://www.elsevier.com/products/reaxys/resources
https://www.elsevier.com/products/reaxys/resources
https://service.elsevier.com/app/home/supporthub/reaxys/
https://www.elsevier.com/products/reaxys/resources




