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

Reaxyssthe largestdatabasdor experimentallyalidated(not calculatedsubstancgropertiesandreactiondata, presentedwith

() Reaxys Base ‘ New modulesAl powered

chemistryasthe organizingprinciple.

Bioactivity
Database

>49 million
experimental bioactivity
data points

Reaxys Target & Bioactivity

Target

Database

> 40.000 targets incl.
species infor mation

Bibliographic
Database

>121 million records
(from ~18,000 journal titles)

ChemicaReaction
database

>70million reactions

>349 million substances(total

Qbstance

Database Patent

Database
integrated content) 105 patent offices in 170
~107 million substances patent classes, 47M
(unique) patents

Semantic
searchAl

Predictive Al
Retrosynthesis

Property Database

>500 million experimental
properties in>
500fields in>130
subject areas
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Extractive Al for high . . .
quality content extraction \/ Beyond Citations: The Power of Factographic Databases

at scale

482K Documents

EXample: ¥ 482 401 Docurrents Wrsstion | Q) we v
>482K documents —_ B Thien stz wocontem

for acetylsalicylic T . . -
acid ( Aspirin ) | Relevant answers to key >5000 excerpted physical properties and uses of Aspirin

research questions: 0 St e s e ==

A What properties have been N A . S
reported on this compound?

A What substances are known to

exhibit this property? >1200 reactions
. —— >5000 bioactivity points e -~
A Should | buy or synthesize a i A Y — ‘*rl'- G
compound? ~, oty -
A Have similar substances been bociy o ' e s ‘
used tiis way? m s S A e
A Can this substance be used for E— = Bl
drug development? - - R

>300 suppliers
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B e a4 -
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Best literature search and Data retrival Tool et B
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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
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schematics

Experimental
procedure and
condition

various formats and multiple

publications and

patents
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(E)-5-[2-4-(hydroxyphenyl)ethenyl]-1,3-benzenediol

CeHip0; 228247 1912434 501-36-0

|dentification Preparations - 161 )
Druglikeness Reactions - 614 )
Bioactivity (All) Targets - 445 )

Physical Data - 344 Documents - 6,467 >

Spectra - 395
Other Data - 1,642

C=0 . o / \ |
/ ik
= B = RO QB
11 Conditions A Find Sienllar ) Reaction 1D: 2015182
Wih paftadiumd ) sostyiasetamate, NN NN -

tetramethylethylenediumine; tydrogen; ds-dipheryiphossiinometh
ane In 1oluese ot 100°C, under 7500.75 Torr, for 100 Autocdave

Expetimerntsl Procedure v

Sogh, Abhilesh S, Bhamage. Shalthandra M.,

Nagarkar, Jayashires M

Tetrahedrun Latters, 2011 vol. 32, 9 18, o 2383

Full Tor A Gt 20timee # Detaile )

1385

Abstract >
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Ask your question in many ways

Search Reaxys

"paracetamol"

Substance Properties, e.g.solubility of vitamin D3

Search Reaxys

solubility of "vitamin d3'1

Substance Effect, e.g.anticoagulant

Search Reaxys

synthesis of saccharose

Substance CAS Registry Number, e.g. 102625-70-7

Search Reaxys

dissoclation exponent of EDTP{

Reactions, e.g.phosphorylation

Search Reaxys

publications by “john white"

ELSEVIER
:
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X You can create structure from name, e.g.:
aspirin”

bl Find >
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.f. Improved coverage of CAS registry numbers A Ei_

ELSEVIER

Substantialmprovementsto the coverageof CASegistrynumbersfor better substancadentification
andsearchresults.

Twao new flavones glycosides with antimicrobial activities from Cleradendrum formicarum Garke
(Lamiaceae)
el Query buiider  Results  Retrowgrghesis  Hatory  Alers Mahamat, Achi; Ghaweng, Abel joel Yaya; Tagatung Fotsing, Maunce; Tala, Lmmanuel; Felam, Fabrice fopaey: Menoumant, Celine;
Sophe, Laurent; Maafor, joseph Tamyl [Naturad Preduct Research, 2025, wol. 35, M & p 951 - 959]
st des Terms «  Sulntarees 0 & Tull Tet »
1820999-44.7
Index Terms hit: {_amaoxicillin, antibiotic agent, antifungsl agent.. }
Substances
Seaech Reasys acacetin 7-O-B-glucoside | Retrieyed CAS Registry Number |
Poccshuioioeaostissad doomiomals
1820999.44.7 ” m - ‘, ) CHyiOre #6411 25464322 9 1320999447
s ROATS o RS
Reactiony, &g Sutubs coupling ol o Y Identification Physical Data 0 Targets - 1
Drughkensss Spectra 0 Documents - 4
0w n e 9 n A |
3¢ Daw b = Bioactivity (A) Other Data 0
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f L . ﬁ View Oetailzs )
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In partnershipwith CASanintegratedretrieval serviceprovidesthe correspondingReaxysubstancevhena
CARNissearchedThiscapabilityisnow availablevia QuickSearchand Querybuilder.



Text Search Structure Search Combination search

ANamed Reaction i Suzuki A High specificity ACustomized search,
coupling reaction _ A Allow to paly around AComplex Query Search

ASubstance i Atorvastatin atoms, groups etc ACombination search

AConcept i drug action, effect A Markush search AS00+ i et

AProperty i melting point, A discovery of new properties- Query lets
NMR, compounds ABatch search/grouping

ADocument i articles A enables the modification of ASearch with Boolean
conference existing lead compounds operator

AAuthor i A Crucial for patent AExclusion search

AAny key word- analysis/IP clearance ARemove duplication

AAny small query
AText to structure search

Gen AlFSemanticsearch
Beta version 7




Extract the Data with New filter options based on result type

Drug Targets

Documents

Substances Reactions Suppliers

Filters

By Structure

Filters Filters ilters

Molecular Weight

Publication Year

By Structure By Structure v
Measurement px
Number of Fragments Document Type v
Targets o Measurement pX 4
Parameters Hoagent/Catalist | Availability Authors of Scientific >
Documents Parameters 2.
Substance Closses Solment Commercial Suppliers »
Molacular \Weight ‘ Current Affiliation Targets v
Supplier Preferences
Catalyst Classes
Number of Fragments Inventors of Patents N . =
Supplier Geolocation Target Species
Availabilit Selvent Classes
s 14 e Current Patent Assignee v
Usage Classification v
Avallable Data Product Availability Target Type
st Patent Office W
'ackage sSize
Decument Type Reactant Availability . Substance action on target
v
Publication Year Currency Journal Title
Reaction Classes Molecular Weight v
Current Patent Assignes Price Substance Classes W
. Document Type Effect oV
i Purity Reaction Classes nA
H Bond Donors Publication Year o ntT v
Stock Availability Index Tarms (List) D ocument Type
H Bond Acceptors D SInsﬂe step reactions m}y
ippi v Publication Year M5
Rototable Bonds - ) Shipping Time Index Terms (ReaxysTree)
|| Experimental procedure anty
TRSA Shipment Country [ Manually curated Current Patent Assignee Y



Patent Search : filter options based on result type

<> Patent Year

<> Patents: Application number

<> Patents: Date of filing

<> Patents: Date of publication
Patents: Family member: Date of
filing

Patents: Family member: Date of
publication

Patents: Family member: Kind
code

Patents: Family member: Patent

number

Inventors of Patents

Patents: Main IPC

Patents: Secondary IPC

Patents: Claims

Patents: Location in Patent

Patents: Prophetic Compound

Patents: Related Markush
Structure

Patent Specific Data exists/any

Current Patent Assignee

Original Patent Assignee

Common Patent Number

Patent Country Code

Patent Number

Patent Kind Code




Targeted and precise search T more that 500 data points

o o To Io Do Do o I» Do

Query Builder :

B ¢ @

Sape  Acset form - Dedeto ol
Search with multiple keywords © potent secrch
and Values <> Patents: Location in ... it Vv Location in Potent
Customized search, D . icrmecs. vy poctmnd
Complex Query Search O Polots Rltadilo..  + ekt Morkish St
Specific Search o

© Patent Specific Dota Find any
500+ properties
= < Curvent Potent Assignee  containg Vv Current Patent Assgnee

Combination and Batch search
Exclusion search

< Commen Patent Number (s Vv Comemon Potent Nuymder

Create my form

= %
& £

Export and import the forms D ———

Combine structure + key word+ AR

reaction + property

<o Qriginol Potent Assignee conlging Vv Criginal Paten) Asugnes

e )

ELSEVIER

Searthin

q 3 =

Curmust Potart Assgoes  Sructare  Moletular Formola

Search fields and forms Q
&
Fields Forms History
Reaxys A =
Topics and Keywords v
E’.E
Identification v
Physicol Properties v
Spectro v =
=
Target and Bloactivity v
8
Other ~
:l__’
Reoctions v %
Bibliogrophy v &g
PubChem N/

Commercial Substances \/

$# B

CASAN T A3

X



Explore the new Reaxys Semantic Search [ Aifor the Future  GEN Al

Results are retrieved based on titles and abstracts of all documents indexed by Reaxys, comprising of patents, articles, and reviews,

B A
D

e

ELSEVIER

providing a comprehensive overview of scientific research. Learn more

Insert any natural language query and our system will find relevant documents to match it

How to retain blueberry puree anthocyanin levels under high pressure processing? Q

Search Examples

How to retain blueberry puree anthocyanin levels under high pressure processing?
The application of PVA in antibiofouling coatings
What are the key challenges in Mn based catalysts for VOCS removal?

Can carbon dioxide capture and hydrogen production operate simultaneously?

Siloxane blend with polycarbonate for flame retardants



Reaxys Landing Page

Beta

Quick search  Query builder Results  Retrosynthesis 4 Reaxys Al Search”

Discover a more intuitive way to search — with Reaxys Al Search Beta.

Search substances, reactions, documents and bioactivity data

In Reoxys, Reaxys Target and Bloactivity, PubThem and Commerciol Substonces
Search Reoxys

AND

@9‘ Draw

Content Overview | Lotest update: 03. December 2025 »

351M 72M 124M 48M 50M

¥ Substances AReactions [PDocuments @ Patents @& Bioactivities

N

ELSEVIER

Impart &




Segregated result

Fesults for "benzoimidazole”

823

158,180

81

177

312,932

Substances

Documents

Commercial
Substances

Targets

Reactions

‘Structure ;| @3 | os drown
Edit in Query Butlder & Creote Alert )

m - LQ_)] os drawn

Titles, Abstrocts, Keywords : "benzoimidazole”
Edit in Query Bullder @ Create Alert Q)

w l-@-l as drawn
Edit in Query Bullder ¢ Creote Alort L)

Torgelle - mtor

Edit in Query Builder & Creote Alert O

‘Condition : suzuki cross coupling reaction
Editin Query Bullder @ Creote Alert )

Preview Results Vv

Preview Results

Praview Results Vv

Preview Resulis

Preview Hesults Vv

ELSEVIER

New O Edit @

I View Results > I

[ View Results > I

[ View Results > J

View Results >

[ View Results >




Predictive Al delivering
best-in-class predictive V
retrosynthesis technology

Reaxys : Predictive Retrosynthesis

Retrosynthetic analysis is the process of breaking down a target molecule into intermediates and purchasable precursissargiegtions that can be made using chemical
reactions.

Reaxys

Pagel4




Reaxys Quick search  Query builder ~ Results ~ Retrosynthesis ~ History Peter van Straaten < @ ®

&s Structure editor selected: ® MarvinjS ChemDraw/$ Insert structure from name > | {8} Parameters
m| Prediction @ A
) 585 CX80 ®“ FEEHCSO . Length and depth of synthesis plans @
|;‘ [E ®) Full synthesis plan 20 v
/‘ - Last step only
! cHHC A Diversity of synthesis plans @
/ ? \0 H For each Project allow the same
e c Reaction Step to occur: 3 V times
fe) N Building Block to occur: 3 7 times
\CH;, o
5 Processingt 10 min
N /N O\cm U
'LQ/N . p 0 min 30 min
¥ Select Building Block Libraries (@
HSC/ ” M| Custom

M| Reaxys Commercial Substances
M| Reaxys Tier 1 Substances
M| Reaxys Known Substances

ADO0OQOOCO0OR X

W Published @ v
Parameters selected:
[ 5 synthesis plans created.

5 Max alternative branches.
cors |
gl W Ance) 2 Y ? I 5 Max number of steps.

| Stop at building blocks.




Q selected

.Jb.;tt;L

ELSEVIER

L1 Apr 2024
1149

Progect #1901011

{18 »

| Wegrotmiestve reactions enly
}lt. & Selivary birw ap 8 10 daya
[res s ishal

| Mo imermadicnes

ned

{STull oty fus 14l
]! ehagn pat toute g tof

|8 brunthies ser stop jup be

l"“' 2 connmertint bulitisg o
l‘ﬂ\v-ﬂ1rc mep (nnse

Predicied .
Published a

hod

10 Apr 2624
or0s

18957

Project #1697957

tdis 2

fdit &

| 15 stops por ot ep 1)

| RCs: debwry tim up t0 10 days
|ncs 5 sl
113

ociuited

p 1)

[ Hogimiact -+, ignored
| MES: delmary timm up to 10 deyy
\ar’. oo prive lmit

| Mg imermadiores dufined

aute fep 10)

Wogeommbac! o 1y ignered

| $ fult routes (up tal
|i stops P rote (up tod

ihn-m. hes par riep hp 10

|Sloo 2t comemner ol huiliding

'WNV.AJ.-‘ 124 (ALSMal

[ Tl resats

]i stegn par route fup lof
|8 brunches par steg o
{

| step ot
| s0% yleld por wmap (renas

srmereint huhibng Hock

{5 full resatens fus taf

atw (g o

2 o not publaheg

mrediced (@
publnbed D

sredicred (D)
published (D)

Bracictncs q
Fondback O

Reaxys



Reaxys Retrosynthesis provides an easy to use and intuitive interface

ELSEVIER

Reaxys Quick sesrch Query builder  Results  Wetrosynthesis Mistory 2 0 @
Viewpublished predicted&
& e o - -
& ow = B4 O o routes in one view
. g A )
0T > RS o — i : . .
c KK - - = . . sl s > e Commercially available starting
Y o ‘ materials needed for synthesis
= %l \I T- . > o;" : \' ;b. : : . o Yabde vow )
I y L0 . - e v > e Number of steps in the route
I Cl lj* . :Q* l_“-’ : « B wh y
O . % 7 ; ° Interactive and graphical route
T I = LA o vew 3 overview toassesomplexity
= g o [ 5] ST i
e Scoring system for route ranking




Reaxys Retrosynthesis provides an easy to use and intuitive interface

ELSEVIER

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

No need to navigate between multiple
windows

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

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



UL

ELSEVIER

chesod re L=l =1 | X
) ed
)
2 '
1
n
Substance Availability %
¢ s D
A
-

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

Reaxys



Reaxys Quick search  Query builder ~ Results ~ Retrosynthesis  History Peter va AL
.o S 2 — ®
& < o M|, cg|l. o= mlle mlleoodoom| > ® ¢ = a0
Export . . hd hd hd Hide Conditions Fullscreen  Table view  Tree view
e Q O @ Published routes #1
” T ~
67%
S
Step
5§ =
= 68% 2 £9% y
. X £y
Step Step Step
90% £0% X 0% 4 = 3 = 2 p
3 o : A Eeca WOV S
Step Step Step
7 6 = 5 =
Step 3 Step 4 Step 5 Step 6 Step 7 2 = O

Step 1 Step 2

Preparation - 1

67% Subba Rao; Swapna, Konderu; Shaik, Siddig Pasha; Lakshma Nayak; Srinivasa Reddy,
Sunkari, Satish; Shaik, Thokhir Basha; Bagul, Chandrakant; Kamal, Ahmed
|Bioorganic and Medicinal Chemistry, 2017, vol. 25, # 3, p. 977 - 999]

With sulfuric acid In ethanol for 3h; Reflux;

Experimental Procedure v

Full Text

A

Cited 15 times 2

Details >  Abstract >



Reaxys Target and Bioactivity Data for Medicinal
chemistry and Drug discovery



What do you needto considerfor effective moleculedesign?

Make datadriven decisionsandfind new waysof designingnoveland safecompoundsunder

tight timelineswith w S I Ha¥gat®Bioactivityinsightsintegratedinto Reaxys.com

Quick search  Query builder Results  Retrosynthesis  History Aleris

Our content is manually curated and harmonized by

o, ateam of experts from over 600K citations including
Search substances, reactions, documents and bioactivity data patents, journals and books

in Reanys, Reaxys Medicinal Chemistry, PubChem and Commendal Substances

Search Reaxys g h
|

8M+Substances 2.4M+ 20M+ 4.5M+
Cell Lines Name, e.g, HEK293 with bioactivity data ADME PK/PDdata points toxicological
AND data points
@I Draw | ]
Sy, iie
Content Overview | Latest update: 28, August 2022 6M+ 56K+ 21k+ 36K+
25 5 M SQM 99 M 34 M 43 M Assays species Celllines Biological

targets

»* Substances /A Reactions @ Documents 6 Patents | @& Bioactivities 9

AT
FLSEVICR

Reaxys’



w S | Bidattity visualizationfeature enableseasy
comparisonof relevantdata

Access the legend for a quick
overview of the potency scale

Legend . g .
o View the chemical structures whilst
N S reviewing the data for quick SAR
! analysis
I n=pxvalue
Coo e by iy ; Evaluate large datasets with an
potency et an g value

easy to use Navigation bar

Qualitative cata

No data
A e Click a cell to access all the details for
a specific record

o Seamlessly go between the heatmap
~ and relevant documents for further
assessment

Reaxys’



Easyaccesdo relevantbioactivity seamlesslyntegratedinto Reaxys.com

Filters 0] © shsctod {4 B A [0 B Sty Mool Behemrems 4 v 'wnﬂmm Visusliation B
Lepet  Wesatntuen - - —
R ——
Ex] e ] Heatmap settings
- > g - }' Tt b0 493611 7671330 1524
e .
f & ) . »{}. Viwntifeaton Nirractiy .
N, Druglibereyy l'wv..—j Vhigi X Tvgen
Feamuten -
R S @ Bioassayt
Libatetes Cluss - Veiue of Yoxde * Torgets
Target Somei
Ml Weghs - T’l _SFM .
R Value of Cells Biological Species %
Nl oF Frigprotia o imatinib Eifuchs
« Paramate = i
Aarlatrien - s
v identification Show substances Cefl Linea o
Avatiatulty in sthar datataes Substances
; Bl
-n Druglikeness - —
v badde Oute v
Diaplay mode Noral & Fylb Screen
Deocarrmet Typm v '9 ‘.__‘”E"_V"LW_'} °
o & SOTTLwl  suisesshite
Pabdiatian rae - s Inwiro; £y - 6151 B Ayt show _ ~a; o
Clanvena Paent Agroe - v v Al Maded - 612
2
Lagh v W Metabeoltsm « 453 I
H Hard Daon v Prammacokinatic - 755 v— o
" - —_— : \ /
Wi Z v Tacaty/Safety Pharmacokogy - 2626 \/
R R e L
— -
e oon " "
Sebebib e .
3 .
[ e e

R e
FCLSCVICR

o Easily access

Druglikeness profiles
including Lipinski/Verber
rule comparison

Review bioactivity data in
the same window to make
informed decisions more
rapidly

Additional relevant filters
to optimize your

Export your Bioactivity
data insights in multiple
formats (PDF, DOC, XLS,
XML, RD, SD) for further
analysis

The Bioactivity
visualization feature, lets
take acloser! oo k é

Reaxys’



How to access Reaxys:?



Accessing Reaxys: ek

ELSEVIER

www.reaxys.com > Check Access

% Fgyptisn Koowiedge Baoe - Soe X [ feanyn X o+ o — 0 *
¢ C & reayscomy/s searchy/guick w ;.'.'. . » 0O . :
@ teomerHome | Acs. @ Homa |Seesforce @ Welcome HOME - 1. o vemmer - HOMEN. @ M @ Heowkr (nonsohice. | Home | Hogbspet | Feags E Evbese @ Lo worksrops "

Reuxys Quick smarch  Query builder Ranults  Retrosynthesis  History Sign in ®.

Search substances, reactions, documents and bioactivity data

import &,
W Rearyy, e Medcuul Demestry, PubChemn and Conerclal Substances
Search Rearys
1
Substance Effect, e.g. anticoagulant
AND
@f Draw
Content Overview | Latest update: 18. October 2022 >
256M 60M 100M  35M 43M
3" Substances A Reactions [ Documents (@ Patents @ Bioactivities
06072001 ELSEVIER Copyright £ 2022 Esevier Life Scionces 1 Limsted G RELX Group™ l

Remote access Terms and Conditlons Privacy palcy About content O
Feedbaok
— e 1ige prvikies b beln e and sobiaace sucascda and loccantent B caal Gioaume to b e oF bl R E u XY S




2 | Register

. ﬁ:-.",th

ELSEVIER

by registering your details on Reaxys you can log in and customize the

user interface, Create Alerts and Save Searches. This will also give you a

longer session timeout (6 hours compared to 30 minutes),
First Name Last Name
Shimaa Heikal . . .
SRBas e Registration confirmation 3 X

A confirmation email has been sent to

i sl_pt.edu. Click on the link in the email to
A_,—”_,“ complete registration process.

Password

Confirm password

E] Remember me on this computer

(Do not use on a shared computer!)

[[] Stay informed about Elsevier products and services

D | have read and agree to the Registered User Agreement

Reaxys



Pro Tip: Create an account and always sign in to personalize your Reaxys

Reaxys

Quick search  Query builder Results  Retrosynthesis  History Sign in ®.
Search substances, reactions, documents and bioactivity data I
in Reaxys, Reaxys Medicinal Chemistry, PubChern and Commercial Substancey
Search Reaxys
Substance Effect, e.g. anticaagulant
AND
@f Draw
Content Overview | Latest update: 13. October 2022 )
¥ Substances A Reactions [P Documents (@ Patents & Bicactivities
ELSEVIER Copyright @ 2022 Elsevier Life Sciences 1P Linited

pris

ELSEVIER

& RELX Growg™
Rérmote acoess Terns and Conditions Privacy policy

About content
Wi nem conbies 120 hein nenirde 204 sobiance o cepdee sad tallorcogteat B coptioulog wouaoreetathe o ol cche

Feedback G

Reaxys



Let's explore Reaxys!

Live Demo



MARVIN SKETCH 1 A ROBUST STRUCTURE DRAWING TOOL

D Marvin.js - Google Chrome l‘:' =] == J
@ https://www.reaxys.com/reaxys/js/sre_5_4_2_01/child_marvin_js.htmil
DEEDC X006 @ R-0HSe o
“Y Atom Lists ~———————> et
) <€— Select Tool T H
e y : Bond Types Add Explicit hydrogens c
oy Determine Stereochemistry N
Clean Structure
+ 8]
- 5
<€—— Repeating Units
o E
B <—— R-Group Selector p
;‘ <€—— R-Group Attachment o
+ <€—— Reaction Arrow/Atom Mapping .
4 Common Templates
I
Reaxys Generics
Generic Atoms  —> "
A
|
e OO O0 o =
i LIFE SCIENCE
Reaxys @ SoLUTIONS



MARVIN SKETCH 1T AROBUST STRUCTURE DRAWING TOOL
0O Marvinjs - Google Chrome =|E=] 5
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ELSEVIER

MARVIN SKETCH T A ROBUST STRUCTURE DRAWING TOOL

& Structure editor @ \ Create stiucture template from name > I
NEAICXOEK,EreoHO0 "
¥, )
& s R
4 Click bond, it will highlight i ""'
3 ick on atom or bond, it will highlight in ~
= green as shown, right click > Do pmpestics .
o Bond properias i
@ Ansouna swenes (chinal -
8 \1, "
R o
x Click on atom or bond properties
R st " to find further options
= T ey v
- Vo ] \
e G AT e
e Curgets Cyrar -
"oy ———
| N

nm

H vy | 3
el | &
|
Do pregerses " aralimben i
e L7 S\ X xwasai) | &
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Moy = 24 N e . J d
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How To ActivateChemdraw

&L Structure editor selected: () Maninis (@ Chemtvouls Insert structure from name

Allow access to clipboard?

ChemDraw wil 10ad an exlenaion 1 access your systent's cipboard. This s needed 1o support
extended copy and paste functionalty from deskiop ChemOvaw

Do you want 1o alow this?

N
=

o Wrucie sdtor wlactrs

Dw
CXERNNENN DD OO~

&N

sarch  Quawry nudbder

NSCOrOwa

Click allow

LT

Aztrmyprttman « Fearn Al Ssorvh

Trmart strussurs fras rame

LR

gt o™

i

e |



Automatic or manual Synthesis plan

Req Xys Quick search  Query builder  Results  Synthesis planner  History  Alerts ‘ 2 ©®
Filters 363 Substances out of 11,367 Documents, containing 2,026 Reactions, 238 Targers Reaxys - 363 v
Umitto > | Excude > & A& G |
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Reaction scheme with all details and procedures
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Experimental procedure available

Stage #1: Glyoxal With hydroxylamine hydrochloride; sodium hydroxide In water at 50%  Southwest University of Science and Technology; Li Hongbo;
108°C; for 7h; Cooling with ice; Wang Xiaoxu; Huang Ming; Zhang Yong; Wu Jinting; Chen
Stage #2: With urea In water at 100 - 110°C; for 24h; Temperature; Minglong; Meng Yufu
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dropwise to the reactor (three-necked flask).And maintaining an aqueous solution of sodium hydroxide dropwise at a temperature of <10 ° C;After the
drop,Warm up to 100 ~ 108 ° C,The reaction was refluxed for 7 h.Add 350g of urea,The temperature was raised to 100 to 110 ° C and reflux reaction was
carried out for 24 hours.After the reaction solution was cooled (in a refrigerator), it was left to stand at 0 to 6 ° C, and white needle crystals were obtained, that
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Use the Query Builder

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

Search 3 | v

1 o - Find search fields and forms

o HR <
Search >500 fields and forms to build the ' & & MB & - (&) R A c.xﬁm o«.l?

mport o Delete ) S, S

best search for your needs. Suchi  Wcjectiu = Loz fields  Forms  History
2 9 o < Autoignition
Add structure drawings, molecular = Azmotropes

formulas and more.
= Boundary Surface Pwnomans

3 e° y Chromatograghic Dtz

. . . < Document Basic Index x
Join any number of fields with Boolean Dicarnient Bindc bides £ Bulk Viscosity
operators. i suzube| 8
. <> Clradlsr Dichroism
ke vy e
s @)
4 nab-ogby % Complex Phase Equiitels
b mghv v ey

Use auto suggest to gain more insight ok i <> Compressibiity
into possible search terms. T Moo waent s n Kr s

= Canfeeroaticn




Advanced search i Query Builder

Reoxys Quick search | Query builder |Results Synthesis planner History Alerts
Search in:

& © i # 08
Import Structure  Molecular Formula CASRN  TI, AB & KW
-

Drag & Drop to build a new query
e SR S

Piots A ©

Search fields
Fields Forms  History

Reaxys A
Topics and Keywords v
Identification v
Physical Properties v
Spectra v
MedChem v
Other v
Reactions v

ISRV




Solubility of NaCl in ethanol
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Solubility of NaCl in ethanol
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Tungsten compounds used In stereoselective
catalysis with molecular mass 800-1000
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Tungsten compounds used In stereoselective
catalysis with molecular mass 800-1000
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Fungicidal 3-ring benzoimidazol derivatives substituted in
position 2
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Fungicidal 3-ring benzoimidazol derivatives substituted in
position 2
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Adsorption of Hg on TiO2 containing sorbents
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Adsorption of Hg on TiO2 containing sorbents
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Natural Polymer

~reaction search of modification of chitosan~

Re(])(ys Quick search  Query builder  Results  Retrosynthesis  History  Alerts 2 o
Search in: Substances ) Documents
Search fields Q
& O ] ] ) 3 H# (o3 Fields Forms History
Import  Save Rasstform Delete all Current Patant Assignee] Structurs §Molecular Formula CAS RN TLAB &KW Pa—
A Reaxys /A
Topics and Keywords
<> Chemical Name 5 N chitosan B X = N
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Natural Polymer

6 Reactions outof 3 Documents, containing 14 Substances

T
0 e 5 @ Qo & Rewys Ranking & W
' x Exgort * Show Conditions

N
+ —-
: " chitosan Hiﬂuoro:j!sl;ylphnnyl
S By 2]
W & & - S &

1 Conditions nd i Reaction 1D: 42186626

Conditios Yiela Retgrunce

With pcetic acid In methanot water at 20°C; for 72h; pH=2.8 - 6.3; 94%  Franconetti; Domingues-Rodrigues; Lars-Garciag Prado-Gotor;

Cabrera-Escribano
[Applied Catalysis A: General, 2016, vol. 517, p, 176 - 186)
FullTer 2 Gited 30times 2 Details > Abstract )

Expecimantal Procedure A

2.6. Synthesis of N-(3-trifluoromethylphenylcarbamoyl)chitosan({1)

A suspension of chitosan (202 mg) in a mixture 1:1 HZ0/MeOH(50 mL) was acidified with AcOH until 2 solution was obtained (pH2.8). Then, the pH of solution was
sdjusted at 6.3 by addition ofd M NsOH. Trifluo thylphenyl isocy te (250 L, 1.8 mmoljwas added under vigorous stirring at room temperature. After 72
hmonitoting by TLC (MeOH, 30 min) the reaction was considetedcomplete, Reaction mixture was trested with 4 M NaGH (pH ~12.0t0 give & solid, which was fil-
tered off and successively washed sev.eral times with H20 and acetane to provide compound 1 (191 mg,%4%;) as a white solid. IR max3364, 2920, 1655, 1595, 1558,
1420,1374, 1335, 1256, 1150, 1059, 1026, 893 con-1.1H NMR (700 MHz,AcOD/D20; « 7.73 (br 5, 1H, H-2}, 7.53 (br ¢, 2H, H-4and H-6),7.38 (br 5, 1H, H-5), 4.91
fbrs, L1H, H-1), 3.94-3.61 [m, $H, H-3,H-4, H-5, H-6 and H-6), 3.23 (br s, 1H, H-2} and 2.06 (m, 3H, CHIoverlapped with AcOH}, DS: 2.9-3.1% (1H NMR}

Exndhacy M)
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Preliminary screening
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Preliminary screening 1 initial results set

1,033 Documents with 1595 Subatances, LL Sesctons, 3 Targets
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[;] Optimization of parameters for obtaining callus, suspension, and root cultures of meadowsweet (filipenduta ul-
maria) to isolate the largest number of biofogically active substances with geroprotective properties
Oyabigaks Vewnsu Do Sockoos Moeeon [Braziian journal of Bialogy, 2004, voi. 84, set. mo. E257074]
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Results
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Refined screening T results set
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[;] Recovery of bioactive ingredients from biowaste of olive tree (Olea europaea) using microwave-assisted Oligd & Sam
extraction: a comparative study
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ant. no, 207]
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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 AC is -
22.6 - -21.8

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




Determine unknown substance

Reaxys
& 3
Import

<> Optical Rotatory Power

In

O

e

i

Save  Reset form  Delete all

Quick search  Query builder

@ e

Structure

Type (Optical Rotatory Power)
Concentration (Optical Rotatory Power)

Length of Path, cm

Solvent (Optical Rotatory Power)
chloroform

Optical Rotatory Power, deg
-22.6 - -21.8

Wavelength (Optical Rotatory Power), nm
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Determine unknown substance

A Hit Data - 3

sitagliptin

CisHisFsNsO  407.318 9962060 486460-32-6
Hit Data - 3

|dentification

Druglikeness

Bioactivity (All)

#~  Optical Rotatory Power - 3 hits out of 7

Physical Data - 46

Spectra - 75

Other Data - 914

Preparations - 153
Reactions - 236
Targets - 68

Documents - 421

Show/Hide columns ~

Type Concentration | Length | Sohvent Optical ‘Wavelength | Temperature | Location Reference
(Optical | (Optica of (Optical Rotatory | (Optica (Optical
Rotatory | Rotatory Path, Rotatory Power, Rotatory Rotatory
Power) Power) cm Power) deg Power), nm | Power), °C
alpha 0.92 g/100ml chloroform -22.4 580 25 Page/Page  COUNCIL OF SCIENTIFIC and INDUSTRIAL RESEARCH;
column 28 BARUA, Nabin Chandra; SAIKIA, Bishwajit; BORAH, Prestismita;
BAISHYA, Gakul - WO2015/189862, 2015, AL
Full Text A Details > Abstract >
[alpha] 1 g/100ml 1 chloroform  -22.6 589 25 supporting | Zhou, Shengbin; Wang, Jiang; Chen, Xiz; Acena, Jose Luis;
information | Soloshonok, Vadim A,; Liu, Hong - Angewandte Chemie -
International Edition, 2014, vol. 53, # 30, p. 7883 - 7886, Angew.
Chem., 2014, val. 126, # 30, p. 8017 - 8020
Full Text A Details > Abstract »
[alpha] 1 g/100ml 10 chloroform = -22 589 25 supporting | Davies, Stephen G.; Fletcher, Ai M.; Ly, Linlu; Roberts, Paul M.;
information | Thomson, James E. - Tetrahedron Letters, 2012, vol. 53, # 24, p.

3052 - 3055

Full Text A Cited 24 times A Details » Abstract >
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Determine unknown substance X.
Which additional analytical methods can be used to confirm the assumption

~ Melting Point - 15

shaglgtin

Cuiah D 4L el dbsssd st -  Spectra - 75
QV(,_\_ Mty [r——l v Chromatographic Data - 7
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Determine unknown substance Y:

1. The sublimation temperature at atmospheric pressure
is ~56,5 A4

2. The melting temperature 64 As

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:
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Determine unknown substance

uranium hexafluoride
Fsl) 352,019 14965871 7T783-El-5

=
7 Li.l-‘": it Data - 11 Bioactivity (All)
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/F Idgntification Physical Data - 451
Druglikeness Spectra - 115

Y.
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Determine alloy Z:

1. The alloy contains iron
2. Alloy contains cobalt
3. Melting point 1410-1450 A4




Determine alloy Z:
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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

R €axys Quick search Query builder Results Synthesis planner  History
Search in Documents >
£ B 9 = @ = it 3
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Case: Get substance with double target activity
(2 target is PISK and mTOR)

Reaxys
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Search for biomass

Search Reaxys
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Search for lignin depolymerization and separation method
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Fluorescent properties
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Theophylline
Electrochemical characteristics
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Theophylline

Electrochemical characteristics
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Dissociation index and solubility of theophylline.
other physical characteristics of titration
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Analytical methods 1 e.g. HPLC
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Analytical methods i spectroscopy i1 e.qg.

NMR

<> NMR Spectroscopy
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Example i NMR spectrum of coumarin
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Example T refractive index of germanium
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Quantum mechanical calculations

A Quantum Chemical Calculations - 3
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Using Reaxys Tree: thermal analysis of AQNO3
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Defect related luminescence
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Tunable luminescence in Ce’*/ Mn?* co-doped ZrO2 nanophosphor integrated with theoretical studies on
possible (ZrO2)n clusters using DFT method

Ahmad, Shabbin Fazan, Mohd; Naseem Siddique, M. Riyauddin, Sk; Tapathi, P. {Journal of Alloys and Compounds, 2021, vol. 853, art.
no. 157378]
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D SHAMPOO COMPOSITIONS HAVING REDUCED SQUEAKINESS EFFECT, PR
: SAME AND METHOD OF USE
1SP INVESTMENTS LLC; GAMEZ-GARCIA, Manuslk; PETTY, David -
Patent Family Members: WO2017/87656 Al; US2018/;
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Abstract X

Disclosed herein is a hair gare shampoo composition having reduced squeakiness effect comprising: (A} at least one conditioning terpolymer obtained from polymenzing: (i) about 20 wt. % to 99.9 wt.
% of at least one cationic or pseudo-cationic monomer selected from the group consisting of acrylamidopropyl trimethylammonium chlonide {APTAC), diallyl dimethyl smmonium chlonde (DADMACY;
Acryloy y monium chioride (AETACE Methacrylamidop 1 chlaride (MAPTAC): Dimethylamineethyl methacrylate (DMAEMA or MADAME); Methyloyloxy ethyl
trimethyl ;mmonlum chloride (METAC); Dimethylaminopropyl-methacrydamideN-(3-chloro-2- hydroxyp'Opyn mmerhyl ammonium chioride (DIQUAT chioride); (If) about 0.1 wi, 96 10 30 wt. % of at
least one anionic monomer selected from the group consisting of () acrylic acid (A4), (b) acrylamid vlpropyl sulfonate (AMPS), and/or (c) sodium methyl allyl sulfonate (SMAS); and {jii) about 0.1
wt. % to 20.0 wi. % of at least one monomer comprising at feast one functionalized or unfunctionalized acryloyl moiety and at least one lactam moiety; and (B) about 0.1 wt. % to 50.0 wt. % of at least

PY Y

one cosmetically acceptable excipient,

Claims X

1. A hair eare shampoo compaesition having reduced squeakiness effect comprising:
A, 3t least one deansing and conditioning terpolymer obtained from polymerizing:
(i) about 20 wr. 9% to 99.9wt. % of at least one cationic or pseudo- cationic monomer selected from the group consisting of acrylamidopropyl trimethylammonium chloride (APT AC), dialiyl dimethyl 2m-

manium chloride (DADMAC) Acryloyloxyethyl hyl chloride (AETAC) Methacrylamidopropyitrimethyl m chioride (MAPTAC) Dimetfylaminoethyl methacrylate (DMAEMA or MA-
DAME) Methyloyloxyethyl trimethyl ammonium chloride (METAC) Dimethyl propylmethacrdlamideN-<{3-chloro-2- hydroxypropyltrimethylammonium chloride (DIQUAT chloride)s

{ir) about 0.1 wt. %6 to 30 wt. % of at least one anionic monomer selected from the group consisting of (2) acrylic acid (A4), (b} acrylamidomethylpropyl suifonate {AMPS), and/or {¢) sodium methyl alhd
sulfonate (SMAS) and

d or unfuncti

(i) about 0.1 wt. 9 to 20.0 wt. % of at least one monemer comprising at least one functi
B, about 0.1 wt. 56 to 50.0 wi. % of at least one cosmetically acceptable excipient.

2. The compaosition xcordnni to claim 1 wherein said comﬁsmon i5 3 “2-in-1" hair care condmonmi shamﬂco comﬂosmon Gﬂablc of Bmvrdmﬁ effective dcamng and condmonmﬁ 2

1 zcryloyl moiety and/or at least one lactam moiety; and
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Food packaging Material

A di(2-ethylhexyl)terephthalate
A CAS No.: 901984 )
A Type.: Plasticizer 2 EOIV(&I' chlg:)ooeztrgzlene)
A Appearance: White or beige < as No.. ) .
: A Type: synthetic plastic polymer
. chips A Molecular formula{C,H,Cl)
A Molecular Formula GHCI 2178%n
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1) How to do literature search by author name?

1. Goto query i .
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3. Selectthe pray
field author

4. Enter author name in the following formatii | a st fniarnset* name * ; f i r sforexampledor duthas $tepnea Buehtvald you would
enter the query as shown below

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

Clickonfi T i Abstracts&Ke y wo ( & B & K W&hortcut key). This field can be added multiple times (x2 in this example)

In the first box, enter the search query using synonyms for nanomedicine such as nanoparticle and use wild card operator fi *tadaccount for
plurality of terms as shown above

Change the operator from A A N B @ N E A(Bs& your preferred number to indicate how near you want the terms)

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

Click on documents to find literature associated with nanomedicine in lung cancer
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1. Goto query builder

2. ClickonfA Ti Abstracts &K e y wo ( & 3B & K Wahortcut key). This field can be added multiple times (x2 in this example)

3. Inthefirst 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 fromt AN D@ N E A(RBse your preferred number to indicate how near you want the terms) or leave the operator as
AANDO

5. Inthe second box, enter the search term for inhibitor as shown above i.e. inhibition*; inhibitor*; antagonist*; blocker* use wild card operator i * 0
to account for plurality of terms

6.

Click on documents to find literature associated with jak2 inhibitors




4) How to find all substances that blocks my target of interestin EGF R0 ?
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Go to query builder

n

Clickonfi Me d C haadselect the fieldsfi T a rNgaemteard i Su b s tAationoeT ar get 0
3. Inthe field Target Name i use the target name taxonomy look-up button indicated in orange to search and view the synonyms

associated with EGFR AP
4. Inthe field Substance Action on Targeti use the look-up button indicated in orange to search for input the synonyms associated A
with blocker = Toge MateeCames Ounis
5. Click on substance to find all substances reported to have inhibitory action against EGFR S
< Sobwtern S
Note: Bioactivity results can be viewed in a Heatmap (see top right corner of results pages) ¢ cridm || resrnes @ ==
< Gabrtrrre Deveg g
Lobiinvee Dove

0 Sabetwres tagron ot P
FISTVIER



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

1. Goto quick search
2. Enter the patent number
3. Click Find

Reaxys

I wo2012050500a1

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

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

Reaxys Qulck searon ' Results  Synress plinne

Q. sereee
i -
e i h2d >
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© Fatam Amgres MM vV B X
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S

» Fwew Spmetsc Cun woemiwry

Go to query builder S Boent Caomry Cada
Infi s e afieldslandf o r emtedi P a tAesnsti gamakseléct the field %
Change the fieldto 6 ¢ o n taadientey &signee name in the field
Click on documents to get all patents with the respective assignee
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7) How to do a reaction search where the substance of interest is a
product?

A 0

ReQXYS ik seerh  Chry Mkl rhisn pivisel  Histwy \
£ Toumtion adtst  Onembut Mot . i Comate triture template o wame ) | Saarch rx strurturs s “

= " A e
Da@rcxXxgdirrearnaeo i
)

Eres

&
/. .- % Tasyren

.
= —— . S
\ .
-~ \ o . L e ]
", 4.__< - 3
v <

] Mot M

1. Click onfi DR A Whdhe 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 transferto query and thenclick i f i nd o

FISTVIER



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

£ Shutun ity o . M Create structune template from name > Baarex Rl st o
T
¥ o
D@2 " xod H L] <o b
. i
Y Teiw
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~ il
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I moezaee
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1. Click oni D R A ®idhe 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 ontransferto query andthenclick i f i nd o




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

REOXVS Qukbaauts  Qiery haible SrDan eore goo o

Y
A Sonenire adtee hervinmrvy Mgereys i Create pructere bempine fom rame Bawrh thie strazture ax
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1. Click oni D R A ®idhe 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 ontransferto query andthenclick i f i nd o




10) How to define specific conditions for a reaction?
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Go to Query Builder

Clickonfi St r u and eitheedbaw structure or choose create structure from template and the appropriate i R e a cAtriroonw 0O
Clickonfi T i Abbtracts &K e y wo ( @ 3B & K Wahortcut key)

Infi s e afieldskandf o r engedfi R e a ¢ and selecdthefieldi Re a cdata&cmondi t i ons o

Drag and dropto i Gr othepydery and change the operatortofi OR 0

Change the operatortofic ont ai ns o

Enter desired condition e.g. here researcher may be interested in flow or continuous reaction to avoid organic-azide intermediate
Clickonfi R e a c ttd obtainsrasults matching the search criteria

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

Go to query builder

Go to Reaxys Forms

Select the Reactions form
Draw the reaction of interest
Enter the relevant conditions
(note: not all fields need to be
filled)

Change the operator as
required to match your
search criteria 6 3

i

»  Seus MeaChwm Faon

L5 J
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12) How to use advanced query forms in Reaxys MedChem

Go to query builder
Go to Reaxys Forms
Review Reaxys

MedChem forms — T

Reoxys

i arad flewms
Add the f f interest 4« 8 O 8 o 12 # @ n-% Hisiory
e 1orm or interes lowirt Sies  Tmdwm  Oven ot Bucteow  Molmie beraly CATRN TLASHYW
e,g, Caco-2 permeability . My Furrs
Add the (sub)structure of S z R Fioms
interest e o
Querylets have been ? ©F  Comate Structs | Neaction Drawing T
pre-filled with required
parameters. Review and [~ s s el G < K @ ot pramatin: vrist
amend if desired P D Schuy e
C“Ck On ﬁ S u b S t mn :R Meauiwmen B3 gneter ez v Faps (341 popp (bl papp (mampodt e tramepeort rabicrarapoct ratis (b tamport ceen 3 rampent orm bt veapes, X PO Ty
~
obtain results matching simn
the search criteria i aang
W e o deviuaion
W Ererpses Cne, Cog)

i Taz-pwrrmate vy

O G d Ao Wespen
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13) How to do retrosynthesis in Reaxys?

lemah I Sy |

~e—

1. Click onfi D R A ®wndhe landing page
2. Draw your substance of interest or create structure from
template, transfer query andclick i f i nd o

e —

3. Click on icon for synthesis

4. Select either i a u t owhera Reaxys automatically creates
multiple synthesis plans for you or i ma n u aléttingyydou manually
create synthesis plans

5. Select the parameters for the synthesis plan
6. Click on create plans to obtain the results

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

14) How can | export the list of substances which were claimed in a
patent as SD-file or SM

1.

N

Go to the document results
page

Select the patent of interest
Limit the results to this patent
Switch from document results
to substance results

Export the substances in
"SMILES" or "SD/Molfile"
format

ILES?

Redcinys

n Filtees 1 Documents wh

K € ¢i¢

3 I 1
Ll °5 "

FISTVIER




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

results?

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

interest

Click on Export

SEOENIANN

Click export

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

registered users)

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

Choose specific data pointsand click 6 Adldat apoi nt s 6
Clickon 6 Bi o0 a dor delect theyeguired datapoints under it)

1l

O

i . v oz
« 81 rweevewn. |l =
7 g4 3311l I
1 S BEE ‘:
¢ S 1
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16) How do | quickly draw a functional group like nitrate, acetate or
BOC?

Reiyvs ORbsth Coniiits Bupy Siviteatipum | Yoot} [~ [

A et e e e M - | Cowate stiactuom servytate from vy 3 | FaTh IV S -

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

%y

For i
FISTVIRER



17) How do | view citing articles?

1. Ifareference or documentin Reaxys has
corresponding data available in Scopus, the
hyperlink 6 Ci & @sdvailable

2. Toview the cited articles for the given
document, click 6 Ci [aeuthber]t i me s 6

3. This will open the Scopus document page in a
new tab with the documents that cite this
article.

!
)
¢ € € € ¢ ¢«

1 document have cited:




18) How do | look for documents associated to a partlcular assomaﬂon/author
affiliation? scopus D St Sowors Mees s bepe v (R 1o -

I

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. Goto affiliation search

3. Click 6 S e aforddecumentsbya f f i | i atti on6[ . R it e N - R—
4. Enter the name of affiliation name (and other i '
5. Click Search
6. You can also search for author affiliation from T D o»
Authors tab AT oot 1B
: -]
eart Aiigtan 12 HCE
-]
[+
p— - IS
]
- BECE
FISTVIRR



http://www.scopus.com/

19) How to search for patents using structure editor?
1. Goto query Reaxys ';-uuxur Results  Synthesa planner  History 2 4o O

ilder
2. Cickon = SR
Structure « 8 o @ { B B s Fem ey
3. Edit your ot S Giroiie | Milessdar Formls  CASSN TLADRNW o
Structure - 7>
> Structurs % Topecs and Kwywords v
:\_‘::;’ Crastn Steucturs [ Heaction Orawing \dentifestsan -

4. Click related Markush to broaden your search v & -
5. Click on documents or substances — F
6. Limit the document type to patent . o a >

Quick smarch  Query b r 2
§7.272 Documents « i -
omrame Search this strecture e
< - >
. ™ f\j J oo . “
. N .
0
Deveogre ol 8 1w
e
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Case study - Reaxys for checking novelty of a compound L
ELSEVIER
Information needs:
U Assessif our main candidate compound has been published by others since we initiated the project 2 months ago.
U Assessif there are any other compounds with the same scaffoldpublished in relation to semiconductor applications.

Proposed solution:
& Do an exact search for our lead compound, followed by a substructure search and a similarity

search.

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

€) Set an alert for the search

F1SEVIER

Reaxys



@ Sructure search for the lead compound: asdrawn, substructure and similarity searches

Reaxys

£ Saructure edise solocted: ® Marving%

‘;"I:z:=h‘1 -‘..\Q
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Quich seanch Query dullder  Reaultr  Setregynthesis  Hidoey  Nems

| Insen structure from name >

el

" %" #» D E O3 >

(ot Y

2- Transferthe structureto the query

Verify what type of searchyou will
run for agiven structure

_m&&
e @ ELSEVIER
TR POF MR 1- Draw the compound and select the search flexibility:
'}' Asdd Searchfor the exact compound (asdrawn), substancesthat
90 iy containthisassubstructureandsimilarcompounds
S —
(8] Tatomes
Iecen
[ elated Munhush
LIS =)
(8] Mistures
%] moopes
W] Charges Reaxys . R
(W] Radialy
Qual smarnh Quesy Midder LT Retrownthesi ey Ne1y
« Mare nptane
e =
Search Reaey
- 3- dickFAnd to
R " A s view the results
AND
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@ Analyzingesultsfor the different structuresearchesasdrawn, substructureandsimilarity

s
e

ELSEVIER
7D Zekods this stOHERH WhensearchingAsdrawn or Assubstructure Reaxys
' ® s down retrievesthe exad substanceor substancescontaining
) £ Wnkatsitiore the structure asa suburit.
! . O Sar <
0 Targess Wiy (G - deen
——— PR o (@] Seach this et e
I o Aadan When searchingAs similar, Reaxysretrieve
n 3 ki ,.,'._‘.’_ Dt Bl buduie compoundswith differentdegreesof similarity:
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@ Structure+ keyword searchfor the scaffoldin the field of applicationd & SYA O2 y RdzO (i 2 NE

Reoxyy et amnrh Yoy hakint s Interypetends  dhebery ety
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1- Drawthe scaffoldandblockkeypositionsthat shouldnot have
substituentsto preservekey chemicabroperties.

L R

re FWRIANRG
i

A00Q0CO0O0CHK

-

2- Transferthe structureto the query

Verify that youarerunning a
substructuresearchorall atoms

'Y

Searclassubstructureonall atoms.to retrievethe scaffoldwith different

B TR -l.
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@ Analyzingresults for the scaffold search
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@ Analyzingresults for the scaffold search

s I Qe T Rees i e % Reaxysisoretrievessubstancethat containour scaffoldassubstructure not necessarilyelated
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© Settingaralert
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& Createaralertfromthe searchresult previewpage,selecting
the result set most relevant toyour needs.

B e ran -

Create Alert x

Query: st d as (sub search). isotop Show Query v
Name

Alert mame: Scaffolds“semiconductar”

Sond alarts to:

Frequancy: Every weeh Vo Manday

Send alert: et any update

[ D oot sed derts with 2o sevids 0]

ADVANCED ALERT CONTENT: ()
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O Partial 3bstract
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Receive anotificationevery time a
document containingthe scaffold and the
keyword ésemiconductor€ ispublished.
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Reaxys Bioactivity Data
SARInsights



Case study

A Aamedicinal chemist, | need to learn about my new biological target, JAK3, and its SARs as
quickly and efficiently as possible to advance my new discoverypr oj ect . 0O

A heed to perform a search for my new biological target and review any Structure-Activity-
Relationships to ensure that | am able to improve the activity of my scaffoldforleado pt i mi zat i o

N
S
S

\\\\\\\\\\\\\\\\\\\
S

A\
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Case study

Information needs: search for my new biological target and review any Structure-Activity-Relationships to ensure
that | am able to improve the activity of my scaffold for lead optimization

Proposed solution:

) Start search in Quick Search for JAK3

{9 Evaluate & Refine the information
9 Review any SARs in the Bioactivity Visualization feature

@ Export the information for further analysis

Reaxys’



@ Searclhfor yourtargetof interest

Quick search  Query builder Results  Retrosynthesis  History  Alerts
Search lor Tyrosine-protein Kinase JAK3
Fromthe resultspreviewpageassesshe most
relevant resultset. Click¥ + AwSSga defseea Q
substanceselated to your target of interest
Search Reaxys
Tyrosine-protein Kinase JAK3 X
Target Names -
‘Ym'""P"ﬁ"" kinase jak3 {esulis 1o Tyrosine-protein Kinase JAK3 Newicr Bt
@0’ Draw
@(— 37 Targets Target(s) : Tyrosine-protein Kinase JAK3 Preview Results v | ViewfResults >
Edit in Query Builder @ Create Alert 3 T
3:)" 63'751 Substances Tlrsni(s) = Tyrosine-protein Kinase JAK3 Praview Results \/ View Results »
Ensurecomprehensiveesultssets with M s
w S | RiBiqueélarget taxonomy capturing
relevant synonymsin just one search L=l 11,779 Documents  Tiles, Abstracts, Keywords : "Tyrosine-protein Kinase JAK3" Proview Results v | View Results >

Edit in Query Builder @ Create Alert Q0

FISEVIER

Reaxys’



® Refineand Evaluatahe SARnformation

Use Boactivity specificfiltersto refine your hit list to the Use the Bioactivity visualizationfeature

most potent compoundswith our normalized pXvalue

Reaxys
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® Reviewthe SAR irthe BioactivityVisualizatiorfeature

Hlter by substructureto define a
scaffold of interest for further

refinement
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Appendix

Find the List Of Data points and Property Field
Available inReaxysas a direct filter to
precisely get that data
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