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WELCOME TO YOUR QUICK START GUIDE FOR REAXYS MEDICINAL CHEMISTRY.

Reaxys Medicinal Chemistry is a Java-free web solution that runs on modern browsers. The various available browsers
present a complex landscape. The Reaxys team has tested the system on the following browser versions.

«  Firefox (version 49 or higher)

« Chrome (version 53 or higher)

« Edge (version 14 or higher)

«  Safari (version g or higher)

« Internet Explorer (version 11)

We recommend using one of these browsers to achieve best performance. While Reaxys Medicinal Chemistry may
work on other browsers, some features and functionalities may not work properly.

Please contact us if you have question regarding browser support.

NOTE to Reaxys Medicinal Chemistry users in China: We noticed a significant performance increase if Google Chrome is used.
If you encounter any performance issues, then try switching to Google Chrome.

NOTE to all users: We recommend not using addins and plugins or at least reducing their number to the absolutely necessary
minimum. All such components influence the performance and memory usage of a browser.

NOTE to Google Chrome users: Please ensure that you have at least 2 Gb of free hard disk space to get the optimum performance
from Reaxys.
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QUICK SEARCH
Drag your structure file or click here to ) )
browse and import it. Navigate easily between Quick search, Click the bell icon to access alerts created
Query builder, Results, Synthesis planner from the results of your queries.
and History.
: Click the
REOXYS Quick search ~ Query builder ~ Results ~ Synthesis planner ~ History A 4 ®'\ question mark
to access Reaxys
Help, with
The Quick Search text - 3 -~ Y .
option accepts natural Search substances, reactions, documents and bioactivity data ﬁqua:feer?;lt;arlzl:hge
|anguage keywo rds. inn Reeaxys, Reaxys Medicinal Chemistry, PubChem, eMolecules, LabNetwork and SigmaAldrich FAQ

Truncations and
wildcards are accepted.

Q Substance ADME, e.g. Pharmacokinetic of Imatinib

AND

@f Create Structure or Reaction Drawing
Create a user profile
to enable customized
results displays (hits
per page) as well
as alerts and saved
searches.

Structure Search enables the creation of structure
and reaction drawings.

Use these as the main query or combine them with
keywords for added search power.

See the Reaxys Quick Start Guide for more
information on using structure and reaction
drawings.
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QUICK SEARCH RESULTS PREVIEW

Reaxys analyzes the Quick search query input and provides
options based on query interpretation (Targets, Substances and/or

When the query is ready, Documents in this case; Reactions results are also returned with the

click Find. appropriate search terms).
[ tmpoet &, Search for pharmacokinetic of imatinib \ n
E |E| Resufts for pharmacokinetic of imatinib
MNew  Ede
Seasch Reap
Q pharmacokinetic of imatinib] »
AND
5 Targets Structure .'x.dr:wn AND  Bloassay Category : pharma. Preview Results «» | View Results >
@# Create Structure or Reaction Drawirg cokinetic
6 Substances  Structure :@mdriwn AND  Bioassay Category : pharma- Preview Results ~
cokinetic
5 Targets Structure :’6| atdrvwn AND  Bioasesy Categary : pharma- Preview Results ~ | View Results >
cokinetic
Editin Query Builder g8 Create Mlert 11
T - 946 Documents  Titles, Abstracts, Keywords : pharmacokinetic, imatinit Preview Results « View Results >
op 3 results Single protein Examgple structure
Cytochrome P450 2C8 (human, Wild) Substances - 1 3
eypleh, cypiick, eytach pa50 Je8, p450 foem 1. oy- Doxurnents =1 -3
tochrame p450 fie2, pytachrome p450 mp- 12, eytochrome paSo mp-20, +1 mone n g
Show target details it "“CZL5 332,933 Documents  Titles, Abstracts, Keywords : pharmacokinetic Preview Resubts & | View Results >
(a. VN
B
Mo guantitative value reported acumen Titles, s @ imatinia iew Results o iew[Results >
o e es 31,672 D ts Abstracts, Keyword Preview Results View|Resul
Sinigle protsin Exarmple structure
Cytochrome P450 2C8*3 (human, Wild) Substinces -1 3
Synanyms: cylochsame p4s0 2843 Cibdimants 114
Show trget detals PaW Click View Results to
= il view all results for that

result set.
® _ Click Preview Results
o quantitative vlue reported to view the top three

results for that result set.

Single protein Example structure
Cytochrome P450 2C8*4 (human, Wild) Substances - 1 3
Synanyms; cytochsame paso JeE"d Dociments -1 >
Show target details L

e

:J"’AOF)

=]

Mo guantiative value repored
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QUERY BUILDER FIELDS, FORMS AND HISTORY PANEL
To find search Fields or Forms, enter keywords

here. For example, “target” would help to find all
fields related to targets

Click here to open
Query builder.
Click History to display
Recent and Saved
searches that can be
used in Query builder
in combination with
each other or with other
search fields.

REOX\/S' Quick search  Query builder ~ Results  Synthesis planner  History L ®

! Find search fields and forms

= 8] it # 8
Import Structure  Molecular Formula CASRN  Doc. Index Fields Forms ( History
™8 Click Forms to access.
_ predefined or customized
Eaticisdems o search forms, including a

number of forms focused
\dentification 0 on medicinal chemistry-
relevant topics.
Physical Properties i3
The initial view shows the
search field categories. Spectra v
There is a wide range of

Find search fields and forms Q

medicinal chemistry search Nedchelt 43 Fields  Folms  History
fields with paramaters -
i ; <> Target Name H Reaxys Form “~
designed to ensure i L
. ~
accuracy of data retrieval. 2 St elion o Reaxys MedChem Forms 7
<> Substance Effect WS na e

£ Cell proliteration: inhibition
» < Measurement pX

| 5z Selectivity Profile
Drag & Drop to build a new query < Target Nature

£  Animal models: Tumor xenografts
< Target Mutant/Chimera Details

< Bioavailability
<> Target Transfection

&2 Volume of distribution
<> Substance RN

%2 Absorption (Cmay, Cave)

£ Caco-2 permeability

& Caco-2 Adtive bransport
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QUERY BUILDER

Chosen fields and forms appear in the

Save enables the user to main working area for Query builder.
save the query for
re-use later.
Find search fields and forms Q
7@ 0 W @ i
Import  Save  Resetform Delete all Structure  Molecular Formula  CAS RM|  Doc. Index Fields Forms History
} Reaxys
N
< Target Name x st il o Click or drag-and-drop
, S ek fields and forms to
AMD 5 argﬁ ame ﬁ .
{dentification - add them to the main
working area.
OR @ Physical Praperties
<> Substance Action on Target x
e AND Spectra
is e Substance Action on Target =
NOT MedChem
VN
MNEAR o <> Target Name
<> Substance Route of Adm. X
N E}ﬂ_ < Substance Action an Target
PROXIMITY is e Substance Route of \dm. R B
<> Substance Fffec Eg
p <> Measurement pX
<> Tlarget Nature
CLICK TO ADD BOOLEAN OPERATORS:
e OR: contains data from at least one of the fields Define the search criteria
o AND: contains data from both fields

o NOT: contains the first field’s data and excludes the Click Search when the query is ready.
second’s

o PROXIMITY: ensures the content of both fields relate
to each other (typically used with parameter fields,
e.g., melting point and solvent)

Note: If a field or form consists of multiple parameters, they
are automatically combined using the PROXIMITY operator.
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DOCUMENT RESULTS PAGE

Default sorting is by descending relevance, but other

Use Filters and Analysis options to narrow options are available:

your results.
« Publication Year.

« Document Type. )
Click here to open the Heatmap

for the target(s) and substance(s)
in these documents

. Cited By.

v

Filters and Analysis 50 Documents with 114 Substances, 147 Reactions, 45 Targets )
Use Index Terms (List) and/ Click here
or IndexTerms (ReaxysTree) to STl @ £ e to download .
filter documents by topic. HeERTE () b L Heatmap Quick

Start Guide.
Index Terms (ReaxysTree) A
O Compositions and r\lthnds for prevention and treatment of chronic diseases and

Publication Year N ' disorders including the complications of diabetes mellitus
Click an author’s name < ) Kosbab, John V. - US2001/41744, 2001, A1
to explore details about Patent Family Members: C42280093 Al; WO1998/33494 AL; AU6141498 A; EP1021177 Al; JP2001/511153 A: ..,
their pu blications and get Aithiors o Abstract ~  Front Pagefinfo v Substances 112 v Readtions (11 ~  Full Tet A
additional analysis options in Hit Reactions 10
Scopus®. Patent Assignee v [] pnA encoding humdn K casein and process for obtaining the protein

7 Symbicom Akliebolag - US$232094, 2001, B1
Journal Title Patent Family Members: DK8892 DO0; CA2128110 AL; WO1993/15196 Al; AU3346493 A; EP625197 AL; ...

Substance Classes

Reaction Classes

Abstract ~»  Front Page

Hit Reartinns 1

Mo title

nfo ~»  Substances (14"~ Reactions (140 ~  Full let A

Cited 43 times

Lythgoe B. et al, - Journal of the Chemical Society, Perkin Transactions 1: Organic and Bin-Organic Chemistry

(1972-1999), 1978, p. 550 -
Substances 32~  Re

Hit Reactions 5§~

595

hctions (36 ~  Full Tet 7

To export results:
« Click Export in the toolbar (if the export button is not visible, click Options)
- Define Format, Range, Export data and Additional options
« Click Export — the progress will be displayed in the lower right of the screen
« When the export is complete, click Download

Note: Use the checkboxes beside the results to select individual results and only export those.



http://supportcontent.elsevier.com/RightNow%20Next%20Gen/Reaxys/RMC%20Heatmap%20Quick%20Start%20Guide%2006-02-17.pdf
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Click text or v to expand a
fliter.

Click Show target details
to see the distribution of
bioactivities for a given
compound.

TARGETS RESULTS PAGE

Filters and Analysis

Targets s

v v
Target Species v
larget Type v
Measurement pxX L3
Parameters i

Substance action on target

Document Type s
v
Patent Assignee ~

1 Targf.ts oul of 37 Documents, 129 Substances, 144 Reactions

[ 60} selocted &
— Expon

Single protein

Histamine H4 receptor (Mus musculus, Wild)
Synonyms: hir, hhdr, histamine h4 receptor, hrhd

Hide target details

?  Target details
Histamine H4 receptor (Mus musculus, Wild)
Synonyms: hdr, hhar, hi

Mutant/chimera Details: Wild

hd receptor, hrh4

Uniprot  q%lzy2

Distribution of bioactivities

Click here to open the Heatmap on the
target(s) and substance(s).

Click here

to download
Heatmap Quick
Start Guide.

Sort by Taret Details ¢+ ~ | Heatmap EQ |

Maost active substance:

Substances - 179 3

Documents - 37 > \ Use these links

. to go directly to
the substance
g referred to in
this record
or the source

Over bioassays

Binding (15.6%)
Cell behavivur (20.33)

In vivo ((L8735)

Second messenger (14.43%)

Mo data

Over ligands

g 8

Compaund count
o B &

g

1.2 »3.4 .5 5.8 5.7
Dioactivity ranges (based on pi-logfactivity])

~7-8 8.9 Mo data

KiclnM documents for
this information.
%
Over cell lines Mouse over this
W Hek 293 (11.9%) structure to reveal
B Hek 293t (3.6%) the shopping cart,
B Mastcell (28.3%) Synthesize link and
R other options.
|| SPG% Click the
B Sken-mc(32.2%)

shopping cart to
Others: 293-¢bna {1.9%), dendritic . o
coll (0.6%) see availability

Mo data information for this
substance.

Click Synthesize

to access manual
or automated
planning options
for synthesis of this
substance.



http://supportcontent.elsevier.com/RightNow%20Next%20Gen/Reaxys/RMC%20Heatmap%20Quick%20Start%20Guide%2006-02-17.pdf
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USING FILTERS

Filters and Analysis 402 Targets out of 10,510 Documents, 581 Substances, 1,198 Reactions Rearys - 402 v
D & Heatmap
Ta o b 7 i
l\gci ; Export arget Details 4+~ H
. Target Species ~
1. Click text or [~ to )
d the ﬁlter D human - 474 |:| Single protein Example structure
expan . v .
P (5] somestinseecy . o4 * 3\5'-cyclic adenosine manophosphate  substances - 95 3
O] i v _ " phosphodiesterase CpdA (Wild) Documents -1 »
mus m s —
Synanyms: 3,5 -cyclic adenosine monophosphate phos-
Y d hosphate ph
] taurine cattle [= 3l phediesterase cpda, +32 more CP m
[0 ratwus nomvegicus FE 0 Show target details + o
[ rabwit - 13
D Ruinea pig == 4
Mo quantitative value reported
+ More
[:I Single protein Example structure
Ta e ~ . . -
= -aclivaie Crine, reonine- ubstances -7 »
ks 5'-AMP-activated serinefth n Subst
Measurement pX - protein kinase catalytic subunit alpha Documents - 1 3

(human, Wild)

e,
o4 Synonyms: 5'-amp-activated senne/threonine-protein ki- m—z_G_B—m.

nase catalytic subunit alpha " "

2. Click More to
display additional
filter options.

Parameters

Substance action on targ Show target details

Document Type .
Target Species 3 Clear selected x A+ Sortby Occurrence X

Publication Year

D Single protein Mas D human -— 474 E soybean 1
ol i 5-hydroxytryptamine receptor 2A (rab-  substances - 69 > [ domesticsheep @ 54 [] oine model !
blt, Wi ld) Documents=2 3 @ mus musculus ' 34 I: human immunode... 1
Synonyms: 5-hydroxytryptamine receptor 2a [[] taurine cattie ! il [[] hartiey guinca pig 1
Show target details « E| rattus norvegicus @ 30 |:- dog 1
D rabbit 13 D [no entry grven) L 97
E! guinea pig 4
[ eie 3
1050 D human immunode... 2
. [ escherichia coli 2

3. Click Limit To to see just the results for rodents

Click here to learn more about Filters or Exclude to see all results except for rodents.



https://service.elsevier.com/app/answers/detail/a_id/11639/kw/filter/supporthub/reaxys/
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In a substance
record, click
Druglikeness for
data on drug-

like properties,
including a graphic
representation of the
Lipinski/Verber rules

SUBSTANCE BIOACTIVITY INFORMATION

aspirin

CoHaldy 18016

oH,
)\ Identification
0% o

Druglikeness

Bioactivity (All)

aspirin

A Druglikenes

Lipinski rules component

Molecular Weight
logP
HBA
HBD ik

Matching Lipinski Rules 4

Veber rules companent
Palar Surface Area (PSA) 616
Rotatable Bond (RotB) 3

Matching Veber Rules 2
~  Bioactivity (All}
~ Physical Data - 545
v Spectra - 166

~ Other Data - 3,529

Ll-TH-2

Physical Data - 545 Preparations - 96 »
Spectra - 166 Reactions - 1,071 »
Other Data - 3,529 Targets - 398 »

Documents - 10,201 3

x

“Hap

W subsance Wl ipiskiferer e

aspirin
CoHeOs 180G 779271 50-78-2
GHy
0)\0 Identification Physical Data - 545
Druglikeness Spectra - 166
o TOH 8 pes)
Bioactivity (All) Other Data - 3,529
1=
aspirin

~ Identification
v Druglikeness
~  Bioactivity (All)
~  Invitro: Effica)
~  Invivo: Animal
~  Metabolism - 229
~  Pharmacokinetic - 346
~v  Toxicity/Safety Pharmacolo,
~  Physical Data - 545

~  Spectra - 166

~ Other Data - 3,529

Preparations - 96 >
Reactions - 1,071 %
Targets - 398 »
Documents - 10,201 >

x

Click Bioactivity to see the efficacy, toxicity, metabolic
profile and pharmacokinetics of the substance.
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Heatmap relates Substances
(shown here on the Y-axis)
to Targets (shown here on
the X-axis) in terms of the
strength of their interaction
(relative affinity)

In the Heatmap, all
substances are assigned
standardized pX values that
represent the relative of that
substance for a given target.

If no published interactions
between a substance and
target are known, no value
is given.

The color of the pX value
visualizes the relative
affinity, with “hotter” colors

representing greater affinity.

HEATMAP ) o
Select a target or substance to highlight its column or row. Clicking on the
A number of options to work with the Heatmap are given, three dots beside the target or substance name exposes options to sort the
including limiting to and excluding selected columns, Heatmap by activity, limit to the selected column(s), exclude the selected
exporting the results, changing the displai settings, column(s), or call up a summary of the substance or target information.

turning on or off the Navigator panel, and turning on or
off the legend explaining the pX value colors.

¢ e a T @ o
LimitTo Exclude Export Settings Navigator Legend

[ substances 5 | [ Exit Full Seeen ,,n:v\ Toggle in and
out of full screen

LT Y T I T I AT ITT L, [T R, 5| vieworbakio
¥y EE 3¢ E§E H 4 ggge iyt PERRGTEEEG Y EEEEEE theSubstancesor
ol | : P dlilgle b B L TR L kld G B gLg |85 08 % a5 | d)| 8 X
EENSE NS PRI R b e b it bbb atdd1440 | Reactonsress
UEEEEE S SREL ARG LERLE PR L EREEE R ]
T B S S S S - S Bl e e e e [ B e S | E| K| 4
" Exiting full
Substances L] L N N . :
b screen view will
N-Demeth... perane - sk X | open the Filters
10[6-(4-me.., thiazine ' panel at the left
prothlotperzin = . I Limit to selected column(s) & . . of the screen.
= - I Exclude sefected column(s) @ . . -
Trifluoperazine ) .. . I\ . . .
scetophenazine ' Target summary .
S “ ¥ ' H B EE = T
10-{2-{dime. . thiazine . L] B =B B
Alimemazing .
10(2-dseth . Thiazne . .
po  levomepromazne . i O BEE 78
N-Demet... memazine . . .
s : w E E m = = 5
. o = mm E EE TR E
10H-phenothiazine
2.chlorophe. .. thiazine
Lacetylphenothiazing
Zomethasy.... thiagine
|{10H-ph,.. pan-2-ol
1-phenathia... -2-thial The NaVIgator
Wo-methyl-.. thiszine - panel shows the
2-{trifluoro... thiszine . Mavigator x /ﬂlll Heatmap and
e ) =S allows users to
Norpromazine . | navigate to areas
30-dimeth,, thiasine  + : . with interesting
mopromethazine ' clusters of

promine - I 53 results.

diethazine

<a11847
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Visit https://www.reaxys.com to log in.

Visit the Reaxys Support Center for more helpful information about using Reaxys
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