Reaxys®

Quick Start Guide

1. Search

FEATURE

SUBSTANCES |
COMMENT

FEATURE

REACTIONS |

COMMENT

Quick search as text
(See page 4)

Enter a substance name, molecular formula or CAS number
in the Search Reaxys field and click Search.

Examples:

e Atenolol

e Pt(PPh3)3

e 102625-70-7

Quick search as text
(See page 4)

Enter a term(s) in the Search Reaxys field and click Search.
Examples:

e preparation of porphyrine

e phosphorylation

e Suzuki coupling

e Adler phenol oxidation

Quick search with
Structure or Reaction
Drawing

(See page 5)

1. Click the Create Structure or Reaction Drawing box.
2. Create the substance structure drawing.
For more information on using the Marvin JS structure
editor see:
a. The Structure drawing workflow.
b. View our Tips for using ChemAxon Marvin JS.
c. Visit the ChemAxon Marvin JS website which
includes a MarvinJS User’s Guide.
3. Click Transfer to query, click Search.

Query builder
(See page 6 & 7)

2. For quick access to frequently used queries, click one of

2. Drag & Drop from one of these options

=

Click Query builder (See page 7).

the Quick Querylets (Structure, Molecular Formula, CAS
RN or Doc Index) in the menu bar under the search
button.

OR

a. Fields: drag & drop desired field onto the query
screen or search fields using the Find search fields
and forms box.

b. Forms: use a Predefined Form such as Physical
Data, Reactions, etc. or search for a form using the
Find search fields and forms box.

c. History: use a Recent or Saved search.

3. If you have multiple search fields, use the appropriate
Boolean operator (see page 8).

4. Click Search at the top of the screen and select the
desired content: e.g. Substances.

Quick search with
Structure or Reaction
Drawing

(See page 5)

1. Click the Create Structure or Reaction Drawing box.
2. Create the reaction structure drawing.
For more information on using the Marvin JS structure
editor see:
a. The Structure drawing workflow.
b. The Search for Reactions Workflow.
c. View our Tips for using ChemAxon Marvin JS
d. Visit the ChemAxon Marvin JS website which
includes a MarvinJS User’s Guide
3. Click Transfer to query, click Search.

Note: Click Show fields to enter specific search values.
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Query builder
(See page 6 & 7)

=

Click Query builder (See page 7).

2. For quick access to frequently used queries, click one of
the Quick Querylets (Structure, Molecular Formula, CAS
RN or Doc Index) in the menu bar under the search
button.

OR
2. Drag & Drop from one of these options

a. Fields: drag & drop desired field onto the query
screen or search fields using the Find search fields
and forms box.

b. Forms: use a Predefined Form such as Physical
Data, Reactions, etc. or search for a form using the
Find search fields and forms box.

c. History: use a Recent or Saved search.

3. If you have multiple search fields, use the appropriate
Boolean operator (see page 8).

4. Click Search at the top of the screen and select the

desired content: e.g. Reactions.

Note: Click Show fields to enter specific search values.
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Quick Start Guide

Search (continued)

FEATURE

LITERATURE |
COMMENT

Quick search
(See page 4)

Enter a term(s) in the Search Reaxys field and click Search.
Examples:

e publications about quasicrystals

e Tetrahedron, 2014, 70, 2343

e published by Schrock

Quick search with
Structure or Reaction
Drawing

(See page 5)

Note: Any structure or reaction query (see page 1) will
primarily find substances or reactions. Any data
point in those results has a reference, which
provides additional links to documents.

In addition you may click the documents link at the
top of the page to view documents for the result set.

Query builder
(See page 6 & 7)

2. For quick access to frequently used queries, click one of

1. Click Query builder (See page 7).

the Quick Querylets (Structure, Molecular Formula, CAS
RN or Doc Index) in the menu bar under the search
button.
OR
2. Drag & Drop from one of these options
a. Fields: drag & drop desired field onto the query
screen or search fields using the Find search fields
and forms box.
b. Forms: use a Predefined Form such as Physical
Data, Reactions, etc. or search for a form using the
Find search fields and forms box.
c. History: use a Recent or Saved search.
3. If you have multiple search fields, use the appropriate
Boolean operator (see page 8).
4. Click Search at the top of the screen and select the
desired content: e.g. Documents.
Note: Click Show fields to enter specific search values.
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PROPERTIES |

FEATURE

COMMENT

Quick search
(See page 4)

Enter terms in the Search Reaxys field and click Search.
Examples:

e boiling point of benzene

e density of quinolone

Quick search with
Structure or Reaction
Drawing

(See page 5)

=

Click the Create Structure or Reaction Drawing box.

2. Create the substance structure drawing.
For more information on using the Marvin JS structure
editor see:

a. The Structure drawing workflow.

b. The Search for Substances Workflow.

c. View our Tips for using ChemAxon Marvin JS

d. Visit the ChemAxon Marvin JS website which
includes a MarvinJS User’s Guide

3. Click Transfer to query.

4. Enter property (e.g. boiling point) in the Search Reaxys
field.

5. Click Search.

Query builder
(See page 6 & 6)

1. Click Query builder (See page 7).

2. For quick access to frequently used queries, click one of
the Quick Querylets (Structure, Molecular Formula, CAS
RN or Doc Index) in the menu bar under the search
button.

OR
2. Drag & Drop from one of these options

a. Fields: drag & drop desired field onto the query
screen or search fields using the Find search fields
and forms box.

b. Forms: use a Predefined Form such as Physical
Data, Reactions, etc. or search for a form using the
Find search fields and forms box.

c. History: use a Recent or Saved search.

3. If you have multiple search fields, use the appropriate
Boolean operator (see page 8).

4. Click Search at the top of the screen and select the
desired content: e.g. Documents.

Note: Click Show fields to enter specific search values.



https://service.elsevier.com/app/answers/detail/a_id/13654/c/10545/supporthub/reaxys/
https://service.elsevier.com/app/answers/detail/a_id/11849/c/10545/supporthub/reaxys/
http://supportcontent.elsevier.com/RightNow%20Next%20Gen/Reaxys/Tips%20for%20using%20ChemAxon%20MarvinJS%20in%20Reaxys_07-07-2016.pdf
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Reaxys®

Search (continued)

MEDICINAL CHEMISTRY ‘

FEATURE COMMENT
Query builder 1. Click Query builder (See page 7).
(See page 6 & 7) 2. For quick access to frequently used queries click one of

MEDICINAL CHEMISTRY ‘
COMMENT

Quick search e Enter target names, gene names, Uniprot id, PDB id,
(See page 4) cell lines, species, and substances action on target in

FEATURE

the Search Reaxys field and click Search.

Examples:

e  D(2) dopamine receptor
. ADORA1

e 075469

o  2pfr

o Caco-2

° 5-HT1a antagonist

Quick search with 1.
Structure or Reaction 2.
Drawing

(See page 5)

Click the Create Structure or Reaction Drawing box.
Create the substance structure drawing.
For more information on using the Marvin JS structure
editor see:

a. The Structure drawing workflow.

b. The Search for Substances Workflow.

c. View our Tips for using ChemAxon Marvin JS

d. Visit the ChemAxon Marvin JS website which

includes a MarvinJS User’s Guide

Click Transfer to query.
Enter property (e.g. boiling point) in the Search Reaxys
field.

. Click Search.

Copyright ©2017 Elsevier B.V.

the Quick Querylets (Structure, Molecular Formula, CAS
RN or Doc Index) in the menu bar under the search
button.

OR

2. Drag & Drop from one of these options

a. Fields: and drag & drop desired field onto the
query screen or search fields using the Find search
fields and forms box.

b. Forms: use a Predefined Form such as Affinity on
target, Selectivity profile, Bioavailability, etc. or
search for a form using the Find search fields and
forms box.

c. History: use a Recent or Saved search.

. Repeat for other properties as necessary.
. If you have multiple search fields, use the appropriate

Boolean operator (see page 8).

. Click Search at the top of the screen and select the

desired content: e.g. Substances or Target
Note: Click Show fields to enter specific search values.

Reaxys, RELX Group and the RE symbol are trade marks of RELX Intellectual Properties SA, used under license.
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Quick search

Reaxys Quick search  Query builder ~ Results  Synthesis planner  History Ehevier Reaxys = O

Search substances, reactions, documents and bioactivity data
The text search Option allows in Reaxys, Reaxys Medicinal Chemistry, PubChem, eMolecules and LabNetwork

you to enter natural language
terms (terms may be left, right
or middle truncated using an

asterisk (Wildcard Searching))_ Q. Documents, e.g. Tetrahedron, 2014, 70, 2343
AND
StI’UCtu re SearCh a”OWS you @&" Create Structure or Reaction Drawing

to search for substances and
reactions by drawing.

WREAXYS" Version1 Feedback
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Quick search with Structure or Reaction Drawing

Jo
()

Reaxys Quicksearch  Query builder  Results  Synthesis planner  History

Search substances, reactions, documents and bioactivity data

wys Medicinal ¢

y. PubChem, eMolecules and LabNetwork

2. Use ChemAxon’s Marvin JS
& e tools to create a structure or
reaction drawing.

@& Create Structure or Reaction Drawing

Reaxys Quick search  Query build Results  Synthesis planner  History Baevier Remys o @
&, Structure editor Create structure template from name > Search this structure as:
WREAXYS' Version 1 ® Asdrawn
(Bl=] o W > 4 IS] D‘J ®, I ® 35 He @ [ ] o As substructure
o ‘ . Similar
vl st
o) H
) Include
1. Click the Create Structure /, ° [ Tautomers
. . o N
or Reaction Drawing box. . . [ stereo
_ CBC o} s @ Additional ring closures
iy - — by E [] Related Markush
i HLC HO tec P [m] salts
b cl [m] Mixtures
—+» Be @ Isotopes
. I [W] Charges
" [®] Radicals
e DUCOCOO o i
+ More options
Feedback ()
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Query builder Fields, Forms & History Panel

The initial view shows To find names of fields, enter _ _
various search fiel terms here, e.g., boil to get Click Forms to display
categories. boiling point. default fields for general

types of properties.

Reaxys Quick search  Query builder ~ Results  Synthesis planner \ History Click HiStOl’y to dlsplay
/ Recent and Saved
searches that can be
. Find search fields angg#forms dragged and dropped
& i .
© H & A , onto the Query builder.
Import Structure Molecular Formula CASRN  Doc. Index Fields ~ Forms  History
Reaxys A\
Basic Indexes v
Identification v
Physical Properties v
>
Spectra v
Drag & Drop to build a new query MedChem v
Other v
Reactions v
Bibliography v
PubChem /= Click other Databases
to view their available
Fesackh Property fields.

Copyright ©2017 Elsevier B.V.
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Query builder Steps
1. Click Query builder. 2. Start typing property name e.g.
boiling in the Find search fields
_ and forms box.
6. Click Search
(Substances).
Reaxys Quick search  Query builder  Results  Synthesis planffer ~ History AR N )
Search » | v Find search fields and forms
. Q_boil X

& B O m @ B H# (03

Import Save Resetform Delete Structure Molecular Formula CASRN Doc. index

Reaxys A\
< Boiling Point Hidefields A X
. . < Boiling Point
Boiling Point, °C
= v, 60-80
B & Phyfical Data
Pressure (Boiling Point), Torr
= 740-760 B .
5. Define specific 4. Click Show fields. 3. Drag & drop property
Search Criteria. onto the Query builder.

Copyright ©2017 Elsevier B.V.
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Query builder: Multiple Properties and Booleans

Reaxys Quick search  Query builder ~ Results ~ Synthesis planner  History Eheier Ramm . D
Find search fields and forms
Q melt X
= . .
S O ] Q)] 53 H 3
Import Save Resetform Delete Structure Molecular Formula CASRN Doc. index
Reaxys /A
< Boiling Point Hidefields A X
. . < Derivative
Boiling Point, °C
= v 60-80 B
2 Melting Point
Pressure (Boiling Point), Torr
= v
740-760 B

p < Physical Data

[ ano )
OR : Show fields v X
e AND
NOT
PROXIMITY ™~ Click desired Boolean

e OR: contains data from at least one of the fields

e AND: contains data from both fields

e NOT: contains the first field’s data and excludes the
second pack G

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

Copyright ©2017 Elsevier B.V.
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Query builder: Combine operator and Selectivity Profile form

Reaxys Quicksearch  Query builder  Results  Synthesis planner  History Smvier Reags @ /1 Click Forms.
Find search fields and forms Q
& 3 O [} Q] o0y H (o4
Import Save Resetform Delete Structure  Molecular Formula  CASRN  Doc. Index Fields  Forms  History
Reaxys Forms 4
€ Selectivity Profile x 2. Drag & drop
ealieceniael o Selectivity Profile
<
h G iy i onto the Query
<> Target Name bUI|deI’.
& Cell proliferation: inhibitigj
is b Target Name B »

& Selectivity Profile

< Animal models: Tumor xenografts
<> Measurement pX
< Bioavailability
s= v Measurement pX B

Q>

& Volume of distribution

Combine Operator

e e Combine operator is a specific Operator for
bioactivities used to Search substance having
properties coming from multiple bioassays.

<> Target Name

is 4 Target Name B
e Selectivity profile form is using the combine operator
< Measurement pX in order to retrieve substances active on the first
_ N — i target (e.g. pX>8) and not active on the second one

(e.g. pX<b).

& Metabolism by cytoch

Feedback (J |
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Query builder: Lookup Tool

Clicking the Lookup tool in the query builder displays the content of the field in two modes:
e Alist view for fields not based on Taxonomies

e Atree view for fields based on taxonomies (Target Name, Biological Species, Organs/tissues, Cells/Cell Lines, Administration route)

Reaxys

Quick search

Query builder

List View (see page 11)

Results  Synthesis planner  History

Substance Effect

Copyright ©2017 Elsevier B.V.

Reaxys, RELX Group and the RE symbol are trade marks of RELX Intellectual Properties SA, used under license.

Q
2-heptanone mimic adrenal suppressive
adrenergic
T o0 -0 energic
& B O @ 2 # G s
icidal activity
Import Save Resetform Delete Structure  Molecular Formula CAS RN Doc. Index SEEESESS
ace inhibitor adulticide
/ activation affnity
< Substance Effect X activi age-related macular...
additive activity aggregant anabolic
is V' Substance Effect & ——
adipogenic : enhan... agonistic activity analeptic
adjuvant agonistic potency analgesic
IK 1037 > )| Gotopage >
E h term X
Reaxys Quick search  Query builder ~ Results  Synthesis planner  History Target Name ~ Q Enter search term
v Targets 18,645,531
> 123,067
oy = O | @ B =g 3 > 9,959,999
Import Save Resetform Delete Structure  Molecular Formula CASRN  Doc. Ingd > 8517
> 388,851
> 7,956,675
> guanyl-nudeotide exchange factor 156,067
< Target Name X > metallochaperone 162
> 1,360,392
is v Target Name B > 7,158
> eceptos 6,469,721

10
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Query builder: Lookup Tool: List View (continued)

Number of
selected items. Search.
\\ Search
Substance Effect 3 Clear selected X  anta i Q X
: analgesic (all) [ anorectic anti nonalcoholic st...
| analgesic : nsaid | antacid anti ptosis
-‘,i: analgesic: narcotic/... i antagonist activity : | anti rsy
.\'_7: analgesic: non narc... ! antagonistic activity 7 anti sedative
\ | androgen | antagonistic affinity [ | anti vasospasmic
\ androgen receptor ... E antagonistic potency | anti vitiligo
\ androgenic activity | antalgic | anti-adenoviral
j_ 4 aneugenic : anti copd 4 anti-alopecia
J7 angiogenic | anti liver fibrosis 7 anti-als
] angiogenic : enhan... | anti multiple sclero... [ anti-alzheimer
' ‘ o Items
€ % e > I kw2 Item - unselected

B Itemn - selected

Copyright ©2017 Elsevier B.V.
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Query builder: Lookup Tool: Tree View (continued)

Search. Total number of Data
point selected.

Target Name Q 5-htla X 115907 X
> [ Targets amm 18,645,531
> [@ oprotein a 15,046,403
> [@ receptor a 6,469,721
> [@ signaling receptor 2 6,357,922
> [@ transmembrane signaling receptor ¢ 5,463,012
> & G protein-coupled receptor 4 3,849,109
> [@ G protein-coupled receptor, rhodopsin-like 3,430,902
> [@ 5-hydroxytryptamine receptor family 388,553
> Im 5-Hydroxytryptamine 1A receptor (5-HT1A 96,843
i 5-hydroxytryptamine receptor 1A [dog] (5-HT1A 73
[VIV[ 5-hydroxytryptamine receptor 1A [human] (5-HT1A) 39,507
il K R N R A RS AR A TR e NG S GRS TN PYE)
Selected search items:
5-Hydroxytr...receptor X  5-Hydroxytr...receptor X
Clear selected X

N\

Selected search Hierarchical representation
terms. of selected terms.

Copyright ©2017 Elsevier B.V.
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Data points.

Tree view

2 [ Folder - no sub items selected
> I rolder - all sub iterms selected

» [& Folder - some sub items selected
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2. Results

Quick search Results Preview

Reaxys analyzes the Quick search query input and returns result sets in a Results Preview (note: only Quick search queries will present a results preview,
because of the nature of query interpretation).

The result sets depend on the term(s) entered. In this case, Reaxys identified the name of a substance and searched for the substance by name in Substance
Records, Target Records and Document Records. In other cases, Search Reaxys may give options that display Reaction Records or Document Records with
different combinations of search terms entered.

Reaxys Quick search ~ Query builder ~ Results  Synthesis planner  History A 0o
. . cl [ 5-htl
This option indicates there are over ’
49,000 Substance Records — \
found through an exact search of
the structure. 49,746 Substances  Target(s) : 5-htla Preview Results v | View Results >
Thls OptIOI’l IndlcateS there are 139 —— ] 30 Targets Target(s) : 5-htla Preview Results v View Results >
Target Records — found through
an exact search of the structure.
- 1,230 Documents  Titles, Abstract, Keywords : 5-htla Preview Results v | View Results >
This option indicates there are over/
1,200 Document Records — found
through a search on the text term. bl

Click Preview Results Click View Results
to view the top three to view all results
results of a result set. from a result set.

Copyright ©2017 Elsevier B.V.
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Quick search or Query builder Results — Substances

The Back button in your web browser is fully functional and will bring you back to the previous action or page.

Sorting option is
dependent on the

Use Filters and AnalySiS e
y selected Database.

to narrow your results.

/ Click appropriate
Reaxys Quick search  Query builder ~ Results  Synthesis planner  History lnier Reags L @ Database: Reaxys,
- eMolecules, LabNetwork,
Keep traCk Of the ey I Filte¥s and Analysis 6 Substances out of 6,628 Documents, containing 1,824 Reactions, 412 Targets Reaxys - 6 v and PUbChem
session through - o et
. y By Structure ~ e o of References ¥ ==tmap EH Mg
the ‘breaderumbs- ——— 9 p ™ Heatmap (available with
ibuprofen RMC) provides a graphical
Highestclinical Phaces o . ) Cy3HygO;, 206.285 2049713  15687-27-1 and C0|0I’ Coded dlsplay Of
e 7 mmm Identification Physical Data - 624 Preparations - 187 > Stru CtU re aCthlty
° &= ruglikeness ectra - eactions - 1, . .
S st Emtiner o # relationships based on
Parameters i < - Bioactivity (Hit Data) Other Data - 3,636 Targets - 400 > ..
& Bioactivity (All) Documents= 6263 activity potency as pX
Substance Classes v
Molecular Weight v (S)-ibuprofen
CisHigO; 206285 3590020 51146-56-6
Availability v ,;Lz < > " |dentification Physical Data - 186 Preparations - 173 > ] C“Ck |InkS to see
Availability in other databases ~ ° i Druglikeness Spectra - 95 Reactions - 417 > Preparatiom Reaction and
sl D ” B Bioactivity (Hit Data) Other Data - 167 Targets- 37 > Targ et |nf0rmat|0n , and
Bioactivity (All) Documents - 467 > .
' Documents (literature).
Document Type v Feedback (J
Click textor ™ to Click links to view specific
expand filters. information on the substance.

Copyright ©2017 Elsevier B.V.
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Quick search or Query builder Results — Substance Bioactivity

From the Substance’s results page, click Bioactivity (Hit Data) to display bioactivity categories. Click category such as In vitro: Efficacy.

Click column header to display

additional c?lumns. Show/ Hide columns

(Selection will stay active
within the session).

Jo
(O]

Reaxys Quick search  Query builder  Results Y Synthesis planner  History Elsevier Reaxys

A Bioactivity (Hit Data

4163
default are sorted TpeeInE ¥
descending by pX < T I ’
values Show/Hide columns X
. 105 |50 = 0.03 nM  Epidermal growth factor receptor David W. Fry - Annual reports in medicinal chemistry, 1996, vol. 31, p. 151
[human]:Wild - 160 H| pX
Full Text 2 Show details >
B| Parameter
105 |50 = 0.03 nM  Epidermal growth factor receptor David W. Fry - Annual reports in medicinal chemistry, 1996, vol. 31, p. 151
[human]:Wild - 160 | Value (qual)
] )
. Full Tet 71 Show details >
M| Value (quant)
104 150 = 0.038 nM  Tyrosine-protein kinase Abl:Wild Morphy, Richard; Rankovic, Zoran - Current pharmaceutical design, 2009,
vol. 15, % 6, p. 587 - 600 B| Unit
Full Tet 71 Show details >
Action on target
103 150 = 0.05 nM  platelet-derived growth Morphy, Richard; Rankovic, Zoran - Current pharmaceutical design, 2009,
factor-activated receptor:Wild vol. 15, # 6, p. 587 - 600 | Target
Ful Tet 71 Show details > )
| Tissue/Organ
10 1C50 ~ 100 pM Theravance, inc. - US7195876, 2007, B2
Ful Tet 71 Show details > Cell
10 iCs50 = 0.1 nM  Mast/stem cell growth factor Morphy, Richard; Rankovic, Zoran - Current pharmaceutical design, 2009, Bioassay
receptor Kit:Wild vol. 15, # 6, p. 587 - 600
Full Tt 71 Show details > Dose
0 1C50 ~ 100 pM Roger Briesewitz; John H. Griffin - US2004/45044, A1, 2004 | Effect

Full Text A Show details >

M| Reference
=+ Show Next 100

/

/
Click + Show Next 100 to
display next 100 results.

Reset to default > Apply >

Copyright ©2017 Elsevier B.V.
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Quick search or Query builder Results — Reactions

Use Filters and Analysis
to narrow your results.

Click appropriate
/ Database: Reaxys,
eMolecules, LabNetwork,

Keep track of the
session through the
‘breadcrumbs’.

Copyright ©2017 Elsevier B.V.

Reaxys

m Filters and Analysis

3

By Structure v — Export
Yield v
Reagent/Catalyst v
ne He,
Solvent v a_z_©—>_m D m.z_©_>_m
et % e b wd
Catalyst Classes v
< i= =
Solvent Classes v
Show All Details v Find Similar Reactions >

Product Availability v

Conditions Reference
Reactant Availability v 97% With water; sodium hydroxide In 1,4-dioxane at 60°C for  Lanzhou Institute of Chemical Physics, Chinese Academy

2h; ; pH=10 - 14 Torr of Sciences; Huang, Hanmin; Xia, Chungu; Xie, Pan -
Resttion Clisses < US2013/303798, 2013, Al

Location in patent: Paragraph 0018; 0104; 0105

Experimental Procedure v Full Text A
Document Type v
Publication Year\ v Feedback (J

M

Quick search  Query builder ~ Results  Synthesis planner  History

1,824 Reactions out of 6,628 Documents containing 6 Substances, 412 Targets

o

%@

and PubChem.

Reaxys - 1,824 A

Reaxys Ranking ¥ v

N

Sorting option is
dependent on the selected
Database.

Click links to view Full

Text, details and more.

Click text or ™ to
expand filters.

Reaxys, RELX Group and the RE symbol are trade marks of RELX Intellectual Properties SA, used under license.
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Quick search or Query builder Results — Documents

The Back button in your web browser is fully functional and will bring you back to the previous action or page.

Default display is by

Uste_,\ Flltters and Analysis e Relevance, but other
options 1o narrow your options are available.
results. '
Rea Xys Quick search  Query builder ~ Results  Synthesis planner  History . A O Heatmap (avallable Wlth
T RMC) provides a graphical
Filters and Analysis 44,930 Documents with 26,104 Substances, 27,074 Reactions, 502 Targets / and color coded dISp|ay of
2 v structure activity

i e Tarms (L 0 S Relevance ¥ v | Heatmap i i
Use Indgzx Terms to ' o v relationships based on
narrow documents indexTerms (ReaxysTred) v activity potency as pX.
by top|c3_ Ibuprofen Cited 31 times

Publication Year s / P.; Martellucci, Stephan A.; Bruce, Richard D.; Brittain, Harry G. - Analytica

Dr 2001, vol 6 00

) ) ament lype v Full Tex A . . . . . .
Click links for Click link to view citations in
author(s) to explore s Y Scopus.
details about their et il o ey i
publications and Journal Til @
additional analysis G IBUPROFEN COMPOSITION

- - ubDstance asses v
Optlons In ScopuS. %"e". Robert - US. 021, 2008, Al i ] . ) » . )
2007308986 Al; CA2667207 Al; WO2008/52033 A2; US2008/113021 Al;
Reaction Classes v o s
Front Page Info v Substances (6) v  Full Tet A CIICk IInkS tO VIeW Fu”

Text, Front Page info (for
patent records),
Substances, Reactions,
Abstract or Index Terms.

i |
Ibuprofen picono Feedback ()

Copyright ©2017 Elsevier B.V.
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Quick search or Query builder Results — Target

The Back button in your web browser is fully functional and will bring you back to the previous action or page.

Use Filters and Analysis
options to narrow your

results.
Reaxys

Filters and Analysis

Targets

Target Species

Target Type

Measurement pX
Parameters

Substance action on target
Document Type
Publication Year

Patent Assignee

Quick search  Query builder ~ Results  Synthesis planner ~ History

Potassium voltage-gated channel subfamily H
member 2 (dog, Wild)

Synonyms: c-erg, cerg, derg, eag-related protein 1, erg, erg-1, ether
a-go-go-related gene potassium channel 1, +3 more

Show target details

Potassium voltage-gated channel subfami
member 2 (human, Chimera)

< Synonyms: eag homolog, eag-related protein 1, erg (potassium volt

Substances - 26 >

Documents - 19 >

Substances-1 >

Documents -1 >

Jo
(O]

1C50=0.0006yM

Most active substance on
the target based on highest
pX. When pX is not
available for substances
tested on the target, a
substance is displayed
randomly.

Target synonyms and
Genes name.

Cell lines used for

testing the target.
/

age-gated channel subfamily h member 2), erg-1, +9 more

Show target details v/

Potassium voltage-gated channel subfamily H
member 2 (human, Chimera)

Synonyms: eag homolog, eag-related protein 1, erg (potassi
age-gated channel subfamily h member 2), erg-1, +9

ether-a-go-go

Heteromeric target that/

consists of multiple
proteins (subunits).

Copyright ©2017 Elsevier B.V.

Link to Uniprot./

Link to PDB is provided
when available. /
Type of bioassays where

the target was involved.

Potency Of substances ="

tested on the

Target details

Potassium voltage-gated channel subfamily H member 2 (dog, Wilf)

related protein 1, kenh2, voltage-gate
Mutant/chimera Details: Wild
Qotsz3

Distribution of bioactivities

Over Bioassays

[l binding (8.2%)
I in vitro electrophysiol-
ogy (63.0%)

L~ in vivo (12.3%)

No data

Over ligands
g 40
-
€ 20
2
A R Y T )
& K ;
5}

Bioactivity ranges (based on pX{(-logfactivity]

Over cell lines

X

W cells (6.8%)

M heart muscle cell (6.8%)

W hek293(17.8%)
muscle cell (26.0%)
ventricular myocyte
(27%)
No data

%

aforementioned target.

Reaxys, RELX Group and the RE symbol are trade marks of RELX Intellectual Properties SA, used under license.
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3. Analyze and Filter

Use the Filter & Analysis panel to narrow your results:

3. Applying this filter will reduce the
original 304 Reactions to 81.\

Use Filters and Analysis
to narrow results. Index

Terms are systematic and

are a gOOd way to filter Reaxys Quick search  Query builder ~ Results  Synthesis planné
records.

Jo
Q

History

Filters and Analysis 304 Reactions out of 229 Documents containing 539 Substances, 285 Tar

o

By Structure v 1@ E;:m Reaxys Ranking ¥ v
Yield v
Reagent/Catalyst v 1 a o
- olven —H Ho
1. Click text or ¥ to - B i Ej k@
expand the Cata|yst '(:a‘.a\vs'. Classes & - %
Classes Filter. [ acive corter -
lj heterogeneous : & Show All Details v Find Similar Reactions >
2. Click More to + More idd - AN

display additional
filter options.

2 @ active center
Reactant Availability % )

D heterogeneous 8

Reaction Claccec [ os

z

] [ [
=
b

el
a.

1]

84% E

Solvent Classes v t Cata]yst Classes
9
e Ll o b

81

49

42

27

11

11

10

potassium permanganate
permanganate(Vil) ion
manganese (Vil)-oxide

Manganese (11) acetate

Copyright ©2017 Elsevier B.V.
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4. Synthesis planner — Manually

Build a synthesis pathway manually or let Reaxys do it automatically (see page 15). To begin, from a results page click Synthesize below a structure.

2N -
o
| > Autoplan

thiine 3
Synthesize X

> Manually

1. Click Manually.

Synthesize >

In the Add preparation window, select
reactions to add to your plan.

Note: the product structure is not
shown because it is the same as the
starting structure.

Click Add # to plan.

Copyright ©2017 Elsevier B.V.
Reaxys, RELX Group and the RE symbol are trade marks of RELX Intellectual Properties SA, used under license.

Add preparation - 5

@ Options

° ;
o N\\ — 0” \©\/\' + others
(o] =
3 O/S“SO

Synthesize

Cancel X Add 2 to plan >
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Synthesis planner — Manually (continued)

1. From the Synthesis planner, click the
Synthesis plan to view.

Reaxys

Syntffesis Planner

Synthesis plan 1

uick search uery builder  Results  Synthesis planner  Histol
ry Y! p ry
Edit £° Synthesis plan 1
Export A,
HC
05\5?0 0 la
o S
) 8
< { 64%
=2 0
HC
HO 2 =572 o 1b
N .
‘ e \/Q y — ¢
] 100% 64%
w0 o

=+ Create new

2

S =

: _5=0
0 “U

() Show conditions
&8 Hide preparation

=== .
lj Remove preparation

/

3. Click Show conditions.

Experimental details for the selected
preparation step is displayed, scroll
up or down to view details of other
steps in the synthesis plan.

2. Click the Synthesis step options ( : ) to access:

Show conditions
Hide preparations
Add preparations
Remove preparations

Copyright ©2017 Elsevier B.V.
Reaxys, RELX Group and the RE symbol are trade marks of RELX Intellectual Properties SA, used under license.

Conditions /

Preparation - 1b

Yield

64%

Conditions

Stage £#1: 2-formyl-4-nitrophenyl methanesulfonate With
DBU In dichloromethane at 0°C for 2h Inert atmosphere
Stage #2: With pyridine; phosphoryl chloride at 0 - 20°C

Experimental Procedure ~s

Stage #1: 2-formyl-4-nitrophenyl methanesulfonate With
DBU In dichloromethane at 0°C for 2h

Stage #2: With pyridine phosphoryl chloride at 20°C for 3h
Experimental part

Experimental Procedure

Reference

Grandane, Aiga; Belyakov, Sergey; Trapencieris, Peteris; +1
other - Tetrahedron, 2012, vol. 68, # 27-28, p. 5541 - 5546

Full Text ;A1  Cited 14 times A
Show details >

Makrecka, Marina; Zalubovskis, Raivis; Vavers, Edijs; +3 oth-
ers - Letters in Drug Design and Discovery, 2013, vol. 10, #
5, p. 410 - 414

Full Text A
Show details >

Cited 3 times A
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Synthesis planner - Autoplan

Let Reaxys build a synthesis pathway automatically. To begin, from a results page click Synthesize below a structure.

thiine 2

Q .
Synthesize
o]
,Il\ll > Manually
[e)e 1
‘ > Autoplan
Synthesize >

Copyright ©2017 Elsevier B.V.

2. Define parameters for
automatically generating
synthetic pathways.

1. Click Autoplan.

3. Click Create Plans.

Create plans by autoplan

Number of plans to create 2 hd
Max. alternative branches 3 hd
Max. number of steps 3 v
Stop searching if starting material Yes (® No

is commercially available

Default yield for reactions without — co—()
a given yield

Always show screen before creating autoplan

Create Plans >

Reaxys, RELX Group and the RE symbol are trade marks of RELX Intellectual Properties SA, used under license.
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Synthesis planner — Autoplan (continued)

1. From the Synthesis planner, click the
plan to view. x

G) Show conditions e———
Rejaxys Quicksearch  Query builder  Results  Synthesis planner  History Elsevier Reax @ Hide preparation
- .
Syntfjesis Planner Edit 25 Plan 1 !ul Rem ove preparatlon
Export 1, ©
Autoplanl 2 A
1 Planl 3. Click Show conditions.
2 Plan2
, he o Experimental details for the selected
3 4 . . .
. e ton, — % preparation step is displayed, scroll
99.81% He . .
=] =] 5 "o n up or down to view details of other
P — Q — i 0, steps in the synthesis plan.
HO 4o lnoge - & 64% 05
4 =
L
EJ/ %% 'E@‘ I

Conditions / X

Create new .
. Preparation - 2

Yield Conditiens Reference
100%6 With triethylamine In dichloromethane at 0 - 20°C for 2h Grandane, Aiga; Tanc, Muhammet; Di Cesare Mannelli,
. . . o . Experimental part Lorenzo; +4 others - Journal of Medicinal Chemistry, 2015,
2. Click the Synthesis step options ( : ) to access: vol. 58, # 9, p. 3975 - 3983
e Show conditions Full Tt 7 Cited 6 times 7
e Hide preparations Show details >
e Add preparations
H 99% With triethylamine In dichloromethane at 0 - 20°C for Grandane, Aigs; Belyakov, Sergey; Trapencieris, Peteris; +1
[ ]
Remove preparatlons 22.1667h other - Tetrehedron, 2012, vol. 68, # 27-28, p. 5541 - 5546

Copyright ©2017 Elsevier B.V.
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Experimental Procedure

Full Tet A Cited 14 times A

Show details >
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5. Heatmap

Heatmaps in Reaxys Medicinal Chemistry display normalized and standardized data affinity measures (pX) for various compound (on the x-axis) and target
(on the y-axis) pairings. The user can filter the affinity values (pX) to narrow in on values relevant to a specific research question or experimental condition.
Its parameter settings are flexible: changing them reveals new relationships between compounds and protein targets or cell lines.

The pX value is a systematic conversion of affinity measures to a standardized parameter via compound concentration. All measures of affinity that are
concentration dependent can be transformed into pX values, regardless of whether they are expressed on a logarithmic scale (pIC50, pEC50, pED50, pLD50,
etc.) or a normal scale (LC50, ED50, Ki, etc.), and regardless of the units used (UM, nM, mM, g/|, etc.).

273 Substances out of 3,628 Documents, containing 174 Reactions, 1,395 Targets Remys - 273 N
2 - . .
0 e 00 @ NeofRerences ¥ v | Hesimap B 1. Click Heatmap - deals with
Bioactivities and are accessible
imatinib from:
CaoH3N,O 493,611 7671333  152459-95-5
8. O e Substance results page
s |dentification Physical Data - 61 Preparations - 74 >
G
O ougikenes Spec- 3 Resctons- 139 > e Target results page
°
B 1,395 Targets out of 3,628 Documents, 273 Substances, 174 Reactions / DOCU ment resu |ts page
. . . .
0 St Torge s [ sty BB 2. Define Settings & click Apply.
Erpont
A, O gle prot
.”:3, YC/ 1-p osphatidylinosito 3,628 Documents with 273 Substances, 174 Reactions, 1,395 Targets Reaxys - 3,628 05
Synon ve finger ainin)
o 12 0 :f;—. Relevance ¥ v | Heatmap F Heatmap settings X
' Show target details v
CRYSTAL MODIFICATION OF A N-PHENYL-2-PYRIMIDINEAMINE DERIVATIVE, PROCESSES FOR ITS Value of X-axis Targets i
ndent ribo MANUFACTURE AND ITS USE
3 Bt Value of Y-axis Substances v
Show target details v/
Value of Cells Maximum of pX v
3-phosphoinositide-d Gambacorti-Passesini, Carlo; Lecoutre, Philipp ) - T
Synonyms: 1, pdkl (3-phos ¥ 1D 17190 Show substances ames tructure drawing
Show target details v/
Display mode Norma ® Full Screen
G B] Always show settings
Inhibitors of ABC drug transporters in cancer cells. Feedback ()

Copyright ©2017 Elsevier B.V.
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Heatmap Overview (Full Screen Mode)

Menu

Data density: circle
size is related to the
amount of cells
filled in the row or
the column.

© o0 a (0] (0]

Limit To Exclude Export Settings Navigator Legend

P T T R N S _
2 2 9 SlE|9|w = € il
o @ c “a @ c ] £ £
5|3 E 3 H = g Ak
¥ S || 3 3 | & | £ £ = £ £
a2 o= |2 == H 5 35
| F| 2 2 A = = = s =
22 : e | | | T : o | £ i -
% g5 |8|d|F|d| 4| 2|5 EEIEIEIEE R
= R B S |8|S|5|e]E ® 8 4 4 4 3]
E| & &R SZ|ISIZISI2E5 S 8 8 8| S 8 8|2
v 5§04 3 <3< 32 522U EEQd
A EAR IR R I =
© Al = | i B | ¥ T & E £ @ @ @ @ @ @ @
‘ﬂ_b - o~ o w L w L [ = < -« < < < < < < <
5
=
Substances
= EOmEE W

[Dgl-imatinib
N-deutero... imatinib
20054125

20054127

20054129

L

F311

ABL

F3171) [human]

ABL

F317L)

ABL

Substances B ‘ Exit fullscreen ¢ | e
el z H é

s g £

£ £ 5 s

2 2 z z

= @ @ g gl
Fis 2 4|8 s 58 |2
5 &8 &8 8 8 8 8 8 8
908 24 2 28 & & & 2
[y [y [y Q Q 5 = &= -
el o Rl el vl el v
@ @ @ @ @< @ @ @ @
-« < < < < < -« < <

imsinibmesyise HE ENSE B § S EEEEEE

20054130 I

20054132

20054133

20054135

20054136 =

=

Navigator X

| \II“I IIJ‘HIJI\ II““\W I ‘Imll\ |I ‘\

Display options.

_——Navigator window.

Copyright ©2017 Elsevier B.V.

/

Heatmap colors:
e Green: High activity
Blue: Low activity
White: No data
Gray: Qualitative data only (pX not available)
Number: pX Value

Reaxys, RELX Group and the RE symbol are trade marks of RELX Intellectual Properties SA, used under license.
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Heatmap Columns and Rows Management

Click the 3 dots to Drag to increase header Displays Legend. Hover over the column or row header to
display more details such as chemical

display options size (columns or rows).
(columns or rows) \ structure, target full name and synonyms.
;s © o\ & o 0 7 \
LimitTo Exclude Moort Settings Navigator Legend
8| 1} 0 selekd & © ©
8 2% |% 5 |<5.| E Rk Export Settings avigator Legend
25| == |52 Legend X =g
i? —? é E é % g High . Quantative data ; g 5§ 5 £ E % J'_:i g -é—
B2 R T glX g |3 o N [ (1 e O Z,
B 17 i3 f3¢3 323 Lgs
BlE|E|E(2|e|3|E2 (2528
i B IR IE P e I 3
Click header e Bl Ll ]| n  n=pxvalue ) LA e IR i 2
to select the - g— il Colour indicates bioactivty i
Row options X olour indicates bloactivity Substances
column or [ouimaiib ’ poreney besd e pvdle — LJQEmEE W meNEEE
row N-deutero... imatinib Sort by activity L M
ow imatinibmesylste | imatinib | .
20054125 e . P
Likiitito selicted tow(s) Qualitative data 2 e — imatinib X
20054127 N dt -
P o data N-deutero... imatinib
20054129 Exclude selected row(s) Q -
<4y |
— 20054125 . \| -.
20059132 b i Z 20054127 o )\©\
20054133 All substance details il @ b [‘J
20054135 20054130 :.
20054136 — NaVigatOF X 20054132
20054133
1 M JI ﬂ “Iq “H'| | 20054135 Reaxys ID: 7671333
T a1 = . y
20054136 CAS Registry Number: ~ 152459-95-5
| e Molecular Formula: CasH3iN;0
20054138 o 2911311N7
Drag and drop the rectangle —
to display other areas of the
heatmap.
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Heatmap Cell Click

Click cell to display
Bioactivity details.

—
o & e

Export Settings

®
©

Substances &

i
2

&
g
g
-
f

&
"
2
2

Exit fullscreen €

uman]
uman]

) El :3 ig g" % g % g g. E f % Bioactivity detail
Substances imatinib >
imatinib EREE = Active substances
Click header to b imainibmesyie | it
select the S 0 SN M)
column or row. — 3,3 AQU tdenticaton
Druglikeness
20054127 . In vitro: Efficacy - 1
20054130
20054132 imatinib
20054133
Sousanss v |dentification
20054136 v Druglikeness
/ A Invitro: Efﬁcag~1
e Targets and Substances. s ne
e Name, Identification and
Druglikeness. 7
e Bioactivities of the substance B
on the target. By default the
cell displays the maximum of
the pX so clicking on the cell
will display all the bioactivities.

1-phosphatidylinositol-3-phosphate 5-kinase >

7671333  152459-95-5

Show/Hide columns v

Patricelli, Matthew P.; Nomanbhoy, Tyzoon K.; Wu, Jiangyue; Brown, Heidi; Zhou,
) Gray, Nathanael S.; Kozarich,
6, p. 699 - 710

Copyright ©2017 Elsevier B.V.
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6. Saving and Exporting

FEATURE

Saving

COMMENT

From the Query builder

Define the query; click Save in the upper left.
e The query is saved to a .json file on your hard drive or elsewhere. This file can be then imported by clicking on
the import button.

From the Synthesis planner

Click Save
e The query is saved to a .json file on your hard drive or elsewhere. This file can be then imported by clicking on
the import button.

From the History Page + Recent Tab

The History Page + Recent tab contains a list of searches from your current Reaxys session.

Hover over a Recent Search, click Save, Enter a name, click Save.
e The Saved search can now be found under the Saved tab.

Exporting

From the Results Page:

Select the item(s) you would like to export by ticking the boxes above the number of the search result and then
clicking on limit to.

o [f necessary, click Options, then Export.

o Define Format, Range, Export data and Additional options.

e Click Export.

e The progress of the download is displayed in the lower right corner of the screen.

o  When the export is complete, click Download.

Note : Exporting in Excel, SD or XML with an RMC License from Substances or Target results page will provide
Bioactivities results as well as chemical structures such as smile, targets, and bioassays details.

Excel export is the format of choice to retrieve chemical structure of substances (smile), targets, bioassays details
and bioactivity results (datapoints).

From the Synthesis planner:

Click Export.
e Click Export documents or Export reactions.
e Define Format and Additional options.
e Click Export.
e The progress of the download is displayed in the lower right corner of the screen.
o When the export is complete, click Download.

Copyright ©2017 Elsevier B.V.
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Saving and Exporting (continued)

Exporting (continued)

From the Results Heatmap:

Use the export button in the Heatmap to retrieve raw data like substances (Names, Smiles etc.), targets (Names,
Species, mutations etc.), cell lines, Bioassays and bioactivities (pX, IC50, Ki etc.) that are used to construct and
display the heatmap to excel, SD file or XML but not the heatmap itself as a picture or in excel.

o Click Export.

o Define Format, Range, Export data and Additional options.

o Click Export.

e The progress of the download is displayed in the lower right corner of the screen.

o  When the export is complete, click Download.

Note: - Excel export is the format of choice to retrieve chemical structure of substances (smile), targets, bioassays
details and bioactivity results (data points).

The same export (content) of bioactivities is available from the Heatmap view or from the substances or targets list
view.

Copyright ©2017 Elsevier B.V.
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