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Reactions Substances and Properties Text, Authors and more n

Homepage

‘ Generate structure from name ‘ n

Double didk this frame and draw reaction query

Search as | by
@ Product D Ignore stereo
O starting material [ v isotopes
O anyrole [ mo charges
n O Reagent/ Catalyst O no radicals
@® s drawn [ ho additional rings

O Subtrictiy D Keep Fragments separate
ubstructure:
] Ignore Atom Mappings

[oorsrosvesmmeestoe. ] [oeon

Conditions {Form-based) ﬂondiﬁons {Advanced)

|

Show Fields and Operators Check Syntax

Clear Query Load Query/Batch | | Save Query |

Contact Us | Support | About Reaxys | Terms and Conditions | Privacy Policy | Performance Page
Copyright © 2010 Elsevier Properties SA. All rights reserved. Reaxys® is owned and protected by Elsevier Properties SA and used under license.

How to find the preparation of a compound?
1. Ensure the reaction tab is selected and double click the drawing pane
2. Draw the desired compound structure in your preferred editor and click “Transfer Query”
3. Click the search button and browse the result.

Note: an Auto-Search algorithm starts if an "As Drawn" search has no hits; Reaxys performs a "substructure on
heteroatoms" search, and then a "substructure on all atoms* (if no hits are found). When a structure/reaction
query is combined with a factual query, this feature is turned off.
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Main Navigation:

The following screens are available
- Query

- Results

- Synthesis Plans

- History

- My Alerts

- My Settings

- Help & Register, Login

Query tabs

- Reactions

- Substances and properties
- Text, authors and more

Generate structure from name
A chemical name will be translated
into a structure.

Structure/reaction window
Window to add a structure or reaction
with additional search possibilities.

Add Reaction/Bibliographic data
The Conditions (Form-based) and
Conditions (Advanced) links allow
entering further reaction or
bibliographic data constraints.

Search button
Launch a search.

Command buttons
Clear, load or save a query. The Load
feature also supports batch querying.

i)
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n Modify Application Settings

Modify Personal Data

Select your favourite structure editor, reaction and substance search options, hits per page and spedi|

View details from your Registration Profile, Indudes a fadility to change your Personal Details,

Generate a structure from name

Structure editor
Change Password

Change your Password,

(® ChemAxon MarvinSketch

Reaxys uses Chemdxon's MarvinSketch as
default structure and reaction query editor,
if no other editor is selected.

(= Reaction search options
® Product
(@] Starting material
O Any role
(@] Reagent/ Catalyst

® as drawn
QO substructure:

D Ignore stereo

|:| Mo isotopes

[ mo charges

[ Mo radicals

[ mo additional rings

|:| Keep Fragments separate

Q0000

Crossfire Structure Editor
Symyx Draw

Symyx ISIS/Draw

CS ChemDraw

ICEdit

These editors can only be used, if the Reaxys Structure Editor
PlugIn is installed.

Please check this with your administrator or dick the hyperlink and
download the installer,

Reaxys will present a warning message, if these editors are
selected, but the structure editor plugin is not installed.

[ pisable automatic search expansion for reactions

D Ignore Atom Mappings

= substance search options

® As drawn
O substructure:

Hits per page
Show results per page
5
Highlights colors

el ro 0w [N [ |

| Back | I Save

@

[ pisable automatic search expansion for substances

D Ignare stereo
[ no salts

[ o mixctures
D Mo isotopes
[ Mo additional rings

[ indude related Markush
D Keep Fragments separate
O no charges
[ No radicals

[ |=ofatoms
[ ]# of Fragments
I:| # of Ring Closures

ﬂ

Note: the default search settings can be changed through the My Settings menu. Click the Save button and a
confirmation that your settings have been updated is displayed. The new settings will be effective from the

next time you login.
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My Settings

Select this tab to

- Modify application settings
- Modify personal data

- Change password

Modify Application Settings

Select this item to specify your
preferred Structure editor, Reaction &
Substance default search options, #
of hits per page and Highlights colors.

Structure editor

Choose your preferred editor. Find
information on download of the plugin
required for the use of external
structure editors.

Reaction/Substance search
options

Define the default search options for
reactions and/or substances query.
The circular arrows reset the options.
The checkbox (bottom) disables auto
searching when no hits are found.

Hits per page
Select preferred number of displayed
hits on the Results menu.

Highlights colors
Select preferred colors to highlight the
searched structure and/or text/data.

Back & Save buttons
Confirm new settings with Save or
use Back to return to the item list.
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®
' reaxys Generate a structure from name

Reactions Substances and Properties Text, Authors and more Available on the Reac_tions and
Substances & Properties query tabs.
| Generate structure from name |
Please enter a chemical identifier and then click "Submit" l Generate structure from name
button
[-chlaroindals n | Click this button to open an input field.
Chemical Mame:  aspirin .
InCh-+Key: BSYNRYMUTXBXSQ-UHFFFACYSA-N 2 Input field
CAS-Ho: 50-78-2 Enter a chemical name as systematic
Smiles: Co(=0)0C1=C{C=CC=C1)C(0) =0 .
name or trivial name, an InChl key, a

CAS Registry number or a SMILES

ue Results | Synthesis Plans | Histol My Alerts | My Settings | Hel . e .
o . L . - . string. Click submit to launch

Reactions Substances and Properties Text, Authors and more structure generation'
| Generate structure from name | 3 Structure/reaction window
Double dick this frame and draw reaction query SrEnas The generated struct.u re IS' dlsplayed
in the structure/reaction window, you
@ Product D Ignore stereo can now:
O Starting material D Mo isotopes
¢l n G anyrole [ o charges a) Start the search immediately.
N O Reagent/ catalyst [ o racicals b) Edit the structure by double

N © s drawn A e clicking the box (or by doing a

O substructure: g feep b right-click); modify it in the
snere Atom Mapeines Structure editor.
c) Define the search type, add
sora 1o suBsTANGES TR | | oicen further search conditions or/and
select additional query options.

I Search I

Conditions (Form-based) Conditions (Advanced)

Note: this option only works if the corresponding compounds are available in the Reaxys database.

ELSEVIER
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Reactions query tab

Query | Results | Synthesis Plans | History | My Alerts | My Settings | Help

—-
Reactions | Substances and Properties Text, Authors and more

Generate structure from name

Double dick this frame and draw reaction query

Search as [ by E

& Product
£ Starting material
cl € Anyrole

n @ " Reagent/ Catalyst
NH

& Asdrawn
" Substructure: B

s Ignore stereo

™ Noisotopes

" No charges

I No radicals

" No additional rings

" Keep Fragments separate
" Ignore Atom Mappings

& onhe
(: O
i’ COPY TO SUBSTANCES TAE _ [ CLERR ]
=
Conditions (Form-based) ‘ Conditions (Advanced)
@ Reaction Data
(# Bibliographic Data
Clear Query ' Load Query/Batch Save Query

How to load a saved query?
1. Ensure you are on the query tab and click the load query button
2. Browse to locate your saved XML file and click open

File IC:".I:ID cuments and Zettingz\rvpenzciDeskiop\Reaxye\Cyclexml  Browse... ||

Qpen

Last revision 09-Aua-10.

Structure/reaction box

This window contains the requested
structure or reaction, with additional
query features. It is also possible to
copy the structure to the Substances
and Properties query tab.

Search as/by
If needed, define the role of the
substance.

Select the search type

Select how the structure should be
searched: as drawn (including
possible query features added in your
structure) or as substructure search.
(In a substructure search the results
include additional substituents).

Additional query options
Select additional options to refine
your search.

Add further search conditions
Click the Conditions (Form-based) or
the Conditions (Advanced) links to
refine your search by adding further
reaction or bibliographic data
constraints (e.g. a yield or/and author
constraint).

Search

Click this button to launch the search.
A search progression box appears
allowing you to cancel your research
or to view your hits retrieved.

M
IER
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Reactions query tab
I‘ea)(ys Conditions (Form-based)
1 Reaction data
Specify reactant name, product
name, reagent, yield and/or all

reaction fields.
Various selected fields are combined

Conditions (Form-based) | Conditions (Advanced)

Reaction Data
Bibliographic Data

with the Boolean operator AND.
Steachmiat= ield n betwssn (W[ T0-80
Reactant name iz w . = 2 Op erato rs
AllRezcten flds < Select the appropriate operator from
Productnam © = Bibliographic Data : the drop-down menu.
Reagent/Catalyst n acetald hneen

] is acetaldehyde E 3 Selection list
Vel s Selection appears when typing entry.

acetaldehyde acetales

All Reaction fields centsine acem::e:y:e amm:a . 4 Numeric Field
acetaldehyde cyanchydrin
aceta::e:v:e :ibutvlalcetall For a numeric field select the
acetaldehyde dipropylacetal -
Select index items and click 'Transfer' () operator fO”OWGd. by entermg the
Bl ST | | number or range in the text box.
Search for: [trost
Author __is w D - ) ) ]
- 5 Bibliographic data
) — Reset . .
Patent Assignee =y Specify authors, patent assignee,
Journal Titke trost et al. (21) journal title, title, patent number,
. . frost_andreas U patent country code, publication year
15 .
and/or title/abstract/keywords.
Patent Number e e Various selected fields are combined
Patent Cauntry Code trost. bary, martin (1 with the Boolean operator AND.
trost, bary m. (1)
Publication Year 6 EXpand |ndeX featu re (fOI’ a”
Title/ Abstract/ Keywords is “ Page oo 198171 of 143828 00 search fle'dS) . -
The [:* box allows convenient index
Note: the Conditions (Form-based) link opens up forms containing commonly used fields for the given search browsing and multiple entry
form; they are grouped as either Reaction Data (such as yield or reagent name) or Bibliographic Data (such as selections. Click the Transfer button
journal title or patent assignee). The “All Reaction fields” and “Title/Abstract/Keywords” fields are text fields; to add the selected data to the query.

use Boolean operators to search these fields.

ELSEVIER
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Reactions query tab
Conditions (Advanced)

1 Show Fields and Operators
Select index items and click Transfer 4 EXpand the fIE|dS ||St Manua”y SE|eCt
s - the field code from the hierarchical

list or use Search for Field button.

sc;.-en; - ——Pp|[ semncn Fom Fimwo | E

] Reaction Data 2 F|e|dS Category

% Identficaton ex Reaction Dats W ﬂ Click the + sign to expand the
@ % Physical Data e . Rescton Detais ol) (1) n..,.« needed fields list.

PSR o D = 3 Search for Field button

S » Type the name of the desired

¥ Bblographic Data a.m.e'"f;e:,:";_ei':;i-_fiﬂa"% U constraint, and click this button to

#  Basc Indexes [ locate the field.

e 4 miof watee (1) 4  Operators
Conditions (Form-based) Conditions (Advanced) SeleCt the approprlate Operatlon from
— the drop-down menu.
';'dma (n,n- 5 Expand Index feature (for all
search fields)
— J The [+ box allows convenient index
Hide Fields and Operators Check Syntax browsing and multlple entry
selections.

Note: the Conditions (Advanced) allows entry of complex and sophisticated property queries in combination 6 Transfer the field data
with the structure or reaction queries following two ways: Select the needed data entry(ies).
1. Type the query directly into the query box, with single quotes around the field data, Click the Transfer button to add the
2. If the necessary field code is unknown, locate it using the Show fields and Operators hyperlink. data to the query

7 Check Syntax
Allows query verification in case of
manual entry.

ELSEVIER
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® Reactions results
I‘ea)(ys General overview

1 Breadcrumbs

Graphical navigation helps keep track
guary 116 reactions 13 reactions 2 reactions Of your results anaIySIS
e ) e fllterladrﬁ\f Lirited by hits n
S0lvel
S 3 2 Create Alert
Click this link to create an alert.
Create Alert E 3 F|Itered by

o B SR L R TR Refine results by applying filters

Filter by: - : : .

' es’ub‘;mm . Reactons | Citztions 4] ool 1Q al linked to the reaction (yield, record
= . E B8 & & = sty [ReaxysRanking M & § type, reagent/catalyst, solvent,
R . | o i i R— reaction type, no. of steps) or linked
ot s to bibliographic data (document type,

cl . . .
— . oS - 2%@ aufjhorsb,I pa’E[(.ant assignee, journal title
B . O n and publication year).
1
Ho. of Steps ¥ 4 Reactions/citations tab
Synthesze Synthesze RdD: 23784154 Reactions tab is displayed by default,
Document Type ¥ % it Detais (1) but you can switch to the citations
Authors ¥ tab
¥ All Details (1)
Patent Assignee ¥
Journal Title ¥ .:ri:\ﬁci:rcl S i 5 ReaCtlon I’ESU|tS
Foplesten Yex ¥ = : I Ly Gives a quick overview of the results
displayed with key data in a table.
E B8 & Q= ReaysRekng ¥ 3G Dl_splay thg title and the abstract, the
i ]_’ | | original article or patent (Full Text)
. | . In ek 2 Hide Detall sort and access related information in
imit to Xpo uic oom ide Details . P .
Selection Select a Print Increase or Hide or display Scopus (VIeW Cltmg artlcles).
Click here file type Prints decrease the details 6 Tool bar
after for export  the size of the
selecting current displayed Access Limit to Selection, Outpult,
reactions Ispla H B H H
pay The breadcrumbs Quick Print, Zoom, Hide Details, and
at the top of the screen show the actions done on your initial hitset. Click one of the red-framed boxes to Sort by features.

quickly jump to a previous set of data or initial query. The highlighted breadcrumb denotes the current hitset.

ELSEVIER
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Note:
Information on
the Citations
tab of Reaction
Results can be
Found on pg.24

The navigation tool to the right of the screen allows you to easily jump from one hit to another, or to the

. - P

Filter by:
Sub-structure

igld
Record Type

Reagent/Catalyst

Solvent

Reaction Type

i HN P
L © -
g A0
H
Copy Reaction to Query

Reaxys-RM: 14531531

s go to Page| @ Page1of1
MF: C19H17CI2N305 - Lol e =
MW: 405,335 Sortby | Reaxys-Ranking v &b ¢ 3
fu & . —
CAS-RMN: LR e <aliis hatis Reaxys-RXID s
Shaw Details = - ) Reactant Availability =

Froduct Availahility
Publication Year
No of References
MW of product
Yield

Copy Structure to Clipboard N
Copy Structure to Query

No. of Steps

Document Type
Authors

Patent Assignee
Journal Title

Publication Year

=
Rx-ID: 23754164
nthesize Synthesize b Find similar reactions n
i 4 Hit Details (1)
¥
With triethylamine in tetrshydrofuran; methanol; water Allergan, Inc.
¥ T=20°C; 18 h; Patent: LUS20056/69143 A1, 2006 ;
Show Experimental Procedure —_— Title/Abstract  Full Text Show Details
¥
A mixture of powdered KOH (7 mmoal} in DMSO {12 mL) at room temperature ;lrt:- under M was stirred for 0.5 h. 4-Chloro-1H-indole {Intermediate
¥ A1) (1,67 mmol) was added and the mixture was allowed to stir for 2 h at rt, The 4-chloromethyl-1-trityl- iH-imidazele {prepared according to the
procedures in; James, L, K, et al; 1, Med, Chem, 1387, 20, 721, and Cordi, A, A, etal Eur, 1, Med, Chem, 1280, 25, 557, incorporated herein by
- 9 CH
N cl NH
o 7
U —
2 Cl
@ w @ w Rx-ID: 13593211
Synthesize Synthesize Find similar reactions
» Details (1)
R
HMulti-step reaction with 2 steps Katayama, Masato
1: dimethylformamide / 80 h / 110 =C Bioscience, Biotechnology, and Biochemistry, 2
2: 243.3 g/ aq. hydrazine hydrate / tetrahydrofuran; methanol #4 p. B808-815
View ‘rcheme n 10 - 20 °C Title/Abstract  Full Text Wiew citing articles
) H
Y Ll
b
Remeve
] cEa

first/last hit, without need of scrolling down multiple times.

Last revision 09-Aua-10.

Reactions results
Reactions tab

Click or a structure to get a pop-up
menu with information or sub items.
Display further options & data

Reaxys — RN (Reaxys registry number), MF
(mol formula), CAS-RN (CAS registry
number), show details (display information
as physical-, spectral- data etc), copy
structure to Clipboard/Query screen, Copy
Reaction to Query screen, View Related
Markush, and use as Substructure Filter.

Use as Substructure Filter

This opens a query box allowing you to use
the selected structure as Product, Reactant,
or Any Role.

Synthesize
Opens the Synthesis Planner

Find Similar Reactions
Opens a new list of reactions

Sort by

Sort results in ascending Tor descending ¢
order.

Show Experimental Procedure

Displays the experimental text from patents.

Commercial availability

Access the commercial availability of a
substance and leads to appropriate
companies (eMolecules/Symyx ACD).
View Scheme

Opens a separate window (Synthesis
Planner) and displays the full scheme.

ELSEVIER




® Reactions results tab
reaxys Filter by

The filter by feature allows you to
refine your results. Click the double

Filter by Sub-structure

Generate structure from name

e i T arrows to expand the list
© eroduct [ tgnore staras
() startng materiat [ ris istopes H
2pel Bl tas 1 Filter py -
N O resgent/ oyt ] o radcas Reaction Specifications:

[ rie adehnonal rngs

NH O e I i i - Substructure - Yield
. " 0 raioaens s Ao esoncs - Record type - Reagent/catalyst
1] ] __ | o= - Solvent - Reaction type
Fitter by: ' - No. of steps
a ¥ e Cony Struche to Query | [ Cony Stmctee from Quesy imtto | | Exchee Bibliographic Specifications:
[ }— + — - Document type - Authors
e = Filter by Group - Patent assignee - Journal title
ettt | I onae [oses Kl 2 Filter by Substructure
i ¥ L] >es- mo% L T ——— This opens a query box and allows
T ¥ g g o | ooy [T O you to refine your list by drawing a
No. of Steps ¥ O] oo e ; s e _ structure or reaction and then clicking
O >65-70% gf | the Limit to or Exclude button.
Wl e 1 O »85-100% 1 _ _
L3 T i O >e0-95% 3 3 By Group tab: pre-defined list
To retrieve a predefined selection | [Tl | E i > - Check boxes to limit or exclude
list, choose the By Group tab. hTirloi“ﬂ [ Exdude | F1 ses-7% i entries of the pre-defined selection.
To specify a filter value or range g :g 52 : 4 By Value tab: flexible filter
(flexible filter), select the By Value| Filter by Value Bl ot som ; Enter a specific value or a range to
tab. O >35-40% 2 refine result sets with more options.
- 359 2
The results of filtering are et valuehoooe Ee:éuv v 108 5 Refine on Filter field
reflected in the breadcrumbs 50100 — Unitto | | Excude Giose_| Click the More button to expand the
— e Mere scope of the selection. Sort the
X : e Climte|[oad| Allows you fo type & chosen data by Value or
y-) = QI value of your choosing Ocecurrence.
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New
Open a blank

page and start a

0| >

MNew  Structure  Undo

= =] 0

_ra
m
A

Open Save Copy Output Zoom

O kO =2
Left Right Top

new synthesis plan 1 |
Structure ‘ Open a saved

Opens a structure/reaction
query box so you can starta
new synthesis plan

synthesis plan
ndo Sa

Copy Plan

to a New Page
V& Opens a new tab and
copies the current

Output
Select a file

type for export Auto

Zoom
Increases the size of 0/SPlayed on

the synthesis plan to

|
Right to
Left View
Product is

the l&ft

synthesis plan

the largest size

I Query [“Re;ult.s.] Synthesis Plans ‘ Hisﬁnry l My Alerts ] i‘u'ly Sett:ngiﬁ ] Help ]- Furur-r_lw

Synthesis 1
o |9 | @ | A § | B ok oo oo = R
Mew | Structure  Undo | Open Save opy | Output  Zoom Left Right Top

¥ 93 0
Add Add
Remove Remowve

Synthesis plans

I_' l—|
Leftto  vertical Tree
Right  view
View Product is
Product is displayed at
displayed 40 top
on the right

92%

Show Experimental Procedure

[ % BE&A
= i
| Hide selected details | | Hide all details | | Shaw all details ‘
‘ Step | Yield | Conditions. ‘ References
1 O With sodium hydroxide; palladium in methanol; water Alfa Chemicals

Patent: EPS759
Title/abstract

Note: the overall scheme of multi-step reactions can be displayed in the synthesis plans page. A click on the
View Scheme hyperlink opens the multi-step sequence as a hew synthesis plan for a better overview.

Last revision 09-Aua-10.

Click Synthesize below any chemical
structure in any of the results tabs to
get the Synthesis Plans page.

Toolbar
Access new, undo, save, copy, and
display features

Synthesize

Click the synthesize link to display
various preparations for a compound.
Click the add button of the selected
step to incorporate it in your plan.

Add/Remove
Delete the current step or add another
branch.

Commercial availability

Access the commercial availability of
a substance and leads to appropriate
companies (eMolecules/ACD).

Navigation Tool
Adjusts the location of the synthesis
plan on the page

Manual Zoom
Customize the size of the synthesis
plan

Hide/Display
Hide or display parts of the synthesis
plan

ELSEVIER
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Start A Synthesis Plan:

™ Ctatorn

e,
o N Foo o7 o

o Err
A .

(154 ] &l
= o

=,
E e “»I-F‘]"\.-
= + [— bz
-
| 2+8Ea B
LU - -
= i P
e N
515 HEA
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Synthesis plans

To start a new plan from
the Synthesis Planner:

Click the New button to

open a new tab Ls_,n.mi,
e e e N

Click the Structure button

to open a Query box.

Query | Resuls | Synthess Pans | History

Draw a structure, select the role of
the structure in the reaction, and

click the Add button

Click the Synthesis link
Below a substance on
the results page

Synthesis Planner
Opens

Your reaction is
displayed. Click another
Synthesize link to view a
list of reactions

Click Add Button
Select a reaction to add
to the retrosynthesis

Add Branches

Click the Add link at the
appropriate step in the
scheme

Select Several
Reactions

Check the boxes near
your selections and click
the Add Selections
button

View Display

The 2 selected reactions
are added. The scheme
now shows 3 routes
leading to the synthesis
of the product

ELSEVIER



'reaxys“’ output

1 Output
Select file type: BOutput Contains: Choose the type of results to export:
Output Substance Results v e
™ flalions 2 g)efine the format of exported file:
indude Abstracts .
1 Output () Substance Grid () Substance Details Table () Substance Citations Table indlude Structures PDF/Print, XML, Microsoft Word or
O xM ) ) :
2 BN @ POF/Print GE : O ROFie fnc'ude Reactions _ Excel, TXT for Literature _
) e.g. ReferenceManager, EndMote etc. include Front page Information Management Systems, or RD File.
O M ft Excel O sDMalfle
ICrasoTt ExCE o ® Al available data . .
At 3 Include the following headline
Output Reaction Results Reactions Check the box and enter a headline
el Stuctres that will be shown on each page of
[% output (#) Reactions Table 8 Reactions Citation Table include Experimental Procedure the document.
XML .
o (&) POF/Print © icrosoft Word 5 O RD File (® Al available data 4 Output range
! E te etc (O Identification data only . . . .
O Microsoft Excel S —— Define the hits to export: all hits,
— e selected hits (select it before clicking
Substances o cuput bution), ot & tange (onter 1
D Output (3 Citations (7 CitationReaclions () Citation Substances Grid @] %tglzon fiisan include Structures in the bOX).
Tabe o I{.:quIe (O Literature Management Systems O Allavallable data 5 Output contains
: (e.g. Refe W , Endhlot ' g - .
o @ PRIt ) mgosortwerd e O RDFie O Id_E;“ﬁ‘a“T“ data only Define the type of data to export.
O Microsoft Excel g H”l att: i Reactions output: include structures
Select data .
and/or experimental procedure, all
Select range: ==, A available data or identification data
[ Indude the following headiine Eﬂ P e D “'_“"':“':‘“" Only- -
O pabarens e Substances output: include structures
[] seimng o ) I e L T — . . ' .
N ® Altits O Range: | n — and all available data or identification
co 1251 data only or select data.

Citations output: include structures
and/or abstracts

Note: output function is available on each of the results screens; it allows the export of any type of hitset
(reactions, substances and bibliographic data) in any desired format. In the substance details table, click select
data to choose the type of property you want to export.

EVIER
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'I‘ea)(y8® History

My Settings
- == E Selact atbeast two hetsets for combining
Query ‘Temporary result description Date
Edit 26 Citatons Wi Stare Today
r Textfduthors: {Authors: 'snyder, p™) AND
(Publication Year: Al years) n
Edit 24 citatons - Store Taday
r Textfauthors: {Authors: ‘nasielsk’) AND
(Publicabion Year: ANl yesrs

v 71

i Project SHTZb 2009-01-23
620 substances
T test W REsTige
' Sort by | Mame hd

- ! H Name
5 Edt Comment
Substances: As drawn Date

Salect how you want to combine the htsets Selert o you want to combise the btsets

[P Combine hitsets E b % o ‘ ? % d

o e

If 2 hits are selected If »2 hits are selected

Note: the history table displays all current-session hitsets resulting from queries or from any analysis of your
results; the most recent hitsets are shown at the top of the list. Here you can also graphically combine hitsets.

Last revision 09-Aua-10.

Temporary lists

The upper part of the table shows
all hitsets from the current session.
Click View to display a list as active
hitsets in the results page.

Click Store (enter a filename and
comment) to save a list.

Saved lists

The lower part of the table shows
the hitsets stored by the user. All
saved hitsets are displayed if the
user is logged in to Reaxys.

Click remove to delete a saved list.

Query column

Click Edit to display the query
associated with the hitset in the
query page

Note that hitsets resulting from
filtering will not display the query in
this column

Combine hitsets

Select two or more lists by checking
the box close to the query column;
the combine hitsets button becomes
available and will provide graphical
tools to combine the selected
hitsets in various ways.

Sort
Sort saved and session hitsets by
Name, Comment, or Date.
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My Alerts

olanzapin

|—PName Delete ﬂ
[
'

Modify alert

testdidofena

Nim

Modify Glert  —

| Query | Description Date created Last run Frequency
- Reactions: Product, As drawn, 2009-10-19 200%-10-21 Monthly
14 \E‘{ N Yield>86
|
=N Comment: Olanzapin Synthesis
(“ | Yield »86% hits: 11
l -._)
HC
B View results n
Modify an existing alert 10-22 2009-10-22 After each update
Hint: you may change the e-mad address of & persen, who should be copied on the slert, Privascy Polcy
fdescription, the frequency of the al E-mad 3
iy the query of the alert, then ple: hits: 73
select ‘Edit query’, run the search and cick ‘Create slert’.
Query 4\/@
— : @ Reactions: Prodhct, As drawn View resuilts
Hame of Alert fesaciders — =

crypens@eiseviercom | send copy o

E-mail Address

Comment/Description  [Pou chert fancas
Frequency After eachupdate =
E-mail format b © et

z Reaxys didn't find a result that matched your query. Please consider a
t=0] reformulation with less co ints and search again.

I’ Create Alert from this query,

Corcel | |§E|n

Note: alerts are user-defined search queries stored on the Reaxys server, so that they can be accessed and
retrieved any time you log-in to Reaxys. You can choose to run it either monthly or each time the database is
updated. You will receive an alert notification by email with a link to Reaxys allowing you to access the Alert

results. Alerts are by default sorted by their Name.

Last revision 09-Aua-

10.

My Alerts menu displays the list of
available alerts together with the
given result sets.

How to create an alert?

Create and run a query. On the
results menu, click the Create Alert
link located just below the Query
breadcrumb. Fill in the Alert form
and click the Save button.

View results button

Click this link to jump to the Results
menu and access the hits linked to
your alert.

Modify alert

Modify the options of your alert
(Name of Alert, Copy to,
Comment/Description, Frequency
and Email format). Click the Save
button.

Delete

Check the box close to the alert
name column; the delete button
becomes available and will discard
the concerned alert.

What if there are no hits?
Reaxys will display a message box
with a Create Alert link .

(|
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Substances and properties

'reaxys® Query tab

Query | Results | Synthesis Plans | History | My Alerts | My Settings | Help Forum

Reactions Substances and Properties | Text, Authors and more

| Generate structure from name |

Double dlick this frame and draw structure query

& asdrawn E [J 1gnore stereo n
F
O Substructure: D Mo salts
" F
F [7 Mo mixtures
n [ mo isotopes
HaG [[7 Mo additional rings
r HH Further options n
CH,
=l Further options v
| COF'Y TO REACTIONS TRE | | CLEAR D Include related rﬂarkush

D Keep Fragments separate

n || Search || [ Mo charges

| Properties (Form-based) Properties (Advanced) [ Mo radicals
11 [type values in figlds 2.9, 3-5
[ ]=ofatoms
Substance Data [ ]#of Fragments
Bibliographic Data :| # of Ring Closures

| Clear Query | | Load Query/Batch | | Save Query |

How to find information on specific compounds?
1. Ensure the substances & properties tab is selected and double click the drawing pane
2. Draw the desired compound structure in your preferred editor and return to Reaxys by clicking the
transfer button
3. Click the search button and browse the result.

Note: Reaxys remembers the last query form used, and will reopen it in the next session; the substances and

properties query tab can then become an entry form.

Last revision 09-Aua-10.

Structure/reaction box

This window contains the needed
structure, with additional query
features. Two buttons enable the
structure to be copied to the reactions
query tab, and also to delete it.

Search as

Define the type of structure search: as
drawn (including possible query
features added on your structure), or
Substructure search.

Additional query options
Select additional options to refine the
search.

Further options

If needed, add further options, such
as Include related Markush or
Number of Ring Closures ...

Add further search conditions
Click the Properties (Form-based) or
the Properties (Advanced) links to
enter further substance or
bibliographic data constraints.

Search
Click this button to start searching
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'reaxys®

n = Substance Data

= Search text in al facts
Search for
Identification Data
Physical Data
Spectroscopic Data
Bioactivity Data
Ecotoxicological Data

+ R R e

= Substance Data

[T Physical Data avadable

I Bodng Pont available or

[T Density avalable or

ity Dat -
r—oﬁ?..o ata avalable |

r Dissociation Exponent
o)

B = Bibliographic Data

Author

Patent Assignee
Journal Tite

Title

Patent Number
Patent Country Code
Publication Year

Title/ Abstract/ Keywords

= DA —
" - -

[is ~] fournal of org |

l"_ZI journal of organic chemistry n

urnal of organic chemistry ussr (english translation)

al of organometallic chemistry

|u Ll journal of organometallic chemistry library
journal of paint technology
I - b I journal of pharmaceutical scences
Iu—j journal of pharmaceutical scences of the united arab republic

journal of pharmacokinetics and biopharmaceutics

journal of pharmacokinetics and pharmacodynamics

journal of pharmacology and experimental therapeutics

Note: the Properties (Form-based) link opens up forms containing commonly used fields for the given search

Substances query tab
Properties (Form-based)

[~ Maitng Pont avalable o[ = .| I

Select index items and click ‘Transfer

Search for: [rasieiss

|nas|e!s ki (24)

nasielski_ | (TG

nasielski, jacques (1)
nasielski. jaques (1)
nasiglski. joanna (1)

nasielski-hinkens (2)

nagiglski-hinkens ot ol (4)

nasiglski-hinkens, 1 {24)

ki-hinkens, raymonde (5) [ Reset ]
nasielski-hinkens . (2)
nasiglsl, j. (1) Cancel
nasiew (1)

nasif. femando j. (1)
nasikan, mohammad (2)
ka, barbara (1)
t{1)

kens, r. (1)

nasilsks
nasim (3)

form; they are grouped as either Substance Data (such as spectra or solubility data) or Bibliographic Data

(such as journal title or patent assignee). The “Search text in all facts” and “Title/Abstract/Keywords” fields are

text fields; use Boolean

Last revision 09-Aua-10.

operators to search these fields.

Substance data

Specify Search text in all facts/
Search for (to add several terms in
this text box, separate them with a “;”;
they will be combined with the
Boolean operator OR), Identification
Data, Physical Data, Spectroscopic
Data, Bioactivity Data and/or
Ecotoxicological Data.

Various selected fields are combined
with the Boolean operator AND.

Operators

Select the appropriate operation from
the drop-down menu; for a numeric
field enter the number or range in the
text box.

Bibliographic data

Specify authors, patent assignee,
journal title, title, patent number,
patent country code, publication year
and/ or title/abstract/keywords
Various selected fields are combined
with the Boolean operator AND.

Selection list
Selection appears when typing entry.

Expand Index feature

The [*** box allows convenient index
browsing and multiple entry
selections. Click the Transfer button
to add the selected data to the query.
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Hide Fields and Operators Chedk Syntax

_nucleus _’_, SEARCH FOR FIELD ]a’?.

Identification exists
Physical Data exists
Spectra exists

=l  Spectra exists

EEEEEEEE E

Bioactivity fEcotox exists
Use/Application exists
MNatural Product exists
Reaction Data
Bibliographic Data

Basic Indexes

Nudeus (NQR.

= NMR Spectroscopy exists
MNucleus (NMR..I
= NQR Spectroscopy exists

HUC)

we)

frequency

| sEARCH FOR FIELD || RESET

= Physical Data exists

=  Dielectric Constant exists

Frequency (DIC.F)

[E Spectra exists

= NMR Spectroscopy exists

—_—

E 'lE]E

Substances query tab
Properties (Advanced)

Select index items and click ‘Transfer'

Search for: [13¢
13c (2212033)
136(1)

13h (52)

13p (19)
141pr (15)
143nd {19)
147sm (30)
14c (1)

14h (1) Transfer
14n {4861)
151eu (12)
156 {1)

15n (18019)
165ho (17)
160 (2)
171yb (153)
1750 (16)
170 (8653)
181ta (34)

iil=

183w (1330)

40001 {163)

400011 {1)
400012 {22)

Hide Fields and Operators Check Syntax

Note: The Properties (Advanced) allows entry of complex and sophisticated property queries in combination

with the structure queries following two ways:

1. Type the query directly into the query box, with single quotes around the field data,
2. If the necessary field code is unknown, locate it using the Show fields and Operators hyperlink.

Last revision 09-Aua-10.

Show Fields and Operators

Expand the fields list. Manually select
the field code from the hierarchical
list or use Search for Field button.

Fields Category
Click the + sign to expand the
needed fields list.

Search for Field button

Type the name of the desired
constraint, and click this button to
locate the needed field.

Operators
Select the appropriate operation from
the drop-down menu.

Expand Index feature (for all fields)
The [ box allows convenient index
browsing and multiple entry
selections.

Transfer the field data

Select the needed data entry(ies).
Click the Transfer button to add the
data to the query.

Check Syntax

If you type the query directly into the
Advanced Search box, you can use
the Check Syntax link to ensure
proper syntax.
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Substances and properties
Results overview

'reaxys®

1

B Limitto = Qutput | Print

@ Q =
i, = sortby | No of References v | {L ¢

Zoom in | Zoom ot Show

—r | 5 =/

Substances (grid)/substances
(table)/citations tab

The substances (table) tab is displayed by
default, but you can switch to the

Limit to Export Quick Print  Zoom Hide Details Sort . .

Selection Selecta  Prints the Increase and Hide or display substances (grid) or citations tab.

Click here file type current display decrease the substance

after selecting  for export size of the details 2 Tool bar

substances displayed P . .
structures Access limit to selection, output, display,

Synthesis Plans

My Alerts | My Settings

1572 substances 1173 substances 20 substances 4 substances

Create Alert

S |

4 substances out of 13 citations

Substances (Grid) Substances i‘rah\e)“it&uons

goto Degslzle Page 1of 1

and sort by features.

Filtered by
Apply filters for substance (substructure,

filkered by
? ) Ny /U\ fered by R - | mol weight, numbgr of fragr_nent_s,_ physical
! - data, spectroscopic data, bioactivity and

natural product) or bibliographic data
(document type, authors, patent assignee,
journal title and publication year).

Sub-structure ¥ = =
: 8.8 8¢

Malecular Weight ¥ B S e E _— er?oce: Breadcrumbs
Number of Fragments ¥ Srucare S PONETS s Date Neof | gaing 4 Graphical navigation keeps track of your
Physical Data ¥ Reactons result analysis. The highlighted breadcrumb
S A W ?1‘—‘2(22—:lmeﬂwl—27(3—h'\ﬁuﬂrnmeﬂw‘,‘lj ;uptrgg é‘(\te::gfg% {2) : denOteS the Current reSUIt dlSpIay'
E— ¥ R ;‘,}:;f;;ﬁjé;;?:gt:f;ﬁ;&;ﬁ!2,(2, v Eestox ()
iz P ¥ O 2({Lmetint-21-{u uoromethyoheny] .

1 saneoetersl 5 Substances and properties results
DowrentTe ¥ Sivesie Shoubeiss | PESoshiemre Gives an overview of the results displayed
Authors ¥ sthyamnsehans with key data in a table. Show details &
Patent Assignee ¥ i 1 1 1
— 2 strsto 50 m st | S , data hyperllnks allow displaying properties

- F F ?‘-"‘V:w;u[o;'m:t]ixll-Dt:h'ah';dlopwldo-:l.z- -Dlli'a;cuons‘ for eaCh hlt'

Publication Year ¥ 7 ! arindolin

(¥ F% 7-Trifluormethyl-

2 tetrahydropyrido <1, 2a>indolin

=[a]
Synthesize Show Details

Note: information on the citations tab of the substances results window can be found on page 24.
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'reaxys®

Substances {Grid) Substances (Table) Citations

F Y

Substances {Grid) Substances (Table)

|—>zE B8 & | g
‘Strucmre

"
non m
" N
\h"
Fa o
U & w
1
=

Show Details

=

Structure

@

Liri to | Output

Substances and properties
Substances (Table) tab

dextrofenfluramine

{+-)fenfluramine
dexfenfluramine

Reaxys-RN: 2108374

MF: C12H16F3N

MW: 231.251

CAS-RN: 453-24-2

Show Details

Copy Structure to Clipboard
Copy Structure to Query
Use as Sub-structure Filter

4 Hit Data

UseApplication (128) '

Molecular Formula: C;H,FoM

M-8, 5220-89- Linear Structure Formula: C;H,.F3M
wyl)-2-{M-
viphenyl}-2-
-ifenfluramine,

Molecular Weight: 231,261

H 4 Pharmacological Data ( 5 Hits out of 77 view all )

1of5

Effect

Species or Test-System
Route of Application
Method

Results

appetite suppression
fasted mouse
intraperitoneal

Example 37; Appetite Suppression Studies in Mice; Mice were deprived of food, but not
water, for 18 hours, They were then injected i.p. with test compounds dissolved in
0.%percent MaCl containing 1 mg per ml ascorbic acid for protection against oxidation.
Each mouse was placed in an individual cage for 30 minutes and then presented with a
small petri dish containing a gel made from gelatin, powdered milk and sucrose, The dish
was weighed at zero time and at 15-minute intervals for the next hour in order to
quantitate food consumption. Controls were injected with saline-ascorbic acid; +/-
fenfluramine was used 2= an active control. The results are shown in Table 2.Table 2p
value <0.05 for compound versus saline control

appetite suppression (percent) = 3% at dose of 5 mg/kg of title compound; &8 at dose of
10 madfkn of title comnound

goto Degelzle Page 1of 1
@ a = .
o | @ @ Sortby | No of References | &b
Prit | Zoom in Zoom out  Show
M= of :
preparations N=of Boiling
Chemical Name M Pregs | Al Available Data ref. Baint
Reactions
7
1-{m-trifluoromethylphenyl}-2-(M- 23 prep Hit Data (5) a5
ethylamino)-propane outof i n
NH 1-{meta-triflucromethyiphenyl}-2- 49 reactions. 0)
N-CH, ethylaminopropane

B aasn

Click a specific link in the available data column to only expand the needed data.
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Click =l or a structure to get a pop-up
menu with information or sub items.

Additional information / sub items
Reaxys —RN (Reaxys registry number),
MF (mol formula), MW (mol weight),
CAS-RN (CAS registry number), Show
details (displays Structure/compound
data), Copy Structure to Clipboard/
Query screen, Use as Substructure
Filter, and View related Markush.

Structure/compound data
Display structure/ compound details.

Available data

Links to Hit Data and to All Available
Data (from organic, inorganic &
organometallic sources). Data excerpted
from Gmelin has a from Gmelin flag.

Navagation Bar
Navigation throughout the page.

Synthesize Link
Opens Synthesis Planner page.

View Related Markush

Opens a separate page with a link to
Markush Details.

All Preps/All Reactions

Opens a list of reactions that are
associated with the substances in the
hitset.
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Substances and properties
Substances (Grid) tab

nSuhstances {Grid) Substances (Table)

Citations

e Page 1

go to Page|

Limit bo Qutput Print

o .
1oF
HH
F -,
(el 4
Synthesize

Identification
Physical Data {10

(] =
@ o

Zoom in Zoom out

=\ Sortby |No of References | &1
Hide

O

2

Reaxys-RN: 4733710
MF: C12H16F 3N
MW: 231,261 B

CAS-RM: 453-24-2

k4

Synth
Identification
Physical Datz (7
Spel J]

Show Details
Copy Structure to Clipboard

Copy Structure to Query

Synthesize

Identification
Physical Data {4)
Spectra
Bioactivity/Ecotox (13)
Use/Application (1)

T T T AT
[Hewsearen ] [t 10 see pricest |

T = o

“Zarer]

Supplior’s
m

Structure MalWe Supplicr

) [

View related markush

(e 2

Synthesize

Identification

Physical Data (1)
BioactivityEcotox (33)
Use/Application {2)

[
. SecH,
HC
A4

(e 2

Synthesize

Identification

Physical Data (8)
Spectra (
Bioactivit

fEcotox (48)

Identification
Bioactivity fEcotox (13)
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Grid view
For a quick overview results are
displayed in a grid.

Available data for this substance
Various red hyperlinks display the
information available by substance.

Additional Information/sub items
Click a structure to get a pop-up
menu leading to additional information
or sub items.

Reaxys —RN: Reaxys registry number
MF: molecular formula

MW: molecular weight

CAS-RN: CAS registry number

Show Details: display information as
Structure/compound data

Copy structure to clipboard: copies as
a mol file

Copy Structure to Query: opens the
query page with that structure

Use as Substructure Filter: see below

Use as Substructure Filter
Opens a separate query box with the
structure in it.

Commercial availability

Access the commercial availability of
a substance and leads to appropriate
companies (eMolecules/ACD).
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Resulis | Synthesis Plans

My Alerts

Text, Authors and more
Query tab (Form-based)

Reactions

Substances and Properties

My Settings

Text, Authaors and more

‘ Form-based

n Quick Search:

‘ Advanced

e

fal

.1
o
I
[=]
L7
fid
m
i
b=

]
i
o
[=}
3
]

5
T
]
]

Author{s) snyde
Assignee(s): snyden
sryder n
Journal Title: snyder c.w.
snyder d.d.
sryder et al,
R snyder et al. arg. synth. coll. vol. ii<1955=471 I —
Enyder g.j. e
Publication Year: | | & Al years
[E-g. 2005, e.0. zu:--:-u:--z-:-u:-an
| Clear Query | | Load QueryBatch | | Save Query |

Selectindex items and click "Transfer

Search for: [snyde

snyden (1)

snyder (284)

snyder cw. (1)

snyder d.d. (1)

snyder et al. {51)

snyder et al. org. synth. coll. vol. iii<1955>47"
snyder q.. (2)

Page DOQQ 15020 0f 145572 QO

I Search I

Note: in the Quick Search box you can use and enter the following Boolean operators: AND, OR,
PROXIMITY, NEAR and NEXT.
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Search page

Enter Quick Search,
author(s)/assignee(s), journal title,
patent number, patent country, and/or
publication year.

Different specified fields are
combined with the Boolean operator
AND.

Quick Search

Enter free text and combine it with the
Boolean operators of your choice.

If needed use truncations.

Truncation:

™" = any number of characters

“?" = one character

Text field/selection list
Selection appears when typing entry.

Expand Index feature

The [** box allows convenient index
browsing and multiple entry
selections.(Use the Shift or ctrl key)
If several terms are chosen in one
field, they are combined with the
Boolean operator OR (;).

Entry example

Hints on how to enter your search
term are displayed below each of the
field data boxes.

EV
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nl Shaw Fields and Operators

Selectindex items and click Transfer'

Search for: |tﬁtrﬁ |

Text, authors and more
Query tab (Advanced)

The final query looks like this:

tetrahedon lettes (1}
E Bibliographic Data tetraorn Its[1 Form-based Advanced
- . tetrahedron (3723
Identification exists
[ Reset CIT.JT = 'tetrashedron' BAND CIT.FY»'2007"
hysical Data exie tstrahedron letters (30841) IT.JT = 'tecrshedron' AND CIT.EY>'Z
Spectra exists tetrahedron, {1}
" tetrahedron. supplement (146)
Bioactivity /Ecotox exists tetrahedron. letters (1)
Use/Application exists tetrahedron: asymmetry (8633)
Natural Product exists tetrahedsran letters (1)
Quantum Chemical Data exists
Reaction Data A
EBasic Indexes Page 00 7770913 oo
Selectindex items and click 'Transfer'
: [2007
Hide Fields and Operators n Search for |A |
El - [ o o | s 2007 (132421
2008 (125956}
5 Bblographic Data 2009 {109306)
= Citation 2010 {38960)
Journal Title $CIT.IT} n is gg;] '1]
Journal Title {Short) (CIT.JTS) 1903& I]‘l]
= Abstract 20008 I:1]
Title (AB.TT) :
20100 (1) A
Iy'ear || SEARCH FOR FIELD || RESET |
= Bibliographic Data
= Citation
Add more Patent Year (CIT.FPY)
t and W Publication Year (CIT.PY} = Ml
parameiters
»
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1

Show Fields and Operators
Expand the fields list. Manually
select the field code from the
hierarchical list or use Search for
Field button.

Fields Category
Click the + sign to expand the
needed fields list.

Search for Field button

Type the name of the desired
constraint, and click this button to
locate the needed field.

Operators
Select the appropriate operation
from the drop-down menu.

Expand Index feature (for all
fields)

The box allows convenient index
browsing and multiple entry
selections.Transfer the field data
Select the needed data entry(ies).
Click the Transfer button to add the
data to the query.

Check Syntax

In case of manual entry of the query
into the Advanced search box, check
the used syntax by using the Check
Syntax hyperlink.

(|
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Citations tab

® Results Overview
'reaxys

1 Filter by
Refine search results by applying
F‘Ite;::nErype . Citstions | Reactions = Substances (Grid) ~ Substances (Table) gotoPage  |@) Page 10f1 blbllographlc (docu ment type,
subere . |—' D8 @ @ s [puicaton vear ¥ & ¢ [ authors, patent assignee, journal title
Patent Assignee ¥ Title of the Dﬂ\t Authors Year | Source EE;ES and pUbllcatlon year)' reaCtlon or
P . substance filters.
Eun-.-‘enient swlwﬁ'lles\j_s ?f mano- an_dfh-B-?‘l\*lr'-dr-ux'r‘-B-bws Marguet, .I.“Fu‘a.s.: Grtl_mu‘.-'a‘. . 2003 T.Eh a‘hadl_cm . 290_8 ' 7
Publeztion vear % S e e gt e o Thamas, Chratomme g " Foite 277
Carpentier, Jean-Francois iew citing artices 2 Outp ut
tied ¥ % niie/Abstract = Export results in an appropriate
Record Type ¥ ¥ Show All Reactions (20) 2 format'
¥ Show All Substances (37) i
Reagent/Catalyst ¥ =
Solvent ¥ SO rt by
Synergistic solvent effectin 1,2-cis-glycoside Ishiwata, Akihiro; Munemura, Yuichi; 2008 | Tetrahedron, 2008, 9 3 .
Reaction Type ¥ il formation Tto, Yukishige ;D:\I‘?-‘It #1 p,92-102 Sort results asCend]ng Dor
2 ull Tex )
MNo. of Steps ¥ View itng artces descending O by Document Type,
% Title/Abstract Authors, Journal Title or Publication
Moleaular Weight ¥ ¥ Show All Reactions (34) Yeal’ (default).
F Show All Substances (59)
Mumber of Fragments ¥
P Dﬁh.i ¥ The _mﬂuence o_f Elacqan!c factors on pa!\ag:llumr e Ramana, C. V.; Mallik, Rosy; 2008 Tah'.ahedran , 2008, g 4 AbStraCt/ReaCtl on S/SU b Stan ces
emeRee ¥ J o cmpetivt a0 versis bendo-ag cyctnons | o e €. e FLpEs E DISD|§\Y the abstract, and show all
Y v efsugar alomels T b reactions or show all substances
Ll U which are related to the article.
F Title/Abstract
¥ Show All Reactions (43)
2 show All Substances (57) Source
_ S Find here the literature reference.
we=— ) .;.:"@' e X LK Display the original text with the Full
' meoNe Text link and access related
: o) S ) information from Scopus with the
Reactions and Substances & Properties citations tabs have almost the same layout and content as the View citing articles link.
bibliographic citations tab. The only differences are the presence of one additional link on each of those The Times cited column displays the
tabs and additional filters: _ S . number of articles from Scopus citing
Reactions results/citations tab: presence of Hit Reactions in this article (# out of total #) link a specific reference.

Substances & properties results/citations tab: presence of Hit Substances in article (# out of total #) link
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