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® The basics
I‘ea)(ys Where to find what?

To start Reaxys, go to www.reaxys.com

To find more user tips, go to www.info.reaxys.com. Here you can find:

e Registration form for the Reaxys newsletter

e Training & Support information, with
o Training Center giving access to various instructional materials (demos, videos, manuals)
o Webinar schedule offering regular training sessions and registration form
o Frequently Asked Questions

o Downloads of software (plug-ins, structure editors) and of documentation (training materials)
o Customer Care Contact details:

Europe, Middle East, Asia and Africa +49 69 5050 4268 nlinfo@reaxys.com

Americas +1 888 615 4500 usinfo@reaxys.com
+1 212 462 1978 if calling outside USA & Canada

Japan +81 3 5561 5034 jpinfo@reaxys.com

s
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Query Results | Synthess Plans History | My Alerts | My Settings | Help

Reactions Substances and Properties = Text, Authors and more E

Homepage

‘Welcome to Reaxys

1 Register | Login *

Generate structure from name n

Double dick this frame and draw reaction query

Search as / by
& Pproduct ™ Ignore sterea
C Starting material ™ o isotopes
ﬁ Any rale [T Mo charges
Reagent/ Catalyst ™ Mo radicals

" No additional rings

@ Asdrawn
C subs ™ Keep Fragments separate
upstructure:
&' on heteroator I™ Ignore Atom Mappings

COPY TO SUBSTANCES TAB | | cLERR |

Conditions (Form-based)

Conditions {Advanced)

=@

[ Reaction Data
[# Bibliographic Data

Load Query/Batch | | SaveQuery

Contact Us | Support | About Reaxys | Terms and Conditions | Privacy Policy

Copyright © 2009 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

guery is combined with a factual query, this feature is turned off.

Last revision 11-Feb-10.

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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Query Results

Modify Application Settings
Select your favourite structure editor, specify color

Modify Personal Data
View details from your Registration Profile. Indudes a

Synthesis Plans | History

My Alerts | My Settings | Help

Modify application settings

My Settings

Change Password
Change your Password

Structure editor
E ¢ ChemAxon MarvinSketch

Reaxys uses ChemAxon's MarvinSketch as

default structure and reaction query editor,

fno other editor is selacted.

Reaction search
options & praduct
C Starting material

Substance search u
options

@ Asdrawn
C substructure:
Hits per page =
E Sho:'.-l“b "ifesu'tsww
Highlights colors -
Structure Change
Text /Data - Change

Crossfire Structure Editor
Symyx Draw

Symyx ISIS Draw

CS ChemDraw

ICEdit

i Je BC Mo Nie

These edit ly be used, if the Reaxys
Structu In is nstaled,

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

I ignore stereo
" Noisotopes

™ ignore stereo
™ No salts
™ to mixtures

e

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.

Last revision 11-Feb-10.

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, Nb
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.

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.

ELSEVIER



®
' reaxys Generate a structure from name

Reactions |5 kit ae il s ekt e Pk s i e Available on the Reactions and

Substances & Properties query tabs.
Generate structure from name n

— . 1 Generate structure from name

Please enter a chemical identifier and then click * Submit™ X button

Bbutoxy-1-methyl-4nitrobenzene] E ] Click this button to open an input field.
Chemical Name:  aspirn .

InChlKey: BSYNRYMUTXBXSQ-W/XRBYKICCW 2 Input field . .
CASio: 50-78-2 Enter a chemical name as systematic
Smies: CC(=0)0C1=C(C=CC=C1)C(0)=0 name or trivial name, an InChl key, a

Reactions Substances and Properties Text, Authors and more CAS RegIStry number or a SMILES

string. Click submit to launch
structure generation.

Generate structure from name |

Double dlick this frame and draw reaction query

Search as / by 3 Structure/reaction window
@ product I™ Ignore stereo The generated structure is displayed

- € starting material I” Noisotopes in the structure/reaction window, you

,©: 3 € anyrole ™ No charges can now:
0 & n € Reagent/Catalyst " No radicals
o H\ B :: No additional rings a) Start the search immediately.
€ substructre: Keep Fragments scoaate b) Edit the structure by double
CH, ] Atom Mappin
c Ignore Atom Mappings

clicking the box (or by doing a
oms right-click); modify it in the
GOPY T0 SUBSTANCES TRE CLEAR | Structure editor.
c) Define the search type, add

_ _ I RS further search conditions or/and
g ) (Advanced) select additional query options.

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

)
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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\Cyolexml  Browse... ||

Qpen

Last revision 11-Feb-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
Conditions (Form-based)

= Reaction Data

Reactant name

Product name

Reagent

Yield

All Reaction fields

;I cet]

acet anhydride
acetacetate_of potassium
acetal

acetaldehyde

acetaldehyde ammonia

|acetaldehyde dibutylacetal |
|acetaldehyde diethylacetal |

acetaldehyde dimethylacetal
acetaldehyde dipropylacetal
acetaldehyde oxime

= — 1

Reagent

ield

All Reaction fields

P

W
1

¥

=] zeet anhydride

Iis - I acet anhydride

= Bibliographic Data

Author

Patent Assignee
Journal Title

Title

Patent Mumber
Patent Country Code
Publication Year

Title/ Abstract/ Keywords

Em o

[i= =] fournal of org] "

journal of arganic chemistry

journal of organic chemistry ussr {english translation)
journal of arganometallic chemistry

journal of organometallic chemistry library

journal of pharmacokinetics and biopharmaceutics
journal of pharmacokinetics and pharmacodynamics

journal of pharmacology and experimental therapeutics

|
I:El‘.\'asr ;I 70-50 ...|

Selectindex items and click 'Transfer'

Search for: frrost

trost (97)
trost b. (1)

trost et al. (21)

trost, b. m. (4)

trost, barry (1)

trost, barry m. (770}
trost. barry martin (1)
trost, bary m. (1)
trost, baryy m. (1}
trost, erika (1)

trost, f. (1)

trost, gabriele (1}
trost, | (9)

trost, . e (1)

trost, johannes (2)
trost, | (2)

trost, lawrence c. (3)
trost, m. (1)

trost, m. barry {1}

Note: the Conditions (Form-based) link opens up forms containing commonly used fields for the given search
form; they are grouped as either Reaction Data (such as yield or reagent name) or Bibliographic Data (such as
journal title or patent assignee). The “All Reaction fields” and “Title/Abstract/Keywords” fields are text fields; use
Boolean operators to search these fields.

Last revision 11-Feb-10.

1

Reaction data

Specify reactant name, product
name, reagent, yield and/or all
reaction fields.

Various selected fields are combined
with the Boolean operator AND.

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

Selection list
Selection appears when typing entry.

Numeric Field

For a numeric field select the
operator followed by entering 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.

Expand Index feature (for all
search fields)

The box allows convenient index
browsing and multiple entry
selections. Click the Transfer button
to add the selected data to the query.

ELSEVIER



Reactions query tab
Conditions (Advanced)

1 Show Fields and Operators
Select index tems and click Transfer - Expand the fields list. Manually select
the field code from the hierarchical

e T _ list or use Search for Field button.
$  Rescton Data 2 Fields Category
S Identfieaton ex Reaction Dats Y a Click the + sign to expand the
E : :M""f cal Data e =l Reaction Detais . it needed fields list.
@ BoacttyfEcotox exsts ' = 3 Search for Field button
B earaiodit sl dmiizoll) Type the name of the desired
% Bblographic Data ﬂe'dg;:;'f;_:e;:;ifi;a"% " constraint, and click this button to
# Basclndexes dme+1 (1) locate the field.
dme+2 mil of water (1
dme+2 4 ml of water (1) 4 OperatOI’S
Conditions (Formbesed) | Conditions (idvanced) Select the appropriate operation from
— the drop-down menu.
':'dma (a,n- 5 Expand Index feature (for all
search fields)
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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2 reactions out of 7 citations

e

—
Reactons | Citations 20 to Page @ Pxelofl
Yieid ¥ 5 1
Lmit 1o Selecton & ouput Sortby IRea:-c-,SvRar:kmg 'I O H QQE e Detais
Record Type ¥
Yield Conditens References
Reagent/Catalyst ¥
Solvent ¥ f"' 1 MH
i
HE
Reaczon Type ¥ ‘&@ J ?
| e
No. of Steps ¥ 1 <
= [ | . s B0
8& [eR4 =0
Doaument Type ¥
Authors ¥
With 2Zn; AcOH in methanal; CH. O, Siu, Jason; Baxendale, lan R Ley, Steven V.
Patent Assgnee ¥ Heatng: ?;a"_ .?'C_?T?t::h‘li:“c“",‘:-'“ J_ouq vol. 2, =2 p. 160 - 167
Journal Tite ¥
> 243.3¢g With aq. hydrazne hydrate in tetrahydrofuran; methanol Katayama, Hasato
Pubbcation Yesr ¥ Te10 - 20°C; Reduction cycization; Boscence, Botechnology, and Bochemistry, 2000, vol. 64, =4 p, 508 - 815
n benzene Hoffmann-La Roche Inc.
Patent: US3S76639, 1976
- Title fabstract Ful Text
D CH,
N ¢ HH
¥
1 S
® ¢+ 8. G ¢+BE8
Rx 59821

Shu, Jason; Baxendale, 1an R; Ley, Steven V.,
7500.75 Torr Qrganic and Bomoleculsr Chemistry, 2004, vol. 2, =2 p. 160 - 167

Have a look at the breadcrumbs at the top of the screen; it shows the actions done on your initial hitset. Click
one of the red-framed boxes to quickly jump to a previous set of data or initial query.

Last revision 11-Feb-10.

Reactions results
General overview

Breadcrumbs
Graphical navigation helps keep track
of your results analysis.

Create Alert
Click this link to create an alert.

Reactions/citations tab

Reactions tab is displayed by default,
but you can switch to the citations
tab.

Filtered by

Refine results by applying filters
linked to the reaction (yield, record
type, reagent/catalyst, solvent,
reaction type, no. of steps) or linked
to bibliographic data (document type,
authors, patent assignee, journal title
and publication year).

Tool bar
Access Limit to Selection, Output,
and Sort by features.

Maximizer/minimizer tool
Increase or decrease the size of your
displayed structures.

Reaction results

Gives a quick overview of the results
displayed with key data in a table.
Display the title and the abstract, the
original article or patent (Full Text)
and access related information in
Scopus (View citing articles).

ELSEVIER



® Reactions results
I‘ea)(ys Reactions tab
Click = or a structure to get a pop-up

menu with information or sub items.
1 Display further options & data

T go to Pagel o Page 1of 1 -
Reactions, || Citations gotofags bt Reaxys — RN (Reaxys registry
inttoseecton | [[B8 owput [  sotvy [ReaxysRanking =] & o[ QA | Hide Detais number), MF (molecular formula),
Yield Conditions References CAS-RN (CAS registry number),
i n : show details (display information as
CH, M : .
o p: RN 3 physical-, spec;tral- data etc), copy
. MW 151595 = structure to Clipboard/Query screen,
L | cl’ — T .
T el CAS-RIE: 25235-35-2 = copy reaction to Query screen.
E @ e m": - 2 Access bibliographic details
= = Copy Structure to Clipboar: . .
Rx-ID: 3618381 m" By mQDﬂ.- Display the title/abstract, the full text
74% With Zn; AcOH in methanol; CH,Cl Copy Reaction to Query Siu, Jason; Baxendale, Ian R; Ley, Steven V. of your Ifeference and view citi ng
Heating; Organic and Biomolecular Chemistry, 2004, vol. 2, =2 p. 160 - 167 articles in Scopus. Show experimental
€/ADSTall Full Text View abng arbces
' - . procedure excerpted from patents.
243.3g !‘Jith 3q. _n-,-drazzne"‘.-:'rate in tetrahydrofuran; methanol l(atayama_, Masato ) ) V|eW SCheme Of multi-steps Sequence
T=10 - 20°C; Reduction cydization; §?ZCI5. e‘:oec:no_oegl ecioche:‘:s“,ellooo vol. 64, =4 p.808-815 as a SyntheSiS plan.
Hoffmann-La Roche Inc. ' 3  Commercial availability
Thejhbavact | FATeR 2 | Access the commercial availability of
a substance and leads to appropriate
| companies (eMolecules/Symyx ACD).
- 4 Limit to selection
2 Select the important hits and click this
button to restrict your hitset.
Output
Export data in the desired format.
Siu, Jason; B dale, Ian R; Ley, St V. 6 Sort by
Organic and Biomolecular Chemistry, 2004, vol, 2, =2 p. 160 - 167 .
Title/abstract  Full Text  View citing articles Sort results ascendlng T or

descending ¢ by Reaxys-RxID,
reactant & product availability, Nb of
references, yield, MW of product or
Reaxys ranking (default).

The navigation tool to the right of the screen allows you to easily jump from one hit to another, or to the
first/last hit, without need of scrolling down multiple times.
Note: information on the citations tab of the reactions results window can be found on page 22.

ELSEVIER
Last revision 11-Feb-10.
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Filter by Value
1 ield +
by Value

by Group

enter valuerange

More

Limit to Exclude
Record Type
Reagent/Catalyst

Solvent

Reaction Type

H O M H M

Mo, of Steps

Filter by Group

E Document Type +

by Value

by Group

™ journal 13
[T patent 3

Limit to Exclude
Authars
Patent Assignee

Journal Title

H oM W

Publication Year

-

-~ Qo]

10

Reactions results tab
Filter by
Refine on Yield 1 Filter by
T N e N Snrthv & ¢ Select filter(s) linked to reaction
R o e = X specifications:
b‘;’aluj fl—bygerc-up M F »275- 280 i il - Yield
enter value/range enter value/range »105 - 110
80-85 : T »100- 105 1 - Record type
I >95-100 135 - Reagent/catalyst
Mare Mare —» ; >:zrz; :2 - Solvent
Limit to Exclude Limit to Exclude p= :SD:SS = - Reaction type
[ »75-a0 21 - No. of steps
T >70-75 182 =
T »s5-70 167 2 By Value tab: flexible filter
[T =60-65 170) ifi
o e = Enter a specific value or a range to
W smv-o 1 refine result sets with more options.
I =45-50 144
= _ = = 1 3 By Group tab: pre-defined list
=1 Check boxes to limit or exclude
Effect of Filter by ‘Yield’ on Breadcrumbs entries of the pre-defined selection.
: 4 Limit to/exclude buttons
Cery 24 reactions . .
Click the appropriate button.
J o 5 Refine on Filter field
- Click the More button to expand the
scope of the selection, and to further
refine the filter by feature. Sort the
chosen data by Value or by
Occurrence.
_:Quer\,f 24 reackions 1 reactions
= filkered by 6 Filter by
Mo structure Vield Specify filter(s) linked to bibliographic
; data:
. . - - - Document type
Note: filter by feature allows for rapid and easy refinement of your results. Click the double arrows to expand - Authors
the selection list. Two filter options are available for each reaction specification: - Patent assignee
- Journal title

1. To retrieve a pre-defined selection list, use the by Group tab.
2. To specify a filter value or range (flexible filter), select the by Value tab.

Last revision 11-Feb-10.

- Publication year
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Synthesis plans

Synthess Phns

Vertical tree

Left to Right

::::::

Synthess 10 | Synthesis 20
Undo Open Save n
N CHI 2 CHI 4 N = 1
N
H,e 4’\@ "
Modify ¢l HModify

Synthesize

L del=[a) B& ¢ BER

HE* @ LH,y
o,

HEG* 0 CH

Synthesize

isr e]=[
Hoe seiected detals ride ol delals Show ol detais
Step | Yield Conditions References
r With Zn; AcOr in methanai; CH.Cly sn.- Jason; Baxendale, :an R:ley, Slcven v.
” Heatng; gan Cand .,3":»9 Jv hemistry, 2004, 2
I3 With aq. hydrazne hydrate in tetrahydrofuran; methanol Katayama, Masato
~a% 3 T=10 - 20°C; Reducton cydhzabon; Biosoence, Botechnoiogy, and Bochemstry, 2000, vol. 64, =4 p. 508 -815
it Tige/Abstract  Full Text ew Ctng articies
C in benzene Hoffmann-La Roche Inc.
Patent: USIH76639, 1976

I ; Daxeﬂ&le Iaﬂ R Ley, Steven v.
9% Torr; 0,333333 h; microwave imadiation; | Organic and 8 o-:-e‘a e—s v, 2004, 2, =2
| ] Katayama, Masato

Bioscence, Biotechnoiogy, and Bodhemistry, 2000, vol, &4, =4
Tite/Abstract Full Text  View oting artcies

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 new synthesis plan for a better overview.

Last revision 11-Feb-10.

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

Undo, open and save buttons

To undo last action, open or save
synthesis plans. Click on the X of the
tab to delete an unnecessary plan.

Copy plan to new page

Opens a new tab of your current
synthesis plan, where you can
develop another retrosynthesis.

Output
Export Synthesis plan

Synthesis plans representation
Choose horizontal tree or vertical tree
for the display of your plan.

Modify

Modify discards the already defined
synthetic step and proposes other
preparations for the compound.

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.

Commercial availability

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

ELSEVIER
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Output Reaction Results
Ef’ Output
o

{¥ Reactions Table [

{* PDF/Print

O 0

Reactions Citation Table

XML @ Lte

Microsoft Word

" RDFile

Microsoft Excel

T Indude the following headline I_E

Output range = Al Hits

Qutput contains include Structures

All available data

b T B |

Identification data only

I o = - |

include Experimental Procedure

Output

 Selected hits { Rangs: I
e.g. 1,2-5 10
E*" Output i~ Reactions Table ¥ Reactions Citation Table
Output contains ¥ indude Structures
¥ include Abstracts
E> Output "~  Substance Grid {* Substance Details Table (" Substance Citations Table
Output contains ¥ indude Structures
% all available data
{"  Identification data only
" Select data
‘ Desslect Al
¥ Spectra I Physical Data ~ Bioactivity/Ecotox I Use/Application ~ Natural Product
~ :MRU' - F Melting Point  (26) [# Ecotoxicology (23) [ Use (21) % ;ﬁi‘f“?nﬁnm
Izec escany L8 i~ Crystal Property ~ Pharmacological P::dn:it 3
'7 Spectroscopy  (29) ['):Esjgphun @1 et (12)_ o [ Derivative (2)
Mass ~ urther I~ Cnptenwahnmn e
Iv! Spectrometry (27) Information (15) Environment (2) ¥ Purification (1)

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 detalils table, click select
data to choose the type of property you want to export.

Last revision 11-Feb-10.
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Output
Choose the type of results to export:

to

Define the format of exported file:
PDF/Print, XML, Microsoft Word or
Excel, TXT for Literature
Management Systems, or RD File.

Include the following headline
Check the box and enter a headline
that will be shown on each page of
the document.

Output range

Define the hits to export: all hits,
selected hits (select it before clicking
the output button), or a range (enter it
in the box).

Output contains

Define the type of data to export.
Reactions output: include structures
and/or experimental procedure, all
available data or identification data
only.

Substances output: include structures
and all available data or identification
data only or select data.

Citations output: include structures
and/or abstracts

OK button

Click the OK button to launch your
export. Click cancel to stop this
action.

ELSEVIER



History

My Settings Logout
Combine hitsets i) Select at least two hitsets for combining
Query Temporary result description Date
r Edit 26 citations View Store Today
Text/authors: (Authors: 'snyder, p*) AND
- {Publication Year: All years)
- Edit 24 citations View Store Today

Textfauthors: (Authors: 'nasielski’) AND

E {(Publication Year: all years)

Edit PhD Work 2009-01-23
I TextfAuthors: (Authors: 'nasielsk’) AND 24 citations
3 {(Publication Year: all years) ULE View Remaove
“ aH Project 5HT2b 200%-01-23
r 620 substances
4 To test View Remove

| : Edit

Substances: As drawn

u

Select how you want to combine the hitsets

Fremerees [ —> | Mg

Select how you want to combine the hitsets

Merge 3 with 4 Overlap 3 with 4 Exclude 3 from 4 Exclude 4 from 3 Merge all Overlap al

If 2 hits selected If >2 hits 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 11-Feb-10.
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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 closed to the query column;
the combine hitsets button becomes
available and will provide graphical
tools to combine the selected hitsets
in various ways.

(|
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'I‘eaxyS@ My Alerts

My Settings My Alerts menu displays the list of
available alerts together with the
To create a new Alert perform a new search and dlick the 'Create Alert’ link on the results page given result sets.
E 1 How to create an alert?
2Eis Create and run a query. On the
MName | Query | Description Date created Last run Freguency reSUltS menu’ CliCk the Create Alert
olanzapin heo s M Reactions: Product, As drawn, 2008-10-1% 2009-10-21 Monthly link located jUSt below the Query
’ 1‘{@ yiese breadcrumb. Fill in the Alert form and
r Ral F.ngmgn,t’,o'amp'” Synthesis _ click the Save button.
i (:) Vield>85% hits: 11
e 2 View results button
) Query | Results | Synthesis Plans | History | My Alerts | My Settings | Help ) C||Ck th|s I|nk to Jump to '[he Results
odfy et Yo resds menu and access the hits linked to
Modify an existing alert
testdidofena 2 2003-10-22 After each update your alert.
o o Eo s ot T e s o e e on e e st 3 Modify alert
I- If you :,\-a_nt to m?dn’y the query of the a_\arlt. then pIEasle return to the list of available alerts, . . .
, select T query U the steréond chck ‘rente o, bits: 75 Modify the options of your alert
4 (Name of Alert, Copy to,
Query oW
: Comment/Description, Frequency and
ndify aler HN Reactions;: Product, As drawn View resul R . !
B —> pe . Email format). Click the Save button.
Name of Alert [estdiclotena 5 Delete
7 Check the box closed to the alert
Frmail Address GRS i 6  name column; the delete button
Comment/Description [Four st Famcas becomes available and will discard
the concerned alert.
Frequency After each update -
E-mail format  himl € text

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.

ELSEVIER
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® Substances and properties
I‘ea)(ys Query tab

Query | Results | SynthesisPlans | History | My Alerts | My Settings | Help l Structure/reaction box
This window contains the needed
| Reactions Substances and Properties |_ Text, Authors and more I structure Wlth additional query
| Generate structure from name features. Two buttons enable the
S T ey Py E B structure to be copied to the r_eactions
query tab, and also to delete it.

i & Asdrawn [T 1gnore stereo
; € substructure: " Mo salts 2 Search as
n 8o Heterontons I Mo mixtures Define the type of structure search: as
& on all atoms I™ Noisotopes drawn (including possible query
I No additional rings features added on your structure), or
+ Further options n = Further options Substructure search.

OH

e I Inchude related Mariush 3 Additional query options

r ragmer rat - ; 1
| RaspECRI Y S aa Select additional options to refine the
: COPY TO REACTIONS TRE | CLEAR I % HIET SearCh

™ No radicals
. 6 ' i .=°I,'Am 4 Further options _

N ¢ of Fragmens If needed, add further options, such
' 1= of Ring Closures as Include related Markush or
% Substance Data Number of Ring Closures ...
#] Bibliographic Data

Properties (Form-based) l Properties (Advanced)

5 Add further search conditions
Click the Properties (Form-based) or

ClearQuery | [ LoadQueryBatch | [ saveQuery the Properties (Advanced) links to
enter further substance or
How to find information on specific compounds? bibliographic data constraints.
1. Ensure the substances & properties tab is selected and double click the drawing pane 6 Search
2. Draw the desired compound structure in your preferred editor and return to Reaxys by clicking the Click this button to start searching

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.

ELSEVIER
Last revision 11-Feb-10.
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® Substances query tab
I‘ea)(ys Properties (Form-based)

= Substance Data
= Substance Data N 1
- = Search text in ol facts

= Search text in al facts

Search for I i - I

Search for i - |
# ldenvficaton Data

# Identification Data E = Physical Data
% Physical Data ' ™ Physcal Data avalable
¥ Spectroscopic Data rvelhcp,,:a._,;»,yl. j. | 30 _.,:|.. .|
¥ Bioactivity Data
# Ecotoxicological Data ™ Boling Point avaiable or " mn.ul - .|

™ Density avalasble or

ity Data av -
r—?..o. ata avalable | "‘-'“m
r Dissociation Exponent
)
[~ Oetcal Rotaton dats
avalable
™ POW avalable 2
B = Bbliographic Data Select index items and click Transfer’

Author is - EI E ﬁ Search for: [rasieiss

nasielski (24)
Patent Assignee I" -I

nasielski, | (76

Journal Tite III - I Eo;ma' o'.':yﬂ | nasielski, jacques (1)
journal of e o nasielski. jaques (1)
Title |.| -] O b Sy n nasielski, joanna (1) 3
journal of organic chemistry ussr (english translation) nasielski j. (2)
Patent N - e e ad o - P A nasialski-hinkens (2)
atent Number is = | |journal of organometaliic chemistry nasiglski-hinkens et al (4)
journal of organometalic chemistry library nasiglski-hinkens, r. (24)
Patent Country Code |is = e ) nasielski-hinkens. raymonde (5) [ Reset |
journal of paint technology nasiglski-hinkens r (2)
Publication Year |- vl journal of pharmaceutical sciences "as'é‘s"‘l n Cancel
nasiew (1)
Title/ Abstract/ Keywords s = journal of pharmaceutical scences of the united arab republic | |nasif femnando i (1)
' i journal of pharmacokinetics and biopharmaceutics nasikin, mohammad (2)
- s nasilowska. barbara (1)
journal of pharmacokinetics and pharmacodynamics na i, (1)

na hinkens, r. {1)
nasim (3)

journal of pharmacology and experimental therapeutics

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

Last revision 11-Feb-10.

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.

i)

ELSEVIER



Select index items and click ‘Transfer

Hide Fields and Operators Chedk Syntax

nucleus _’_, SEARCH FOR FIELD ]a’?.
H  Identification exists
@ Physical Data exists 141pr (15)
B Spactra exiet = Spectra exists = |143nd (19)
ﬂ - pecira E)‘_s‘s = NMR Spectroscopy exists 147sm (30) ﬂ
@  Bioactivity/Ecotox exists . - 14c (1)
i Nucleus (NMR.NUC) is -I D : )
#  Use/Application exists = 14h (1) Transfer
. N Prod = NQR Spectroscopy exists 4 14n (4861)
d  Natural Product exists - -
Nucleus (NQR.NUC) 151eu (12) =3
#  Reaction Data N ‘ & 156 {1)
@  Bibliographic Data :;r':h[‘IS?lQ;
2ho (17)
#  Basic Indexes 160 |.2:'
17yb (153)
1750 (16)
170 (8653)
181ta (34)
183w {1330)

frequency [ seArcw Fom FreLo || Reser

=] Physical Data exists

=l  Dielectric Constant exists _"—’
Frequency (DIC.F) 400009 {2)
[E  Spectra exists jgg g}”:‘j

= NMR Spectroscopy exists 400012 {22)
188 Aan a0

Frequency (NMR.F)

- 'HEE

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 11-Feb-10.
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Substances query tab
Properties (Advanced)

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.

ELSEVIER
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® Substances and properties
I‘ea)(ys Results overview

18 substances out of 1792 citations

o ,_:E (e— . .
Substances (Grd) | Substances (Table) | Citatons 20 to Page © Pagetoft

Molecular Weight A
’—0 Limit 1o Selecton & ocupu Sortby Illo of References vi 4 ¢ ﬂ Q‘gn ride Detals

Nurmber of Fragments
N of preparatons Avalablie Dats Neofref. | BolngPont

Physical Data
Spectroscopic Data

Boacmaty

oW M W W W

Hatural Product

Document Type
Authors
Patent Assgree

Journal Title

WM W W oW

L |

Publicaton Year

w

Note: information on the citations tab of the substances results window can be found on page 22.

Last revision 11-Feb-10.

1

Breadcrumbs
Graphical navigation helps keeping
track of your result analysis.

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

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

Filtered by

Refine results by applying filters
linked to the substance (molecular
weight, number of fragments,
physical data, spectroscopic data,
bioactivity and natural product) or
linked to bibliographic data (docu-
ment type, authors, patent assignee,
journal title and publication year).

Tool bar
Access limit to selection, output, sort
by features.

Maximizer/minimizer tool

Increase or decrease the size of
displayed structures.

Substances and properties results
Gives an overview of the results
displayed with key data in a table.
Show details & data hyperlinks allow
displaying properties for each hit.

ELSEVIER
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® Substances and properties
I‘ea)(ys Substances (Table) tab

Substances (Grid) | Substances (Table) | Citations ¥ 80 Page © Fage10f1
Limit to Selecton [ & outout Sort by |r=o of References "I & 4 E @\Q Fide Detais
Structure N® of preparations Avadable Data N*ofref. | Boling Point
170 prep 0 *C
b o
e - out of
d eaction:
\
H x = CH
- MG
Ao«
B-"_-._-_-;-' MF: C1341802
HW: 206,285
n Structure/q xR 15687-27-1
Reaxys R e Holecular Formula: C, 4. .0
Show Detals ¥ 162 23 =
CAS Regiy Linear Structure Formula: CH{CH ) 204 ,C 4 OH0H ,CO H
C chure to Ch rd - . -
Chemical] Co9Y Stucture to Cipboard Molecular Weight: 206, 255
methylpropy Copy e to Query
sobutylphd
sobutylphe View related mariush
Type of SOTSTINCE 00T InChi Key: HEFNNWSIOOWATRW AFFFADTSAN
t Hit Data
% Boiling Point ( 2 Hits out of 2 view all )
B Boiling Point Pressure Reference
220°C Hoechst Celanese Corporation
Patent: USS330857, 1995
154 - 157%C Mo Kanebo KK
Patent: JP52100433, 1977
Full Text
¥ Identification
¥ Physical Data
¥ Spectra
¥ Bioactivity[Ecotox
¥ Use/Apphcation
Tor)

"

eRq=18)

Click a specificﬁ link in the available data column to only expand the needed data.

Last revision 11-Feb-10.

Click I= or a structure to get a pop-up
menu with information or sub items.

Additional information / 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/
Query screen, View related Markush.

Commercial availability

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

Show/Hide details button

Structure/compound data
Find details about structure/
compound.

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.

Sort by

Sort results ascending T or
descending { by Reaxys-RN, Comm
Availability, Molec Formula, Nb
Fragments, Publication Year, Mol
Weight and Nb of References (default).

ELSEVIER
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® Substances and properties
I‘ea)(ys Substances (Grid) tab

1 Grid view
For a quick overview results are

W Substances (Table)  Citabons o to Page O Fage loil dlsplayed in a grld
‘—. umtioseecn | [[B & ovont |[EY sortby [No of Referances =] & 4 @ Fide Detais 2  Additional Information/sub items
= ) - i Click a structure to get a pop-up

r ’ : r
1 WG MF: C11H1402 2
HO ‘2 Q_B- CH  MW:173.231 E

CAS-RM: 3585-52-2

| 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

Plan a synthesis: develop your
retrosynthesis

Copy structure to clipboard

@+ B8 Show Details
Synthesize Plan a Synthesis

Copy Structure to Clipboard

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

~

4 Output
Export results in the desired format.

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

ELSEVIER
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Text, Authors and more
Query tab

'reaxys®

Query | Results | Synthesis Plans | History | My Alerts | My Settings | Help 1

Search page
Enter Quick Search,
author(s)/assignee(s), journal title,

Reactions Substances and Properties | Text, Authors and more |

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

e

2005, e

2000-2008

patent number, patent country,
and/or publication year.

Quick Search: Different specified fields are
combined with the Boolean operator
AND.
Quick Search
S Enter free text and combine it with
T p—— the Boolean operators of your choice.
smyden ‘ If needed use truncations.
aomorisy, EURER sy I Truncation
{snyden smvder et al. ™" = any number of characters
snyder sryder et al, org. synth, coll, vol, ji<1955:=471 “?" = one character
Journal Title; |snyder cu. ] . . .
Jsnyderd.d. | snvder . Text field/selection list
snyder etal. fsnyder i, et al, Selection appears when typing entry.
Patent Number: jﬂ:ﬂﬁ[ :T;I' *Jerveer. 2. p. Expand Index feature
oo | PR S PREY The | box allows convenient index
snyder james g snyder, a. z. browsing and multiple entry
Publication Year: |snyder john e fsnyder, ann k. selections.

If several terms are chosen in one

field, they are combined with the
Boolean operator OR (;).
Entry example
Search Hints how to enter your search term
are displayed below each of the field
Clear Query Load Query Batch ‘ | Save Query

NEAR and NEXT.

Last revision 11-Feb-10.

data boxes.
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'reaxys®

e

Document Type
Authers
Patent Assignee

Journal Tite

H O H M M H

Publication Year

ield
Record Type

Reagent/Catalyst

(¥

Solvent

Reacton Type

W H H oW oW ow
—1

No. of Steps

Molecular Weight

w

Humber of Fragments
Physical Data
Spectroscops Data

Bioactivity

H O H M M M H

Natural Product

—
Citabons

Reactions Substances (Grd)

Sortby IF‘ut:I;catncn Year 7] & &

Authors

Sugshara, Yoshiyuld; Ishiyama, Takeshi;
Higashimura, Hdeyuki

¥ Title/Abstract
¥F Show All Reactions (11)
¥ Show All Substances (22)

Hydrogenation of various organic substrates using polystyrens Islam, 5. M.;
anchored orthome tallated ruthenium (IT) complex as catalyst

uhina, K.

¥ Title/Abstract
¥ Show All Substances (1)

Maayan, Gala; W

Metallopeptods

¥ Title/Abstract
¥ Show All Reactions (4)
¥ Show All Substances (8)

Epox

W Symmetrica

daton of olefing with Hy

OgENeoUs SyStems:A

¥ Title/Abstract
¥ Show All Substances (2)

i Mubaraic, M.; Mondal,

Vard, Michael D.; Kirshenbaum

Year

2009

22

Text, authors and more

Citations tab

R

Source

Patent: US2005/36687; Al

Journal of Molecular Catalysis A:

Chemical, 2009, vol. 297, p. 18-
25

Journal of Molecular Catalysis A:
Ch » vol. 297, p. 44 -

Reactions - and Substances & Properties - citations tabs have almost the same layout and content as the
bibliographic citations tab. The only differences are the presence of one additional link on each of those tabs

and additional filters:

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

Last revision 11-Feb-10.
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Filter by

Refine search results by applying
bibliographic (document type,
authors, patent assignee, journal title
and publication year), reaction or
substance filters.

Output
Export results in an appropriate
format.

Sort by

Sort results ascending Tor
descending { by Document Type,
Authors, Journal Title or Publication
Year (default).

Abstract/Reactions/Substances
Display the abstract, and show all
reactions or show all substances
which are related to the article.

Source

Find here the literature reference.
Display the original text with the Full
Text link and access related
information from Scopus with the
View citing articles link.

The Times cited column displays the
number of articles from Scopus citing
a specific reference.
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