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Ask Reaxys

EASY OF USE

Ask Reaxys

A set of examples have been implemented providing users with an overview about Ask

T

Reaxys capabilities, helping them to get the most out of this feature.

Ask Reaxys

f Examples

Enter a keyword, concept or author

Query Examples

What is Ask Reaxys?

You can query the Reaxys database without learning how to construct complex queries.

Please try out these examples below.

Substances

Substance name
"Atenolol" Substance name will be
transloted into o structure and

searched

Substance Properties

CAS-NO
"102625-70-7" CAS-NO will be
looked up and searched on success

& Tryit

Molecular Formula
"Pt{PPh3)3" Molecular Formula
will be searched as formula

& Tryit

MELTING POINT

"melting point of xylitol" "Xylitol"
will be translated into o structure
and combined with a search for

SOLUBILITY

"solubility of vitamin D3" "Vitamin
D3" will be translated into a
structure and combined with a

FERROELECTRICITY

"ferroelectric materials"
Substances with ferroelectric doto
will be searched
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BT % 8 + HPLC #0RI75)% (Maleic Acid + HPLC)

AskReaxys maleic acid HPLC

Chemical Name: 452 prep Hit Data (2) Show 3563
o [2E)-but-2-enedioic acid out of Druglikeness Targets
HO 4930 reactions. Bioactivity
OH Reaxys Registry Number: 605763 Identification

CAS Registry Number: 110-17-8 Physical Data (505)

o Type of Substance: acyclic Spectra (150)
Molecular Formula: C;H, 0, Ecological Data (22)

LI=[Q] s ] Linear Structure Formula: COOHCHCHCOOH Use/Application (628)
Molecular Weight: 116.073 Nztural Product (57)
Synthesize | Hide Detzils | InChI Key: VZCYOOQTPOCHFL-OWOIBTEDSA-N
Find similar Highest Clinical Phase: Marketed

Chemical Names and Synonyms

[2E)-but-2-enedioic acid, but-2-en-1,4-dioic acid, Fumaric acid, (E)-2-butenedioic acid, trans-butenedioic acid, fumaric acid, fumarate

4 Hit Data

£ Chromatographic Data ( 2 Hits out of 2 view all )

Chromatographic data Location Reference
HPLC (High performance liquid Silva, Luis R.; Azevedo, Jessica; Pereira, Maria 1.; Carro, Lorena; Velazquez, Encarna; Peix, Alvaro;
chromatography) Valentao, Patricia; Andrade, Paula B.

Journal of Agricultural znd Food Chemistry, 2014 , vol. 62, £ 3 p. 557 - 564
Title/Abstract Full Text  View citing articles  Show Detzils

Espinoza, C.; Contreras, N.; Berros, C.; Salazar, R.

Journal of the Chilean Chemical Society, 2014 , vol. 59, # 2 p. 2507 - 2511
Title/Abstract Full Text  View citing articles  Show Details

HPLC (High performance liquid supporting Upendar Reddy; Lo, Rabindranath; Roy, Sovan; Banerjee, Tanmay; Ganguly, Bishwajit; Das, Amitava
chromatoagraphy) information Chemical Communications, 2013 , vol. 49, # 84 p. 9818 - 9820
Title/Abstract Full Text  View citing articles  Show Detzils
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Reaxys PubChem eMolecules
Query 70 substances
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Create Alert Show Query OJJEEHZER - fHBhH

_ BT R R I EME o
Ask Reaxys - Analysis

Reaxys found several possibilities to answer your query. Please select from the list: //

-

Suggested Query Results Select Action

70 substances in

Fe
s Edit query in Advanced

maleic acid HPLC
Result: substances  Show gquery

maleic acid HPLC 182 citations in

Re ) ;
Result: citations  Show query XS Edit query in Advanced

Legend: Eibliography Compound Concept Date Keyword  Bioactivity Igrered Cancel
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2B @RI 75 =0 (Gossypol Detection)

Ask Reaxys  Gossypol detection

Go

enantiomers in ovine tissues

Full Text  View citing articles

Detection of ultra trace amount Liu, Er Bao; Zhang, Min; Xue, 2005 Chinese Chemical Letters, 2005 , vol. 16, # 12 p. 1649 - 1651 2
gossypol with chemiluminescence Bing Chun; Zhao, Peng Xiang; FuII Text View citing articles
using capillary electrophoresis as Liu, Yin
injection techniques *AQEUH—C . % H""“EE!
E/E/ 3 T . m|

¥ Title/Abstract H H

/ (Capillary electrophoresis)
A validated HPLC assay for the Lin, Hongxia; Gounder, 2012 Journzl of Pharmaceutical and Biomedical Analysis, 2012 , vol. 66, p. 371 - 375 2
determination of R-{-)-gossypol in Murugesan K.; Bertino, Joseph R.; Full Text View citing articles
human plasma and its application Kong, Ah-Mg Tony; DiPaola,
in clinical pharmacokinetic Robert 5.; Stein, Mark N.
studies

( DY
¥ Title/Abstract 7[:"ﬁi :EUTU_ t\, . HPLC
itle/ T AR I .
Capillary electrophoresis to Vshivkowv, Sergey; Pshenichnov, 2012 Journal of Chromatography B: Analytical Technologies in the Biomedical and Life Sciences, 2012 , vol. 908, p. 94 - 97 4
guantitate gossypol enantiomers Egor; Golubenko, Zamira; Full Text  View citing articles
in cotton flower petals and seed Akhunov, Alik; Namazov,
Shadman; Stipanovic, Robert D.
¥ Title/Abstract
Determination of gossypol in trace Xue, Bing Chun; Liu, Er Bao 2006 Chinese Chemical Letters, 2006 , vol. 17, #1 p. 57 - 60 2
level by flow injection analysis Full Text  View citing articles
with chemiluminescence
detection
¥ Title/Abstract 1; EJ Tj__b . . .
2) . Flow Injection

Accumulation of gossypol Kim; Calhoun; Stipanovic 1996 Comparztive Biochemistry and Physiology - B Biochemistry and Molecular Biology, 1996 , vol. 113, # 2 p. 417 -420 35

¥ Title/Abstract
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Structure [In :
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[#! Align results with query
FRST [_truciuee eoior | More options A
-
LeDOOO00 o
Identification
Please enter a chemical identifier and then click "Submit” = | | Transfer Query | | Cancel & Return
:| Reaxys supports various structure editors. Please check "My Settings” for more.
| is v | ] Lookup 5 -
Chemical Mame: aspirin ] Looka )
Submi P X
4 InChI-Key: BSYMRYMUTXBXSQ-UHFFFACYSA-N .
CAS-No: 50-78-2 Cancel Click to start Search
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DEEYCXxBEeRdmoe

COOH

ir

Cl

Br

CINO 4

’-:_ '

¥

Da@2Cxda,z2-fmE e

UHJ

3RO C0Q

Abbreviated groups

x

COO

) Expand

coor | HEMR
COOH

Transfer Query | | Cancel & Return

Reaxys supports various structure editors. Please check "My Settings” for more.

. COOiAm
COOK
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COOsBu
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Transfer Query | | Cancel & Return

Reaxys supports various structure editors. Please check "My Settings” for more.
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Synthesize | Show Details
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Synthesize
Druglikeness Show targets
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Cl-H
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r. Marvin.js - Google Chrome
https://www.reaxys.com/reaxys/js/sre_5_3_1_03, EE@B
a a ‘) (':‘ 4 @ GJ ®‘JE -I:iii- H* Synthesize | Show Details

([ Periodic Table | Advanced |

H,N Name: Chromium (Cr)

[
«H
7, . COoH L cen Atomic number: 24
Y . [13 Mass: 51.9961
R= ] 1 2 | Hlectronegativity: 1.6 13 14 15 16 17
) |

= EEEB 2 Ox. state(s): 0,1,2,34,56 @@@@
EL. Synthesize | Show Details 3@@ > - - ° - - e @@
; * o ) 2 0 (5 ) 1 0 o 8 7
- = (B (=8 (7 22 8 e[ A3 ([ <A (<1 [ 9 o
; @ o ] ) ) ) ) ) e 0 ) ] 5
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B8&
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Synthesize | Show Details Color schema: Color legend:

® CPK {Cr Standard state
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| Transfer Query | Cancel &Rett @j oo |

Reaxys supports various structure editors. Please check "My ¢

BneEaa

Synthesize | Show Details
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Marvin JS — atom mapping
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W Marvinjs - Google Chrome
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https://www.reaxys.com/reaxys/js/sre_5_3_1_03/child_marvin_js.html

DEEYCXxBEeRdmoe

&
/_J
Y
= OH (="} SH (s")
Eﬁn _-' [1]
[Q\ N

R HaC CH, H,C CH;
.

—

M DUO OO0

ir

| Transfer Query | | Cancel & Return

Reaxys supports various structure editors. Please check "My Settings” for more.

H,C

mRER

\

e
A\ ¥
OH SH

Mapped reaction result

SH
YCH3_’H3CY\H/K,CH3
CH] OH |CH, CH{ O §H,

Unmapped reaction result



Marvin JS — Substitution
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M DUO OO0

DEE9C XDE & 20160

v, o

o Right click to add

Y atom properties

«

e /

= OH[S':I SH[S'J

Eﬁn /,\[1] _-' [{

N

‘R HsC CHs Duplicate

e + R-group attachment

+

= - R-group attachment
Atom properties
Absolute stereo (chiral)

“»

Cl

Br

| Transfer Query |

| Cancel & Return

Reaxys supports various structure editors. Please check "My Settings” for more.

Atom properties

Changeto |Element

i=Le  Advanced

Total H (H)

Implicit H (h)

Bond orders (v)

Connections (X)

Ring count (R) | <not set>
Smallest ring size (r)|

Ring bond (rb) | <not set>
Substitutions (s) | as drawn
Unsaturated (u) | <not set>
Aromaticity (alA) | <not set>




Marvin JS — Substitution

Atom properties

Changeto | Element

mmm

Total H (H) | a
Implicit H (h) | a
Bond orders (v) | | ﬁ
Connections (X) | | ﬂ
Ring count (R) | <not set> r |
Smallest ring size (r)| a
Ring bond (rb) <not set> r
Substitutions (s) exactly r
Unsaturated (u) <not set>

Aromaticity (alA) | <not set>
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| stRUCTURE EDITOR |

Create Structure Template from Name

Include tautomers
Ignore stereo

No isotopes

No charges

No radicals

No ring closures
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on Chemical Name :

Aspirin
o P (x)

Reaxys Registry Number: 779271

o CAS Registry Number : 50-78-2

5 Eflﬁ Type of Substance: isocyclic Type \Whﬂt you want
Molecular Formula : CsH0,4 2
QEB. Linear Structure Formula : C:H400CCH;CO0OH

Molecular Weight : 180.16
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Chemical Names and Synonyms

Aspirin, O-acetyl salicylic acid, 2-(acetyloxy)-benzoic acid, 2-(acetyloxy)benzoic acid, 2-(acetoxy)benzoic

acetoxybenzoic acid

%+ NMR Spectroscopy

Nucleus Frequency Original Text Location
13C 500 MHz Figure 7 shows the solid state MMR of acetyl salicylic = Page/Page
acid (see Example 4). column 15; 21

¥ Density

OIS, SUTCH, JOTE &, Ciidnies, Derich

Patent: W02012/164286 A1, 2012 ;
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Open | Save | Regoup | Send

% Report Ttem: Query: 2012-07-06 11:16. Created: 2012-07-06 11:17 | Modified: 2012-07-06 11:20 Mave Bovn

| B e

Reactions: Product, As drawn, Ignare stereo, No isotopes, No charges, No radicals, No additional rings, Ignore Atom
Mampings, align results with query

20120706 11:16

REESERE L

£ Report Item: RX-ID: 19974818 Created: 2012-07-06 11:17 | Modified: 2012-07-06 11:20 MoveUp | MoveDown

e N OH
_0

H — oH

CH,

[L[=]Q] 2]=[a] Rx-ID: 19974818

Synthesize Synthesize Find similar reactions

HMulti-step reaction with 3 steps

1: 1) CHNHz, 2.) H2/ 2.) 10 percent PA/C / 2.) 60 atm, 60 deg C

2: 14 percent / oxygen, cupric perchlorate, ascorbic acid [ H:0; acetone [ 24h J 60 C
3: NHMHz
View Scheme

Aihara, Kazuhiro; Higuchi, Tsunehiko; Hirobe, Masaaki
Chemical & Pharmaceutical Bulletin, 1988, val. 36, =2

p. 837 -840

Title/Abstract  Ful Text Show Detais

% ReportItem: Query: 2012-07-13 16:14 Crested: 2012-07-13 16:15 | Modified: 2012-07-13 16:15 Move Down | Remove | Annotstion

Substances: As drawn, Ignore stereo, No salts, No mixtures, No isotopes, No additional rings, No charges, No radicals, align | 2012-07-13 16:14
results with query

LEmEBEREY |

4+ Report Item: IDE-XRN: 1072822 Created: 2012-07-13 16:15 | Modified: 2012-07-13 16:15 MoveUp | Remove | Annctation

Chemical Hame: 37 prep 857
I oH 1-(3,4-dihydraxyphenyl)-2-amino-ethans outof
296 reactions,
Reaxys Registry Humber: 1072322
OH CAS Registry Humber: 51615

Type of Substance: isacyclc
Molecular Formula: Ci:/10z

BEX Linear Structure Formula: Cs3(0H) 2CH41H:
Molecular Weight: 152,131
Synthesize InChi Key: VYFMTTLLBUKUHU-UHFFFAQYSA-N

Chemical Hames and Synonyms

1-(3,4-dhydraxypheny))-2 thane, 3,4-dihydroxyphenyiethyl 34 ylaming, 3-hydroxytyraming, dopaming, DOPA, DA

MRS SERE D

£ ESR Spectroscopy

Description Solvents Comment Reference

ESR-hyperfine coupling constants H20 H. Plancherel, Dominique; von Zelewsky, Al
Helvetica Chimica Acts, 1982, vol, 65, = s p. 1929 - 1940
Triejabstract  Ful Text  view ot arices  Show Detais

Created: 2012-07-06 11:34 | Modified: 2012-07-06 11:34 Remove | Annctation

Report Item: CHR-CNR: 9009206 Mave Up.

Carbaboranes 2s Scholz, Matthias; Hey- 2011 | European Journal of Medicinal Chemistry, 2011, vol. %, =4 p. 1131- 113 1
pharmacophores: Hawkins, Evamarie; Full Text  View citing articles

simiarities and differences | Kaluerovic, Goran N.;

between asoirin and Kammera, Harish;

zsharn Paschke, Reinhard; Wi,

Joanna; Sheldrick, Wiliam
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2. History

BEACER (HISTORY) : REEEZESER - I : #SKMT  BSERKOHEES -

® Recorded Webinar;
Solving tough chemistry problems Insights from an industry

expert Olivia Liang { o.liang@elsevier.com )
Tuesday, Sept. 16, 9:00 AM EDT is logged in

Query Results Synthesis Plans History Report My Alerts My Settings

Reaxys PubChem eMolecules

I—D Combine hitsets select at least two hitsets for combining | @ |

O
a ) 2014-09-22 17:37
310 reactions Wiew Store
Add 2 items from History
J
(=t} - —
297 SBave hitset Xl View Stare
]
67 a5 | | View Store
]
66 soty Please enter a comment: View Store
: | |
68 i Wiew Store
65 Save Cancel
J
64 2014-09-22 1737
122 reactions Wiew Store
- Overlap 2 items from History
a3
836 bioactivities Wiew Store
]
62 108 substances Wiew Store
O
— 16 farnate Lhansr Ctrara
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you want to combine the hitsets

Merge 104 with 99

Overlap 104 with 99

Cancel

Exclude 104 from 99 Exclude 99 from 104

—t [ combine hitsets =
Select at least two hitsets for combining ‘ Print ‘
O o ) 2015-04-19 16:58
105 19 citations Wiew Store
Overlap 2 items from History
104 Edit Create Alert e ) 2015-04-19 16:57
Literature: (Citation Basic Index = 'toxic*') 974822 citations _ o View Store
O Literature: (Citation Basic Index = 'toxic™')
TS
0 591110 reactions Wiew Store
LIz 1098618 bioactivities Wiew Store
O
101 472699 substances Wiew Store
O )
100 6322 targets Wiew Store
ag Edit Crezte Alert 2015-04-19 16:57
Literature: (Citation Basic Index = 604 citations View Store
0 "Ractopamine®") Literature: (Citation Basic Index = "Ractopamine™")
gE
0 40 reactions View Store
97 . - .
738 bioactivities View Store
O
96 202 substances Wiew Store
O )
95 12 targets Wiew Store




3. My Alerts

FTRNZEER (MY ALERTS)

eMolecules

Reaxys PubChem

1 substances

From History
a

A RERESRT  BREESMER -

Query Results Synthesis Plans History Report My Alerts

My Settings

Help
Create Alert

Hint: please enter the name of the Alert and select the schedule (Frequency) in the form below. After each run of the

Privacy Policy
Alert query you will receive an e-mail notification with a link to Reaxys allowing you to access the Alert results.

Query Q Ask Reaxys Substances: As drawn, Align results with query, (BP
H : axists)
A i¥e]
Name of Alert | | Eﬁu A :g *-Fq-

E-mail Address |a.|iang@elsevier.cum

| send copy to | |
e.g. a.smith@test.com;b.smith@test.com

WREAXYS

Query  Results

Recorded Webinar:

Solving tough chemistry problems Insights from an industry expert

Tuesday, Sept. 16, 9:00 AM EDT Olivia Liang ( o.liang@elsevier.com ) is logged in

Synthesis Plans  History Report My Alerts My Settings  Help Logout
Reaxys PubChem eMolecules
To create a new Alert perform a new search and click the 'Create Alert' link on the results page
|
I—’ Delete

Name | Query Description Date created Last run Frequency
triclosanbp [ Ask Reaxys Substances: As drawn, Align results with query, (BP exists) 2014-09-22 Mot yet run After each update
Modify alert

~0O
&
O

Edit query




4. My Setting

B AERZTE (MY SETTINGS) : BB AER « B2 - SUIkIRE CRIZ AR EREAXYS 7TH °
- BREEEEE - ESRESRUSS -

WREAXYS

Query Results Synthesis Plans History Report My Alerts

Modify Application Settings

[EefE AT ERE

Recorded Webinar:

Solving tough chemistry problems Insights from an industry expert

Tuesday, Sept. 16, 9:00 AM EDT

My Settings  Help

Select your favourite structure editor, reaction and substance search options, hits per page and specify color.

Modify Personal Data

View details from your Registration Profile. Includes a facility to change your Personal Details.

EENENN-T

Change Password 1 |§ EQ ‘E El%

Change your Password.

S

Olivia Liang ( o.liang@elsevier.com ) is logged in

Logout

Modify personal data

Change Password

Current password
New password
Confirm password

Back |

I Save I

User Name

Title

First Name

Last Name

Email

Job title

Institution

Location

|o.liang@elsevier.com

[ Mr

|Olivia

|Liang

|o.liang@elsevier. com

[ssmicc

Back

I Save I




4. My Setting

B A1EEETE (MY SETTINGS)
qn - EiRiEEEEE -

Modify application settings

[EEANE RS -
hERAESREUES

1I§EQ%‘2;E%

Structure editor

Structure display options

Reaction/ Structure search options

Query Forms

AutoPlan options

Behavior of Synthesize Hyperlink

Hits per page

Highlights colors

Editors that do not require a plugin to be installed:

® Dotmatics Elemental
() Chem&xon MarvinSketch (Wots: raquires Javs to be instalied)
() GGA Ketcher

Reaxys uses Dotmatic's Elemental as default structure and
reaction query editor, if no other editor is selected

HiR4 *ﬁ..‘alﬁ)\ﬁ“

The following editors can only be used, if the Reaxys Structure
Editor Plugln is installed:

Crossfire Structure Editor
) Accelrys Draw

Accelrys I515/Draw
CambridgeSoft ChemDraw
ICEdit

Please check this with your administrator or click 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.

(®) 0On click offer option to select between simple search and AutoPlan

() On dlick only search for the reactions of the given compound as product

';' On click start AutoPlan with the given compound

Show results per page

. —

Back l Save
—
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WEBINAR & HELP

Easeof Use: EE L7 - AEHIRHEMRINER - MEBERESEMN - K LB

MBS -

Professor Forest Robertson of Western Connecticut State University explains how he uses Reaxys to further educational goals. _

WREAXYS®

Query Results

Ease of Use: FF8 HELP % - 2% B &)

MR EREER

Synthesis Plans History Report

i 2 (R ¥ FE RV AR AR

W REAXYS

o WREAXYS -

Medicinal Chemistry

iSearch for help...

All Questions

New Features (3)
» General Information

Admin Tools 2)
» Guides, Videos and Workflows
» Webinars
> Queries Q&A

» Results QA

Settings Q&A (9)
Structure Editors Q8A )
Alerts Q8A 2)

Q Contact Us ("

Searching for Literature in Reaxys

You can view a video tutorial on “Searching for Literature in Reaxys’ below. Spanish,
Portuguese or French sublitles are also available. Please click on the 'CC’ option, to
access the language

Reactions Search Options

On the Reactions query page , you can input a full reaction or just one substance.
Data can be searched alone orwith a substancel/reaction.  Click the Role radio
button located

Finding Reactions in Reaxys
You can view avideo tutorial on ‘Finding Reactions in Reaxys' below.

Ask Reaxys

Reaxys contains a huge amount of synthesis details, has a rich data set of substance
properties, and includes vast literature coverage and indexterms. Ask Reaxys is
designed to help you get.

How do | set up a reaction query?

Click the ‘Reactions’ icon. On the ‘Reactions query page’, you can input a full reaction
or just one substance. Data can be searched alone or with a substancefreaction. Click
the 'Role radio’ button

« IEEOHO »

Results 1-50f 174
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Where does your
chemistry search
take you?
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