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Reaxys ddna accés a la major col-leccio
de dades de propietats fisiques i
quimiques i de reaccions de compostos
organics, inorganics i organometal:lics.
Son dades experimentals, no
extrapolades o calculades.

Centre de Recursos per a
I’Aprenentatge i la Investigacié

Ofereix funcionalitats com el
planificador de rutes de sintesi, la
generacid de Il'estructura quimica a
partir del nom del compost i diferents
filktres per a refinar els resultats de
cerca.

Es pot cercar per  estructura,
subestructura, text i propietat.

Permet fer cerques de substancies i de

les seves propietats, de reaccions,
incloses les de mes d'un pas, de rutes
de sintesi i d’autors i bibliografia.

La fitxa de cada substancia o reaccié
corresponent a la substancia o reaccid,
incloent la informacié bibliografica.

Es un sistema integrat amb la base de
dades Scopus i el portal de revistes
ScienceDirect.
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B e CRAL:

Reaxys dona informacié quimica des de 1771 i inclou bases de dades de diferents
tipus:

Base de dades de

substancies: Base de dades de reaccions

quimiques:

>78 milions de substancies
organiques, inorganiques i
organometal:liques.

>40,7 milions de reaccions
d’una o varies etapes.

Base de dades bibliografica:

ase de dades de propietats:

o : > 46 milions de registres
> 500 milions de propietats provinents de uns 16.000
experimentals de diferents titols de revistes i de
camps tematics patents de les oficines més
importants.
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Omiia e

Quick Search

Permet cercar:
Substancies

Reaxys Quick search  Query builder ~ Results  Synthesis planner  History Fheiaiegs (@)

Reaccions
Propietats
Bibliografia

Search substances, reactions and documents

in Reaxys, PubChem, eMolecules and LabNetwork

Q Substance Property, e.g. solubility of vitamin D3

AND

@f Create Structure or Reaction Drawing

Reaxys Quick search  Query builder  Result Synthesis planner  History Sign in

Search ) & Structure editor Create structure template from name > | Search this structure as:

* As dwwn
L@ CcxP/=2romO0 " As substructure

e Simitar

WREAXYS' Version: Cerca estructural per Fecdback

buscar substancies i
reaccions

] Tautomers
(8] Steres

+aiNod

(] Additional ring closures

A la cerca de text es

o [ Reluted Markush
pot utilitzar x =
llenguatge natural. o Marvin JS /| -

(W] Charges

Els termes de cerca Editor d’estructures "
poden ser truncats a

I'esquerra, la dreta i

al mig, mitjangant * 13390000

ow [ ool x | R
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Reaxys

=
Import

Permet cercar:
« Substancies

» Reaccions
* Propietats
 Bibliografia
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CRAI

Query Builder

Cerca propietats pel seu nom

Quick search  Query builder ~ Results  Synthesis planner  History Bt = (D
Search properties Q
@ B 1t o
Structure Molecular Formula CAS RN  Doc. Index Fields Forms History
Search properties Q Bemeeivs
PubChem ~\/
Fields Forms History
Reaxys A eMolecules N/
i . LabNetwork
Basic Indexes v SRR
Drag & Drop to build a1 i
g% P Identification v
Physical Properties v
Spectra v
R N Tria la base de dades per
; | veure les propietats
Ecotoxicology v

disponibles
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Reaxys’ Quick search

N L= I © R 11

Import Save Resetform Delete

Melting Point
Melting Point, °C
= Y 200-250
is WV Solvent (Melting Point)
iling Point
Boiling Point, °C
Y 300

Pressure (Boiling Point), Torr
Y 760

S’utilitzen els operadors
booleans (AND, OR, NOT i

PROXIMITY) per buscar
més d’una propietat alhora

CRAI

Query Builder

Query builder Results  Synthesis planner  History Signin @
Search properties Q
Q se2 H (]
Structure  Molecular Formula CAS RN  Doc. Index Fields Forms History
Reaxys /\
i A =
HidS flelcs x Basic Indexes ~
= Identification %
= Physical Properties A~
<2 Melting Point
Fircde Bl A < » < Boiling Point B :
£ Sublimation
B
< Refractive Index
Ea
< Density

Adsorption

More +

v

Les propietats que volem armacological Data =
cercar s’arrosseguen a la D idonlany Feeaback O |

zona de treball des de la

barra lateral

Centre de Recursos per a
I’Aprenentatge i la Investigacio
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Resultats

Reaxys

& Back to Quick Search

19

74,510

Reaxys

& Back to Quick Search

54

6,486

74,510

8,126,202

Quick search  Query builder ~ Results  Synthesis planner  History

Choose a result for amoxicillin

Substances  Structure : as drawn

Documents  Titles, Abstract, Keywords  : amoxicillin

Quick search  Query builder  Results  Synthesis planner  History

Choose a result for preparation of amoxicillin

Reactions Product(s) : as drawn

Documents  Titles, Abstract, Keywords : preparati icilli

Documents  Titles, Abstract, Keywords : amoxicillin

Documents  Titles, Abstract, Keywords : preparation

Preview Results

Preview Results

Preview Results

Preview Results

Preview Results

Preview Results

Signin

View Results

View Results >

View Results >

View Results >

View Results >

Centre de Recursos per a
I’Aprenentatge i la Investigacio

Quan s'utilitza Quick Search
hi ha I'opci6 de
previsualitzar els resultats

Els resultats depenen del
tipus de terme utilitzat per
fer la cerca. Aqui s’ha
introduit el nom de una
substancia i els resultats
son substancies (cerca
estructural) i bibliografia

Aqui s’ha cercat una frase i

dona reaccions i documents
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Resultats: Substancies
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CRAI

Fitxa d'una substancia amb
totes les propietats,

Reaxys

Filters and Analysis

By Structure
Substances Classes
Molecular Weight
Availability
Available Data
Document Type

Publication Year

Opcions per filtrar o
analitzar els resultats

Quick search  Query builder ~ Results  Synthesis planner  History

reaccions i bibliografia

O benzophenone
4 CizHpoO  182.222 1238185 119-61-9
o
v Hit Data- 5 Spectra - 701 Preparations - 3,054 >
O O Identification Bioactivity - 747 Reactions - 14,279 >
N
- Physical Data - 1,222 Other Data - 128 Documents - 12,958 >
< =
v A HitData-5
O A Melting Point - 1 hits out of 85
Melting Point, °C Reference
v
236-238 Zhang, Gui-Sheng; Yang, De-Hong; Chen, Mi-Feng; +1 other - Synthetic Communications,

1998, vol. 28, # 12, p. 2221 - 2225
Full Text 21 Cited33times 1  Show details )

A Boiling Point - 4 hits out of 61

Boiling Point, °C Pressure (Boiling Point), Torr  Reference
306 760
str., 1967, vol. 67, # 116737
Full Text 21  Show details >

305.47 760
1955, p. 354
Full Text A  Show details >

305.9 760
1931.vol. 29. 0. 89.119

El camp Hit Data doéna
les dades concretes de

les propietats que
s’han cercat

Kalamar et al. - Chemicke Zvesti, 1967, vol. 21, p. 350,355,356

Dow Chem. Co. - Adv. Chem. Series 15, Phys. Prop. Chem. Co

Burriel; Marti - Anales de la Real Sociedad Espanala-da Giciaaa.

Feedback (3J
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Filters and Analysis

By Structure

Yield
Reagent/Catalyst
Solvent

Catalyst Classes
Solvent Classes
Product Availability
Reactant Availability
Reaction Classes
Document Type

Publication Year

[ ] Single step reactions only

Amb |’Us dels filtres es
poden ajustar els resultats

Resultats: Reaccions

Quick search  Query builder ~ Results  Synthesis planner

Centre de Recursos per a
I’Aprenentatge i la Investigacio

History Signin ®

162 ReaCtionS out of 117 Documents containing 2 Substances

[] o0selected: Export A,

L]
m R |
o < o,]:.‘,’ X =s cH,
S
Find Similar Reactions )

Yield Conditions

55% Stage #1: amoxicillin; p-toluenesulfonyl chloride In water
3t 20°C ; pH=8 - 9 Torr
Stage #2: With hydrogenchloride In water ; pH=2 - 3

Torr

Experimental Procedure \/

i ,
nes, )k,v\!rnlr..\) S

Reaxys Ranking \v /N ||,

Fitxa d’una reaccio
. amb totes les dades,
Q inclosos el procediment
Begp-ec: experimental i la cita
bibliografica

Reference

Rehman, Hajira; Qadir, Abdul; Ali, Zulfiqar; +4 others -
Asian Journal of Chemistry, 2016, vol. 28, # 2, p. 343 -
346

Full Tex 72  Show details )

Es pot arribar al text

complet

Feedback (9
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i Resultats: Bibliografia o i

Reaxys Quick search  Query builder ~ Results  Synthesis planner  History Signin @
Filters and Analysis I ¢ Back to Results Preview I LI |Stat d e d OocCu mentS
ordenats per rellevancia
Index Terms (List) v 6,486 Documents with 9,906 Substances, 12,529 Reactions pe r d efecte ; pe rb h i h a
Index Terms (ReaxysTree) v altres OpCionS
[T] 0 selected: Export A, Relevance v AN
Publication Year v
Document Type N [[]  Amoxicillin sodium potassium clavulanate for injection preparation, and its preparation
ot ! method (by machine translation)
IO N7 North China Pharmaceutical Co.,Ltd.; Gao, Renlong; Hu, Weigug 4 A SNl
. Patent Family Members: CN105343067 A Acces a Ia prlmera paglna’ €n el Cas de
Patent Assignee N Abstract \,  Front Page Info «/ X Ies pate n tS
Sttt e « O Preparation of amoxicillin intragastric buoyant sustained-release tablets and Cited 8 times

SE 2 the dissolution characteristics
ubstance Classes v
Tol Tadakasic M Voskitanis foural e /
: Journal - Acces al text complet
Reaction Classes v Abstract n, IndexTerms », Full Text 7
[[] Novel sodium amoxicillin preparations
3 Gist-Brocades N.V. - US4607029, 1986, Al E|s autors estan en”agats

Patent Family Members: PT70225 A; LU81753 Al; IE791875 L; BE879174 Al; DK413279 A; ... . .
Abstract \,  Front Page Info \,  Substances \,  Full Text 7 am b |a I nfo rmacio d e |es
seves publicacions a Scopus

[] Preparation and in vitro release of amoxies Frecr-Telease tablets
=Qiao - Chinese Journal of Antibiotics, 2003, vol. 28, # 9, p. 534 - 536
Abstract » IndexTerms v Full Tet A

Ye, Bing; Liu, Zhong-Rong; Ji, Yura

Accés al resum

10
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Synthesis Planner

Reaxys Quick search  Query builder ~ Results ~ Synthesis planner  History Signin @ A pa rtl r d ’u na
substancia es pot

Filters and Analysis Database: Reaxys - 19 &
elaborar una ruta de
EySwucti v 19 Substances outof4.2520. ining 211 Reacti Sl’nteSi e @
I
Substances Classes v o o - d e forma a utométi Ca
Molecular Weight v (Auto p I a n )
Availability . | Q Synthesize X
1 > Manuall 4 26787-78-0

Available Data v k%
m ' > Autoplan Bioactivity - 4,062 Preparations - 20 >
Document Type v 2 Other Data - 994 Reactions - 162 )

. Spectra - 53 Documents - 3,930 >
Publication Year v 3 = Synthesize »

Add preparation - 19 X

Preparation

|

1

atoar el

Amb I'opcié manual cal
triar la reaccié que ens
interessa i afegir-la al

O pla de sintesi

Add 1to plan >

11
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i Synthesis Planner

Reaxys Quick search  Query builder ~ Results ~ Synthesis planner  History Signin @
Synthesis Planner Edit 2 Synthesis plan 1
Import &, Save [@) Export 4, o (o] Q)]

Synthesis plan 1

@® Show condition x
& Hide preparatio
-+ Add preparations

@] Remove preparati

Aqui s’escull el
Pla de sintesi
que interessa

Conditions X

Preparation - 1

Yield Conditions Reference
Cadascuna de les etapes de = _
reaccié dona l'opcié de veure v/t e -
les condicions i procediment Experimentl Procedure «

experimentals

12
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Reaxys Quick search  Query builder ~ Results  Synthesis planner  History Signin @
Filters and Analysis < Back to Results Preview | Database: Reaxys - 19 3,
By Structure v 19 Substances outof 42520 ining 211 R
Substances Classes v
[T] Oselected: Options s/ 00 @  NoofReferences v L

Molecular Weight v
Availability v ] a Synthesize x

3 Manually 4 26787780
Available Data

> Autoplan Bioactivity - 4,062 Preparations - 20 >

ta - 994 Reactions - 162 >

Spectra - 53 ments - 3,930

L'opcié Autoplan

serveix per crear
la ruta sintéetica
automaticament

Reaxys Quick search  Query builder  Results  Synthesis planner  History Sign in

Synthesis Planner Plan 1

Edit g8

Import &, Save [ Export 2, ° o
Autoplan1 5 A

Plan 1

Plan 2

~

Plan3

>

Plan 4 ip &%

Plan §

S’escull el Pla R R R
de sintesi amb

el que es vol
treballar R

Centre de Recursos per a
I’Aprenentatge i la Investigacio

CRA

Aqui es
defineixen els
parametres
per generar

la ruta o
rutes de
sintesi

Create plans by autoplan

Number of plans to create
Max, alternative branches

Max. number of steps

Stop searching if starting material

is commercially available

Default yield for reactions without

a given yield

D Always show screen before creating autoplan

5 v
5 v

® Yes () No

——

Create Plans 3

13
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i Gravar i Exportar

Des del Query Builder:

Reaxys Quicksearch  Query builder ~ Results ~ Synthesis planner  History Signin @
i 5
L B O @ g #
ES pot g ra Va r Ia Ce rca pe r Import Save Resetform Delete Structure  Molecular Formula CASRN  Doc. Index Fields Forms History
. 7
repetir-la mes endavant S x|
Chemical Name & Refractive Index
is Y amoxicillin B
S Density
< Adsorption
Effect (PharmData) [H] Find any Showfields v x
More +
. i
Spectra v
Pharmacological Data A~

<& Effect (PharmData)

<> Endpoint of Effect (PharmData)

< Species or Test-System (Pharm- ::
Data) i

<> Sex(PharmData)
Des de I'Historial: S, foe st

<> Concentration (PharmData) i
Feedback CJ

Reaxys Quick search  Query builder ~ Results  Synthesis planner  History Signin @
History

Recent  Saved

Reaxys

4,252 Documents Today 17:09  Query Builder: in documents - Edit Query [ Save [T
54 Reactions Today 17:03  Quick Search: “preparation of amoxicillin"

14
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Des del Synthesis planner:

CRAI

Centre de Recursos per a
I’Aprenentatge i la Investigacio

Reaxys Quick search  Query builder ~ Results ~ Synthesis planner  History Signin @
Synthesis Planner Edit 2 Plan 1
Import &, Save [  Export 4, o o) Q)]
Autoplanl (5 A
Export reactions
Es pot gravar Choose a formst:
la ruta de YR —
> . Ean G Additional options:
sintesi
<
o 9  cn 2 m & L L &
AL i O —ie
J 95% o o
= =] =]
H‘WO N —_—

-+ Create new

Export documents

PDF/Print v
[m] Include structures

[H] Include experimental procedure

["] Include a deseription in the document

Es possible exportar en
diferents formats, les
reaccions i els documents

15
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Exportar

Des de la pagina de resultats d’'una cerca de bibliografia:

Reaxys Quick search  Query builder ~ Results  Synthesis planner  History Signin @
Filters and Analysis < Back to Query Builder ‘
Index Terms (List) v 4,252 DOCU ments with 20 Substances, 23,406 Reactions
Index Terms (ReaxysTree) v
[T o0 selected: Export 4, Relevance v N |,
Publication Year v
Document Type NV [] Beta-lactamase resistant antibacterial compositio
L Kim, Yeong Sul - EP606506, 1994, Al
Authors N Patent Family Members: EP606506 AL; JPH062/34640 A
Export documents b
Abstract \»  Front Page Info \,  Substances \ |
Patent Assignee v
) [[] BLactam antibiotics and process for their us = Choosea format: PDFfPrint h
Journal Title v

4 2 Bayer Aktiengesellschaft - US4147693, 1979, A1
Subsarios Classes O Patent Family Members: 1L48538 DO0; BE836022 Al; IE43¢ Range: All results - 4252 v

Abstract \»  FrontPage Info \»  Substances \» | The Export is limited to 1-1000 range.

Reaction Classes v ;
= 5 Export: @ All available data
[] Process for the preparation of hydroxy-alph it data only
3 Antibioticos - US4193918, 1980, Al
Patent Family Members: IL53553 DO; ES459494 Al; BE86 Additional options: H| Include structures

Include abstracts

Include reactions

Include Front page information

Include a description in the document

16
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Exportar

Des de la pagina de resultats d'una cerca de substancies:

Reaxys Quick search  Query builder ~ Results ~ Synthesis planner  History Signin @
Filters and Analysis | ¢ Back to Results Preview ‘ Database: Reaxys - 19 <
By Structure v 19 Su bSta NCES out of 4,252 Documents containing 211 Reactions
Substances Classes v

[C] Oselected: Options A o0 Q)] No of References \v /N |,
Molecular Weight v
Availability v O Select action X
1 354 26787-78-0

Available Data v "

/@l Bioactivity - 4,062 Preparations - 20 )
Document Type v Other Data - 994 Reactions - 162 >

Export 4, Documents - 3,930 »

Publication Year v E

Amoxicillin Export substances Reaxys X

2 CigHi19N3OsS  365.41 24141054

mm T Bioadivity-20 Choose a format: PDF/Print ~

=] Range: All results - 19 v

_ Export: © Al available data
O AGING Identification data only

CieHi9N3OsS  365.41 5485834  38083-36-2 .

Hit data only
|dentification Bioactivity - 2( Choose specific data
Physical Data - 1 Other Data - 3 - .
Additional options: B Include structures

Include a description in the document

17
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Des de la pagina de resultats d’'una cerca de reaccions:

Exportar

Reaxys
n Filters and Analysis
19
By Structure v
Yield v
Reagent/Catalyst v
Solvent v
Catalyst Classes v
Solvent Classes v
Product Availability v
Reactant Availability v
Reaction Classes v
Document Type v
Publication Year v

1 Single step reactions only

Quick search

Query builder  Results  Synthesis planner

. ¢ Back to Substances ‘

211 Reactions out of 4,252 Documents containing 19 Substances

[] 0selected: Export 4,
O Q Options
1
"o
mm " 2
e e TTX + O:SOCH’
o !
B i cl
i=] =2 Synthesize >
Find Similar Reactions )
Yield Conditions R
55% Stage #1: amoxicillin; p-toluenesulfonyl chloride In water R
2t 20°C ; pH=8 - 9 Torr A
Stage #2: With hydrogenchloride In water ; pH=2 - 3 3¢
Torr Fi

Experimental Procedure v

"o

s o+ OTe -

History

Database:

3

CRAI

Signin @

Reaxys - 211 v

Reaxys Ranking v N |,

Centre de Recursos per a
I’Aprenentatge i la Investigacid

Export reactions

Choose a format:

Range:

Export:

Additional options:

PDF{Print v

All results - 211 hd

@) All available data
Identification data only
Hit data only

H| Include structures
M| Include experimental procedure

Include a description in the document

18
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