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NOTES ON REAXYS R105

REAXYS R105 NOTES

« Outlines techniques to find + The properties of substances are of fundamental
property information in Reaxys for importance to the vast majority of the sciences and

to many fields in industr
the three common use cases: y y

_ ) _ + Properties impact:
+ To find property information on a

single substance e On ;tudies in t'he medical s'ciencg:-s, on the _
environment, in the materials sciences and in
« To find property information on a engineering, and of course in the chemical
group of substances sciences...
. . . ...even in astronomy, where the spectral properties
+ To find substances with specific of chemicals provide information on what is
property information happening beyond our planet
. C(?ntains links to supplementary + Reaxys R105 does not address chemical properties
slides (the reactions of chemicals) which are discussed in
Reaxys R104/R203), nor bioactivities of substances
+ Simply click the link for more which are a key component of Reaxys Medicinal
information; when finished there is a Chemistry

link back to the referring slide
+ Instead Reaxys R105 focuses on the vast array of

For an outline of other presentations other properties of substances, and gives examples in
in this series, go here the broad area defined within physical and spectral
properties

¢ A vast amount of literature in the sciences reports mainly on the properties of substances
¢ Reaxys contains information on properties in >500 fields, and has >>500 million property data values

¢ Reaxys has, by far, the world’s largest database of experimental properties ...

. and has unique functions to search for them
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DISPLAY OF PROPERTY INFORMATION
BENZOIC ACID

+ Property information varies with the property concerned * Raling Paint (£7)
Bading a
. . s _ege . Pont
+ Toillustrate this, the initial display for ti:ue record for gy en e
benzoic acid gives a summary of the Available Data, and T A
TAbtnet  Ful Tend Showm Dok
further details are d1splayed after each of these is 2
clicked = e e o
; Bty Ligssass ;:::b-:-.;-':--r—-m'-- ;:::::‘:-'Ox Sty Nt ) Mawms Otec b ovi Prwewt Setee
ke & f' Sh=arbifs st aon [e——, Iome lum Sesea FRaT ST TIT ahice K5 &S s
i = Fiyacy .,a,u {2951) e o Pa——
HECE T;n’& (144 ey g Ay B3R
LiseSdppsicani n|§4 )
01w e Nets r-ll-n,dn! 71}
* Diact-cal Mot (25)
+ Note that some property fields have numeric data, and Do | LD bonant Sevastava, & N, Singh, Sukier, Bumar, Virendie
L. ) ruvveet Poserd of the [rcln Oharvicar Socheny, 1988, vt (4,
the value depends on the conditions under which the Tgaaat | ABTRL. - SowDust
measurement is performed
+ Boiling point depends on pressure
+ Dipole moment depends on solvent £ Parttion octan 1ol water (WCS} (3)
+ Solubility depends on solvent and temperature Durthicn Constast W98 Yumpersture  Ratersnce
+ Partition in octanol/water depends on temperature S Baone, e Magn, Michne, Mari Mo oo e, Gmfrscs, G, St
+ Spectra may be run in solution, solid matrix or gas phases Cremary- A Eusesn ourat 2063, ok 8 45 p. 1015 382)
Other property fields have text information
In Reaxys you may search: B
+ The field (i.e., you search only for substél_| exists :hat have TR R
1nformat1op in the field - c;heck the box ) e e prmiisrrs i
Text descriptors or numeric property values s ‘““”“""“"‘""“'"‘" % 8 T
+ Data in the sub-fields (e.g., the pressure at which the
boiling point is measured)
* Miyowesrence Spmetroscopy (183
: : : : e e e e B e st
+ For some further details of the information available for e g ar U s
benzoicC acid, go here e [ k| EEa e e T L
* Dhe Apphenivm
* U (5447
Uas Pattaen —— S

Crem e b vie o Chr s e LR WA CITETEA, Peda Vs, Sk Chen bas s s——
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SEARCHING FOR PROPERTY INFORMATION IN REAXYS

+ Information on properties in Reaxys

may be found:

+ In >48 million bibliographic records

+ In ~600 property fields that contain >500
million property values/data

+ Through records in >57 million unique
substances

+ Searches may be performed:
+ By natural language text queries through
Ask Reaxys
+ By text queries and/or property values
through Search Forms
+ Through property taxonomies in
ReaxysTree

+ In general, there are three use cases:

A SUBSTANCE => PROPERTIES
SUBSTANCES => PROPERTIES
PROPERTIES => SUBSTANCES

+ Not only do you need functions to find
properties, but you also need functions
to find substances with specific
properties

SUMMARY

NATURAL
LANGUAGE

Reartom

Sow WD Bumoes

Add to Query

Ask R‘J!;’.w

MadiTm eerenTy Lhemature RearpTive Pyysical Serte ariral Product Asvarced

ce

3P

Q. And how do you find substances in Reaxys?
A. In fields available through:

Ask Reaxys %

Structure Molecular Fcrmula% Alloy

and

Add/Remove Fields...  (i.e., in forms that search substance identification fields)
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FINDING PROPERTIES FOR A SINGLE SUBSTANCE

SUBSTANCE => PROPERTIES
+ The general strategy is:
1. Find the substance
2. Click links through Available Data

+ For example, if you want physical data
on cis-platin you first find the substance
and this may be done through:

+ Ask Reaxys

+ Substance identification querylets such as
Chemical Name

« Structure search (As drawn)

+ Having found the substance, note the
links through Available Data

+ A summary of the spectral information is
shown on the right, and a summary of
the physical data is shown on the next
slide

CIS-PLATIN

Ask Reaxys g CIS-PLATIN

MRl
\41N

U= 18

00 | Show Detal

S SINGL
Chemical Name:
ch{ PN, )(CT)5)

Reaxys !

CAS Registry Number: 1556527 1

Yype of Subistance: Cordnaton canpandhouge o 0ASHE LUEATng
compeuns

Modecular Formula ClioNm

LUinear Structuee Foemuda. O N, 29

Motecular Weight w0 087

InChE Kevy: LXZIYRPGIAPOUE-LIITPADNVSAL
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4 Spectra
¥ NMR Spectroscopy (20)
¥ IR Spectroscopy (11)
¥ Mass Spectrometry (1)
¥ UV/VIS Spectroscopy (19)
¥ NQR Spectroscopy (1)
¥ Raman Spectroscopy (1)

¥ Luminescence Spectroscopy (3)

¥ Other Spectroscopic Methods (1)




FINDING PROPERTIES FOR A SINGLE SUBSTANCE

PHYSICAL PROPERTY DATA FOR CIS-PLATIN

£ Physical Data ¥ Enthalpy of Formation (1)
¥ Refractive Index (3) ¥ Further Information (19)
¥ Density (1) ¥ Interatomic Distances and Angles (1)
¥ Conformation (1) ¥ Ionization Potential (1)
¥ Crystal Phase (2) ¥ Magnetic Susceptibility (1)
¥ Crystal Property Description (2) ¥ Molecular Deformation (1)
¥ Decomposition (1) ¥ Optics (1)
¥ Dielectric Constant (1) ¥ Partition octan-1-ol/water (MCS) (1)
¥ Dissociation Energy (1) ¥ Solubility (MCS) (8)
¥ Electrochemical Characteristics (3) ¥ Space Group (1)
¥ Electrolytic Conductivity (8) ¥ Transition Point(s) of Crystalline Modification(s) (1)

*

2 Blectralytic Conductivity (8)
Flectrodytic Tempersture  Scivent nd ot VAT Bak
Conductivity Conductimty
0.304 5*V{on*mol) NN- Conductrty at Hug, Faziul; Mazumder, Mohammed Chsanul Hoque; Y, Jun
dmettwyiformamide  nirite Shtion Qing; Beale, Philip; Chan, Charles
weber ChamMeaChem, 2042, vol 7, # 10 p. 1840 - 1846
Tee/Alisract  Full Tesd  View cling arUickes  Show Detain
00019 S*Wam*mal) 24 26°C DMSO Mol 159 mM Bened Luigina; B, leri, Enrico; C pokio, Giorgio)
conductivy Colangelo, Denato; Viano, Hlario; Osella,
Inorganica Chimica Acta, 2000 , vol 305, 21 p, 61-62
Tise/Abstact Full Test View oting orticdes  Show Detain
01077 S*Wom*mal) 25 °C Qo Molar cationc C = 1£-3 mol\ Burglen; Heyn
onductity Zetsctet fur Chemie, 1984, vol 24, & 7 p 264 - 265
THwAbCraet Bl Test  View oting artiches  Shinw Detads
04001 $*ylon"mal) 25°C DS Moler Caton €= 153 molh Burglen; Heyn
conductivity Zescrelt fur Chomue, 1984, voL 24, # 7 5 264 . 265
ThejAbstract Ful Tost View cting artickes  Shaw Detain
00107 - 35°C 2o Huo dies: 2000 |/mok; Chernysey, L L; Yakshin, M. M,
0.1526 5*%{am*mof) conductivity depending on tme) Lrv. Plat, 1940, vol 17, p. 29- 54
Fubl Text Show Detars
Gmelin Mandbook: ¥t Myl D, 104, pege 243 - 255

REAXYS

HOW YOU THINK HOW YOU WORK



CONTENTS

Introduction
Find properties for a single substance
Find properties for a group of substances

Find substances with specific property
information

W REAXYS

OUTHINK HOW YOU WORK




PROPERTIES FOR A GROUP OF SUBSTANCES

ELECTROCHEMICAL CHARACTERISTICS (CYCLOVOLTAMMETRY) FOR FULLERENES

SUBSTANCES => PROPERTIES

+ To find a property (e.g., cyclovoltammetry) for a
group of substances (e.g., fullerenes), you may want
to retrieve only those substances that have that
property

+ There may be many substances in that group for
which the specific property data is not yet available

+ To achieve this, you need to search for the group of
substances AND for the property field

+ One way to search for “fullerenes” is to use operator
“contains” in the Chemical Name Segment Querylet
Chemical Name Segment containsf v
+ Remember that in Reaxys, this operator
automatically applies left- and right-hand truncation

+ Add the querylet for Electrochemical Characteristics
to your search box and check “exists” ™ aet

+ Finally, click BRI RNl

+ This search gives around 700 fullerenes for which
cyclovoltammetry information is available

+ As an example (shown on the right), there are 29
reports (mainly in different solvents) of
cyclovoltammetry for just one of them (fullerene
C70)

[ESUL T
Charsical Name " : inclip ¥
Oarmicsd Narre Seymet (OsLise ¢ FALER [TOTOPE .
Molecuter Formada " LB Lockup X

Shices AND Birmoin

Propmcsl Cata

Erctrocerncsl Chasctensio g atits

Shiwe AND Buzomm
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Pemscenmfensoasere; 01 M TMBr, Yug l-v vi Natadys A;
MQLM Adriar
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FINDING SUBSTANCES WITH SPECIFIC PROPERTIES
1. PHOSPHORESCENCE QUANTUM CHEMICAL YIELD THROUGH SEARCH QUERYLET
PROPERTY => SUBSTANCES

+ The general search strategy starts with finding records that contain the property of interest

+ Depending on the type of search conducted, you may either browse records, or may use Reaxys post-processing tools, to
identify substances of interest

+ For example, if you were interested in substances for which PHOSPHORESCENCE QUANTUM CHEMICAL YIELD has been
reported, you could start your search either:

1. Through a Phosphorescence Spectroscopy Querylet
2. Through ReaxysTree
3. Through Ask Reaxys

+ Steps for the Querylet search are: v oy

e " 1

1. Customize the Phosphorescence Spectroscopy

Querylet (and its Description Querylet - we will sk s Ay Add/Nemove Fields
use this soon) in your Search Form
2. Check ™ eusts then click R RPN e

+ Reaxys displays all substances that have

. LS >10,000 substances have data in Phosphorescence Spectroscopy Field;
information in the Phosphorescence i S,
. the “Hit Data” Field is always shown for the Querylet searched
Spectroscopy Field
— - —ee ) Singe 3 Arhman . W
3. Browse through the substances, or narrow them e ———— s
with options under Analysis View or under Filter -.'-.‘ e S b A
by: (next slide) 2
REAXYS Bl -
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FINDING SUBSTANCES WITH SPECIFIC PROPERTIES

1. NARROWING SUBSTANCES THROUGH FILTER BY: SUBSTRUCTURE

PROPERTY => SUBSTANCES e e
. : : viybaldyl O i
+ You may also choose options under Filter o @ s ioners marso
by: to narrow answers p— j - e pleagy i
Sebratnahue - Servorty :'mu
. . . l'.’)ﬂ
+ For example, if you were interested in Zn- Ml Wik ’ o
.. . . Patier of Fogments » B ot o ‘“' e
containing substances for which there is i * B
information on phosphorescence spectra, SeanyDun 3 Incuge retzd Narkush
from the querylet search (previous slide) B s  wwaote togettes
Pt Froduct
follow the steps: — - P plecsy
. Fiter by Acslaéty e 08 3 :lrll:::awn
1. Click iz = T 9 o
nmmm » | i ‘,vvuf ’.Vf.r‘ aw Thargiats brum Nerw B )
2. Draw the structure query (a Zn atom) e Aexmgtne DA} 3 Copy Struches 13 Query | | gy Boxscsurs im0 Umets | | Sxcuse Oose
3. Click Substructure T
4' Cl‘]Ck -u_m‘ Neacom 5 o | & (Negart) rm,m‘ Ctatiwn . ° oo | o
. - G ARl e
+ Reaxys displays >300 Zn-containing r—’_. o Ot e _w},_‘ s | ot (mti b : i ]
substances for which phosphorescence | tnaen JE—— i e | Ao tua e
spectra are recorded ol s o e By
MO | s o
1 L'.'.‘."Ju Fiwmmela P
WHAT WE DID: B [
alacd_ o (e Outale Motocular Weight 95 155
T 1oChE Koy AXAZMDOMNTHOW-UNMFIFROTSA N
QUERYLET => SUBSTANCES => FILTER BY
Chermcsl Mamee and Synonymm
WE ALSO NOTE... D“Cﬁ::::enoe \ Srttngt e, MeyTn, Tidey, DATHI, a7n, Meadn, Trdded
2 o Data
- and we wonder what terms are in this T~—_| R R
field (to see if this offers another way to Piswhersscmor Brachen; Gurter; WeCaftoy
Jourred of Propsicsl Chamsatry A, 1997, wal 101, & 51 p W54 - 5662
narrow answers) T Pt Tut oo g wien” Snaw Dt
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+ Scientists are curious, right? We learn
by observation, then in this case may
wonder “What terms are in the
Phosphorescence Spectroscopy =>
Description Field?”

+ Simple..

Click ke in the Description
Querylet, and note the drop-down text

+ Click phosphorescence quantum yieid (767)
then click UekEE:

+ Reaxys transfers the information to the

query box; click BRI NS

+ Reaxys displays the specific data
relating to phosphorescence quantum
yield

+ We have found another way to find
substances with specific information on
phosphorescence quantum yield!

PROPERTY => SUBSTANCES

1. PHOSPHORESCENCE SPECTROSCOPY: DESCRIPTION QUERYLET

Loy X

Seyn

degree of polanzation of prospharescence (YR
delayed phosphormscencs (15

Nengy transfor Yom triplet state (581

maneimia (2025)

PROSpROMSCence (B128)

prospRarcence decay knehcs (105

PROS A CrERcence exclaton spectium BE)
prosphorescence (fetms (YOT3)

trisiet state queecting S5
Diglet sae sublivvsl Bhudiee 20)

hosptonmcencn guanrtam yaed (fol)
PROAPROESOONCe Quenching (K01
pacirum Q00N
gdet Ml 0eody Nretios §312)
triplet s=ate srengy (3300
Lriet shale Mutom B355)

\ triphet scate Quantum yield (2929

\:ruxw B : ‘;;m«amwnmw loskip ¥
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r Molwcular Farmuts C 10
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m.an

- Mules wtar 2
T T T S 0N ey SVSCTWEULYIENS (MFTRACY SA W

Chemes ol Marmes ard Synanyee

tmrasyherane, cartany b () |, B , &

2 Wit Dara
& Phosphormscence Spectruscogy [ 3 MRs out of 101 viww ot )
Descrytios

PR P erEITRE qua et v I8 X

v
W S Oas T e | i Ota (W=
( Chemical Mame ! "-:‘ww

w, My by () Astone, dyPerimetiuscne, & nnaitane

Chen, SunCh Fang, Tal Shan

Chomeal Mysos Leters, 2007, vol 450, #1) p.85- 0
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FINDING SUBSTANCES WITH SPECIFIC PROPERTIES
2. PHOSPHORESCENCE QUANTUM CHEMICAL YIELD THROUGH REAXYSTREE

+ When using ReaxysTree you may either:

E

ReaxyaTres

A || @Y

Mesctars

B

Lintaton

®

Prrecal

©

Matersl Procssd

Gzezy

Stitarzae MosZrermary

+ Scroll through the hierarchies to find fields of interest, or

+ Enter a property of interest in the Find any term box

By

awse Literatury
Lok Uriungh tve Rocorys s v bvawarn) M Merarity of @vdtes bne! prepertae. Soboct Mermm end C0h Seanh 8¢ chok amy Lrre Ar ivemsdiits wenie

+ For example, one of the 4 headings in ReaxysTree is B
physicochemical properties " e
- PIWIED Chesmics aranss methoos
+ phvein chermic propeytes

o Click to see the next level in the hierarchy

+ There are 19 property fields at the next level

+ Click IH next to magnetic property to see the next level in

the hierarchy

+ Further levels are available (click next to the level of interest)

Perhaps there is something on phosphorescence spectroscopy in

one of the hierarchies? ...

(Let’s try the Find any term box...)

- Quantum chermacn —wwm

Search Literature

B &0 m]agnetic property
{Madnetic Data, Magnetic Propertles

& | physico chemical properties
physico chemical magnitude, physico chel

& O [ catalytic 1propert\/
catalysis data, catalysis properties, catalyst propesties, cataly

B & |
~ (Elex rty"t'.v cal Data, electrical proparties

® (3 [ electrochemical Property
{Electrochemical Behavior, ¢

& [ [J) energy parameter
{Energy Data)

® (2 () magnetic property
{Magnetic Data, Magnetic Properties, magnetical properties, magnetical property)
/ & (3 [O) mechanical property
(mechanical properties, Mechanica

magnet
E] [ diamagnetism al Propertes(MEC))
: () galvanomagnetic effect “e0m
_Butwhereis | ehp ) ¥ © 0 opticl propery
phosphorescence™? = RO o maent suscepibity) O o pown
E] O magnetic flux - przalsej;qr‘ppg:ty data, phase data, phase properties)
E‘ l:l ‘;‘ r&?‘jg'ne(&lsll!'}?m-eqﬁ:jr'ff NOMEets) - D 1;‘ P,????"tga]nﬁ‘it;?g!”:q phase transformations, phase transitions)
@

[ magnetic phase diagram
# (3 () magnetic phenomena

@O radiologic!al property
{raaiological prope rties)

& (3 () safety property
{safety data, safety i

roperties)
28U mggrlmetlcstruftur‘e B (3 [ solution behavior
. B e solution behavior / S0
# (3 () magnetic susceptibil &
17v1.'1gr:<:'(>‘: ‘,-u-:-[f,‘rte Ity wity Wi svo‘rj., Cp pgrty acol ffect ff acustic prop
® (3 () magnetic temperature B 3 () structure parameter
® (3 ) magnetization @ @ [ sub
{magnetizations) {spe
p—— ® O -
‘ R AXY {tharmache al data, Thermodynamic Data, thermodynamic properties, thermodynamic
E S & (3 (J transport phenomena
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FINDING SUBSTANCES WITH SPECIFIC PROPERTIES
2. PHOSPHORESCENCE QUANTUM CHEMICAL YIELD THROUGH REAXYSTREE

*

*

*

*

Start typing in the Find any term
box

Click phosphorescence quantum yield

Reaxys finds the term in the
hierarchy

Click
Reaxys gives citations
Click ;gmumw=s in the citations

interest to see substances of
possible interest

Uewe Cphotochemical reaction

QY Wi | T

NosCramury

A | e

foscn Sutamnrcon Lherars ReaxysTres

Browse Lterature
Look through the Reaeys deta By browsing B hearchy of entifies and propertes. Seect oo o

. I

phospharescence decay kinetic
phosphorescence excitation spectrum
phosphorescence lifetime
phospharescence maxima
phaspharescence guantum yekd
phosphocescence guenching
phasphorescence spectrascopy
phosphocescence spectrum
phosphacylatian

photoassisted catalysis
phatoblochemical reacton
photocatalys:s

photocatalytic activity
photochamical quenching
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R

QY W | E

ReaxysTroe

A |
o

Reamwre Swoviances Moo renmvery Utermre

Browse Literature

Look thyough ®e Ramoye dats By trowecs; & teerwciyy of ertfies mnd properties. Setect fters ||

SORIROOCKEOE NN el ——
Do Setect N Mghlightod  Dessiecs Al

. 0 ReaxysTree
L phiysico chemical analysis metheds

# & () specroscaskal snaysis
# ) | phasphoresconce specroscopy
1) & prasprorescence cusntum yiekt
= | vlyn'io chemchl properties
bl SubStaae SoRCiroscopy
® 2 PhOShOsesRne SHErusnyy

17 J ROSROTESCENCE GUAntLM Pkt

Search Literature

and 2,2'-bipyridine ligands

complex.

Keywords:

¥ Show All Reactions (3)
¥ Show All Substances (9)

N - | — I'S' |E
Synthesis, Chen, Qun; Qiang, Jia- 2013 Inorganica Chimica Acta, 2013 , vol. 394, p. 184 - 189

characterization, Yan; Xu, Ya-Qing; Zhang, Full Text  View citing articles

luminescence properties, Qian-Feng; Ma, Xiu-Fang;

and DFT calculation of a Qiang, Jia-Yan; Tong,

cationic cyclometalated Bihai; Xu, Ya-Qing; Zhang,

iridium(III) complex with Qian-Feng; Leung, Wa-
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4 Title/Abstract

Synthesis, characterization, | e properties, and DFT calculation of a cationic cyclometalated iridium(III) complex with fluorine- ining phenylq linyl

A cationic bis-cyclometalated iridium(III) complex, [Ir(hfppq) 5(bipy)][PFg] 0.5H,0 (hfppq = 1,1,1,3,3,3-hexafluoro-2(2-phenylquinolin-4-yl)propan-2-ol, bipy = 2,2"-bipyridine, 1), was
obtained from the reaction of the p-chloro-bridged dimeric complex [Ir(hfppq),(p-Cl)]; and bipy in the presence of KPFg. Complex 1 shows a strong emission both in the solid state (ca. 595
nm) and in CH,Cl; solution {ca. 585 nm) at room temperature with the phosphorescence quantum yield of ca. 0.698 and emission lifetime of 0.96 ps. Density functional theory (DFT)
calculation was performed on the ground and excited states of complex 1 to provide insight into the structural, electronic, and optical properties of the cationic cyclometalated iridium(III)

Author: Crystal structure; Cyclometalated; DFT calculation; Iridium(III) complex; Photoluminescence; Synthesis
Reaxys Terms: 1,1,1,3,3,3-hexafluoro-2(2-phenylquinolin-4-yl)propan-2-ol; 2,2'-bipyridine; CH,Cl;; KPFg; bipy - ambient reaction temperature; density functional theory; luminiscence
type; optical property; phosphorescence quantum yield
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+ You may also Ask Reaxys
in this case Reaxys gives Ask Reaws% PHOSPHORESCENCE QUANTUM YIELD
citations directly

Phusprarestornce Penzkofer W13 Chamical Physics, 2013, vel 415, p 173 - 178 ]

+ Browse through records
to look for substances of s o ree T ——
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SEARCHING PROPERTIES

SUMMARY

+ Information on properties in Reaxys may be found:
+ In >48 million bibliographic records
+ In ~600 property fields that contain >500 million property
values/data
+ Through records in >57 million unique substances

+ Searches may be performed:
+ By natural language text queries through Ask Reaxys
+ By text queries and/or property values through Search Forms
+ Through property taxonomies in ReaxysTree

+ Often a combination of these search strategies may be used to
maximize search precision/search comprehension

Reaxys R105 gives just samples of the techniques that may be
used; discover other techniques yourself!

REAXYS
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FURTHER PRESENTATIONS IN THIS SERIES

REAXYS R101 REAXYS R102

A QUICK GUIDE

An overview of
the functions
of Reaxys 2014

TIPS FOR
LITERATURE
SEARCHING

A quick guide
to searching
literature

REAXYS R201

ADVANCED
STRUCTURE
QUERIES

Searching by
substructure

REAXYS R202

ADVANCED

NAME AND
FORMULA

SEARCHING

Searching for
Substances by
Names and
Formulas
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REAXYS R103

BASIC
SUBSTANCE
QUERIES

A quick guide to
searching for
specific
substances by
name, formula
and structure

REAXYS R104

BASIC
REACTION
QUERIES

A quick guide

to searching

for chemical
reactions

REAXYS R105

SEARCHING
PROPERTIES

A quick guide
to searching
for properties

REAXYS R203

ADVANCED
REACTION
QUERIES

Additional ways
to search for
reactions




EXAMPLES OF INFORMATION IN PROPERTY FIELDS

. S Nt 7, oG
e ] | AkTvee | ) Hasctaens | vMintle Caa

Chamical Nama 020 prep e
— bengox 20d out of %
- ‘\) LI622 rescticns.
f"“\ ), Reaxys Rogistry Number 636171
MD = CAS Rogistry Number 65850
Type of Substance: ooy
Melecwlar Formula: CH.0,
Linear Structure Formla (CH, 00 H
Melecular Weight 122.12)
INCHE Kay: WIRYMELBO) AT P-UATTACY SA-N

Available Data in the Physical
Data, Spectra and Ecological
Data Fields for benzoic acid

Natunal Frodus {7

wEaa

Synthesize | Show Detals

% Physical Data
¥ Melting Point (97)
¥ Boiling Point (17)
¥ Sublimation (4)
¥ Refractive Index (10)
¥ Density (33)
¥ Adsorption (MCS) (127)
¥ Association (MCS) (271)

¥ Azeotropes (MCS) (21)

¥ dary Surface Ph (MCs) (9)
¥ Chromatographic Data (6)

¥ Circular Dichroism (3)

¥ Complex Phase Equilibria (MCS) (1)
¥ Compressibility (3)

¥ Conformation (2)

¥ Critical Pressure (1)

¥ Critical Temperature (1)

¥ Crystal Phase (29)

¥ Crystal Property Description (8)

¥ Crystal System (1)

¥ Decomposition (1)

¥ Dielectric Constant (1)

¥ Dissociation Energy (2)

¥ Dissociation Exponent (657)

¥ Dynamic Viscosity (8)

¥ Electrical Data (32)

¥ Electrical Moment (28)

¥ Electrical Polarizability (2)

¥ Electrochemical Behaviour (60)

¥ Electrochemical Characteristics (7)
¥ Energy Data (MCS) (49)

¥ Enthalpies of Other Phase Transitions (1)
¥ Enthalpy of Combustion (15)

¥ Enthalpy of Formation (3)

¥ Enthalpy of Fusion (11)

¥ Enthalpy of Sublimation (23)

¥ Enthalpy of Vaporization (3)

¥ Further Information (378)

¥ Gas Phase (1)

¥ Heat Capacity Cp (13)

¥ Heat Capacity Cp0 (3)

¥ Henry Constant (MCS) (1)

¥ Interatomic Distances and Angles (2)
¥ Ionization Potential (3)

¥ Liquid Phase (14)

¥ Liquid/Liquid Systems (MCS) (118)

¥ Liquid/Solid Systems (MCS) (146)
¥ Liquid/Vapour Systems (MCS) (32)

¥ Magnetic Susceptibility (4)

¥ Mechanical & Physical Properties (MCS) (8)
¥ Mechanical Properties (4)

¥ Molecular Deformation (3)

¥ Optics (16)

¥ Other Thermochemical Data (15)

¥ Partition octan-1-ol/water (MCS) (3)

¥ Self-diffusion (1)

¥ Solubility (MCS) (497)

¥ Solubility Product (MCS) (1)

¥ Solution Behaviour (MCS) (33)

¥ Sound Properties (3)

¥ Space Group (2)

¥ Static Dielectric Constant (1)

¥ Surface Tension (3)

¥ Transition Point(s) of Crystalline Modification(s) (3)
¥ Transport Data (1)

¥ Transport Phenomena (MCS) (60)

¥ Triple Point (2)

¥ Vapour Pressure (13)

2 Spectra
¥ NMR Spectroscopy (147)
¥ IR Spectroscopy (91)
¥ Mass Spectrometry (29)
¥ UV/VIS Spectroscopy (75)
¥ ESR Spectroscopy (3)
¥ Rotational Spectroscopy (1)
¥ Raman Spectroscopy (26)
¥ Luminescence Spectroscopy (8)
¥ Fluorescence Spectroscopy (16)
¥ Phosph e Spectroscopy (23)

¥ Other Spectroscopic Methods (2)

£ Ecological Data
¥ Exposure Assessment (10)
¥ Concentration in the Environment (43)

¥ Transport and Distribution (8)

¥ Bioacc

lation, Bi gnification and Biomonitoring (1)
¥ Biodegradation (43)

¥ Abiotic Degradation, Hydrolysis (31)

¥ Abiotic Degradation, Photolysis (6)

¥ Oxygen Demand (2)
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