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SERVING THE LIFE SCIENCES SPACE
ADDRESSING KEY CHALLENGES ACROSS THE R&D VALUE CHAIN
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Largest database for access
to abstract & citation data




WHAT’S IN A TYPICAL CHEMISTRY DOCUMENT (PUBLICATION OR

PATENT)?

Can be searched in full Cannot be searched by

text, but difficult to find text terms in full text
the right search term

Can be searched in full
text, but you don’t want
to read the whole paper
in you are interested only
by this section!

Experimental procedures

Cannot be searched by Cannot be searched by Cannot be searched by
text terms in full text text terms in full text text terms in full text

. . Substances and their
Chemical structure Chemical spectra physicochemical properties
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REAXYS DESIGN

Chemistry as the organizing
principle
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With experimental data from journal
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CHEMISTRY AS THE ORGANIZING PRINCIPLE
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High-Affinity, Non-Nuc rived Competiti

Antagonists of Platelet P2Y,, Receptors

Younis Bagi,' Kerstin Atzler.” Meryem Kose,” Markus Glinzel.** and Christa E. Miller="

! Chemisiry 1, s Bonn (PSB),
i Clinical Pharmacology and Tenicology.

PharmoCenier Bon, Instite
Teimenbierg 4, D-3
Albertsirafie 25, D-TON

Received March 16, 3009

Anthraquinone derivatives related to the moderately potent, nonselective P2V receptor antagonist reactive
blue 2 (6) have heen synthe sized and optimized with respect 1o P2Y ), receptor affinity. A radioligand binding
assay utilizing human blood platelet membranes and the P2Y,; receptor-selective antagonist radioligand
*H2-propy thicadencsine-F-adenylic acid ( 1.1 <ichlore- 1-phosphoncmethyl-1-phosphonyl) anhydride (FH]PSB-
0413) was applied for compound testing. |-Aminc-2-sulfoanthraquinone derivatives bearing a (p-
phenylaminajaniling substitution in the 4 position and an additional acidic function in the meta-position of
the aniline ring showed high P2Y 13 receptor affinity. These new anthraquinone derivatives hecame acce ssible
by a recently developed copper(0)catalyzed Ullmann coupling reaction of | -amino—4bromoanthraguinone
I b oo o cho ooy o L - " n

Reaxys excerpts
all relevant data
even from
footnotes and text

P 2 T T
and sustained aggregation not preceded by shape change. The presumably act as covalent, possibly allosieric antagonists at
latter receptor also plays an important role in the potentiation P2Y ; recepiors” (see Supporting Information, Scheme 1), Major
of platelet secretion induced by several agonists, and its drawbacks of clopidogrel and related thicnotetrahydropyridine
congenital deficiency has been shown to result in a lifelong  derivatives are: (i) slow onset of action (up to several days)
bleeding disorder.” Modulation of P2 roceplors in plaiclets  due o the required metabolism, (ii) long duration of action due
appears te be of paramount importance in regulating platelet  to irreversible inhibition, (iii) “drug resistance” in a high
function and. as a consequence, in controlling thrambotic  percentage of patients (up to 30%). (iv) moderate polency
discases, which are the most common cause of morbidity and — (therefore high doses are required), and (v) difficulties in steering

and contralling the effects

* T whom conespondence chould be addrseed. Phons: +49-228-73- Therefare, itis highly desirabile to develop F2Y 12 antagonists

2301 Fox: +49.226-73.257. E-rmail: christacoueller @uni-boon. do

PhagmaCentes Boon, Pharmaceticl ustite, Phsmaceutical Che-
istry 1. Pharmaceutical Scicnces Boan (PSH), University of Bono

¥ Ecpamment of Expermenta) and Clirical Phasmacclogy s Tenisol-
gy, University of Freiburg,

'* Present address: Elsevier Pharma Bictech Group, Elevier Informaion

Systems GmbH, Theodor-Heuss-Allee 108, D-60456 Frnkfurt (Main).
Germany.

(s

4075 @2
Published on Web 0

that are lacking the drawbacks associated with the standard
P2Y,; antagonists such as clopidogrel and other thienotetrahy-
dropyridine derivatives, Several groups have recently been
developing competitive, reversible P2Y 13 antaganists that may
be superior to clopidogrel and related drugs, Most approaches
started from the adenine nucleotides as lead structurcs, ADP.

{1} Aumlmn Chemical Society

Proton
Spectrum

0 pp



STRUCTURED TO HELP YOU SEARCH

OTHER DATABASES
REAXYS

CATALOGUED AND TAXONMISED BY CHEMISTS FOR CHEMISTS

ESSENTIAL TITLES

. 4

ACROSS TIME/LITERATURE

. 4

UNFOCUSED RESULTS

USE-CASE DRIVEN

. 4

RELEVANT ANSWERS 50,000,000 RESULTS RETURNED
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http://www.elsevier.com/locate/isbn/0080445136
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=6135&_issn=02235234&_targetURL=http://www.elsevier.com/locate/issn/02235234&_acct=C000000593&_version=1&_userid=9242233&md5=88728493fa265c815491f78f1a3d8cf9
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=4884&_issn=07351097&_targetURL=http://www.elsevier.com/locate/inca/505766&_acct=C000000593&_version=1&_userid=964951&md5=2cc560885239a08ea7ccd237564c3dee
http://www.elsevier.com/locate/isbn/0080445136
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=6135&_issn=02235234&_targetURL=http://www.elsevier.com/locate/issn/02235234&_acct=C000000593&_version=1&_userid=9242233&md5=88728493fa265c815491f78f1a3d8cf9
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=4884&_issn=07351097&_targetURL=http://www.elsevier.com/locate/inca/505766&_acct=C000000593&_version=1&_userid=964951&md5=2cc560885239a08ea7ccd237564c3dee
http://www.elsevier.com/locate/isbn/0080445136
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=6135&_issn=02235234&_targetURL=http://www.elsevier.com/locate/issn/02235234&_acct=C000000593&_version=1&_userid=9242233&md5=88728493fa265c815491f78f1a3d8cf9
http://www.sciencedirect.com/science?_ob=RedirectURL&_method=gejLink&_linkType=general&_cdi=4884&_issn=07351097&_targetURL=http://www.elsevier.com/locate/inca/505766&_acct=C000000593&_version=1&_userid=964951&md5=2cc560885239a08ea7ccd237564c3dee

REAXYS INCLUDES

Patent Content: English language only
patents from the major chemistry patent
classes of the US, European, and World

Patent Offices

We are adding Asian patents - ecpected
completion 2016
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REAXYS INCLUDES

Over 500 million facts

Over 400+ searchable data fields
HIGH QUALITY experimental results

Wi REAXYS



KEYWORDS

A single bibliographic record in
Reaxys contains index keywords
from:

Authors, Compendex, Embase,

Geobase, Medline and Reaxys.

Our competition has keywords only
from two sources:
CAplus and Medline
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Searching for classes of substances in Reaxys

Found in REAXYS SUBSTANCE RECORDS Found in KEYWORDS in REAXYS BIBLIOGRAPHIC
and ... RECORDS

CLASSIC ORGANICS POLYMERS

ALLOYS & META
ORGANOMETALLICS

COORDINATION

COMPOUNDS
CERAMICS

CLASSIC INORGANICS

Search Substances Context Search Literature Context

NUCLEIC ACIDS &
PROTEINS




A Bibliographic
Database

>48 million records

(from ~16,000 journal titles
plus records from key patent
organisations)

A Chemical
Reaction
Database

> 38 million single- and
multi-step reactions
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WHAT IS REAXYS 20157
CONTENT: MANY DATABASES ALL IN ONE

A Substance
Database

> 78 million substances
(total)

~ 57 million substances
(unique)

A Property
Database

> 500 million experimental

properties
in > 400 fields
in > 130 subject areas



SEARCH

* What are the search
options?
 Substances
» Reactions
* Literature
» Properties

« Is there “search
intelligence”?

» Truncation

* Proximity

* Algorithmic
interpretation of
natural language
query

Ask Reaxys, a quick,
easy topic ‘concept
search’

Open Reaction
search form

SEARCH

REAXYS: SIMPLER TO SEARCH, MORE DISCOVERABLE INFORMATION

Data search
form by “property”

Wi REAXYS
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Open a structure
search form

Search using
chemical identifiers

Perform a literature
search

/

AN

Browse database via
taxonomies rather
than search
database

Access detailed Biodata,
and MedChem specific
features




SEARCH SUBSTANCES

SEARCH STRUCTURE, NAME, OR FORMULA - IN FULL, OR IN PART
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Muolecular Formula

Identification

Show AND Buttons

Physical Data

Show AND Buttons

Spectra

Show AND Buttons

Molecular Formula

Rezoys Registry Mumber
CAS Registry Mumber
Chemical Name
Malecular Formulz
Number of Components

Molecular Weight

LogP

Melting Point {=C)
Boiling Point (“C)
Density

Colour & Other Properties

Mass Spectrometry

Description (Mass Spectrom...

[«
]

SEARCH SUBSTANCES

SEARCH STRUCTURE, NAME, OR FORMULA - IN FULL, OR IN PART

Lockup X Formula Builder

El |naprmaene{

[~
[+
=
L=

(] ]

naproxens
naproxene [[+]-6-methoxy-a-methyl-2-naphthalen...
naproxene [inn-french]

naproxene chloride

naproxenglucuronide

naproxenmethylester

nNaproxena

naproxeno [inn-spanish)

naproxenoyl isothiocyanate

naproxensodium

naproxenum

naproxenum [inn-latin]

naproxi 250

naproxol

naproxren-hydroxyprolinol

nagryn

naps

naps-2-{d}-chg-gly-arg 3-chloro-4-hydroxyanilide
naps-2-gly-pro-arg 3-chloro-4-hydroxyanilide

nanzilila_trnorbhn

13

m

Lockup
Lockup
Lockup
Lockup
Lockup

Lockup

LA S A A A 4

Lockup

Lockup

Lockup

Lockup

Lockup

x X X X

=

Search Substances



ADD OR REMOVE SEARCH FIELDS

Insert/Remove Properties
Define the "Substances™ query layout

Find any property kolubility | [ meser |
- Resoys Reaooys Registry Number (in Remoys) &
= Physical Data CAS Registry Numbser (in Resoys) B
= Solubility (MCS)  exists Chemical Mame (in multiple)
Solubity, g'F* (SLB.SLE) Molecular Formula (in multiple}
Saturation (SLE.SAT) e
Tempersture {Solubiity (MCS)), =C (SLE.T) Number of Companents LR
Solvent (Sclubiity (MCS)) {SLE.SOL) Malecular Weight (in multiple} | =
Ratio of Solvents (SLE.RAT) LogP (in Reasrys)

- Solubiity Product (MCS) xists Melting Point (in Rescoys)
Solubiity Product {SLEP.SLER) Boiling Point (in Re=ccys)
Temperature {Solubility Product (MCS)), =C (SLER.T) Density (in Resscys)
Soheent (Solubility Product (MCS)) (SLBP.SOL) Colour & Other Properties (in Reacys) |
Ratic of Schrents (SLEP.RAT) Mazss Spectrometry (in Ressoys)

| PPNy LSy ¥ [NV SRR WS Wy § R . p———" 1 7

&vailzble to add Already selected Searches in multiple databases

—
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SEARCH REACTIONS

SEARCH BY STRUCTURE, DATA, OR TYPE

STRUCTURE DATA TYPE

REELEN RS Lookup X

Atom mapping
Bond forming/breaking

Search reactions by structure J Search reactions by reaction | Search reactions by type or

conditions name
vVvyvV VvV vVvv
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SEARCH LITERATURE
OUR GOAL: MAKE CONTENT MORE DISCOVERABLE, MORE EASILY!

Ask Reaxys%

Ask Reaxys provides new ReaxysTree lets users

user experience for text “browse” the database by

searching: content better taxonomies: helps with

discoverable, answers more ||search precision and answer || You can also search with

immediately available comprehension truncation/proximity - like
you do through other
interfaces

Intelligent interpretation of J Browse through taxonomies [ Use truncation/proximity if

topic query
VvV
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you like
vVvv VvV




Wi REAXYS

HOW YOU THINK HOW YOU WORK



MAKE A COMPOUND
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SYNTHESIS PLAN:

AUTOMATES THE UNDERLYING PROCESSES IN CREATING SYNTHESIS ROUTES
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SHOW EXPERIMENTAL PROCEDURE

A B C
H H
L L L . A0
! H
weEa CIEA] ) BE0a [[E]E] < [RE—
VT Syntheszs Synthesze Synthesze Find similar reactions
With AIKCL, shminim chlonde in dichloromethane Tsao, Ying-Yen; Liao, Chyuan-Neng: Chen, Chi-¥u; Lin, Chin-Ming; Wei, Kuo-M
T=0-20°C; 15 by Patent: US2D0E/245341 AL, 2008 ;
Hide: Experimental Procedure Location in patent: Page/Page columin &

TitkelAbstract Full Text Show Details

o

EXAMPLE & i the comparative example of EXAMPLE 4.65 g of endo-THDCPD orystaks from the same source of EXAMPLE 4 are placed in a 250 mil of glass bottle, followed by adding 40 g of dichloromethane thereto to dissolve the
nitrogen znd stiring in the e bath, Subsequenthy, 10 g of AICL s added to the dichloromethane soktion of endo-THDCPD, followed by stiring for 2 howrs in the e bath, and continwowshy stiming for 16 howrs at room temperaturs,
with 100 mi of satwrated KCl solution, followed by adding it to a separatony funnel, shaking to allow to separate into two layers and leaving the upper layer in the separatory funnel, The above saturated KCl solution washing proces
Subsequenthy, the miure washed with the saturated KCl solution is washed with 100 ml of deionized water, followed by 2dding it to 2 separatory funnel, shaking to zllow to separate into two layers and leaving the lower layer in:
deionized water washing procedure s repeated for three times, Subseguenthy, the lower layer s distilled to remove dichloromethane and water, The bottoms & collected, and determined by chemical anahysis, The chemical anahysis
composad of 5.7 wt parcent of exo-THOCPD, 0.5 wt percent of endo-THOCPD, 1.2 wt percent of Deczlin, 5.8 wt percent of adamantane, 1.3 wt percent of exo-THMDCPD, and the other two-stage hydrotrasted 2nd ssturated C,
andjor MCPD diners, The bottoms has a volumetric heating valve of 39,17 MIL, a density of 0,9339 at 15° C., and a viscosity of 3,52 <5t at 20° C. and more than 26.7 ¢St at -20° C, In this example, the bomesization reaction & v
reaction time is too long so that portions of exo-THDCPD is further isomerized to adamantane which will increass the viscosity of the high enengy fuel. Under such 2 viclent reaction conditions, 2 small amownt of THDCPD will be rin
deczlin (the side product) with relatively less volumetric heating value as well s dersity, Therefore, the Bomerization reaction of this example 5 not suitable for preparing the high energy fuels because the freszing point of the boms

Wi REAXYS
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4+ Physical Data

¥ Melting Point (8)

¥ Refractive Index (48)

¥ Density (33)

¥ Adsorption (MCS) (994)

¥ Conformation (1)

¥ Crystal Phase (24)

¥ Crystal Property Description (30)
¥ Crystal System (3)

¥ Decomposition (1)

¥ Dielectric Constant (20)

¥ Dissociation Energy (1)

¥ Dynamic Viscosity (3)

¥ Electrical Data (56)

¥ Electrical Moment (1)

¥ Electrochemical Behaviour (1)

¥ Electrochemical Characteristics (17)
¥ Electrochemistry Data [54)

¥ Electron Binding (2)

¥ Enthalpy of Formation [2)

¥ Enthalpy of Vaporization (1)

¥ Further Information (1742)

¥ Heat Capacity Cp [90)

¥ Interatomic Distances and Angles [2)
¥ ILonization Potential [2)

¥ Liquid/Liquid Systems [MCS) (5)
¥ Magnetic Data (7)

¥ Magnetic Susceptibility (9]

¥ Mechanical Properties (15)

¥ Malecular Deformation (1)

¥ Optics (3)

¥ Other Thermochemical Data (10)
¥ Solubility (MCS) (12)

¥ Space Group (78)

¥ Thermal Expansion (3)

Structure

0,Ti

=[Q

Synthesize | Hide Details

+ Spectra

¥ NMR Spectroscopy (2]

¥ IR Spectroscopy [259)

¥ Mass Spectrometry [1)

¥ UV/VIS Spectroscopy (204)
¥ ESR Spectroscopy (30)

¥ Raman Spectroscopy (6]

¥ Luminescence Spectroscopy (3)
¥ Fluorescence Spectroscopy (6]

¥ Other Spectroscopic Methods 5

¥ Transition Point(s) of Crystalline Modification(s) (129)

¥ Transport Data (9)

¥ Transport Phenomena (MCS) (15)

Structure/Compound Data

Chemical Name:
Titanium(IV) oxide

Reaxys Registry Number: 4360545

Type of Substance: Glasz or Ceramic materialCoordination
compoundlsotope or isotope containing compoundSolid solution

Molecular Formula: o.Ti
Linear Structure Formula: o,m
Molecular Weight: 79.5738

InChI Key: QWWIMOOFEDIKFN-UHFFFAQYSA-N

+ Use (1555)

‘Coating/paints/lzcgquars

pigment in biocide coatings formulations containing
hindered zlkylzming pohymars

‘Cosmetics/dentalftoiler

Polymers/potymer applications

antibacterizl component of resins useful in dental

composites

Pharmaceuticals

oh lytic matesial in

photocatalytic material in antiviral composition

Pharmaceuticals

increasing absorbency of the first matesial in 2 wound care
symam upon exposure 1o lght

inhibiting growth of bacteria in a wound care system upon
enposwe 1o light

second material in a wound care system

Coating/paints/lacouers

Location
Page/Page colimn §

Page/Page colimn §

Pzge/Page column 33

Page/Page coumn 33

Page/Page column 33

Paragraph 34

Paragraph 34

Paragraph 34

Pzge/Page column 5 &

Page/Page comn 5 6

Page/Page colimn 5; 6

Pzge/Page column 5 &

Page/Page column 22

TI02 - PROPERTIES

Referance

ROHM AND HA
Raymond; Man
Patent: US2014)

e/ Absract

ROHM AND HA
Raymond; Man
Patent: US2014/

e/ Absract

UNIVERSITY O
Patent: WO2014

e/ Absrac

UNIVERSITY O
Patent: WO2014

e/ Absract

UNIVERSITY O
Patent: WO014

e/ Absrac

SHOWA DENKC
Masshiro; LI D
Patent: WO013

e/ Absrac

SHOWA DENKC
Masahiro; LI I+
Patent: WO2013

Tide/dbsract

SHOWA DENKC
Masszhiro; LT D
Patent: WO2013

Tide/Absact
'OLD DOMINIOH
Patent: US2013

e/ Absrac

‘OLD DOMINIO
Patent: U52013

e/ Absract
'OLD DOMINIOH
Patent: US2013

e/ Absract

'OLD DOMINIOH
Patent: US2013,

e/ Absrac

AT PROMOTIC

M= of preparations

AllPreps | All Reactions HEEIRIEE

542 prep Druglikeness
out of Bioactivity
14302 reactions. Identification

Fhysical Data (3437)

Spectra (621)

Use/Application (1555)

Quantum Chemical
Data (51)

#+ Quantum Chemical Calculations (61)

Properties Method

Atom distances, angles DFT - density functional methods

Density of states Ab initio cakns, (LCAG, GO SCF,

DIM, SAMO, ¥-3, Hartree-Fock)

Atom distances, angles
Potential energy
function, potential aurve
Wibrationz| canstants

Ab initio cakens, (LCAQ, GO SCF,
DIM, SAMO, ¥-slpha, Hartree-Fock)

Molecular orbitals
Elecrronic energy levels

Ab initio calons, (LCA©, GO SCF,
DIM, SAMO, X-3, Hartree-Fock)

Elecrronic energy levels

A

Ab initio calens, (LCAQ, GO SCF,
DIM, SAMO, X-2lpha, Hartree-Fock)

Densty of states Ab initio caens, (LCAC, GO SCF,
Band structurs DIM, SAMO, ¥-zlphs, Hartree-Fock)
Band stucture Ab initio calens, (LCAO, GO SCF,
Density of states DIM, SAMO, X-zlpha, Harree-Fock]

UNW/VIS wave lengths

Diansity of states Ab initio cakns. (LCAO, GO SCF,
Maleculzr orbitals DIM, SAMO, ¥-zlpha, Hartree-Fock)
Electronic energy levels

Band structure:

Population anzlysis, Ab initio cakns, (LCAQ, GO SCF,
charge distribution DIM, SAMO, X-2lpha, Hartrea-Fock)
Density of states

Band structure

Band structure Ab initio cakens. (LCAG, GO SCF,
Effective masses DIM, SAMO, ¥-slpha, Hartree-Fock)
Population anzlyss,

charge disibution

UV/VIS wave lengths

Density of states
UV/VIS wave kengths

Ab initio calens, (LCAO, GO SCF,
DIM, SAM, X-2lpha, Harree-Fock]

Atomization energy Ab initio caens, (LCAC, GO SCF,

DIM, SAMO, ¥-zlphs, Hartree-Fock)

Target

Show

N=of re

11082

Targets

Location

supporting
information

Reference

Andreev, Yuri Gs Panchmat
Journal of the American Chemica
Tite/Abstract  Full Tet Vi

Feng, Ningdong; Wang, Qian

Jmmalu{ the Amesican Chemica
TidelAbswaar  Full Tex Vi

Zhuang, Jia; Li, Zhen Hua; F:
J\:umal of Physical Chemistry A,
TidelAbstract Full Tex Vi

El-Shafei, Ahmed; Hussain, |
Journal of Materials Chemistry, 2
Tie/Absre  Full T Vi

Lu, Xiaoging; Wei, Shuxian; |
Journzl of Organometallic Chemis
TielAbsrac  Full Tex Vi

Munnix, S.; Schmeits, M.
Physical Review B Condensed 1
Full Tot  View diting artides
Sarkar: Ghosh; Maiti; Chattc
Physica B: Condensed Matter, 2

e/ Absrract Full Tz Vi

Guo; Zhang: Liang
Physica B: Condensed Mamer, 2
Tide/Abswacr  Full Tex Vi

Zhao, Donggiu; Huang. Xlam
Aoplied Physics Lemers, 2
Tie/Absra  Fu 'e:c ve

Shi, Weimei; Chen, Qifeng; X
Journzl of Solid State Chemistry,
TielAbsrac Full Toz Vi

Zhang, Rui-Shuo; Liu, Yong:
Journsl of Alloys and Compounds
Taelibsrac: Full Tt Vi

Zhang, Zhi-Kun; Bai, Mei-Lin
‘Chemical Communications, 201
Titke/Abstract Full Tt Vi

Shinzata, Yoshifumi; Yulcaw:
Journal of Alloys and Compound
Tie/Absrace  Full Text Vi
West, Richard H.; Beran, Gr
Journal of Physical Chemistry &
TaelAbstrac: Full Tt Vi
Hirate: Morinaga; Yulaura; |
Journzl of Alloys and Compound:
telfbsract  Full Text Vi
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FIND: A polymer shape W EXAMPLE: Comb shaped polyacrylates

Comb polymer

The various shapes of polymer backbones may easily be searched by words:

Search Literature

Wi REAXYS
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i EXAMPLE: Mechanical Properties of
FIND: Property of a Polymer Polytetrafluoroethylene

General Mechanical Properties, or specific Mechanical Properties (such as Young’s modulus) may easily
be found through searches in the CITATION BASIC INDEX QUERYLET. Simply type in the entry field, take
note of the auto-suggest terms (and perhaps use them as a guide to application of truncation)

} Citation Basic Index +  mech=® pmp-ﬁ- pu.hrtetraﬂuur* Lockup =

v

HOW YOU THINK HOW YOU WORK

ca. 1 minute

mm fully meet expectations =g
slide




MOLECULAR FORMULA

MOLECULAR FORMULA BUILDER
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Chrome compounds
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CHROME COMPOUNDS

Find substances that contain Cr and C

WiREAXYS
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CHROME COMPOUNDS

All carbon + chromium-
containing substances

Wi REAXYS

HOW YOU THINK HOW YOU WORK

All “inorganic” chromium-

containing substances

All carbon + chromium-
containing substances

All chromium-containing

substances




CHROME COMPOUNDS (Yellow Inorganics)

v
> 900,000
SiREAXYS: YELLOW SUBSTANCES




CHROME COMPOUNDS (Yellow Inorganics)

O
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CHROME COMPOUNDS (Yellow Inorganics)
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borosilicate glass

Wi REAXYS
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Power of lookup




ALLOYS

USING THE ALLOY QUERY FORM

INITIAL ALLOY SEARCH OPTIONS

Ask RE‘EWS% nter a keyword, concept or author GO

Percentage Type: | . Additional Components: [

Ask Reaws% TiGAl4W

Wi REAXYS
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ROTATE 3D VIEW

Wi REAXYS
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CHECK COMMERCIAL AVAILABILITY

Wi REAXYS
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SUPPORTS DIFFERENT STRUCTURE EDITORS

Wi REAXYS
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REPORTING:

GATHER AND PREPARE THE INFORMATION

Wi REAXYS
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INTEROPERABILITY

<,Scopus

Search

Is cited by: () Set feed

“Magic number” carbon clusters: Zimmerman, Jeffrey A.; Eyler, John 1991 Jowrnal of IS, , wol %4, #5 p, 3556 - 3582
fonization potentiaks and selective R.; Bach, Stephan B.H.; McElvany, Full T: View diting artic
reactivity Staphen W,
Brought to you by
Scopus  SciVal Library catalogue Piotr Golkiewicz = Logout Helpw Scopus Tesm

My list

"Magic number” carbon clusters: lonization potentials and selective reactivity
Zimmerman J.A., Eyler J.R., Bach 5.B.H., McElvany 5.W.
{1991) The Journal of Chemical Physics, 24 (5) , pp. 3556-3562.

My Scopus

Author Name

(C) Bohme, D.K.
(O Echt, ©.
M) Petiz .

2 compliant functionals

|___Full Text Vizw st Publisher

O Laborato ry formation of fullerenss from PAHS: Top-down interstellar chemistry
4

Dabo, |, Marzari, N.

Zhen, J., Castellanos, P, Paardekooper,
D.M., Linnartz, H., Tielens, A.G.G.M.

145 documents |m Anslyze sesrch results Sort on: Date Cited
Search within results O B = 1] ¥ Show all st
Refine [C) Fragment approach to constrained density functional theory calculations using Daubechies wavelets Ratcliff, LE., Genovese, L., Mohr, 5., 2015 Journal of Chemical Physics 0
1 Deutsch, T.
Year [___Full Test | ‘View st Publisher
(0) 2018 O on the dynamics of photo-electrons in C<inf>80</inf= Gao, C.-Z., Wopperer, P, Dinh, PM., 2015 Journal of Physics B: Atomic, Molecular and o
O 2012 2 Suraud, E., Reinhard, P-G. Optical Physics
O 2012
() zo12 @ WView at Publisher
O 20m 4) (O First-principles photoemission spectroscopy and orbital tomography in molecules from koopmans- Nguyen, M.L., Borghi, G., Ferretti, A, 2015 Physical Review Letters 1

&

2014 Astrophysical Journal Letters



REAXYS MEDICINAL
CHEMISTRY



WHY IS IT SO DIFFICULT TO MAKE DRUGS?

Estimates of the number of possible drug molecules average 1040, In

contrast, the number of seconds since the Big Bang is only 1017

If 10,000 chemists were to prepare 1 compound each per second, it would
take 10,000,000,000,000,000,000,000,000,000 years to finish the job.

Wi REAXYS

HOW YOU THINK HOW YOU WORK



ESSENTIAL INFORMATION: 100+ EXPERIMENTAL FIELDS

Wi REAXYS
HOW YOU THINK HOW YOU WORK



... BUT IT'S NOT THAT SIMPLE, MEDICINAL CHEMISTS FOR INSTANCE NEED TO COLLECT,
ORGANIZE AND COMPARE INFORMATION FROM DIFFERENT SOURCES... THIS IS TIME
CONSUMING AND ERROR PRONE

>

< 400
=




... BUT IT'S NOT THAT SIMPLE, MEDICINAL CHEMISTS FOR INSTANCE NEED TO COLLECT,
ORGANIZE AND COMPARE INFORMATION FROM DIFFERENT SOURCES... THIS IS TIME
CONSUMING AND ERROR PRONE

Urinary sodium
(mEgiday)
- 8 8 8 B E
is
2]
L]
S
i
i

< 400




AND TO MAKE A DECISION ON WHICH EXPERIMENT TO DO, YOU WANT TO ORGANIZE YOUR CONTENT,
NORMALIZE AND COMPARE, TO UNDERSTAND WHICH COMPOUND INTERACTS WITH WHICH TARGET AND
TRIGGER WHICH BIOLOGICAL EFFECT—THAT'S A LOT OF MANUAL WORK!




RESULTS VIEW - HEATMAP

Manage X and Y axis

N

Bioactivity
data based on
pX values

Wi REAXYS
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Heatmap Cell Details Substance 1 of 1 (x)

| 1 substances and 1 -

| X-axis: Targets [ Y-axis: Substances | Select value type: MAX bioactiviti

Chemical Name:

_D N-benzyl-4-azshesxacyclo[5.4.1.02,6.0.05,5.08, 11 Jdodecan-3-ol
Z@Z\(" Reaxys Registry Number: 1475538
oH CAS Registry Number: 33226-57-2
Type of Substance: hetercoycic
=8 s | Molecular Formula: CygHigho
Linear Structure Formula: CigHigNO
Hide Details Molecular Weight: 265,355

InChI Key: YSEXNVIPNIGOQMN-UHFFFACYSA-N

Highest Clinical Phase: Praclinical

Chemical HNames and Synonyms
N-benzyl-4-azaheacyclo[5.4.1.02,6.0.05,5.08, 11 Jdodecan-3-ol

% Druglikeness

Lipinski rules component
Maodecular Weight 265,355
logP 2,434
HEBEA 2

HBD 1

Matching Lipinski Rules 4

Veber rules component
Polar surface Arsa (PSA) | 2347

Rotatable bond count 2
Matching Veber rules 2
X Bioactivity

% In vitro: Efficacy (1)

Quantitative Results

" Value Value Action on Target Target
Pe " (qual) (quant) "™ Target Loz o e U= BRI omm ) Bl | DR e
Ki = 12 ni Radicligand | Orpicid Rat PC12 =100 | binding | Bicorganic and
(/ligand} Receptor, pM activity | Title/Abstract




EXAMPLE:
SUBSTANCES ACTIVE ON COX-2

Bioactivities
Target Mame = ¢ "Cyclooopgenase 2 Lockup
Target PDE ID is [=] Lockup
Substance Route of Adm. s El Lockup
Substance Dosing Regimen B El Lockup ~
Substance Action on Targst [ EI Lockup X
Substance Effect = El Lockup *
Bicassay Category [ El Lockup =
Biclogical Species i [=] Lockup
Crrgans/ Tisues 5 El Lockup
Cells{Cell Lines s [=] Lookup X
Mezssurement p = El ] Lockup X

Show AND Buttons

Add to Query: Structure Malecular Formula Alloy Add/Remove Fields... Search Bicactivities
WiREAXYS
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EXAMPLE:
SUBSTANCES ACTIVE ON COX-2

Wi REAXYS
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EXAMPLE:
AND NOT ACTIVE ON COX-1

Bioactivities
Targst Mame 5 El "Cychoowygenase 1 Lockup =
Target PDE ID i [=] Lockup X
Substance Route of Adm. i El Lockup
Substance Dosing Regimen 5 El Lockup =
Substance Acticn on Target B El Lockup X
Substance Effect is El Lockup =
Bicessay Category s El Lockup X
Biclegical Species is [ Lockup
Organs/Tissuses is El Lockup *
CellsfCell Lines i [=] Lockup X
Measurement p < El & Lockup X

Show AND Buttons

Add to Query: Structure Maolecular Formula Alloy Add/Remove Fields... Search Bioactivities
WiREAXYS
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EXAMPLE:
AND NOT ACTIVE ON COX-1
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EXAMPLE:
AND NOT ACTIVE ON COX-1

(oo o] s st e o comng
Edit Create Alert 16853 bioactivities
79 Bicactivities: Target Name = "Cycloowygenase 17 AND Bicactivities: Target N3me = "Cycloopgenase 17 AND Messugement pil < &
Measurement pi < &
38912 reactions
78
[}
] 10506 substances
77
13 targets
5 rg
e
- 10ED citations
Edit Create Alert 1325 bicadtivities
74 Bicactivities: Target Name = "Cyclooiygenass 2”7 AND Bicactivities: Target Name = "Cycloowygenass 2”7 AND Measurement pi = &
Mezsurement pi = B
=
] 2080 reactions
73
[al]
581 substances

Wi REAXYS
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EXAMPLE:
SUBSTANCES ACTIVE SELECTIVELY ON COX-1 AND COX-2
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ANTAGONIST WITH LOW ACTIVITY ON
5-HYDROXYTRYPTAMINE RECEPTOR

Bioactivities

Show AND Buttons

Add to Query:

Clear Query

Target Name
Target PDBE ID
Substance Route of Adm.

Substance Desing Regimen

Substance Action on Targst

Substance Effect
Bioassay Category
Biclogical Species
Organs/Tissues
Cells/Cell Lines

Measuremsnt pi

Structure

Wi REAXYS

HOW YOU THINK HOW YOU WORK

El "S-hydrosoptryptamine 2 receptor [Human]'
[=]

L]
[+

[] [entagonis

antagonist

blocker

inactivator

inhibitor

inverse agonist
irreversible antagonist
irreversible inhibitor
maodulator

opener

[ & K & ET K]

partial agonist
radioligand (/ligand)
radioligand/ligand
stimulator
stimulator/protector
substrate

Maolecul

Lockup
Lockup
Lockup
Lockup
Lockup
Lockup
Lockup
Lockup
Lockup

Lockup

LA A A A A A A A A 4

Lockup

ve Fields. ..

Search Bioactivities



ANTAGONIST WITH LOW ACTIVITY ON
5-HYDROXYTRYPTAMINE RECEPTOR
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ANTAGONIST WITH LOW ACTIVITY ON
5-HYDROXYTRYPTAMINE RECEPTOR

Wi REAXYS

HOW YOU THINK HOW YOU WORK

Polar surface Area (PSA) |L]
Yield -

Polar surface Area (PSA) (um

Compounds (classified)
Boiling Point

Density

Melting Paint

Maolecular Formula
Molecular Weight
Pharmacological Effects
Physical Data

Solubility
Spectroscopic Data
LogP

H Bond Acceptor (HBA)
H Bond Donor (HBD)

m

Rotatable Bonds

Matching Lipinski Rules
Matching Veber Rules
Highest dlinical phase 7




RMC 2 CONTENT

Patents Origin and starting date « The most comprehensive medicinal
chemistry solution on the market »
>90 000 Patents

« US : 1971-present
 EP : 1979-present
* WO : 1978-present (English only)

» Patents are coming from the A61K class
mainly but not only.

Articles and Journals

* >5000 Journals Covered
« >230 000 Articles
* From 1980 to Present

Drugable Targets
* >9000 Drugable Targets

Wi REAXYS
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EXPORT CAPABILITIES

W REAXYS
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RMC2 EXPORT AND OUTPUT CAPABILITIES

Export Import

SD file § RMC2 Export format includes :

- XML, Excel, SD file

RMC2 Export includes :
- Substances and Physchem properties 7

- Bioactivities and Bioassays

- Targets

- Bibliographic references

i RE AXYS® RMC2 Export is compatible with :
HOW YOU THINK HOW YOU WORK - Pipeline pilot
- Spotfire Etc...




RMC2 EXCEL EXPORT AND SCATTER PLOT GENERATION

No additional data
improvement is need for

Bl cataplat Performed Scatter plot

Export X For selectivity
WREAXYS® — =) E—

Search for Substances tested

TARGET SELECTIVITY

—
12, COX2 versus COX1 Selectivity Based on pX

. ®
COX 2 Selective compounds COX2 Selective compo*@s

pX on COX >7 and pX on COX1 <6 at ~ L 4
least a 10 fold Selectivity index /  J
o  § "ot
8 ? 2
%
N
<
8 6 8
g
x
o
4
* . *
Wi REI-\XYS 2
HOW YOU THINK HOW YOU WOF K pX COX1
0 1 2 3 4 5 6 7 9 10



and...
what is
your
reaction?
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PIOTR GOLKIEWICZ

LIFE SCIENCES SOLUTION CONSULTANT
CENTRAL EASTERN EUROPE
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