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My role at Elsevier

Derrick Umali
Solution Sales Manager at Elsevier - Life Science Solutions

I B R S

Life Science Solutions

» ~ 20 years at Elsevier
 MDL Elsevier answering phone calls on ISIS Draw / ISIS Base
» Cheminformatics / Bioinformatics Consultant
 Life Science Trainer
» Life Science Sales
« Worked with Crossfire Beilstein, migration to Reaxys , Reaxys 2.0



Enumeration
Tool
. Marvin JS

JCh W b S i @ ]
em Web Services Vot

Architecture ) Enumeration
MolPrinter Excerption
& Marvin JS

Queries Projects JChem Web Services

Strt re Fuu e



ChemAXxon’s technology

In Reaxys

Workflow

\

/
\

Manual

Excerption

Architecture

=

|

=
=N

Structure

Queries Projects

HMHNIIMIM
A
(0]
Q
x
<
wv

& ChemAXxon




ELSEVIER

In essence chemistry deals with two core questions

across the three segments
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1. “Which compound will have the desired property?” Properties
2. “How can a compound be made?” Synthesis — Production

Pharma Research
Identify, optimize
and make lead
compounds with
high probability of
success in clinical

trials

Process
Chemistry
Scale-up from
lab synthesis to
bulk production

Chemical§

LY
3

Chemicals
Research
Design, optimize
and make
chemicals suited for
a specific
commercial
application

Basic Research
Develop and
publish novel

chemistry

Teaching
Lecture and
learn about
chemistry

Due to their common foundation — segments share
similar chemistry information needs and challenges

Jurgen Swienty-Busch



ELSEVIER

We have a long history in providing chemistry information and driving new

developments

1992: CrossFire
launched

1989: Beilstein and
Gmelin database go
online

1881.: First edition of
Beilstein Handbook

1817: First edition of
Gmelin Handbook

2013: Complete

overhaul of
Reaxys and
content
expansion

2009: Reaxys
launched

ChemAxon’s technology in Reaxys | 16

2017: New
Reaxys Medicinal
Chemistry (RMC)
module

2016: New
Reaxys launched

Foudih 0

Jurgen Swienty-Busch
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The core of our philosophy: Reaxys aims to deliver immediate access to
information

 Dissaciation Exponent - 27

0. __OH Chy .
Y + 0}\0 7 "in.: e
CHy <.
o OoH
 Physieal Data - 532

@ ®) ] Lyophilized aspirin with trehalose may decrease the incidence of gastric injuries in

" healthy dogs Cited 1 times
Lin, Lee-Shuan; Kayasuga, Yuko; Shimohata, Nobuyuki; +6 athers - Journal of Veterinary Medical Science, 2012, ol
74,11, p. 1511 - 1516
Abstract ~,  IndexTerms - Full Text 7|

4
2 - 347 2
e g Expurifiantl Precleee, [ Incidence of aspirin resistance in the patient group of a university hospital in Korea
388 oo = Cited 6 times
— é Lee, Young Kyungs Kim, Han-Sung; Park, Ji-Young +1 cther - Korean Joumnal of Laboratory Medicine, 2008, vol. 28, &
1 =

4,p.251-257

Abstract v, IndexTerms Full Text 7]

[[] Increased platelet expression of glycoprotein Ila following aspirin treatment in aspirin
' -resistant but not aspirin-sensitive subjects Cited 3 times
Floyd, Christopher N; Goodman, Timathy; Becker, Silke; +7 others - Brtish Journal of Clinical Pharmacology, 2014,
vol. 78,82,p.320- 328

Abstract ns  IndexTerms ~s  Full Text 7]

Instead of delivering lists of references ... Reaxys strives to deliver relevant
that may be relevant to a query... answers on the spot:

* References ranked by relevance

* Reactions with experimental details

* Substances with extensive properties

Focus on using information, not searching for information
Jurgen Swienty-Busch
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Using a clean and streamlined user interface

Requs Quick search  Query builder  Results  Synthesis planner  History A 8 @
Search substances, reactions, documents and bioactivity data
mport &,

in Reaxys, Reaxys Medicinal Chemistry, PubChem, eMolecules, LabMetwork and SigmaAldrich

Q. Reactions, e.g. phosphorylation

AND

@,& Create Structure or Reaction Drawing

_

ELSEVIER © 2018 RELX Intellectual Properties SA. Terms and Conditions Privacy policy Performance Page &RELX GI’OU[J"

Cookies are used by this site. To dedine or learn mare, visit aur Coakies page Feedback G
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Applying user centered design,
extensive user testing and Agile
development methodologies
helped to create a new user
interface:

New Reaxys places powerful
text and structure searches
front and center on a single,
easy-to-use interface.

Everyone can leverage the full capabilities of Reaxys,
from first-year students to expert users

Jurgen Swienty-Busch
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Alternatively, use Query Builder to create your own targeted queries
without being an expert

Enter search terms
and click Search.

Reaxys’ Quicksearch  Query builder ~ Results  Synthesis pflanner  History medchemo.. & A @
Find search fields and forms Q
& 3= 0 m @ = + o
Import Save Resetform Deleteall Structure  Molecular Formula CASRN  Doc. Index Fields Forms History
R A | Search
<> Structure * Basic Indexes v Querylets
z ’q Create Struct Reaction Drawi Identification v
@ reate Structure / Reaction Drawing N
N iyl Frepees ~
@ S Melting Point
< MeQing Point [] Find any Show fields x @
Boiling Point
< Sublimation
Feedback (J
Comblne them Click or Drag and drop
Wlth operators theminto a query

Jurgen Swienty-Busch
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Retrieving relevant answers and anticipating needs — providing options

Reaxys Qucksesrh queny ulder Resls Syrtbess parner Histoy s &2 @ Reaxys interprets either natural language, or
truncation and operators

Search substances, reactions, citations and bioactivity data

Q preparation of methylphenldate %

()#" Create Stucture or Reaction Drawing Reaxys Quicksearch  Querybuilder  Results  Synthesis planner  History Logout /A

& Back to Quick Search

Choose a result for preparation of methylphenidate

Recognizes search
@ i nte nti on _ 146 Reactions Praduct: methylphenidate (exact search) Preview Results v | View Results >

(reactions)

1146 Documents

Preview Results ~ | View Results D

Delivers a ranked list
. 15842 Documents  Bocument Basic Index : methylphenidate Preview Results iew Results
of alternative results '

suggestions

7004798 Documents  Document Basic Index : formation; farmations; make; making: manufacture; prep; Preview Resulis ~ | View Results >

preparation; preparation; preparations; prepare; prepared; preparing; preps; synthesis;
synthesise

Get intended answers directly, plus relevant results you may not have considered
Jurgen Swienty-Busch
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Presenting standardized, normalized and collated data in one record for
quick and easy access

“ Other Data - 292

O cetane Vv  Biodegradation - 99
Identification Preparations - 183 > o v Exposure Assessment - 19
Physical Data - 2307 Reactions - 305 » e
Other Data - 292 Documents - 1627 V' Concentration in the Environment - 118
el =i > V' Liquid/Solid Systems (MCS) - 72
Spectra - 103
v Use-12
A A A A A Ay, Bioactivity - 127 ¥ Further Information - 111 =
o AT v Stability in Soil - 7
v Solubility (MCS) - 23 Vv Abiotic Degradation, Hydrolysis - 1
~  Molecular Deformation - 1 v Abiotic Degradation, Photolysis - 1
' Transport Phenomena (MCS) - 195 ¥ Transport and Distribution - 8
cetane X » Thermal Expansion - 1 v Isolation from Natural Product - 25
Reaxys 1D: 1736592 ~  Compressibility - 9 v Oxygen Demand - 1
Chemical Names cetane, Hexadecane, Hexadecan
CAS Registry Number(s): Substance type: ' Boundary Surface Phenomena (MCS) - 146 v B bl et d s e
Molecular Formula CloH34 Linear Structure Formula: ~ C12H26C4H8 v Association (MCS) - 366 A Spectra - 103
Molecular Weight: 226446 No of references 1627
InChiKey: DCAYPVUWAIABOU- V' Transition Point(s) of Liquid Modification(s) - 2 ' Raman Spectroscopy - 12

UHFFFAOYSA-N

V' Mechanical & Physical Properties (MCS) - 170 IR Spectroscopy - 26

V' lonization Potential - 1
v Fluorescence Spectroscopy - 1

V' Azeotropes (MCS) - 3 “  ESR Spectroscopy - 3

v E Data (MCS) - 250
ety Deta (M) ~  NMR Spectroscopy - 35

AII.reIevant data are acce§5|ble for a common
point and tabulated for direct use. V' UVVIS Spectroscopy - 4

v Mass Spectrometry - 18
A Bioactivity - 127
v Rotational Spectroscopy - 1
v Ecotoxicology - 16
' Luminescence Spectroscopy - 2
~  Pharmacological Data - 111

a Mo Jiirgen Swienty-Busch
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Allowing further refinement of results - Filters and Analysis are interactive
for fast filtering and evaluation of results

Filters and Analysis

Index Terms (List) 1

stereoselectivity

1,21 mil

enzantioselectivity

[m] total synthesis

oxidation reaction

084.003

enantiomer excess
catalysed reaction
catalyst

+ More

Index Terms (ReaxysTree)

Publication Year

1998

1994
2008
2015

2007

4+ More

Document Type

Apply

1,21 mil

034003

Filters and Analysis

Index Terms (List) 1
stereoselectivity
enantioselectivity

li‘ total synthesis
oxidation reaction
enantiomer excess
catalysed reaction
catalyst

-+ More

Index Terms (ReaxysTree)
Publication Year
Document Type

anthor
weinreb, steven m -—
nakata, tadashi -
kroutil, wolfgang
cha, jin soon
oishi, takeshi

nakamura, ksoru

Selected index term
highlights corresponding
records in other filters

Jurgen Swienty-Busch



ELSEVIER

ChemAxon’s technology in Reaxys | [13

What does Reaxys offer to support chemistry researchers?

Reaxys and Reaxys Medicinal Chemistry provide access to 6 key
chemistry subject areas

Bioactivity
Data

>34 million experimental
bioactivity data points

Bibliographic Data

>55 million records

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

Chemical
Reaction Data

>45 million single- and
multi-step reactions

Substance Data

Ca. 140 million substances
(total integrated content)

~ 116 million substances
(unique)

Property Data

> 500 million experimental
properties
in > 400 fields
in > 130 subject areas

Target Data

Ca. 14k targets incl.
species information

Jurgen Swienty-Busch
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Reaxys Workflow (simplified)

ChemAxon’s technology in Reaxys

T
S

Automatic y = 4 Database
A extraction of data Excerption production 8
_ R eaxys
SOURCE > rogram >
Rres DATABASE

Paper
or electronic file

Structures, Markush,

chemical names, NMR,
IR, MP, USE,

Reactions, temp., solvent,...

Targets, MedChem data

2 ManinSketch NET 17.10.0

m Edit View Inset Afom Bond Stuctwe Caleulations Sewvices Help

c6 D CIX B A O« ©®mn ZI

. \

5

(%1

L

iEI (intuitive Excerption Interface)

Reaxys

15
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ELSEVIER
ChemAxon Marvin Sketch in Reaxys excerption Marvin

s
@ iEl - version 3.71.21.0. © Elsevier, 2011-2018

I
File Edit Wiew Excerption Checks Extras Window Help “S [ ASSAY[TARGET BIOM | MEAS | PH |META.. IDE | RX | NMR | Ms | coL | Mp 1R uv +

/ StartPage % | ap_00201693 2018.. x P

@0 | inorg. chim. acta, 2018, 473, 121-132, tetranuclear cubane cudod complexes as prospective anticancer agents: design, synthesis, structural ... Exc. | QA | Tab

121 (1ofl2)  ses SignIn —
@ g - Compound Identification (IDE) #11 — =
& [ghIDE #1: 2-amino-2-(hydraxymethyl) RO
& [EHIDE #2: 2-hydroxy-3-methoxybenza Working name: Label:

&]DE #3: H4L |

fRIDE#4:1
A - Compound | B - Compound | C1 - Compound | C2 - Compound
[BIDE=S:2 m

© FRIDE #6: copper acetate monohydrat ST
- [RIDE #7: triethylamine x
© Ry IDE #5: piperazine o
© (@IDE £8: caff thymus DNA
D eyt St Su o o oo [EHIDE #11: naloxone
ety mades o abs

a4 ', i Ao R Al O, b s Aol
ety et
e ——

s by

» 4 Molecular formula:
C18HZINO4
Main name:
oy . R naloxene
i e fet e {
S S e B RS S B Synonym(s):
=
e e (-)-17-allyl-4,5c-epoxy-3,14-dihydroxy-6-morphinan-6-one
e CLgh hks e e o g
e o A £ o et | i i
--'-:’:':E-'.'ﬂﬂ::'ﬁ (50)-4,5-epoxy-32,14-dihydroxy-17-(2-propenyl)morphinan-6-one
Modification:
- - . | | .
Macroscopic type:
Comments
| J 3 ®
c [ o o
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ChemAxon Marvin Sketch in Reaxys excerption

& Marvin

€ i€l - version 371.21.0. © Elsevier, 2011-2018 L (=[] = ]
File Edit View Excerption Checks Extras Window Help ASSAY TARGET BIOM | MEAS | PH |META.. IDE | RX | NMR | MS | cOL | MP R v +
StartPage % | ap_00201693_2018.. x P
@®|0| | inorg. chi 2018, 473, 121-132, tetranuclear cubane cufo4 complexes as prospective anticancer agents: design, synthesis, structural .. | Fo. | QA Tab
[ 121 (ofl2) see @ signin 2
Compound Identification (IDE) #11 —
FIDEE1: 2 ar S—
- W e—" —
Edit View Inset Atorn Bond Structure Calculations Services Help
)
RAP HO
e i A IR WIT T H
‘i% Tnarganica Chimica Acts Ve c
— My - Il
Tetranuclear cubane =
Design synthesia, structural ducidation. magnetism. i — | O
atamxicity tudies N—
[a] |
0 ;
P
’ ) cl |||
Br
(R) (S) )
N 1
CH,
L I
] D
Bemiloes | 0@ O]O]0)] 0] J

r -
@l ‘ o Comments
c[RJFJA T [B[M]r M ( ﬂ} 5]
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ChemAxon Marvin Sketch in Reaxys excerption

hemAxon’s technology i

Marvin

@ iE - version 371210, © Elsevier, 2011-2018 (=B = |
File Edit View Excerption Checks Extras Window Help ASSAY TARGET) BIOM | MEAS | PH |META..| IDE | RX | NMR | MS | €OL | MP IR uv +
Start Page % | ap_00201693_2018.. x P
|0 ‘ inorg. chim. acta, 2018, 473, 121-132, tetranuclear cubane cudod complexes as prospective anticancer agents: design, synthesis, structural .. Fvc QA Tab
121 (1of12) wes @ Sign In Compound =
e Compound Identification (IDE) #11 -
o BIOE £1: 2. aeine 2 fhuclroemethun Ll |

= @] = |

S, [nz% [~

,—l-___l‘i—___A

R Wfl Attach Data v ‘ =50 H

o [mrTp————— R — c
E Inorganica himica Acta Field ' L |

- ontext: |Fragme: hd solute

e ¢ F ot @® Absol N
p— L

Lo b ol < pepesive micne o) Name: _FRAGMENT_STEREO [ v| O Relative Lo
growscay Suses L

A st s e i s Value(§: [abs - | (7} Next to objects b = s
bt evipanaiiy L e

RSt aa e (9-enantiomer | Display abs F
e V?EE_W‘E Displayed lines: |41l T

o Vs by maia1 oy steric

e rel [ Displayed chars: Al —

L Ria) - ) a
. | Py -~ Units el
Querny- |nune ‘ - | i

1 st Units: | ‘ - | [

SrEmiamL e it Tog: [ ] I _'—CH2

:
gk e i
o e L T T [ ok || cancel

e skt g s b e ot o g 6 5

T e e s e
o
For i —

[4]

Expand | Ungroup




ELSEVIER hemAxon’s technology i
ChemAxon Marvin Sketch in Reaxys excerption - Markush structures

axys |

(=@

& iEl - version 3.71.21.0. © Elsevier, 2011-2018

File Edit View Excerption Checks Extras Window Help

Markush Details of IDE #1: T

Patent Number Excerptor Status
20160130210 K16
Comment:

Created: ; last modified: 19.02.2018 03:41:35

ko] R2

r

o]

(o]
O/A"w‘/ ~a,

Value Substitution

Type

Homology perfluoroalkyl
Homology -CHRfIRf2

Homology alkanediyl

W1 Homology alicyclic hydrocarbon group 5-18C divalent
R1 Nomendlature hydrogen
Homology halogen
Homology alkyl 1-6C }ha\ugen 01
Al Hamology single bond
Homology lk diyl 1-6C
Formula -A2-K1-(A4-X2)a-(AS)b-

Homology

A

Homology
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ChemAxon Marvin Sketch in iEl - Markush structures & Marvin

[= @] = |

-
ol Markush Editor (v.3.71.21.0/3.71.21.0)

File Edit Label Tools Help
— | ahil

a MarvinSketch.NET 17.10.0 (=[=] = |

I —

- —
ol Periodic Table of Chemical Elements

| Periodic Table | Advanced |

Description

=

File Edit Yiew Inset Atom Bond S i Help

Generic query atoms Atom query properties

Lalla]lm]lx] [ctte] Lo ] [00][:Re] [ b [coe] [ ] [0 [u ]
[an][on] (] [o01]

Periodic Table Groups Special nodes

[a1][a2][ea][as4][ as][as][ a7][ an][as] [Po[=]
(ato][a11][a1z][a13] [ a14] [a1s] [a16] [a17][aro) [ [=]

R-groups

N[ L= IDre ] [Ra][me] (s ] [re] (e | [Re][ o [mro) [Ru1] [Riz][R13] [Ria [Ras] [mre]

] v ) o] ] ) s e i ] o
Liois stom Property
T roup || Aliag || Pszeudo H SMARTS || Value |
vau: [r1 ) |
S
Check ¥ alidity

Ready | )
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ChemAxon Enumeration Tool in iEl

Enumeration

Lo Tt erpt terface) - version 3.61,955 © Elsevies, X
File Edit View E on Checks Extras Window Help ASSAY TARGET BIOM | MEAS | PH META—. IDE | RX NMR | M5 | COL | ™P R uv -
Start Page % | us_2013 20130102.. x
(U SR A TR ST 2 O PUSOTE us_2013_201 alkox ¢ control agent A Tat
Compound: =} -
US-00001] < Compound Identification (IDE) #4
TABLE | T
& Working name: Label
Componnd e
No. R! X w F =
L1 Me cl N m I f\. Part of Markush
12 Et ¢l N B“ N W/ ‘ -
13 cl N [l - e
14 c N ] = o
15 Bun a N [loe =54 w ;
16 Bui cl N E .
17 Bus a N T ‘
L8 But a N & T e
19 Penn a |N & ,
110 Peni c N & e ==
L1t Penneo €l N &
112 Pen a N [o: == ethoxide
113 Peni cl N B: 2-is0 Modificatio:
114 cl N o = e % = =
115 ¢l N @ o
116 (] N e s
117 c @ i
118 cl N @ e ~ Comments
L19 a N r = |
120 CH,Penc a = N Hekeiis
121 CE.CH=C] cl N €
: Referenced in foliowing compounds
r = N = l Referenced in f ‘
. eferenced in following facts
13 cl N = s
B:;a_' 1-{2-bromo-1.2-d Referenced as product in
L4 Me H N
m o te Refierenced as starting material in
25 Et H N -
[ = T - B
RX #17: Example 2 R ample
1-26 Pr-n H N - b 2

4 ' cR[EJA[T [l M) P ™ Referenced as reage:

Tool
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Y
S

Database
production

Automatic
extraction of data

Reaxys
DATABASE

h J

Manual excerption

Paper

L Structures, Markush, chemical names, NMR,
or electronic file

IR, MP, USE, ...
Reactions, temp., solvent,...
Targets, MedChem data

Reaxys

'“'"‘"'-"-P'-";-‘D—'_hh.-ﬁ_-l -
MarirShetch NET BT 100
eyl vere N S oumecnerrite I
8 D0 ADd 0 Raliwm e

i

T

E ChemAxon
Marvin J5

S
e S0 o i

1o
L
€
L}
3
5
r
"
ci
-
L

e et g
e r

=

Yo

| Reaxys
Business jntelligence Engine

iEI (intuitive Excerption Interface)
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Reaxys Architecture Diagram (simplified) Q. Marvin JS

E ChemAxon
Marvin JS
[ —i=)

CloudFront

Load Balancer

Iniage
Cache
FEin Load Balancer
CDN
i Reaxys

Business: Intelllgence Engine

Crossflre Reaxys
Seardh Engine Cluster

X
.....................................................

Stefan Roller
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Reaxys Architecture Diagram (simplified)

ChemAxon

CloudFront

Reaxys
FE in
CDN

Load Balancer

Load Balancer

--------------------------------------------------

Marvin JS

-----------

i Reaxys
Businessiintelligence Engine

Crassfire Reaxys
Search Engine Cluster

ChemAxon
JChem
Webservices

Search/Data
Request

Reaxys FE at Customer

A I W N

Seafch/Pafa
REqudst

Molprinter

A 4

Reaxys Business Layer

ChemAxon’s technology in Reaxys | 27

G Marvin JS
JChem Web Services
MolPrinter

json

;'.I.DE,XRN”: 3028,
"IDE.CN“: 3-hydroxyindole<,
Image png
@

OH

ChemAxon

<IDE.XRN >3028</IDE.XRN>
<IDE.CN>3-hydroxyindole</IDE.CN>
HDR

00000000 0 0999V3000
M V30BEGIN CTAB
M V30 COUNTS 10 11 00 0 REGNO=3028
M V30 BEGIN ATOM
M V301C 17357 1.2590 0.00000
M V302C 17357 2.2572 0.00000
M V3080 2.9937 0.0000 0.00000
M V309C 0.0000 1.2525 0.00000
M V3010C 0.0000 2.2554 0.00000
M V30 END ATOM
M V30 BEGIN BOND
M V301112
M V302113
M V3010167
M V30112910
M V30 END BOND
M V30 END CTAB
M END

Stefan Roller
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Key Reaxys Use Case: Reaction Searching and Synthesis Planning [&SINYEYaES

« Using MarvinJS to enter even complex reaction queries

* Find preparations for a substituted indole based on a sophisticated
substructure query

Ry

!
R, 4%:@{0, F, CI]

H

Jurgen Swienty-Busch
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Key Reaxys Use Case: Reaction Searching

ChemAxon’s technology in Reaxys | 30

Reaxys’

DEEDSCXxOd

& Structure editor

MPUOCOO

BE OO0

Quick search  Query builder  Results  Synthesis planner  History Sign in ®

Create structure template from nz Full-featured Java-Script
Editor provided by
ChemAxon allows to

E_'ilJ
R Group Logic enter sophisticated
et 1, Root 4/ Reaction center structure and reaction
I"rl .
+ N x i queries
Hry Ry
- \ ; [m] Additional ring closures
Tn /@ [o] @ £
> Ry [0.F. CI] Ri= [] Related Markush
b
; H[l] o . E Salts
. / .‘_:E :/ ar E Mixtures
., Atom Mapping oH I [®] Isotopes
[m] Charges

Position variation bond
A [m] Radicals

[ - + More options

Clear i Transfer to query »

Feedback (J

Jurgen Swienty-Busch
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Key Reaxys Use Case: Reaction Searching

ChemAxon’s technology in Reaxys

MolPrinter

Reaxys

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

Quick search ~ Query builder ~ Results  Synthesis planner  History

117 Reactions out of 71 D ining 224 Sut 32 Targets
o

[] 0 seleced
Export

[ Reaction 10: 9379493
1

cH, L
H’c\/aj(go + o Cl—H —>
o
4 Conditions ~  Find Similar »
Yield Conditions
6% Stage #1: ethyl pyruvate; o-chlarophenylhydrazine hydrochloride With sulfu-

ric acid at 20°G; for 0.0833333h;
Stage #2: With PPA for 24h; Heating;

With PPA; sodium bicarbonate; sulfuric acid In ethanol

Experimental Procedure v

With PPA; sulfuric acid In ethanol at 20°C; for 72h; Heating / reflux
Experimental Procedure ~/

Stage #1: ethyl pyruvate; o-chlorophenylhydrazine hydrochloride With sulfu-

ric acid In ethanol at 20°G; for 0.0833333k;
Stage #2: In ethanol for 72h; Reflux;

Optimized results
display with focus on

reaction structures and
context relevants filter
& analysis tools

4
o
a
References
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3957 - 3960

Full Text A Cited 186 times A1 Details >  Abstract >

Carruthers, Nicholas I; Chai, Wenying; Dvorak, Curt A,; Edwards, James P.;
Grice, Cheryl A; Jablonowski, Jill A; Karlsson, Lars; (....) Wei, Jianmei; Xiao,
Wei - US2003/207893, 2003, AL

Full Text A Details > Abstract »
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Location in patent: Page/Page column 56-57
Full Text A Details >  Abstract >
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| ocation in patent: Parasranh 016!

Signin @

Feedback ()

Jurgen Swienty-Busch
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MarvindS Usability Improvement Project & Marvin JS

» Originally integrated MarvinJS version was not optimized for Reaxys users
« ChemAxon and Elsevier exchanged end users feedback and came up with an improvement plan

DEENCXAA,PRemE0 “ NEEY2CXA/EEeH SO o
¥, il (&
o i " Abbreviated groups also / =
s o & accessible via keyboard R
4 s / o
o s pHJ Reaxys generic groups -
= o better visible d
= s 5= H
. ¢ 0 T Max. substitution count c
R : [l T Lockatoms N
2 -} o}
- H
— = . 5
= ' . Atom-Atom mapping
T < | 2 F
) / Updated templates
A 1-1 =
! o )
¥ 0O00 o 2 cA0000000OR R W 5

Old version New version

Jurgen Swienty-Busch



ChemAXxon’s technology
In Reaxys

Reaxys - Workflow

=
! ~  Manual
Architecture = )
Excerption

Structure Future

Queries Projects JChem Web Services

& ChemAXxon i i

G Marvin JS




ChemAxon’s technology in Reaxys | [[34

ELSEVIER
G Marvin JS

Ongoing & Future Projects — Predictive Tools
MolPrinter

Using Reaxys Medicinal Chemistry bioactivity data to build predictive tools
JChem Web Services

NH, SH
> Bioisosteric replacements
* Enhance affinity ) R Chemical Structure
SN R cpresentation Toolkit

* Correct an ADME problem

e Overcome an IP issue

£
“What should we make next?” = 7/
> Target prediction - CompoundiD L
*  Primary activity Alilxq —
* (un)favourable side effects i ; Ll o
* Drug repurposing K
| N
“What can we expect from our compound?” .ﬁ% g

o Use of Marvin JS for rendering chemical structures and for formulating the chemical structure on the query page

o Use of ChemAxon Server Tools for transforming molecular sketches into SMILES and 3D structures, handling molecular

topologies and creating molecular images
Rosalind Sankey, Olivier Barberan, Pieder Caduff
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Abstract

ChemAxon’s technology supporting Reaxys and Reaxys Medicinal
Chemistry (RMC) production, searching and visualization workflows

Ralph Hossel', Elena Herzog', Stefan Roller!, Olivier Barberan', Rosalind Sankey', Jirgen Swienty-Busch', Christian Bohm' and Pieder Caduff?,

1 Elsevier Information Systems, Frankfurt am Main, Germany, 2 Elsevier Life Sciences IP Ltd, UK

Reaxys and Reaxys Medicinal Chemistry (RMC) is a first-class chemistry solution designed to support chemistry, pharma, environmental &
material research. Its user-friendly and intuitive interface offers retrieval of a wide range of chemistry data which is stored & managed in a
robust database. This is supported by a wide range of chemistry related search functionalities, including structure and reaction search, property
search and NLP supported text search based on continuously updated and expanded taxonomies focused on chemistry and pharmacology

disciplines.

Reaxys and RMC’s end-to-end processing workflow embeds and employs ChemAxon’s technology in various stages and processes; from
supporting manual excerption of factual data from full text publications (literature articles or patents), for chemical entity visualization,
annotation and enumeration, and for advanced structure search and retrieval functionalities. ChemAxon’s technology also provides
presentation of structures and molecules to the end-user on the Reaxys and RMC’s User Interface. The focus of the presentation will be on

demonstration and usage of ChemAxon’s cheminformatics tools and applications in Reaxys and Reaxys Medicinal Chemistry.
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intuitive Excerption Interface - iEl

» iEl (intuitive Excerption Interface) is a Windows-based, locally installed software for manual
excerption of chemistry and MedChem data

* iEl is embedded in the overall Reaxys and RMC workflow

* iEl ensures high data quality by...
» using taxonomies or completely fixed vocabularies (185) for nearly all text fields
« well organized excerption masks
*  More than 1000 check rules, 150 of them purely for Reaxys MedChem, 50 purely for chemical structure issues

+ iEl ensures high efficiency in excerption by...
«  providing hyperlinks between related objects (e.g. between assays and data points, or compounds and reactions etc)
« providing several overviews from different angles (compounds, pharmacological data, physical data, reactions, etc)
«  providing tabular views for quick entry of similar data sets
* various copy and paste features

+ iEl exports the final data set in a way that it can be loaded into the Reaxys data base, ensuring
that all checks have been run
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