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Evotec: A proven track record

Providing high value, integrated drug discovery alliances

{ Founded in 1992
{1 Proven track record with over 150 partners worldwide

1 A comprehensive platform that:

I Focuses on small molecule drug discovery and development

I Drives a range of discovery alliances in various therapeutic areas
1 Strong financial position for continued investment

1 Global Operations

i UK, Germany and India A drug discovery and

q Critical mass development company

i ca. 500 employees that delivers innovation

M Flexible deal structures . :
{ Listed on FSE (TecDax) ) evotec

to its partners
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Global reach for global projects

ca. 500 Evotec employeesworldwide

Abingdon, UK
~210 employees
1 Medicinal chemistry

9 Zebrafish screening |

1 ADMET
9 Structural biology

Hamburg, Berlin &
Gett i, ,Ggrmany
~140 employees

1 Screening

1 HTS

7 NMR

1 invitro & in vivo biology

Thane, India

~150 employees

1 Library synthesis and
management

1 Medicinal chemistry support

1 Development chemistry

@ Sales representation (San Francisco, San Diego, Boston, Tokyo)

Operations & sales representation

Singapore
1 Zebrafish screening

PAGE 3
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Building high value, integrated partnerships

From target to IND

>

| 1 Medicinal

1 Assay develop- | 1 Medicinal
| chemistry

ment & screening chemistry

T (WHTS 9 Hit expansion i 1 In vitro biology
1 High content | 1 Library design | 1 Disease biology
screening | 1 High throughput | and target class

| expertise

i 1 Computational

:  chemistry and
structure-based

i drug design

! 4 In silico ADMET

1 Electrophysiology

1 In silico screening
technologies

9 Fragment-based
drug discovery

i chemistry

| 1 Protein-ligand
{  crystallography
{ 1 In vitro biology
{ Early ADMET

| 1 Analytical
development

\ 1 Process R&D

| { Large scale

i synthesis

{ 1 In vivo
pharmacology

i 1 Custom synthesis

{ 1 Clinical alliances
| q Clinical project
i management

Disease biology expertise

1 CNS 9 Inflammation 9 Pain

9 Oncology

9 Metabolic

Proven program management

9 >110 hit to lead and lead
optimisation projects

9 320 assays developed

1 28 PDCs

—~-
UiSaAstts

9 20 compounds
approved

for clinical trials

Flexible deal structures

Superior drug
candidates in a
time and cost
efficient manner

For example:

Boehringer

Oncolo gy ||||| Ingelheim

CNS

Inflammation

U NOVARTIS

Pain

Metabolic /7 Boehringer
. I"I Ingelheim

diseases

Hunti ngton

disease

PAGE 4

‘N



Agenda

1 About Evotec

91 About the eScience Group

1 A brief history of informatics at Evotec
1 Some examples of our applications

M1 What next... A look at the future at Evotec?

PAGE 5



‘ evotec
(

Informatics, data, chemistry & biology

Making the Scientistsod |ife easier

1 Scientific Software Development
- Applications
- Plug-ins
- Macros
- Databases

9 Scientific Software purchasing & License Management
1 Compound Registration

1 Training

1 Application support

9 Literature Searches

9 Project data support

1 Anything else to do with scientific applications...

PAGE 6
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A brief history of time

Life of Evotec cheminformatics software

ELN Viewer ConturELN
(ChemAxon) (ChemAxon)
ELN
CCD1 CCD2 Viewer CCD3 EVOsource JC4ASP
(MDL) (Daylight)Daylight) (ChemAxon) (ChemAxon) (ChemAXxon)

S | S [V

T vt ¢ T{g¢® ® 0 U

2 X Z X Z X

ELN Evotec ESMA ESMA PFA Instant JCAXL
Supplier EVOseek EVOseek (ChemAxon) JChem (ChemAxon)
Database (Daylight) (ChemAxon) (ChemAxon)
(ESD) —
(Daylight) Reaxys
(ChemAxon)
Oxford Merge with Start
Asymmetry Evotec working
International Biosystems with

created AG ChemAxon
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Why we chose ChemAxon? ChemAxon

Thenéeé

9 Daylight cartridge initially used with ESMA, ESD,
CCD2 registration application

9 Costly could only have ~35 CCD?2 licenses, most
chemists could not access system »

9 No more UK Daylight support

9 Looked for a supplier with a good, well designed API
for developing our own systems

91 JChem Cartridge utilised structural transformations for |
business and enumeration purposes.

provided good value for money!

PAGE
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Why we continue to like ChemAxon!

They actually fix bugs!

91 Use ChemAXxon tools in all our application, EVOsource, ELN, CCD3,
ESMA, Reaxys

1 Great APIs

1 Good structure standardisation tool for business rules

9 Support is excellent

9 Good library enumeration tools (Reactor & Markush Enumeration)

9 Plenty of plug-ins available logP, pKa, logS, name to structure, structure to
name, tautomer, etc.

9 Local and server based databases via 1JC
1 JChem for Excel & SharePoint

9 Good relationship with ChemAxon team

1 ChemAxon have come a very long way in a relatively short time gathering a
large customer base

PAGE
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ESMA

L
e

3O

Lol B el

Evotec Searching and Modelling Application

1 A desktop tool for chemists to
investigate structures

A single Molecular Investigator
A spreadsheet

Chemistry [/
Data miner

Aim to replace much of the functionality over
the next 6-12 months with other applications

Bi ol ogy

91 Molecular Investigator

Property calculation
Toxicity information
QSAR Models
Bioisosteric conversions

Will be replaced by embedding calculators in
Marvin, 1JC and JChem4Excel and other
internal applications

. I3 P38 MAP Kinase inhibitor (Molecule Investigatar)

Fle Edit Yiew Insert Tools Help

C N 0O F FReact Select |Erase Faste Unde Zoom
S o
+ p s = IN|EH F e A Req

[v]~

@ Mumber of Lipinski Violations
@ Mature of Lipinski Yiolations

‘| @ mumber of H-Bond Donars
@ Mumber of H-Bond Acceptors

| @ Mumber of Rotatable Bonds

@ Molecular Weight
@ cLogr
@) Veber Bioavailability Rule

@ TPsA (A2)

(&) EBEE Distribution

@ cMR

@ Undesirable Functional Groups

() AVERAGE Energy (kealimol)

& Toxdlerts

0

| 3

| 8

| 3

|412.3499

|D.SDE.

| Passes

|13l3.39

Fule 1: Mo prediction
Rule 2: Mo prediction
TPSA: Outside range for BEE penetration

10,233

Phenalzs = 1
Hydraguinane
1 d-diphenaol

|12.?

|4 alerts, 2 Matfs.

[«

EENFNNENE -

PAGE
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ESMA

Spreadsheet

91 Chemical Spreadsheet

Property calculation
QSAR Models
Charting capabilities
Spreadsheet functions
A Sorting

A Filtering

Will be replaced by JChem for Excel

f test.sdf 359 rows,
[ R
# STRUCTLRE I Alias_ID
N =Ny 2085945 1
aly
NG| Yy
) )
=,
Y
Y
o My
W,
|12 - 2085963 1
AN § Yy
o -"\J!
T
NPy
i
{ T
L
g = 2085964
e ~
N N )=/
_ -
= 4
° = }5)
3
4 = 2085965
S Yy
= 4'\ !
I e
Yy
.,
A
3 2085966 16
o
o
Y
—
3 2085967 16

# Samples

%INHIacZ Histogram

-10 o 10 20 30 40 a0 &0 70 80 a0 100

IMHIacZ

o %IMNHlacZvs. %INHgus

f_:ﬁ i a
/ \JJ\OA
WA, _

Close:
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Data Miner

#, Evoseek Searching and Modelling Application _|E LI
File Tools Model ‘Workspace Help

{ Data Miner [Olu]al[el [a] s [u[s]

B8 Data Miner (8) 0
Chemistry | Screening | Screening Pivat | Biology |
- User can search a pseudo-warehouse
.. Harme | Document | #ssay Information
lelanocortin MC1 Binding Mo Infarmation Mo Information -
d atab aS e Of Str u Ctu re aCtIVI ty d ata lelanocortin MC3 Binding Mo Infarmation Mo Information :
. . . picid Delta Binding Agonist Mo Information Mo Information —|
Kerntnnin 5-HT1h_Antananist hin Tnfarmation M Tnformatinn hd
- Multiple views available
C h f I d Screen Name I Run Date Conc, Yalidi: | Reeport Ref,
- GPCR Doparning D4 Mo Infarmation -
an Searc 0 n any Ie s GPCR Dopamine D2 Mo Infarmation :
. . GPCR Platelet-activating factor PAF  Ankagonist Mo Information —
- P rOJ ect based SeC u rlty \GPCR Histamine H1_Antannnist M0 Tnfarmatinn =
. . = g —L Y| D
- C u rre ntly CO ntal nS L | Struckure | Gualifier | Value [ Units | Cone. | Screen Mame | Plate-well (EvoID) | Quality | validic | Screening Result Info |
Ve ki - e ENS_BACE_BACE_DL_PRIM_01_ TRGDZ520-0177-E03 ¥ -
H RUN_O1
A ~1.9m unique structures - 5
A ~1.9m screening results
678 k3 ENS_BACE_BACE_DL_PRIM_01_ TRGDZ520-0169-E03 ¥
RUN_O1
. .
- Replace with commercial front end and
then refactor the database to be a proper P TR OS5 3 i
warehouse
~40 o EMS_BACE_BACE_01_PRIM_01_ TRGD2520-0004-C06 ¥
RUN_01
-39.4 o EMS_BACE_BACE_01_PRIM_D1_ TRGDZ2520-0004-A04 ¥
RUN_01
-368.1 o EMS_BACE_BACE_O1_PRIM_D1_ TRGD2520-0004-FO04 ¥
RUN_01
B

'letrieved 200 of 4718 records ordered by Yalue
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ELN Viewer

€
L

o
)
-

)

W

Checki

ng what

webdve done!

Document Details :

Search Page

Logout

Bookshelf

9 Query search page via Author, and/or
structure and/or reaction name and/or,
transformation type, heterocycle type.

Labbook l— Date Before
Number After
Babb, Jennfer | Document Details :
Author Badland. Matthew = Title Contains
Baguley,Paul
g:ﬁﬁ:ﬂane FGI Named Chemical Reaction Transformation Type Heterocycle Type
Bainbridge. Nigel Reagent ) Product - Aldol " Not Appllcab\e - Azepllje
Baker, Robin Abstract r Not Applicable r Arb [ Acylation [ Azetidine
Bala, Kamesh Contains r Acetal r I Arbuzoy ™ Addition I Aziridine
Bamford, Samantha =l r Acid r ™ Amndt-Eistert I~ Alkylation ™ Benzodiazepine
& Greater Than - Acid Chloride i [~ Baeyer-Villiger [T Amidation [ Benzofuran
Project Code Yield % r Aleohol r [~ Beckmann [T Amination [T Benzoimidazole
& Less Than [ Aldehyde [l ™ Birch [ Cleavage - Benzopyrone
- - r Alkane - I Clai ™ Condensation I Carbazole
ustomer Selectcompany < ol. Formula - Alkene - alSF!I'I - CDI‘IJLIQE[E! Addition sl Carbaline
Document Type LabBook - r Alkyne I ™ Curtius I Coupling [T Chroman
r Amide r [~ Diels -Alder [T Crystallisation " Diazepine
[[RunGuery | Reset - s P
- . I Amidine r ™ Favorskil I~ Cyclisation ™ Flavone
Reaction Structure : - Amine r I Finkelstein ™ Cycloaddition ™ Furan
H C N O F React Selest Erass Paste Undo Redo Zoom ” T r Amino Acid r I Fischer Indole [T Decarboxylation [T Heterocycles
R A A ke ¢ - Amino Alcohol | [~ Dehydration O Imidazole
m O U [ : oP < T\_ lesults highlighted in yellow are restricted records to which you have access.
]
* LI 1561 records found - Showing 1 to 50
@ B Displaying Page 1 of 32 m @
Reference Title Authors Yield Rating Bookmark
Pearcey, Leigh 65 10 L ]
H H
HO N N 0 —CH,
: N /
Convert stage 5 acid/ester mixture to O O O O
OA1049-148 M N
_— pure ester -
o] 8 T8 0
NI'L_, H?N
Pearcey, Leigh 78 10 L ]
o]
Br |
formylation of 2 methoxy 5 bromo O
OA1171-114 pyridine N M O
PAGE 0
eny o
CH,
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Corporate Compound Database (CCD)

Introduction & Overlap

1 Register every compound synthesized on site or

dispatched to a client

9 Enforce exclusivity of each compound

1 Migrate existing data

i
© File Edit View Insert Format Tools Actions Help

: - gaReply | =8 Replyto Al | i3 Forward | 5§ de | SR X e A0 ‘@lg

From: catherine.reisser@evotec.com Sent: Thu 18/09/2008 14:34

To: Reisser, Catherine

Cc:

Subject:  Simple Query Overlap Report

Attachments: B SimpleQuery_Overlap_CREISSER_20080918_133349.txt (701 B}

. =
9 All chemists should have access Simple Query Overlap Report
. . The follewing message was added:
ﬂ PrOJeCt and User Securlty Overlap Regquest sent by Catherine Reisser. Overlap based on the following Query, Simple Query: Notebook:EVO777-777-
077 Supplier Reference:null Plate:null Project Code:null Template Id:0 Client Name:null Client Site Name:null Supplier Name:null
Count Source = 1
. Count Visible Hits = 4
9 Follow Evotec Business rules
Please do not reply to this message.
. R . If you have any problems then do not hesitate to contact eScience.
9 Flexibility to load and query changing data
. =
9 Preferences should be used to display and export data
A B I c l D l E l F G | H l l l J |
1 |Source Id Source Structure Target Structure Target Evotec |d MNotebook Commercial YN Project Code Library Template Id Exclusivity From Exclusivity Type Sta
| 2 | 36146 CC(N)Cclccecee! C[C@H]N)Celccecct [ail] ENVO777-777-078 N POOverlap Compound UNKMNOWN
&l | 36146 CC{N)Celcceceel Cl[C@@H](N)Celcceeel |ail| ENVD777-777-079 N POOverlap Compound UNKNOWWYN
| 4 | 36146 CC(N)Ccleccceel COC1CCCCC1.CC{N)Celceecc ENVO777-777-081 N POOverlap Compound UNKMNOWN
5 | 36146 CC{N)Ccilccceel |(CC{[15NH2])Celcccee EVO777-777-082 N POOverlap Compound UNKNOWN
6
&
8

PAGE 16
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CCD

Preferences

¢ Preference 2

|

Preference  Help

== 4]

Export Preferences

K Preference 1

it B

Preference  Help

Preference File Mame |Export

2 EH R

Defaulk Folder Location |S:'l,eScience'l,Shared'l,Training'l,CCDIII Training\Export

Export Preferences

Select the file format
) Excel File

(@ SDF File

Select Fields \Structure Options Panel ‘\

Preference File Name |Exp0rt

Defaulk Folder Location |S:\eSciencelSharelera\ningICCDHI TraininglExpart

| Browse

Select the file format
() Excel File

@ SDF File

Export Order | Database Field Name | Field Export Mame Sample Mo BN coiect Fields* Structure Optians Panel\

1 Moteboaok Motebook,
2 Plate Plate 1 Add one or more scaffold(s) here and all the Exported structures will be oriented in a similar way
3 el well 1 Scaffold 1 " Scaffold 2 |
4 Praject Mame Project X

Fle Edt ‘“iew Insert Atom Bond  Structure  Tools  Help
5 Mass Quantity 1 ; =
& Mass Linit Quantity Linit 1 k- ‘ Q Q =4 ] B Y gl -] 2
7 Dispatch Dat [t 1

et = - (W] (] (W] [0 (S [F] (¢ (et} [&e] 1)

3 vial Barcode Evotec Wial Barcode 1 -
El Client MName Clienk Mame 1
10 Client Site Clierk Site 1 = H o
T N N N T

T

= M

S :
| g8 Add Field | | g8 &dd 5o

v [ |
| Add Scaffold | | Remove Scaffold

Select the Structure Format
(" Do nok export skrockure
@) Export struckure without salt(s)

() Export structure with salt(s)

PAGE




CCD

Querying

Q§ Query and QC 1

GQuery  Edit

Tools

Registration

Help

QR

®

[&]

v

MNumber of Compounds;

93

Compound Identifier

EvO001-001-021
EVO001-001-022
EVO001-001-025
EvO001-001-024
EVO001-001-025
ENvO001-001-026
ENvO001-001-027

4]

.. J

Search Area

Matebook,

Supplier Reference
Supplier

Plate

Dispatch Date
Project Code
Library Template ID
Client

Client Site

| Evokec

2, Find

| %

Clear Query

Evotec Corporake IDD  Frarzg : Batch Data
Field Mame Walue
jal? i 7
Is Commercial? Is Registered? B EvO001-001-020 B
H Project Pharrna Project Targst W
N ]
U
N NH
H |
CH,
MF - C1iH1aNzE02 MW 219,2308 -
. ..
Salt Data Physical Property Data
SaltfSolvate Name | Salt)Solvate Stoichiometry Field Mame Value
- P
F .
sample Data
Field Mame | Value Sample
Client Mame Evvobec 1 = h
Client Site Hamburg 1 -y
Dispatch Date 10{0zy2009 1 Analytical Data
Mass 2.5 1 Field Name Yalue
Mass Linit mg 1 Purity a5 .
Plate PP-00002HO1 1 MR H
well A01 1
Evotec Barcode 1
— -
-
..
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EVOsource

Compound Sourcing

_ Home Basket Browse Admin Help Welcome, Bob Marmon
. evotec EVOsource

Logout

1 Multiple search terms

LLEUV I Saved Searches | eRegs To Approve | News

dit View Insert Atom Bond Structure Tools Help Name - . . .
£ @ e 7 [@ B e 1 Single or combination
IL IFS Part No
= ! 1 Up to 50 structures
|| L_N_‘ Compound -
L_O_‘ SlrSucturE | Substructure =~ Category Co unt
CHy qu Threshsuirlz IDB S I 119
L_F_‘ Fragments lﬁ ﬂ upp Iers
| L—p_‘ Wlal Formula | ''''''''''''''''''''''''''''''''''''''''''''''''''''
| E _
| "o ] 1 Catalogues 412
G Meves T
- CAS e | Unique
T Unig 12,607,608
o Compounds
2 e
Stores
1 Parts 43,427,721
Part el
Cat No |
Compound IDon‘t Care j
I
- uppliers [aBCR -
14 | I Iy " ACE Blocks :I
FERREE hee
8 Activate Scientific |

PAGE 19
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EVOsource

L

% T i

FredB

4 e N S

Search results

. evotec
(]

EVOsource

Home Basket Browse Admin

% View Search ||._&Reﬂne ||E Save Search ||n ExportAs... = |

Help

Welcome, Bob Mamon

Logout

CH,

a

HN

ffs Part No: 109700
IUPAC Name: 4-methyl-1H-indole
Formula: CIHIN

Wer%hii 131.1745

Ifs Part No: 378734
IUPAC Name: 1H-indole-4-carbonitrile
Formula: CIHBM2

Wer%hii 1421573

HIMN

Ifs Part No: 28208
IUPAC Name: 1H-indole-4-carbaldehyde
Formula: CIHTNO

Wer%hii 145158

HMN

Ifs Part No: 25116

IUPAC Name: 1-(1H-indol-4-yl)methanamine
Formula: CIH10N2

Weight 1461891

a

HIMN

ffs Part No: 386579

IUPAC Name: 1H-indol-4-ylmethanol
Formula: CIHIND

Weight: 147.1739

N
Il

Ifs Part No: 1385936

IUPAC Name: 1-methyl-1H-indole-4-
carbonitrile

Formula: C10H8N2

Weight: 156.1839

HIN

Ifs Part No: 5395853

IUPAC Name: 1H-indol-4-ylacetonitrile
Formula: C10HEN2

Weight: 1566.1839

Ifs Part No: 678659

IUPAC Name: 1-methyl-1H-indole-4-
carbaldehyde

Formula: C10HINO

Weight: 159.1846

1 Up to 2000 results

1 IUPAC names

1 Hazard data

{| Stores, Basket icons
{ Can save search

1 Can refine search

1 Can export results

PAGE 20
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EVOsource

Compound selection

CAS Mo 72432-64-5
Comment ALDRICH 0.98 Acros Maybridge liquid
Ifs Part No 11047
MFCD No MFCD00000658

Molecular
Formula

Molecular Weight 176.548
Source Supplier Catalogue

— T

CTH3CIF20

|C0mp0und Deetails available by clicking on the IFS Part Mo

Live Orders User Date = Quantity

Catherine Reisser | 12/01/2010 | 1x6g

Return to Stores | Retym to Stores

Stock

\ 7

Quantity Status =~ Comments

19 OPENED

Part Name Supplier Infa  Existing Order  Pack Size Cost

Cat No: 265292
2.4-Difluorobenzoyl chloride Sigma-Aldrich Purity: 0.98 g 2 5g £21.30

Density: 1437

Cat No: 265292

2. 4-Difluarobenzoyl chloride Sigma-Aldrich Purity: 0.98 259 £79.00

Density: 1.437

2.4-Difluorobenzoyl chloride 98% Apollo Scientific Limited | Catf No: PC2723 25g £15.00

Quote

Order

Quote

Order

Quote

Order

1 Can order from stores
1 Can see if ordered

1 Can order from supplier
1 Can request a quote

1 Additional information displayed

1 JChem Cartridge accessed
through Java Persistence API

1 Marvin Sketch & View
1 Structure to Name

1 Instant JChem

{| Standardizer

PAGE 21
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The challenges of loading supplier catalogues

Integrated Cyclic Process

1 Contact Suppliers
I Existing suppliers
I Preferred suppliers
I New suppliers

1 Receive catalogues
I New catalogues
I Catalogue updates

Receive

91 Process
T Fix errors
I Expire old data

RISICN 9 Prepare catalogues
Convert to SD file

'
{ Load catalogue data : Structure Checker
'

I Multiple parallel
processes

Structure to Name
Name to Structure

PAGE 22
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Knime Extensions

Enhancing chemistry workflows

Database
Database Connector Connection Reader MrvConverter MetaNode 1:1
@—@—u
ES®) 2Dto 3D
Enumerated Database
Toxicophore
Filter Merge Descriptor
D——_—__D
T S —D D > > @ b
b
)

Drug-like, Lead-like, Fragment-like Classification Completed  Traffic Light Report

JChemManager
a8
JChemManager
.l Update Enumeration Database JChemUpdate

Reagent Database

IChemSearch Statistics
Enumeration Database
Histogram
Find Reagents  Frequency Search (interactive)

Histogram

JChemManager

>

(@) \hemsﬂmh
Availsble Compound Database

Scatter Plot

MarvinSketch
Search Request —
% Retrosynthetic  Molecular
BiReactor Synthesizability Properties Data Visualisation
Sar & A > 8
Reagent Query
4 (@
MarvinSketch /" Reaction Schema Reaction Success Property Caledator \  MolExporter
w4
D) 70
Template Export SOF
Database Decision
Database Connector Connection Reader  MryConverter Tree Learner IChemManager
Reanent Database Optimal Feagents Target Database
Decision Tree ChemUpdate
Database redictor
Database Connector Connection Reader  MryConverter UNITY Fingerprint PCA
@ @; e /R P /) b R
___
T T T YaT T Final Librar
™ @™ sy Hode 40 !
Enumerated Database Tripos Mode Spectral Clustering

PAGE
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Structure Checker

0

Correcting the incorrect

x|
Q Bond Angle Checker

3 bonds Found with wrong angle

@ Yalence Error Checker

1 atom with valence problem found

Structure Checker

@A Marvinsketch 5.3.7

File Edit Mew Insert Atom Bond  Structure Tools Help

4 00 LBE G folim T @

=10l

Structure Checker

: JIEI" Q Explicit Hydrogen Checker
o \Q =0 2 explicit hydrogens found
@ Yalence Error Checker
Br 12 atoms with valence problem Found
B4 | B Marvinsketch 5.3.7 =101

Ql_ Fix Al

Q Abbreviated Group Checker
Z abbreviated groups found

Q Bond Angle Checker

1 bond found with wrong angle

File Edit Wiew Insert Atom Bond  Structure Tools Help

PAGE

\’_2_ Fix 4l

Unooow

20 =+ %Problems:Z

l@ Bond Length Checker

4 bonds found with wrong length

§ 00 LB % Sl 2

MarvinSketch 5.3.7

File Edit Wiew Insert Atom Bond  Structure Tools Help

WO D0 4LE @ ol 5 @

=lol=

LJ .
w
T
@ .

.
[ @.-g'- oH

. B /-\B

] kELEé}E-’ 5
@ - B
M
l_ﬂ

Unooow

30 * ¥ Problems: 3




| —
|
Spreadsheets evolving?
i Booki [Compatibility Mode] - Microsoft Excel =
Pagelayout  Formulas Revisw - D @ - = x
Gl lmport from Dstabaze | (I AJ/Edit | (7% From SMILES [ From Shpe [ T & 23 Options | @ Help
& import from File show| |0 Toswies 3] ToImage shape Y 4 apout
i\i " @ a a ® Filter @ n
S Eport to File £ To Manin OLE shape | @ i £ lcenses
import - Eport structure Chemisty | Options Hep
AL - ( e | structure ¥
A B e D E F X
1 [Structure Mol Weight Formula D Catalogé  Name Evotec_IUPAC
mﬁ? n
PN
W7 ¢
L
Y
2 270.2402 C14H10N204 217 11124 Quinaldic acid succinimide ester -{(quinolin-2 yicarbonyljoxylpyrroldine-2.
. : o) 9 : -
2 Mome insen  Pagelamjowt  Fomuiss  Data  Review  View  Developer - - = x
3 T 791.757 CABH36CONA04 3075 3297 Tetrakis (4-methoxyphenyl)-21H 23H-porphine Cobat(l) Ty — m SMILES. [ From Shape g s o 1] Options | @ elp
| ey @snow| |+ TosMAES g To mage Shape e [+ R # spout
87 07 ew, Structure Options cip
! o1 fi| =ICReactProductStructure(CLALEL &
a CHy 220.4136 CBH2003512 22302 48014 Trimethylsilyl trimethylsiloxyacetate il =)CReactProductStruchare{C1,A1,81) ﬂ
A 8 c o e G G [
N H—Br
Br 3)\NH2
5 259 .95 C3H4Br2N2S 18393 53873 2-amino-5-bromothiazole hydrobromide
on
o
‘\ N
6 " o 237.9833 C4H3IN202 13768 50937 5-odouracil o
NH.,
cl
+ Jin !
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SharePoint

|t I s probably the answer, although

9 SharePoint has the potential to be THE platform for scientists if we can give them the tools
f1t al so seems that as it can do so much itobos

1 Buy-in could be difficult, but being able to add structures will help the process (especially with the
chemists!)
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1418664301 2 methylcydohera-2,5-diene-1,4 done Benzo[c]thiophene is an organic compound with the chemical formula CgHg3-

i Hy
: <O
6.222696859  2-(1,. 2 1,3-benzothiazol

2.153693549  2-chloro-4,5-dinitrophenol

« ﬁ Benzothiophene

] : Benzothiophene is an aromatic organic compound with a molecular formula CgHgS and an eder similar to

naphthalene (mothballs). It occurs naturally as a constituent of petroleum-related deposits such as lignite tar.

J\ 0710270043 Sitro 2,3 dhydro-1,3-thiazol 2 mine Benzothiophene has no household use. Tt is used primarily in industry and research.

‘\={ Being a heterocyclic compound, benzothiophene finds use in research as a starting material for the synthesis
i of larger, usually bicactive structures. It is found within the chemical structures of pharmaceutical drugs such

as raloxifene, zileuton, and sertaconazole. It iz also used in the manufacturing of dyes such as thisindigo.

2089780121 2-amino-3, 10-dihydroanthracene-9, 10-dione
Its aromaticity makes it relatively stable, although as a heterocycle, it has reactive sites which allow for

functionalization.

" " 4607242341 2-{4, 5-dibromo-6-ydroxy-3-oxo-3H-xanthen-3-yl}benzoic add /
oee
3 b
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Plug-ins, Plug-ins, Plug-ins

All things from all places

fWedbre | ooking to replace our ESMA program

9 Our plan is to reengineer our calculators (internally developed, commercial, Moe models, etc.) as
plug-ins for ChemAXxon tools, so the user can use them in all pieces of software (e.g. CCD, 1JC,
JC4XL, Marvin, etc.)
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