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What’s in it for publishers

Content production, management and delivery

Platform independent & web ready toolkits
Industry leading performance and support

Widest range of functionality (consolidate all
your platforms to ChemAxon)

Sexy and state of the art functionality for your
portal/content

Deployed throughout STM publishing
Still called ChemAxon
Friendly/flexible pricing models




Everything you need to completely integrate chemistry
into your production and delivery platform

Visualization

Structure, guery & reaction editor,
viewer & visualization

Property Prediction

Structure property p'rédictiun &

eeiee, f
calculation

Selected calculations listing
pKa, Major microspecies

logP, logh

Charge

Tautomerization

Stereoisomer

Cenformation and 30 alignment
Topology Analysis

Molecular Surface Area
Markush Enumeration
Hydrogen bond donorf acceptor
Structural Frameworks
Structure to Name

BEG

Add-ons

=3 Isrkush Sesrch
@ Store & search Markush structures

Chemical DB - toolkit
_— JChemiOracle integration

=" Gtructure searching & db access

\© Chemical business rules processing

Batch structure file validation and
correction

Chemical DE - desktop
I‘g’: 1&tan Chem

%= Structure db management, search &
prediction

% Enabling chemistry in Excel

% ‘Web services integration interface

Nomenclature
@ |I'I-'I|3;|JI1 & sear.n.:h n:.hn.&r-n-ic:al names

Enumeration

Il

——v Enumeration via reaction modelling

Library analysis
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i i Clustering & diverzity analyzis

B b Decurrnpus'rtiun to fragments and
R-groups

@ HT pharmacophore screening



Innovation for IP professionals -
MMS structure storage and search

Toolkit and desktop application choices for storing and
searching Markush structures (without enumeration).

Includes Markush enumeration and interactive
visualization for advanced Markush manipulation.

Use cases:

* novelty search,

e idea generation,

e Markush creation,

e patent busting / white space identification




Thomson Reuters MMS/DWPI content implemented in
ChemAXxon’s Instant JChem desktop application

Instant JChem 5.3.8

File Edit Wiew Search Data Lists Tools Window Help
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assignee, patent family, activities & mechanisms of

& I Projects [ijc-project-markush-dermosat] = | Welcome x |‘8 Grid view for Inventions = [ﬁ Grid view for chemaxon_sample = [g Form view for Inventions =
E Design Query Browse | Entity: v| & & 8B & RE of
D Title Description Assignees
|219 | Mew spiro-heterocyclic chromans, thiochromans Spiro-heterocyclic chromans, thiochromans 4 LILLY & CO ELI n
and dihydroguinolines useful for treating e.g. and dihydroquinolines of formula {I), their LILLY&CO ELI
VNS . . apoptosis in cancer cells, cardiovascular sterecisomers and salts are new. X=0, S(0}n CHUDTW
= G0 to First Row disease, Alzheimer disease, Parkinson disease, or NR: n=0 - 2: R1, R3, and Rd=hydrogen, GALILED PHARM INC
| Markush structure G50 o Previous Row depression or chronic ohstructive pulmonary alkyl, cycloalkyl, halogen, nitro, cyano, JAMES DR L4
i di : i f M »
Go fo Last Row . . =
. " Structure data displayed alongside patent
RE . Lt [ ]
R %,Ff@ summaries from DWPI; includes abstract, patent .
R1

R17 Patents

Use

Activity

WO2006093548-A1 *
AU2005328328-A1
EP1856079-A1
R1 IN200703515-P2
RE Ch101163687-A
Rl JP2008531559-W
US20080207588-A1
; MX2007010328-A1
| BR200520097-A2

R16
R17

In preparation of composition useful for
treating apoptosis in cancer cells (g.g.
prostatic cancer, gastric cancer, breast
cancer, pancreatic cancer, colorectal or
esophageal cancer and airways carcinoma);
diseases involving hypoxia or anoxia (e.g.

atharnerlarnsis dial infarstinn

Mechanism Of Action

Lipoxygenase enzyme inhibitor. No biological
data given.

Cytostatic; Respiratory-Gen,;
Cardiovascular-Gen.; Antiarteriosclerotic;

“asotropic; Cardiant; Nootropic; Antidiabetic;
Antiinflammatory; Gastrointestinal-Gen.;
[ephrotropic; Gynecological; Antiasthmatic;
Antiallergic; Antiinflammatory; Antigout;
Antiarthritic; Antirheumnatic; Antiarthritic;
Osteopathic; Muscular-Gen.; Antiseborrheic;
Dermatological; Antipsoriatic; Antiasthmatic;
Respiratory-Gen.; CNS-Gen.; Tranquilizer;
Antidepressant; Meuroleptic; Neuroprotective;
Mootropic; Antiparkinsonian; Neuroprotective;
Vulnerary; Immunosuppressive;
Cphthalmological, No biological data given.

Cardiant; Cardiovascular-Gen.; Cerebroprotective;




Highlighted search results, ‘reduced’ Markush hits &
selective enumeration

& Instant JChem 5.3.8
Fle Edit View Search Data Lists Tools Window Help
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Enumerated structure properties can be generated
automatically and displayed in Instant JChem
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chemicalize.org

Free public service to:
* Add chemical structures to web pages in real time

e Search all structures (and URL’s) already chemicalized
(structure search the web!)

e See predicted properties for discrete chemical
structures

e Gather links of interest to chemists for post
processing (search, analysis, reporting, fun...)

chemicalize




Wikipedia: List of Organic compounds — chemicalized

W/ List of organic compoun..

&« (<K, ANE -4 http://www.chemicalize.org/?g=http:;//enwikipedia.org/wik/List_of_organic_compounds =0 3
3 home 3 CXN N XE.com - The Univer... 4= Boston, Massachuse.., @ The World Clock Me... ’ MapQuest Beta - M... ‘ FreeConference.co.. D Telefonszamok * (3] Other bookmarks
‘ The chemical names on this page were annotated by the chemicalize org service. You can see the original page: http://en.wikipedia_org/wiki/List_of organic_compounds. s g?mn

[am ]

New features & Log in/ create account

Article  Discussion Read Edit View history |Search Q|

List of organic compounds

From Wikipedia, the free encyclopedia

The Free Encyclopedia

This is a list of well-known organic compounds, including organometallic compounds, to stimulate the creation of Wikipedia articles. Note that purely inorganic compounds,
Main page minerals, and chemical elements are not included on this list. There are also no generic terms (e.g., carbohydrate) or mixtures of no fixed composition (e.g.. naphtha, gasoline)
Contents Compounds and enzymes that are overwhelmingly of interest to biochemists, such as Cytochrome c peroxidase, are listed under list of biomolecules.

Featured content
Current events
Random article

For substances with a number prefix such as 2-Butanal or 1,3-Cyclohexadiene. use the first letter of the name (in this case under B or C) to find the compound. Such names
usually have the first letter capitalized in a title or at the beginning of a sentence.

Whilst most compounds are referred to by their IUFAC name, "traditional” names have also been kept where they are in wide use or of significant historical interest.

~ Interaction
About Wikipedia Contents: ABCDEFGHIJKLMNOPQRSTUVWXYZ Seealso External links
Community portal 5 .
Recent changes A [edit]
Contact Wikipedia
Donate to Wikipedia For substances with an A- or g- prefix such as g-Terpinene, please see the parent page (in this case Terpinene).
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* Acrolein — C3HyO

« Acrylamide — C3HsNO

* Acrylic acid — C3H405

cid- CgHzOy (also known as Al

Clicking on image takes you to the
“Data page” for that structure

« Acrylonitrile - C3H3N




Links are respected (chemicalized) -
so building the chemicalized proportion of the www

W Acepromazine - Wikipedi,.. =
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Mew features & Login/create account

Article Discussion Read Edit View history | Se2rch Q|

. Acepromazine
WIKIPEDIA P

The Free Encyclopedia From Wikipedia, the free encyclopedia

Acepromazine

Main page depending on mg/f——"
Contents used in humans (4 |
Featured content frequently used in /N
Current events pharmaceutical pr =
Random article in conjunction wit EH; s as maorphine or buprenorphine. Its potential for cardiac effects can be profound 1
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H.C
About Wikipedia out of the preaneg N N
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S 1 Administration
Contact Wikipedia PN L 0 CH, S
Donate to Wikipedia : ematic (IUPAC 3
Help 1'1'.1 Po Acepromazine syl > i . !
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 chernicalized by Report error A
b Toolbox 1.2.1 Prd= % ChemAxon phenothiazin-2-yfethanone
1.3 Feline Identifiers
b Printlexport 2 References CAS number 81-00-7
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Datapage for “ace”: extensive predicted properties
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Name P - jor Microspecies
IUPAC name: 1-{10-[3-(dimethylamina)propyl]-10H-phenothiazin-2- Major microspecies at pH=7 .4
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Traditional name: Ace

(|3H3 3 Elemental Analysis i o 3 .
PRGN Formi C,aHz;08 i Customizable report
HsC Isatape formula: C19H22N208 H C,NH M
c fion: C (69.9%), H (6.79%), N (8.68%), O (4.9%), S (9.52%)
\E;?JQEEE_SCIOI;HDOS\[UOH: (09,95, £ (5.19%) 1 8.66%) O (495, 5. ’ layout fOf
.82%) .
Ecact rass: 326, 145384025 CGICUIG tlon rESUltS.
o CH,

Topology Analysis T 9] CHy

Simple l Ring Counts I Path and distance Geometry e Users Can move,
o E— open, close, expand
Q Syan : calculation boxes

Lipinski's rule of five: yes

i S PR el & i et an d th [ S [ S
3 Lead likeness: yes
remembered on the

o
next visit

] =
-8.69 31606 P E [ Calculate Molecular Surface Area |
e - logP: 3.52
E I k. ]
oy S s oy S . o 4 -
: . { 4 i H-bond Donor/Acceptor
i g e
o
oo o e
-
"\\ CH; 5

oo ze 40 80 8.0 0.0 120 14.0 A0 CH,

created by The chemicalize org website including all name to structure and structure based and i by Chemduxon is licensed under a Crestive Commons License. Permissions beyond the scope of this|,
license may be available at http/‘www.chemaxen.com/oontact-us’
ChemAxon e




Searching the web: Aspirin; searching chemicalize.org -
query highlighted in results
Draw Structure - Searchtype -~ 2 .Afp”ucted

Asparin
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searching chemicalize.org: Aspirin; web page hits
No structures shown

« Back to search | Structure found on 7457 pages:

Eicosanoid - Wikipedia, the free encyclopedia

0 OH 1 Apr 2010 - original page
en.wikipedia.org/wiki/Eicosanoid_metabolism
+ show structures on this page + show pages from en.wikipedia.org

e Excedrin - Wikipedia, the free encyclopedia
1 Apr 2010 - original page
en wikipedia_org/wiki/Excedrin

O + show structures on this page + show pages from en.wikipedia.org

File:Aspirin-skeletal.svg - Wikipedia, the free encyclopedia
1 Apr 2010 - original page

Eo'['mélla SearchQL en.wikipedia.org/wiki/File:Aspirin-skeletal . svg

I[? - + show structures on this page + show pages from en.wikipedia.org

92

Properties Changes related to "PTG S1" - Wikipedia, the free encyclopedia

5 2 Apr 2010 - original page
en.wikipedia.org/wiki/Special:RecentChangesLinked/PTGS1

Structure appears as + show structures on this page + show pages from en.wikipedia.org

= Aspirin

Talk:Salicylic acid - Wikipedia, the free encyclopedia
2 Apr 2010 - original page
show all related structures »  en.wikipedia.org/wiki/Talk:Salicylic_acid
+ show structures on this page + show pages from en.wikipedia.org

show all related links »
Unplanned reoperation for bleeding. [Am Surg. 1996] - PubMed result
2 Apr 2010 - original page
[ Diverse nebi_nlm.nih.gov/pubmed/8540646
+ show structures on this page + show pages from www.ncbi.nlm.nih.gov

Kwas acetylosalicylowy ¢ Wikipedia, wolna encyklopedia
7 Apr 2010 - original page
pl.wikipedia.org/wiki/Kwas_acetylosalicylowy

+ show structures on this page + show pages from pl.wikipedia.org

United States Patent Application: 0100076056

30 Mar 2010 - original page

appft.uspto.gov/netacgi/nph-Parser?Sect 1=PTO2&Sect2=HITOFF&p=1&u=/netahtml/PT_..
+ show structures on this page + show pages from appft.uspto.gov

lbuprofen - Wikipedia
30 Mar 2010 - original page

bs.wikipedia.org/wiki/lbuprofen
+ show structures on this page + show pages from bs_wikipedia.org




searching chemicalize.org: Aspirin; web page hits -
“show” related structures

« Back to search | Structure found on 7457 pages:
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Eicosanoid - Wikipedia, the free encyclopedia

1 Apr 2010 - original page
en.wikipedia.org/wiki/Eicosanoid_metabolism

- hide structures on this page + show pages from en.wikipedia.org
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Excedrin - Wikipedia, the free encyclopedia

1 Apr 2010 - eriginal page

en.wikipedia.org/wiki/Excedrin
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File:Aspirin-skeletal.svg - Wikipedia, the free encyclopedia
1 Apr 2010 - original page
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- hide structures on this page + show pages from en.wikipedia.org
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Changes related to "PTGS1" - Wikipedia, the free encyclopedia
2 Apr 2010 - original page
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- hide structures on this page + show pages from en.wikipedia.org
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More cool bits: autosuggest, queries as URL’s, display diverse
structure selection, more structures and search short cuts
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