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INFOCOM

AT Business company of Teijin Group
n @VI g TE] -"m Human Chemistry, Human Solutions
A Offering wide varieties of IT services & solutions
E Head office: Tokyo, JAPAN
E Capital: 1.59 billion yen (ca. $15M)

Vd

E No. of employees:

683 (stand-alone) / 1,151 (consolidated) , as of March 31%

A Chem & Bio Informatics Department
E for life science market in Japan
E for more than 25 years
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http://www.teijin.co.jp/english/index.html
http://www.infocom.co.jp/index.html

Our Business (Life scienceb

Infocom
Chem & Bio Informatics

Data Mining

{1 THomsoN ReuTers 5{ s CH R 6 DI NG E R S
RETITEQRN 0TI f - ;

e TR m«- @ENOMX
QE)S @UMETRICS @TlCASE

AutoNetFinder] dotmatics

® @ e knowledge soluti ACD/Labs

Development & SlI, Service '

. AT A
E 2011 | NFOCOM CORPORATI ON Al I ri g IChemAxensUS tJserCdolp Meeting, Sep 2011 '"V"'



http://www.applied-maths.com/default.htm
http://www.chenomx.com/

KNIME Konstanz Information Miner) I

A K!\IIME [naim]: B KNIME
E Workflow & Data mining platform
E Developed at the University of Konstanz, Germany
E Open Source / Eclipse
E Free of charge !

KNI ME, CDK, R, Weka ¢é

E Commercial suppliers & partners join in
ChemAXon, Schr°dinger, ri pos,

Bn Node bep

£ie

=- . N B N e S LY =1 -1

w \é T e T )

™ @ =& = .

= . ( ) # Rovt
m i ol |1, i
il A | [

uuuuuuu

{
i &
O]
i
he
O TOC | ] Qe

t
’ 14
™ RoWEE
D | MelSearch /
. D ey Marviniem
Qe J‘ \: @:\_i.;___"“ %O
teentr | mg N\
g N = L,
o == \ MarvinVicw
Tueet e -
\ \ T I 5
|ty | oo | | ranane e S o
Goncol
Loim =
g = Fename a—ig
e Toest = e
o fH -
o3
.

- 1 ~
E 2011 | NFOCOM CORPORATI ON Al | r.i g [ChemixensUS tJaerCdoup Meeting, Sep 2011 “'@:V'"



JChem Extensions

Extensi ons of Ch

KNIME workflow

Infocom implement it with the
support of ChemAxon

Contains over 90% of ChemAXxon's
cheminformatics functionality

JChem Manager

JGhem Search Java Snippet
E=9) \

Connect to database
G = Bl

Search Johem datsbase Add resouce flag

MarvinSketch

Concatenate  Standardizer

JGhem Manager

B b ”
Query structure
= I
Java Snippet
MolSearch Connect to database
Mollmporter
= ——
._ L & . Golumn Filter
_ Add resouce flas Lt -
Search KNIME data B

MarvinView

a

H Bond
logP  Polarizability Polar Surface Area DonorfAcceptor Refractivity Chemical Term:

MolExporter

Register in database

B JChem
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43 Mallmporter

3 Multiple Mollmporter
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% Variable Bazed Pdblmporter
= MolExporter
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Extensions
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Major Microzpecies

Izoelectric Point

Partitioning

Palarizability 1828 JChem Base

Orbital Electronegativity i # JChem Manager
somers i €3 Chem Search
Tautomers G 2 JChem Update
Stereoizomers L € IChem Delete
Conformation i ) MolSearch

Conformers i 3 Freroup Decomposition
Molecular Dynamice i % R-group Composition
=5 3D Alienment i & MCES

Geometry i 3 PubChem Search
Topology Analysiz -8 JChem Cartridee
Geometry 1-{2l¢| Standardizer

Polar Surface Area 1@ Structure Checker
Molecular Surface Area 1+ @ Mame to Structure
arkuzh Enumeration il @ Document Extractor

1 Text Extractor

]+ ™ Screen

{3 MolSimilarity

™ RxnSimilarity

™ Chemical Fingerprint
™ ECFP
™
™
£

Predictor

Other

H Bond Donor s fcceptor
Huckel fnalyzis
Refractivity

Rezonance

Structural Frameworks
Chemical Terms

Pharmacophore Fingerprint
BCUT

Reaction Fingerprint
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ChemAxon's cheminformatics.fu
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B
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Marvin Family Nodes and Marvin are FREELY
available in KNIME e

What are oMarvin Family Nodesdo ?
E Marvin Sketch node Gy
E Marvin View node K&
E Marvin Space node @)
E Converter nodes
A Available on KNIME Update Site (Standard Chemistry Tool in KNIME)
A

Free of charge for ALL customers!! /
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KNIME.com Product

A KNIME Enterprise Server

E Hosted repository for
workflows

E User access control

E Remote and scheduled
execution

E Access to workflows for
non-KNIME users

E Backend data
processing engine for
SOA integration

Shared Metanode Repository Shared Data File Shared Workflow Repository
e s Repository T = o
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Custom Application Access Multiple KNIME Client Access Web Browser Access
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KNIME WP ortal & QUICKE OIS

A Web Portal
E Access to workflows ooy _______—F

\ Quick Form -

through web interface e
E Quickform nodes =

expose workflow inputs

o Wial- a2

and outpU{ paraiEtEs
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KNIME Webportal

Workflow Repository

DataAnalysis
™™ CRM Anal:

S This example flow will take an SDFile containing organic amines and acids and will perform a amide formation
B reaction. You can define the number of reactants that should be used to create the library. For the enumerated
e ‘products the “Pfizer rules of 5 will be calculated and the products that violate the rule will be filtered out. Finally
™ NBO-Calculations a report is generated that shows a summary with 8 structures representing the library, a plot that shows the
™ Workshop molecular weight distribution in the library and the produets with the calculated parameters with a star plot
DataAnaly based on these. The resulting products can be downloaded as an SDEile. The flow requires the RDKit and Indigo
nodes to be installed as well as CDK and R. The flow is based on an example from Greg Landrum.

‘Quick Form

Please select a SDF file containing organic amines and acids ([ SSaSaugl) <no file selected

Please enter the number of amines to be used for the enumeration
Please enter the number of acids to be used for the enumeration.

Ploase select the type of summary view you want to include in thereport Lo ioBIam
@ AssociationPlot

ail notification on completion
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