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INFOCOM

B |IT Business company of Teijin Group

Eﬁ @om TE'J'N Human Chemistry, Human Solutions

B Offering wide varieties of IT services & solutions
® Head office: Tokyo, JAPAN
® Capital: 1.59 billion yen (ca. $15M)

@ No. of employees: =
683 (stand-alone) / 1,151 (consolidated) , as of March 3

B Chem & Bio Informatics Department
@ for life science market in Japan
@ for more than 25 years
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JChem Extensions

B Extensions of ChemAxon’s tool for
KNIME workflow

B Infocom implement it with the
support of ChemAxon

B Contains over 90% of ChemAxon's
cheminformatics functionality
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New Features T

B Accepts input data in a wide variety of formats
@ Easy to create workflows with other partner's extensions

® No need to use convertor node
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New Features (Cont.)

B New Marvin Renderer
@ The rendering of wide variety of formats is supported
® Various options can be specified
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New Features (Cont.)

B New Nodes
@ Structure Checker

Filtering drawing mistakes or special structural elements
¢ MCES

Finds the largest common substructure of two molecules
@ Predictor

Molecular property prediction as the sum of atomlc
contributions

B Improvements

& Marvin/JChem 5.4.1.1 are used.

@ Performance improvements in structural searching :

mmmmm

#® Performance improvements in importing/exporting B

7 Harg prcpmtion of s avactre
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Marvin Family Nodes and Marvin are FREELY
available in KNIME T

B What are “Marvin Family Nodes”
# Marvin Sketch node &
@ Marvin View node K7
@ Marvin Space node (&)
# Converter nodes
B Available on KNIME Update Site (Standard Chemistry Tool in KNIME)

B Free of charge for ALL customers!! /
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Future Developments

B Update for JChem/Marvin 5.5

B Integrate with JChem For Excel
@ Export to the JC4XL format.

B Integrate with Instant JChem
& Connect to the IJC database
@ Execute workflow from 1JC

B Etc...

We need your suggestions!!

© 2011 INFOCOM CORPORATION All right reserved.

ChemAxon European User Group Meeting, May 2011

infoi

‘o 1s 3
i



Let’s try  —

B JChem Extensions:

€ http://www.infocom.co.jp/bio/develop/jchemextension_en.html
€ http://www.infocom.co.jp/bio/develop/jchemextension update en.html
€ Download and Install via the update site

Update Site : https://www.infocom.co.jp/bio/knime/update/2.3
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Find mare software by waorking with the ” Available Software Sitez” preferences.
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Containg JGhem Extenzionz packages for KMIME platform. j

€ http://tech.knime.org/ e

[¥ Shaw only the latest versions of available software [~ Hide items that are already installed

¥ Group items by categcry ‘What iz already installed?

[V Contact all update sites during install to find required software
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