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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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http://www.infocom.co.jp/index.html
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KNIME (Konstanz Information Miner_

B KNIME [naim]:
€ Workflow & Data mining platform
@ Developed at the University of Konstanz, Germany
# Open Source / Eclipse
® Free of charge !
KNIME, CDK, R, Weka ...
€ Commercial suppliers & partners join in
ChemAxon, Schrodinger, Tripos, etc /

KNIME
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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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ChemAxon's cheminformatics fm
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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)

I
B Free of charge for ALL customers!!
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KNIME.com Product

B KNIME Enterprise Server

® Hosted repository for
workflows

@ User access control
‘ Re mote a n d SC h ed u led Sf::ed Metanode Repository Shared Data File Sﬂare;iWo_rkf‘ISyv Repository

pr———— Repository S s =

TEE

@ Access to workflows for seneesea:
non-KNIME users S,

®Backend data
processing engine for
SOA integration

Schedul:éd Execution

Custom Application Access Multiple KNIME Client Access Web Browser Access

. i~ @ VoTas
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KNIME WebPortal & QuickForms

B Web Portal

Access to workflows
through web interface

Quickform nodes
expose workflow inputs
and output(parameters,
files, ...

A KNIMEco

KNIME Webportal

Workflow Repository
7" CRM Anal
™ DataMining
7= DB-Access
= NBO-Calculations
7= Workshop
Dataanaly
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DataAnalysis

‘This example flow will take an SDFile containing organic amines and acids and will perform a amide formation
reaction. You can define the number of reactants that should be used to create the library. For the enumerated
‘products the “Pfizer rulesof 5* will be calculated and the products that violate the rule will be filtered out. Finally
a report is generated that shows a summary with 8 structures representing the library, a plot that shows the
molecular weight distribution in the library and the products with the calculated parameters with a star plot
based on these. The resulting products can be downloaded as an SDFile. 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.

QuickForm
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.

O Histogram

Please select the 1 = S
@ AssociationFlot

you want to include in the report

ail notification on completion
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JChem Extensions + KNIME Enterp%

B Workflow executed via KNIME Quick Forms on a
WebPortalUl

@ User uploads a data file
@ Enters additional parameters
@ Executes the workflow on the server via a Web Ul

@ Retrieves the result file via the web browser/
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JChem Extensions + KNIME Enm

B A general workflow
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JChem Extensions + KNIME Entem

B Workflow + new Quick Form nodes

Create Temp Dir
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JChem Extensions + KNIME Enterw

B The configuration options for the workflow
€ New Nodes for Input/Output definition
@ Web Ul can be configured through the node configuration
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JChem Extensions + KNIME Entw

B Upload the workflow to KNIME Server
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JChem Extensions +

B Accesses to KNIME Webportal

KNIME Webportal - Mozilla Firefox

A KNIVELcom

KNIME Webportal
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JChem Extensions +

B Executes the workflow on the server via a Web Ul

HIME Webportal - Mozilla

A KNIME com

KNIME Webportal

] st

Workflow Repository Calculating_Properties

Calculating_Properties Galculating Properties Example Upload a structural file (SDF, Smiles, etc) Choose a property to calculate Download result file as SDF file

Quick Form
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Calculate Property  @'pka
#100F

Structure file Uploaded file "samplesoo.sdf' (750 KB)
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JChem Extensions +

B Executes the workflow on the server via a Web Ul

A KNIME.com

KNIME Webportal

Workflow Repository Caleculating_Properties "Thu Sep 08 19:56:35 JST 2011'

Calculating_Properties
. Calculating_Properties'Thu Sep 0B 19:55:44 JST 2011

S Calculating Properties Thu Sep o8 10:56:35 JST 2011 Cancel

Workflow execution
Executing workflow 'Calculating_Properies
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JChem Extensions +

B Executes the workflow on the server via a Web Ul

) KNIME Webportal - Mazilla Firefox =15
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JChem Extensions +

B Web Portal also provides access to reports

) KNIME Webportal - Mazilla Firefox @]
FrALE REE FTW EEES  Jeh3-0E w-l@ ALTH
I ] KNIME Webportal

&> [ 03 [ httes/localhostenan/wsbportal AFF

A KNIME

77 -1 [~ Gonele

KNIME Webportal

Workflow Repository Substructure_Search_Example 'Thu Sep 08 19:59:28 JST 2011'

Quick
Form

Report Preview for Substructure_Search_Example 'Thu Sep 08 19:59:28 JST zo011'

Molecule (0} Molecule (1) Molecule (2) Molecule (3%

B
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SUmmany —

B KNIME WebPortal & QuickForms
@ Access to workflows through Web Interface
® Easy creation of custom Web Ul
@ Prompt for workflow variables

® Upload of data file

@ Download of results
® Mail notification for long running tasks /

. i~ oLom
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Future Developments T -

B Integrate with JChem For Excel (Fall in 2011)
@ Export to the JC4XL format.
Export to XML (supported by Excel 2007 or later)

B Integrate with Instant JChem
@ Connect to the IJC database /
@ Execute workflow from [JC
Integrated with KNIME Enterprise Server

B Marvin Sketch / View QuickForm nodes

~ AN
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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/2.4

IO RT=IE
Available Software
Check the items that vou wish to install.

) =
Wiark with: |--All Available Sites— LI Add.. |

Find mare software by waorking with the ” Available Software Sitez” preferences.

Itype filter text /_

MName | \ersion |
= A0 JGhem Extensions

E 4 Johem Extensions Feature 2310121
Q000 KNIME & Extensions
Q00 KMNIME Labs Extensions
000 KNIME Node Developmerit Tools
ol Sources

B KNIME:
. Select &l | Dezelect All | 1 item selected
€ http://www.knime.org/

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

H E-MAIL:
€ info-science®@infocom.co.jp

Einish GCancel

. =nnm
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Thanks

t.ohshi
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