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Presentation Agenda

•Demo

•Background

• Infrastructure

•Looking “Under the Hood”

•Application Availability

Friday, May 7, 2010



Starting with a Demo...

iKinasePro
An iPad App in the Cloud
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Background: Multi-Kinase Inhibitors
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Background: Kinase Knowledgebase (KKB)
Kinase Targets of Clinical Interest  

from Vieth et al. Drug Disc. Today 10, 839 (2005). 

      Primary targets w/ reported 
             clinical data    
      Reported secondary targets  
            & targets w/ >60% ID 

Eidogen-Sertanty KKB  
SAR Data Point Distribution 

> 507,000 SAR data points curated from 
> 6250 journal articles and patents
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Infrastructure

• iPad w/Internet Connection (Wi-Fi or 3G)

• Database/WebServer (e.g. kinasedata.com: GoDaddy/HostGator)

• Apache + php
• mysql

• StructureSearch/Application Server (Amazon Cloud-LAMP)
• Apache + php
• mysql
• ChemAxon JChem + JChemWebServices (includes 

tomcat/axis2, etc.)
• Chemene JSDraw

• RICE.....
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The iPad - A Revolutionary Device?
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iPad - In Practice
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Cloud Computing - A Revolution?
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Cloud Computing - In Practice
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Amazonʼs Cloud Cost Example
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Looking “Under the Hood”
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Looking “Under the Hood” (cont.)
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Digging Even Deeper... php/SOAP/JChemSearchWS

$maxhits=20;

$soap = new  SoapClient('http:/ / myserver.com:8180/ axis2/ services/ JChemSearchWS?wsdl');

$conn_param = array( 'driver' => 'com.mysql.jdbc.Driver',

                     'url' => 'jdbc:mysql:/ / myserver.com/ mysqlDb',

                     'username' => 'myusername',

                     'password' => 'mypassword',

                     'propertyTable' => 'JChemProperties');  

 $result= strip_tags($soap->getConnectionAndTableInfo($conn_param)->return);

 $id=substr($result,0,strpos($result,"\ n"));

 $search_param = array(  'connectionHandlerId' => $id,

                         'tableName' => 'jchemmol',

                        'queryMolecule' => $smi,

                        'queryOptions' => 'sep=! t:s!maxHitCount:0!maxTime:60000!returnNonHits:n!',

                        'beginIndex' => '0',

                        'count' => $maxhits,

                        'outputFormat' => 'smiles',

                        'dataFieldNames' => 'mr_id',

                        'hitColorAndAlignmentOptions' => ''); 

 $search_result = $soap->runCompleteSearch($search_param)->return;

 $soap = new  SoapClient('http:/ / myserver.com:8180/ axis2/ services/ ConnectionWS?wsdl');

 $soap->close(array('connectionHandlerId' => $id)); 

Setup

Search

Cleanup
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Application Availability 

• iTunes and iPad AppStore

http://itunes.apple.com/us/app/ikinasepro/id364370393?mt=8
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Last Word... kinasedata.com 
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Nagyon köszönöm!
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Draw Search Demo
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