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7 Billion people depend on fewer 

than 500,000 people to discover 

and develop new medicines…

World Population Density
The G-Econ project gecon.yale.edu/

http://gecon.yale.edu/
http://gecon.yale.edu/


R&D productivity has been on the decline



Drug Industry Layoffs:  300,000 in the last decade!



http://www.aaas.org/spp/rd/fy2013/SeqBrief.pdf

American Recovery & 
Reinvestment Act of 2009

http://www.aaas.org/spp/rd/fy2013/SeqBrief.pdf
http://www.aaas.org/spp/rd/fy2013/SeqBrief.pdf


Outsourcing Trends Source: KPMG  Outsourcing in the pharmaceutical industry: 2011 and beyond 





The Post-PC Revolution Is Here... 

“Tablet Sales Will Blow Past PC Sales To 
Nearly 500 Million Units A Year By 2015”

http://articles.businessinsider.com/2012-02-14/tech/31057828_1_tablet-sales-post-pc-era-
lower-prices

Apple Sold More iPads In 
Q411 Than Any Single 

Manufacturer Sold PC Devices

http://articles.businessinsider.com/2012-02-14/tech/31057828_1_tablet-sales-post-pc-era-lower-prices
http://articles.businessinsider.com/2012-02-14/tech/31057828_1_tablet-sales-post-pc-era-lower-prices
http://articles.businessinsider.com/2012-02-14/tech/31057828_1_tablet-sales-post-pc-era-lower-prices
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Almost All Tablet Owners Download Apps 



Top Smartphone Platforms

http://www.zdnet.com/apple-first-samsung-second-in-u-s-smartphone-market-7000010940/

http://www.comscore.com/Insights/Press_Releases/2013/4/comScore_Reports_February_2013_U.S._Smartphone_Subscriber_Market_Share

http://www.zdnet.com/apple-first-samsung-second-in-u-s-smartphone-market-7000010940/
http://www.zdnet.com/apple-first-samsung-second-in-u-s-smartphone-market-7000010940/
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Many Cross Platform Development “Choices”



Mobile Computing Opportunities in “Our Space”

Mobile apps for chemistry in the world of drug discovery: Volume 16, Issues 21–22, November 2011, Pages 928–939

http://www.sciencedirect.com/science/journal/13596446/16/21
http://www.sciencedirect.com/science/journal/13596446/16/21


Mobile-Cloud Infrastructure

• Int(er/ra)net Connection (Wi-Fi or 3/4G)

• Database/WebServer (e.g. GoDaddy/HostGator)

• Apache + php
• mysql

• Application Server (Amazon and/or BT Cloud-LAMP)
• Apache + php, EC2 instances
• mysql, RDS instances
• ChemAxon JChem + JChemWebServices 
• InfoChem SPRESI Web Services
• Accelrys Pipeline Pilot
• JSDraw (javascript)



Eidogen’s iOS, Android, and Win8* apps

Note: Reaction101,Yield101, and SPRESImobile - built collaboratively with Molecular Materials Informatics, Inc.

*

* In partnership with Intel



MobileApps: Worldwide Access



MobileApps Support Real Scientific Workflows 

Bioactivity searching (e.g. kinase SAR)
Commercial availability

Synthesis planning



Examples of Mobile IAC (InterApplicationCommunication)



SPRESImobile - Update: Reaction Searching

SPRESImobile: 410,000 Chemical Reactions Freely Available



iKinasePro: Update: Android Version



iOncology: Update: Android Version

iOncology



Mobile Reagents - iOS, Android, and....



Coming Soon: Mobile Reagents for Win8

In partnership with Intel



Coming Soon: Mobile Reagents for Win8 (DEMO)



One More Thing....



New App coming Soon: mobileDrugReports



New App coming Soon: mobileDrugReports (DEMO)



Summary

• Massive changes in our marketplace: many new 
opportunities

• Post-PC revolution is here - Go Mobile!

• Mobile and cloud computing pair well

• Apps support real workflows (not just phenomenal 
marketing vehicles)

• Try to support as many platforms as is feasible

• Patience is important...Don’t expect a field of 
dreams - i.e. “Build it and they will come...”



Acknowledgements

• Dr. Rajan Sharma and Prof. Stephan Schurer

‣  

• Dr. Maurizio Bronzetti

‣  

• Dr. Alex Clark 

‣  MMDSLib:

‣  

• Dr. Tony Yuan

‣  JSDraw:  

• Dr. Peter Löw, Dr. Josef 
Eiblmaier, et al.

SPRESImobile

SPRESImobile
SPRESImobile

‣  

• Dr. David Brown, Yury 
Rozenman

‣  
mobileDrugReports

iOncology




