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Mobile computing tools
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Eidogen’s Apps: More than 40
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* In partnership with Intel

iKinase

Note: Reaction101,Yield101, and SPRESImobile - Built Collaboratively with Molecular Materials Informatics, Inc.



MobileApps Support R

KKBId: Gleevec

KKBid: 2087

Email Alert

KKBid: 2087

Total DataPoints: 1271

PDGFRA [Cell-Based Assay] ID: 2087
Assessment of Cytotoxicity in EOL-1 Cells
IC50 0.0002 uM (pval: 9.699)

DDR1 [Enzyme Assay]
Assessment of DDR1 Kinase Activity
Kd 0.7 nM (pval: 9.155)

DDR1 [Enzyme Assay]
Inhibition of DDR1 Kinase Activity
Kd 0.7 nM (pval: 9.155)

ABL1 [Enzyme Assay]
Assessment of ABL1(Nonphosphorylated) Kinase Activity
Kd 1.1 nM (pval: 8.959)

ABL1 [Enzyme Assay]
Assessment of ABL1(Q252H)(Nonphosphorylated) Kinase Activity
Kd 1.8 nM (pval: 8.745)

ABL1 [Enzyme Assay]

Assessment of Bindina Affinitv of ABL1 Kinase Inhibitors
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Bioactivity searching (e.g. kinase SAR)

@ SSSearch results

- . Draw and balance
- Reaction101 chemical reactions

Search Descriptors Open in...

MOREid: 5085865

FMLA: C29H31N70

MWT: 493.6027

Name: imatinib

KoxkxxE ChemDiv Inc

Key Organics Limited

s B =

Commercial availability

R R .

Calculated Properties

Conditions: 15 h, 70 degree, DMF

Patents

Kankan Rajendra Narayanrao, Rao Dharmaraj Ramachandra, "Imatinib preparation and salts" (2005) Patent

owner: Cipla Ltd Patent country: GB Patent number: 2398565
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MW: 277.324 MW: 252.74 MW: 493.603
MF: C¢H;sNs MF: C,3;H;;CIN.O MF: CxHi;N;O

Synthesis planning




Science Apps of Today

e Largely Vertical, Point Solutions

e Development Requires Sophisticated Knowledge of
Mobile Computing Development Environments

e Development Often Requires Knowledge of Cloud
Computing/LAMP environments

e Only Some Enable App Integration (e.g. client-side
standard filetype sharing)



Science Apps of Today

e Largely Vertical, Point Solutions

e Development Requires Sophisticated Knowledge of
Mobile Computing Development Environments

e Development Often Requires Knowledge of Cloud
Computing/LAMP environments

e Only Some Enable App Integration (e.g. client-side
standard filetype sharing)

Things are about to change....



Introducing PP Mobile / Accelrys Science-Cloud
e What s it?

» An iI0S application for iPhones and iPads (Android devices in
the future)

» A new Pipeline Pilot component collection

e What does it do?

» Allow any Pipeline Pilot PDF and HTML report to be easily
deployed to mobile devices

» Allow authoring of new Pipeline Pilot protocols to deploy
dashboards and mobile-centered tasks and actions on mobile
devices

e Comments, Questions, and Requests to Participate
In the testing program:

» Ton van Daelen, Product Manager, Accelrys Science Cloud
(tvd@accelrys.com)
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Deploying Protocols or

Build protocols and
enable for mobile oo
using Mobile |

Collection

Protocol Author

Deploy protocols
using Mobile App

. . Managers
Dashboards Tasks Mobile Actions Scientists
Lab Workers
‘Real-Time Project ‘Query Corporate ‘Capture and External Partners

Status’ Compound Collection’ Analyze Image’

Share protocol or
report with other
mobile users




“Mobilize’

Pipeline Pilot Professional Client - [Site Management Report]
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“Mobilize” Sophisticated Pipeline Pilot Protoco“
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ADMEt
Biology
Charting
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Demo
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Science Clpud
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Leverage Mobile Device Capabilities

e Camera, Audio, GPS, other Peripherals, etc.

Pipeline Pilot Mobile App
Welcome

What's New
Inventory

Science Cloud . Add Items to Inventory

Upd ates Run your lab from your mobile device.

The Pipeline Pilot Mobile App lets you review reports and run routine tasks, and share these with co-workers and external collaborators through the Accelrys Request RestOCKlng
Science Cloud: The user takes a photo of a barcode with no

Find out about what improvements we made to the App and about new protocols people have inventory. The inventory database is updated,
- posted and a message is sent to the warehouse reque...

Sce a hist of protocols you have run previously. You can pull of the results again or rerun with

@ ditferent mput values

Take Items from Inventory

Search the library on your Pipeline Pilot server for protocols to run on your mobile device.

Configure the app.

JKU Test
Multistep Task

Other




Embed

Library

ADMEt

Biology

Charting

and Deploy

Chemistry

Calculate pKa and logD

Fetch and Render Molecule Data

Molecular Radar Charts

Query Chemical Database

View MAO Da‘a

View Molecules in PDF

Demo

Inventory
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Welcome

Pipeline Pilot Mobile App

Run your lab frorm your rmobile device.

The Pipeline Pilot Mobile App lets you review reports and
run routine tasks, and share these with co-workers and
external collaborators through the Accelrys Science Cloud:

Welcome
Find out about what improvements we made to the App and
about new protocols people have posted.

, History

See a list of protocols you have run previously. You can
pull of the results again or rerun with different input values.

Library
Search the library on your Pipeline Pilot server for
protocols to run on your mobile device.

Settings
Configure the app.

Embed powerful
applications within
Pipeline Pilot protocols
and deploy to mobile
users




Utilize Dynamic Graphs and Charts

Library

ADMEt
Biology
Charting
Chemistry
Demo
Inventory

JKU Test
Multistep Task
Other

Science Cloud

Testing




Submit Long-Running Protocols “On-the-Gu
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Pipeline Pilot Mobile App
Welcome

What's New

Science Cloud .

Run your lab from your mobile device.

Updates

The Pipeline Pilot Mobile App lets you review reports and run routine tasks, and share these with co-workers and external collaborators through the Accelrys
Science Cloud:

Find out about what improvements we made to the App and about new protocols people have

E ;\“:‘:d
/

Sece a list of protocols you have run previously. You can pull of the results again or rerun with
' -1’ ' difterent input values

Scarch the library on your Pipeline Pilot server tor protocols to run on your mobile device.

\-\

Configure the app.




Share Protocol Reports

Steve Muskal

Results can be shared
PPMobile results have been shared with you: Testing/image Modifications with new componen betwee n mObi Ie deViceS,
i i ot e from desktop to mobile,

You can also view the individual reports in a browser
Cool color changes

and from mobile to
desktop

Steven Muskal, Ph.D.

Chief Executive Officer
Eidogen-Sertanty, Inc

smuskal @eidogen-sertanty.com

W S100gen-serianty.co

760-535-2885 (USA)
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Initiate Protocols from WebSite URLS
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Export and Share Data wit

Share molecule data

Display records
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Engaging Mobile Users and Dev

Pipeline Pilot Professional Client - [Enumerate all lonization States] ==l
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+-) Analytical Instrumentation 4 Maximum pH = 14
=5 Chemistry !/ Enumerate HTML Molecular pH Tolerance = 0
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1 Viewer 67 unigue states
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1 Chemical Names
#-45) Chemical Reactions

- Compound Library Analysis

-6 Compound Library Cleanup
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+-{=1 Compound Library Searching

#-471 Matched Molecular Pairs
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G- Non-Specific Structures (NONS)
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&*»-\:1 Advanced

.8 01 Calculate pKa and logD
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-8 03 Calculate pKa Site Statistics

5% 04 Filter Molecules based on pKa
...5@ Enumerate all lonization States
-4 SAR Tables

w+j Scaffold Tree

(-7 Self-Contained Sequence Representati
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SD Reader
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Enumerate HTML Molecular
lonization Grouped
States Viewer

All pKa sites are treated
independently

Enumerate lonization States
Minimum pH = 0

Maximum pH = 14

pH Tolerance = 2

70 unigue states

pKa sites within 2 pH units of each other are
treated as a group for which all charge
combinations are enumerated

7

Enumerate lonization States
Minimum pH =0

Maximum pH = 14

pH Tolerance = 14

108 unigue states
All pKa sites in the 0-14 range are grouped
together. All possible charge combinations are

) ) 4 enumerated
Merging and Manipulating Data 7 v
1 Molecular Toolkit < >
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exiernal collaborstors through the Acceirys




Summary

e Many Mobile Opportunities Exist in our “Space”

o Until Now, Science Apps Have Been Largely
Vertical, Point Solutions

e A New “Game Changing” Mobile Collection / Mobile
App Will Greatly Broaden the Scope of Apps in our
Space

e Comments, Questions, and Requests to Participate
in the Testing Program:

» Contact Ton van Daelen, Product Manager, Accelrys
Science Cloud (tvd@accelrys.com)



* Accelrys EI - Maurizio Bronzetti
» Matt Hahn « Alex Clark

» Dave Rogers
» Jung Ku

» Ton van Daelen

e InfoChem

» Peter LOw
» Josef Eiblmaier

» Valentina Eigner-Pito






SPRESImobile - Update: Reactio

SPRESImobile: 410,000 Chemical Reactions Freely Available

.

15 of 100 Name & Synonyms (5)
2-Methyt-6-methaxychinolin
2-Methyt-6-methaxygquinokne
6-Methoxy-2-methyiquinciine
6-Methoxy-2-methyichinolin O\

(j\/o O OH

Journal Articles (29) I

Wang Xiao-Bing, Zhou Yong-Gui, "Synthesis of H

Tunable Bisphosphine Ligands and Their + /N\ —_—
Application in Asy ic Hydrogenation of

| Quinolines”, J. Org. Chem.. vol. 73, pp. 5640- W P

=

5642 (2008)

Li Zhi-Wei, Wang Tian-Li, He Yan-Mei, Wang
Zhi-Jian, Fan Qing-Hua, Pan Jw, Xu Li-Jin, "Air-
Stable and Phosphine-Free kridium Catalysts for

Enatoselocve Hycrogenaton o
Quinoline Derivatives+", Org. Lett., vol. 10, pp.
5265-5268 (2008)

Reactants Products

O Calculated Properties
\ Yield: 53%
Zhou Haifeng, Li Zhiwei, Wang Zhigan, Wang
Tianki, Xu Lign, He Yanmei, Fan Qing-Hua, Pan

u Ct Al Journal Articles
f.Gu o1 " _i:. edahl SHCHUKINA M. N.; VASILEVA V. F.; ZAGRUTDINOVA R_ A, "SUBSTITUIERTE 1.2.3 4. TETRAHYDRO-

M"‘“d"‘dmm' CHINOLINE. 3. 2-(BETA-DIALKYLAMINOAETHYL)-DERIVATE ", KHIM. FARMATSEUT. ZH., vol. 9, pp. 24-26
1 h of catalyst stabiity and (1975)

Substructure Similar

seloctivity in an lonic liquid®, Angew. Chem., Int. E——

[ As Roactant (21) ] As Proauct 12) ] Ed. Engl., vol. 47, pp. 8464-8467 (2006) Reactant 1 Reactant 2 Product 1
hitp:/idx ok 0rg/10. 1002/anie 200802237

Information Patonts (1) 2l0fi100

Registration No.:  0006298-800 Butera John A., Bagh Jehan F., "N-quinolny! ally- H
Molecular Formula: C,,H,,NO substiuted 1-aryloxy-2-propanclamine and /N\
Molecular Weight: 173 21 propylami vatr ing class Il

ansarrhythmic activity” (1963) Patent owner: o |

A Home Products Corp. Patent country: US
Calculated Properties Patent number: 5084463 MW: 173211 NW: 450837 MW: 230 306

2 CuMy : G : CuHuN,

Calculated Log P: 2 3560000 Lt o P GO

Rotatable Bonds: 3 Commercial Availability (8)

H-Acceptors: 1 Apolio Sclentific hitp./www.apolioscentfcc...
H-Donors:

Calculated Properties

Conditions: Stage 1: Chlorob Di Water, Asl3  Arsenic(lll) iodide, CHNaO3 Sodium-hydrogen carbonate | Stage 2: 24 h, 82
degree, Silver, Methanol, panol, H3N A ia, HKO F ium hydroxid

Journal Articles

Raja Mathiyazhagan Ulaganatha, Ramesh Rengan, Ahn Kyo Han, "Rhodium(lll) NCN pincer transfer h
Tetrahedron Lett., vol. 50, pp. 7014-7017 (2009)

http://dx.doi.org/10.1016/.tetlet. .09.1

genation of »

Reactant 1 Product 1

100 (5559)






