Pipeline Pilot Web API

Exploitation via spotfire & excel
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Outline — Spotfire and Excel PP Plugins

e Background and motive
— Why target Spotfire and Excel

o Examples

— Spotfire
» Clustering
* Fragmentation
 Rgroup analysis

— Excel
 Enumeration
* Property Calculation

e Conclusions but Caveats
— Issues with software
— Issues with strategy
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Background

o Spotfire & Excel — Popular for organising
and visualising data

e Pipeline Pilot — used for rapid protocol
development

e Global Web API license

¢ Increased Exploitation of Pipeline Pilot

— local use of the thick client is limited by license
and expertise

— Target applications already used by chemists
and extend their functionality using PP
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from soap call and converts to data
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javascript callback function.

Simple Clustering Protocol
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Custornize the interface for the component or protocal.
parameter name and then change itz value. Use the t
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Login | Protocols Execution Results

.

Enter your username and click Login to login to Pipeline Pilot,

Login as: “Dmkinsun_np Login
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Login | Protocols Execution Results

Enter values for the parameters listed below, and click Run Protocol to begin its execution, Parameters displayved in red are
lrequired.

sdf to spotfire

& top-level cormponent for building protocols,

Parameters:

sdfile add a file

Maximurm

calculate smiles True j

Fun protocol |
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Login | Protocaols Execution Results

Funning and completed protocols are listed below, Click on the name of any completed protocol to wiew its results and output
iles. vou may click the Stop icon to halt execution of a running protocol or the Trash icon to discard the results of a completed
protocol, Results are stored here only temporarily! - you must save yvour results files elsewhere to preserve them.

Protocol T645:E% Time Status Elapsed Time

sdf to spotfire 12:15:21 PM Finished 0:09 ﬂ
sdf to spotfire 12:18:43 PM Finished 0:02 hi
=df to spotfire 12:19:01 PM Running 002 @




Overview
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Properties & Parameters

Subs Rgroup Prop Frags Utils Peactions

» Calculate Properties( [ Subs Cou
tolecular_Formula
holacul: " :

bolecular_S.

I Prefix
+ Calculate Alogb©@
o [ View S'rr'u-:’rur'esﬂ

Colurmn for structure
(Parent Ib.zmilez or chime)
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==

Custornize the interface for the compaonent or protocol. For exizting parameters, select the
parameter name and then change itz value. Use the toolbar buttons to add, delete, and
promote parameters.
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Export to Sdfile, Sybyl & Corina
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Fragmentation
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s Pragments( ¥ Alpha) O
& Get Most Fraquent Frags

| I Activity
[lic50

|I15 Ma Frog Size

s [ Wiew Struetupes B

ﬂ ¥ alpha

.-F'm Po, frags

Colump for strusture
(Parent TCuzmiles ar chime)

|4 | ™ Melecuar_Pe

|| Substance IO

|

| DMolecule

Mean_Effect

Freguency

160+

1404

a0

—— ) -

=




Fragmentation 2
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Reactions
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Spotpipe

o Spotfire
visualisation enwronment

o PP Allows Rapid development & Delivery of
analysis tools

PPNavigator - Pipeline Pilot for Excel plug-in

e Excel is where chemists keep their data

e SAR tables and R-group tables as used in
physical organic chemistry — all excel based

e Further exploitation of PP
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PP Navigator

3 Microsoft Excel - Book1

J File Edit Wiew Insert Format Tools Data wWindow CobraSaR  Micks Ukilities  ChemInfo Utilities Chemistry  Help

J.ﬂ.rial vlﬂv|BIu|§ |§/, DD+D|£;§£:§|;::;::;,&,£,T
D2 ES |§@.J’|J’EE“®| %Eﬁszlauﬂﬂmm&.-@,
EEEI T e L R I T

023J|
A | B ¢c | o | E | F | &6 | H [ 1 | J |

- pova x

Server Log-In I Browse Prokocols | iComfigure & Submit Jobs | Job Skatus 2 Retrieval | Helpl

5

* O -

Welcome To Pipeline Pilot Navigator

FE«cel | Wersion 1,.3.00

0|00~ = | LD D —

Logged on to server
ukcwdspipe01

Server Log - In Status I Lser & Server Settings

Conneckion GUID:{EF7a2a06-6C2 1-40D0-8EFE-FOAC D442 F0
onnection to PP Server on ERROR established Ok

T

&y
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Browsing Protocols

-4 Accord For Excel - Nick Pre: =13 ]
J File Edit ¥iew Insert Format Tools Data Einduwlmghemistry Help ;Iilll
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Chernistry 13 "1 Temolates and Components =l |

Configure & Run Protocol
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Chemistry 16 Connection ko PP Server on Charnwood Development Pipe01 established Ok hd

Chemistry 17
Chemistry 18
Chernistry 19
| 21 | Chemistry 20
| 22 |Chemistry 21 =
44K |I)||\ Aromatic Acids / xed Amines Fi (K] | LIJJ

| | | [ [ | -
..... -] e | s
| %Exceed | @BDDKE | RlngsS... Inbox—...l Plpelln... | EMmros... | @http.,l',l’...l @#\RC_P...' ko, |N||:k Pr... Micros... | @Google...l
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PP Navigator Protocol

Mgt fram Retmove all Retmove Mo chooze alogp
PPMaw propetties but Structures

1D and

calculation type
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choosze go
gtom types

AL far PPM

.
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ﬁ Home

& co Up Ore Level

&2 Developrment
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gl | Generic Amide Coupling - ACCEPT

Description:
Enumerate & Reductive Amination Reaction

Usage:

This reaction requires an 50 file containing
Acids and an SO file containing secandary
amines. You can then choose whether ko
output the complete reaction or a subset,
and whether to filtker this via common
criteria before it is saved,

Comments:
This reaction requires an S0 file containing
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Output Options

F3 Accord for Excel - Nick Pre:

J File Edit ¥iew Insert Format Tools Data Window ChemlInfo Utilities Chemistry Help
DEHe @RY s BRC oA 85 M -0 - B 7 U
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Lipinski-like Filter Criteria

4 Accord for Excel - Nick F

J File Edit ¥iew Insert Format Tools Data Window ChemlInfo Utilities Chemistry Help
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Results

4 Accord for Excel - Book:

I File Edit ¥iew Insert Format Tools Data Window ChemlInfo Utilities Chemistry Help
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Property Calculation

¥4 Accord for Excel - Nick Pre:
J File Edit ¥iew Insert Format Tools Data Window ChemlInfo Utilities Chemistry Help
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B71|Chemistry 670 IDE71_Che [0 Receptor_energies
B72| Chernistry B7 1 IDE72_Che [0 RadOfGyration
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Spotpipe & PPNavigator

e Familiar client framework

e Rapid development & deployment of
stable & robust protocols

e Low maintenance overhead — updates
become available as they appear on the
server

26
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e Web exports not dynamic — wsdl support
— Hard to code up flexible servers

e Spotfire requires data types

o Scalability?
— Expense of multi-cpu license
— Integration with queuing/load balancing systems
— PVM and SOAP - stability/security?

e Debugging — more layers means new
debugging tools are needed

27
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e Some components of value in their own right.
— Alogp
e Blisteringly fast and (reasonably) accurate
— Enumerator (reaction based) — very fast and flexible
— Bayesian models (can be educational!)
— Fingerprints

e Pipelining and Web API infrastructure

— Pipeline pilot provides an easy to use and stable framework to
build around.
— Could be done without PP.

— Web API via Spotfire and excel provide a familiar environment
for rapid deployment of advanced tools.

28
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