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Sign in | Sign up

A).Open PHACTS

Developer Horme: Warnit=hielp?: Docurmentauon Getmy ARLkeys! FeaturedfApps!

Create!

Build with the Open PHACTS discovery platform. The platform provides a convenient API to query
across multiple pharmacology datasets.

You'll find complete documentation for the APILin our documentation section. You'll need an API key
to use the platform. Sign-up is free
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$accelrys’



b

Open PHACTS

W Open Pharmacological Space

Agenda Pipeline Pilot Hackathon

February 20, 2013

Accelrys European Headquarter

334 Cambridge Science Park,
Cambridge CB4 OWN
United Kingdom

09:00 — 09:30

09:30 - 10:00

10:00 - 10:30

10:30 - 11:00

11:00 - 12:30

12:30 - 13:15

13:15-15:30

15:30 — 16:45

16:45-17:00

Welcome & Introduction

Aim of the hackathon

Provide a brief introduction to the Open PHACTS API and develop some prototype
Pipeline Pilot components and/or workflows showing how the APl might be
used. Participants can choose if they want to spend their time developing core
Pipeline Pilot modules/components that map to specific API calls, or creating
workflows that consume the API, perhaps combining it with other data.

Overview of the Open PHACTS API

Walk trough of a sample Open PHACTS workflow

Tea/coffee break and setting up

Coding

Lunch

Coding (with tea/coffee breaks as required)

Presentation of components/workflows

Closing

14 participants from workflow
tools novices to experts
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l“_Open PHACT S W e A Open PHACTS Scientific Competency Questions —

Guiding the technical development
(EuroQSAR 2012 in Vienna, 30.08.2012)

http://www.openphacts.org/posters

Compounds that agonizes targets in pathway X assaved in only functional
assays with a potency <1 pii.

How long does it take to
answer this research question?
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Question 14 : Compounds that agonizes targets in pathway X
assayed in only functional assays with a potency <1 uM

* Use pathway URI(s) as input
e.g. http://rdf.wikipathways.org/WP1019_r48131
* Obtain all genes in that pathway as a result

Pathway
information

* Gene IDs provided in OPS pathway query are in form
of Entrez. It needs to be converted into Uniprot IDs
for further Conceptiwiki query

Biomart
web service

Conceptwiki

. » Text query of Uniprot IDs to get target URIs.
mapping query P g g

+ Retrieved pharmacology information for all targets in
our desire pathway(s) using Conceptwiki target URIs

* Option to select your output information

Target by
pharmacology

* Apply suitable filter(tailor made for your question.)

Chris Chau
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Filter for this specific question:

1.
2.
3.

https://community.accelrys.com/docs/DOC-4543

Select EC50 hioactivity data entry
Relation not equal to >

Convert activity unit from
nM/-LogEC50 to uM

Assay with potency <1uM

target_uri
target_title
activity_ID

pmid
activity_type
relation
standardValue
standardUnits
chembl_assay_id
description
assay_organism
chembl_target_id
target_organism
chembl_compound_id
chemspider_uri
compound_uri
preflLabel

inchi

inchikey
full_mwt

smiles
ro5_violations
uM

pathway_title
citesAsDataSource
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and another one

VERSION 1

= Hackathon PLP protocol

Created on: Mar 15, 2013 8:28 AM by lean-Marc Neefs - Last Modified: Mar 15, 2013 8:45 AM by Jean-Marc Neefs

This would be my contribution to PLP protocols:

It answers a business question: "if we have a new target without known or effective drugs, find if there are drugs available for similar targets."

Illustration: The Protocol contains 3 pipelines, mixing custom components to call the OpenPHACTS API (red), and existing Pipeline Pilot components (blue).
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Steps:
1. Enter target information -- gene symbols would be nice but they are not accepted in this protocol. The protocol will fetch the requested entry from OpenPHACTS, keep its protein sequence and save it
in FASTA format.
2. The FASTA formatted sequence is sent to NCBI BLAST to search for similar sequences, in this case limited to SwissProt and human entries. The UniProt Accession numbers of the top 20 hits are kept.
3. Each Accession number is used to search for its corresponding entry in OpenPHACTS, and the URI of each entry is used to fetch Pharmacology information by Target in OpenPHACTS. A structure image is
calculated from Smiles codes and the resulting table can be viewed in HTML.
Attachments:

=| Hackathon.xml (440.9 K)
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In a nutshell...

Combining the Open PHACTS API with a workflow
tool enables scientists to answer relevant research

guestions quicker.



