Drug Discovery FAQ 4z

Open PHACTS APl and KNIME have the answers!

Christine Chichester, Swiss Institute of Bioinformatics and James Lumley, Eli Lilly and Company

Drug Discovery Questions

Example Drug Discovery FAQs

Open PHACTS API calls needed

Give me all oxidoreductase inhibitors
active <100 nM 1n human and mouse

Target Class Pharmacology (filters)

Given a target find me all actives

against that target. Find/predict
polypharmacology of actives.

Target Pharmacology (filters) >
Compound Pharmacology

For a given interaction profile, give

Compound Information > Chemical

Open PHACTS API caIIs
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Compound Pharmacology: Count

Compound Pharmacology: List

[PREVIEW] Tissue Information Compound Class Pharmacology: Count
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Target Information: Batch

Target Class Members: Count
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me similar compounds

Structure Search:Similarity

[PREVIEW] Tissues for Protein: List get Piirmacology: Count /t5r5et/pharmacology/count (GET|
Targetfharmacology:List = iarget/pharmacology/pages £33
[PREVIEW] Proteins for Tissue: Count
T Class Pharmacology: Count  /iarget/tree/pharmacology/count | GET |

For molecules that contain
substructure X, retrieve all

Chemical Structure Search:
Substructure > Compound

[PREVIEW] Proteins for Tissue: List
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/target/types
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Default URL parameters

. . uri
Swagger URL: | https://raw.githubusercontent.com/openg

OPS_JSON i | oo
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drug_type
_lens
_format

Select service Target Information (/target)

Add filter Opl‘iOnS

Target Information: Batch (/target/batch)
Target Class Members: Count (/target/members/coL
Target Class Members: List (/target/members/pages
‘Target Classifications (/target/classifications)
Classification of Compounds for Target (/target/cla:
OK Apply Cance

Target Pharmacology: Count (/target/pharmacology

Dialog - 3:6 - OPS_JSON

Select API call
o0 @

Example JSON URL: | https://beta.openphacts.org/1.4/mapUri?app_id=15al8]

OPS_SWAGGER

This node parses a SWAGGER file to generate the list of API calls available from the Open
PHACTS web service. After the user selects a call from the list, a parameter panel allows

/ select JSON Columns and optional new name

the addition of specific parameter settings.

Fetch example

..format

.format

Select and rename

.version

.version

OPS_JSON
OPS JSON transforms the

renamed by the user. Two outputs are available; one that corresponds to the JSON paths
as specified by the user, and the second table is the complete JSON result.

Workflow and visualiza

..result.._about

output columns
—

nested JSON results into columns that can be selected and

..result.._about

..result..definition

..result..definition
..result..extendedMetadataVersion

result..extendedMetadataVersion
@ ..result..primaryTopic.._about
..result..primaryTopic.._about

@ ..result..primaryTopic..exactMatch
..result..primaryTopic..exactMatch
..result..primaryTopic..isPrimaryTopicOf

..result..primaryTopic..isPrimaryTopicOf
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File Reader

Previous results

OPS_Swagger OPS_JSON Vngroup ompound
Pharmacology\ Column Rename Column Filter GroupBy Chunk Loop
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OK Apply Cancel 0

Nodes: https://github.com/openphacts/OPS-Knime
API: https://dev.openphacts.org
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adds query to each row
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