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ChemAxon & KNIME integrations

- JChem Extensions for KNIME (including a few free ones)

- Providing CXN tools in the usual KNIME node format, developed by
Infocom

- MarvinlS in KNIME Server Web Portal

- Versatile, familiar and friendly chemical sketcher for Guided Analytics
Applications in the Browser

- Extending ChemAxon applications via KNIME Workflows
- Choose best of breed components
- Build workflows in KNIME AP
- Deploy them via the KNIME Server REST API
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How do | call the service?

Container Container
Table Reader Input (Table) Processing Output (Table)
e e e e
e o KD L8
v A datasciencel (greg.landrum@https://datasciencel.knime.com/knime/rest)
> [F] Demos
> [ Events
v [*7] Users
> [*7 daria.goldmann
v 77 greg.landrum 0 "
> [*7] Demo workflows pen
> [77] Jupyter KNIME Jupyter ™% New Workflow Group...
v [77] KNIME Stories
> [77] Reproducibility and Validatability i~ Deploy to Server...
v [*7] Web service validation
A 01_Prediction_Workflow O Execute...
> [7] New Web Services ) Show API| definiti
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Input spec in Swagger Ul

Request body application/json v

Inline input parameters for the job

Example Value = Schema

"molecule_input-250": {
"table-spec": [
{
"compound_id": "string"
}s
{
"smiles": "Smiles"
}
1,
"table-data": [
[
"ChEMBL_36_A_1",
"CN(C)clcec(C2€C3(C)C(Ccc3(0)C#Ce3ccc(C(C)(C)C)cc3)C30CCa=CC(=0)CCCa=C23)ccl”

1,

[
"ChEMBL_36_A_2",
"CCclen(CCN)c(CC)c10clccc(C#N)ccl™
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KNIME in Marvin (Live)

Rules KNIME |KNIME Server Plugin a
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KNIME Workflow (courtesy of Greg Landrum)

Container
Input (Table) Calculate REOS

Column Filter
]
.
- Node 406
Node 401 L]
Table Creator Node 403
. Container
Node 400 count PAINS matches utput (Table)
> >

Table Creator

' Node 404

Node 405
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Architecture: KNIME Server — Distributed Executors

-+~ KNIME Server Large

Workflow

Repository KNIME

Executor

AMQP (5672)
SR RabbitMQ
Server

LDAP (389) KNIME

Local User LDAPS (636) <. = Executor
Database LDAP/Active

Directory
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The KNIME® trademark and logo and OPEN FOR INNOVATION® trademark are used by
KNIME AG under license from KNIME GmbH, and are registered in the United States.
KNIME?® is also registered in Germany.
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