Turn a KNIME workflow into a computational
model

Created with: Release 8.9
Requirements: Schroédinger Suite 20-3 installed on the LiveDesign instance. A Live Report
with compounds and properties.

With KNIME, you can automate actions that you would normally do manually in Maestro. You can
deploy KNIME workflows as computational models in LiveDesign. This tutorial shows how you can
create a KNIME workflow that reads structures from LiveDesign, calculates properties with QikProp
and uploads these properties back into LiveDesign.
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6. Add a Column filter node to the
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10. Save the workflow
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12.Run the Upload as LiveDesign Model
node. The address of the computational
model created or updated is printed in
the KNIME console.
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13.Find the computational model in the
KNIME folder in the Computational

Vi model section of your LiveDesign
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14.In KNIME, edit the workflow to change
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15.Update the computational model by
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