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MARA (Molecular Analysis and Reasoning Assistant)
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Define tool use & context
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Custom LLM

for workflow orchestration
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What are the numerical columns in this
csv file?

. ive me some details about this trajectory
*EGFR_unique.csv

*prod_align.pdb *prod_align.xtc

Where are the binding pockets?

The binding the POBGT filo are as follows:

PocketiD Score CenterX CenterY CenterZ
1 823 166850 -9.M466 102444
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