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Table S1. Toxicity predicted presented as Acute Oral by ProTox-11 for the precursor, ligands and

the antiviral drug remdesivir.

Ligands complexes Oral Toxicity Prediction Results
and Approved Predicted LDsq Predicted Average Predicted
Medicine (mg/kg) Toxicity Class  Similarity (%)  Accuracy (%)
3 381 4 47.75 54.26
6a 2580 5 29.32 12.00
6b 2580 5 29.27 12.00
6c 2580 5 29.00 12.00
6d 5000 5 29.60 12.00
6e 2000 4 29.79 12.00
6f 500 4 29.79 12.00
69 500 4 29.77 12.00
6h 500 4 30.14 23.00
bi 5000 5 30.97 23.00
Remdesivir 1000 4 40.93 54.26




