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Figure S1. Interaction in the form of a 2D diagram of the best docked conformation of the 2,5-diketopiperazines: a)

Cyclo(Pro-Val), b) Cyclo(Ala-Phe), ¢) Cyclo(Val-Phe), and d) Cyclo(Leu-Phe) in the DNA binding motif subregion 1

of the SarA protein. Hydrogen bonds are shown as green dashed lines and hydrophobic contacts as spline curves.
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Figure S2. Interaction in the form of a 2D diagram of the best docked conformation of the 2,5-diketopiperazines:
a) Cyclo(Ala-Phe), b) Cyclo(Val-Phe) and c) Cyclo(Leu-Phe) in subregion 2 of the DNA binding motifs of SarA

protein. Hydrogen bonds are shown as lines green dashed and hydrophobic contacts as spline curves.
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Figure S3. Interaction in the form of a 2D Diagram of the best docked conformation of the 2,5- diketopiperazines: a)
Cyclo(Pro-Val), b) Cyclo(Ala-Phe), ¢) Cyclo(Val-Phe), and d) Cyclo(Leu-Phe) in the cation pocket site of the SarA
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protein. Hydrogen bonds are shown as lines green dashed and hydrophobic contacts as spline curves
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Figure S4. Docking poses of each 2,5-diketopiperazine in AgrA. a) Cycle(Pro-Val), b) Cycle(Ala-Phe), ¢) Cycle(Val-Phe) and d) Cycle(Leu- Phe). DNA is represented as

cartoons, compounds as sticks, and interacting amino acids as lines. Hydrogen bonds appear as yellow dotted lines.



