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Figure S1. Correlation of the predicted binding energies by MM-GBSA (AGym.gesa) using igb = 1 with binding
energy (AG.,) calculated from experimental ICs.
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Figure S2. Correlation of the predicted binding energies by MM-GBSA (AGym.gesa) using igb = 7 with binding
energy (AG.,) calculated from experimental ICs.
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Figure S3. Correlation of the predicted binding energies by MM-GBSA (AGym.gess) using igb = 8 with binding
energy (AG.,) calculated from experimental ICs.
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CsrA (Y. pseudotuberculosis) MLILTREVGE TLMIGDEVTV TVLCVKGNQV RI SVHREEIYQR IQAEKSQPTT Y
2BTI A MLILTRRVGE TLMIGDEVTV TVLGVKGNQV RI SVHREEIYQR IQAEKSQPTS Y
QBTI:B MLILTRRVCE TLMICDEVTV TVLCVKCNQV RICVNAPKEV SVHREEIYQR IQAEKSQPTS Y

50 60

Figure S4. Sequence alignment between CsrA from Y. pseudotuberculosis YPIII and the two chains of 2BTI".
INote: The amino acid sequence of CsrA (Y. pseudotuberculosis) was retrived from UniProt database (Accession No.

B1JJ99) at http://www.uniprot.org. The sequence of 2BTI protein are retrived from Protein Data Bank (PDB). Sequence

alignment was carried out using Pymod 2.0'. The aligned sequences are plotted using BioEdit 7.2.52.

Table S1. MM/GBSA binding free energies and different components of CsrA-inhibitor complexes calculated from

the MD simulations using igb = 1. *All values are given in kcal/mol and as average + SEM (standard error of the mean).

Compounds AEyw® AEq* AGponr® MG AGwmmcpsa®
1 -23.88 £0.23 -9.53+0.23 16.52 £ 0.22 -2.92 +0.03 -19.81+£0.24
2 -15.95 £0.28 -21.14 +£0.38 25.66 = 0.40 -1.96 £ 0.03 -13.39+£0.26
3 -22.60 £0.10 -25.84 +0.36 29.99 +0.34 -2.67 +£0.01 21.12+£0.12
4 -27.92 £0.15 -78.78 £ 0.54 80.31 £0.53 -4.00 + 0.02 -30.39+£0.18
5 -21.64 £0.12 -65.26 £ 0.70 74.14 +£0.71 -3.44 +0.02 -16.20 £ 0.12




Table S2. MM/GBSA binding free energies and different components of CsrA-inhibitor complexes calculated from

the MD simulations using igb =2. 2All values are given in kcal/mol and as average + SEM (standard error of the mean).

Compounds AEvaw? AEee® AGpolar® AGhonpolar® AGmmcpsa®
1 -23.88 £0.23 -9.53+0.23 20.59 +0.27 -2.92 +0.03 -15.74 £ 0.20
2 -15.95+£0.28 -21.14 +£0.38 29.18 £ 0.44 -1.96 £ 0.03 -9.87+0.23
3 -22.60 £0.10 -25.84 +0.36 33.60 +0.35 -2.67 £0.01 -17.51£0.12
4 -27.92 £0.15 -78.78 £ 0.54 85.50 £ 0.54 -4.00 + 0.02 -25.20+0.17
5 -21.64 £0.12 -65.26 £ 0.70 72.27 +0.67 -3.44 +0.02 -18.07£0.16

Table S3. MM/GBSA binding free energies and different components of CsrA-inhibitor complexes calculated from

the MD simulations using igb =7. 2All values are given in kcal/mol and as average + SEM (standard error of the mean).

Compounds AEvaw*® AEeic? AGpolar® AGhonpolar AGvmcBsa®
1 -23.88 £0.23 -9.53+0.23 21.60 +0.30 -2.92 +0.03 -14.73 £0.18
2 -15.95 £0.28 -21.14 +£0.38 32.02 +0.49 -1.96 +0.03 -7.03 +£0.20
3 -22.60 £0.10 -25.84 +0.36 38.63 +0.39 -2.67 £ 0.01 -12.48 £0.12
4 -27.92 £0.15 -78.78 £ 0.54 89.43 +£0.54 -4.00 + 0.02 -21.27+0.17
5 -21.64 £0.12 -65.26 £ 0.70 69.07 + 0.65 -3.44 +0.02 -21.27+0.19

Table S4. MM/GBSA binding free energies and different components of CsrA-inhibitor complexes calculated from

the MD simulations using igb = 8. #All values are given in kcal/mol and as average + SEM (standard error of the mean).

Compounds AEyw® AEq* AGponr® MG AGwmmcpsa®
1 -23.88+£0.23 -9.53£0.23 22.67 +0.30 -2.92 £0.03 -13.66 £ 0.17
2 -15.95+0.28 -21.14+£0.38 29.53 £0.48 -1.96 £ 0.03 -9.52£0.20
3 -22.60 £0.10 -25.84 £ 0.36 3731 +0.37 -2.67£0.01 -13.80 £ 0.11
4 -27.92£0.15 -78.78 £ 0.54 89.47 +£0.54 -4.00 £ 0.02 -21.23£0.16
5 -21.64 £0.12 -65.26 £ 0.70 69.40 + 0.65 -3.44 £0.02 -20.94 £ 0.18
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