Table S1. Interactions between LsrK and HPr.

Re:|ilc31lrjes R(Ie_ssig:es Distance (A) Specific Interactions Hydr(()aeg)Bond Salt Bridge
Hip 15 Glu 122 2.3 1x HB to Glu 122 1 0
Hip 15 Arg 118 2.6 0 0
Hip 15 Glu 125 3.3 0 0
Thr 16 Leu 126 3 0 0
Thr 16 Glu 122 2.1 1x HB to Glu 122 1 0
Thr 16 Leu 152 3 0 0
Thr 16 Hip 156 2.8 0 0
Arg 17 Glu 125 2.5 0 0
Arg 17 Leu 126 3.5 0 0
Arg 17 Asn 129 3.7 0 0
Ala 20 Leu 126 2.4 0 0
Lys 27 Asp 209 3.4 0 0
Lys 27 Ala 206 4 0 0
Lys 27 Met 210 3.8 0 0
Lys 40 Arg 163 2.6 0 0

1x HB to Asp 160
Lys 40 Asp 160 23 1x salt bridge to Asp 160 ! .
Ser 41 Arg 163 2.5 0 0
Ala 42 Arg 163 3.5 0 0
Lys 45 Asp 209 3.8 0 0
Ser 46 Met 210 2.5 0 0
Ser 46 Asp 209 2.4 1x HB to Asp 209 1 0
Ser 46 Gly 212 2.6 0 0
Ser 46 Ala 211 3.2 0 0
Leu 47 Met 210 2.4 0 0
Leu 47 Leu 126 2.3 0 0
Leu 47 Leu 152 35 0 0
Leu 47 Leu 123 3.7 0 0
Phe 48 Met 210 2.1 1x HB to Met 210 1 0
Phe 48 Leu 152 2.7 0 0
Phe 48 Tyr 162 2.4 0 0
Phe 48 Ala 155 2.4 0 0
Phe 48 Ala 211 2.3 0 0
Phe 48 Leu 151 2.2 0 0
Phe 48 Leu 123 2.2 0 0
Phe 48 lle 148 2.2 0 0
Phe 48 Leu 126 3.9 0 0
Lys 49 Tyr 162 2.1 1x HB to Tyr 162 1 0
Lys 49 Gly 212 2.2 0 0
Lys 49 Ala 211 3 0 0
Lys 49 Arg 163 2.3 1x HB to Arg 163 1 0
Lys 49 Ala 165 1.9 1x HB to Ala 165 1 0
Lys 49 Met 210 3.7 0 0
Lys 49 Leu 213 3.2 0 0
Lys 49 Ser 166 3.7 0 0
Lys 49 Gln 164 3.9 0 0
GIn51 Ala 155 3.2 0 0
GIn 51 Hip 156 2.2 1x HB to Hip 156 1 0
GIn 51 Ser 159 3.9 0 0
GIn 51 Leu 152 3.1 0 0
Thr 52 Ala 155 2.2 0 0
Thr 52 Ser 159 2.5 0 0
Thr 52 Arg 163 2.1 2x HBs to Arg 163 2 0
Thr 52 Tyr 162 2.3 0 0
Leu 53 Arg 163 2.4 0 0




Table S2. Information about the 62 compounds obtained by virtual screening. Compounds were
tested at 200 uM, and are sorted in the table according to their inhibitory effect. Inhibition rate
(%) represents the mean x SD from three independent experiments (n = 3). The cLogP represents
“calculated LogP”.
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Figure S1. Dose-response curves of the eight positive hit compounds in an Al-2 QS interference
assay with WHQO2 (Escherichia coli BL21 ATolC pWHQO1). Data points represent the mean + SD
from three independent experiments (n = 3).
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Figure S2: Dose-response curves of the eight positive hit compounds in an Al-2 QS interference

assay with WHQO1 (Salmonella typhimurium ATCC 202165 ATolC pWHQOL). Data points
represent the mean + SD from three independent experiments (n = 3).



