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Table S1. Molecular docking analysis of known antagonists with LasR (31X4) protein

Antagonist pIC50 | Docking score Glide H-bond interaction References
9 value (kcal/mol) energy residues
" i ) Tyrd7, Tyr56, Trp60,
A~ 5.9 11.15 62.66 ASp73. Ser129
Qi > | 50 110.18 62,90 | Y100 ASPTS, TYISS,
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Y| 56 -9.48 5847 | YR P 2008%
= o 7.0 -9.45 -49.51 Tyr56, Ser129
AL 53 -9.45 -68.44 | Tyr47, Arg61, Tyr93 OB;'STE al,
g Choi et
Moy 6.5 -9.45 5091 | Tyrs6, Asp73, Ser129 | 0 os
A LD 4.0 -9.18 -69.21 | Tyr56, Asp73, Ser129
— O'Reilly et al.,
- - 6.0 -9.07 -56.76 | Tyr56, Asp73, Ser129 201839
e Ju O i ] Arg61, Trp60, Tyr56, Smith et al.,
X | 57 8.64 58.21 Asp73, Ser129 20034
(T W 4.0 -8.62 -60.42 Asp73, Serl29
CRAY. 4.0 -8.51 -64.73 Thr75, Ser129
jenme 4.0 -8.43 -67.25 Arg61l
g B 5.6 -8.39 -65.12 Thyr56, Ser129
5.2 -8.39 -66.99 Arg61, Tyrd7, Tyro3
5.6 -8.28 -62.64 | Tyr56, Asp73, Ser129
(e PN 4.0 -7.96 -69.86 | Tyr56, Asp73, Ser129
. 5.6 -7.94 -59.84 Val76, Ser129
| f\f\{g 5.3 -7.93 -68.20 | Val56, Asp73, Ser129
[&]
R-3 H'J\EO 4.3 -7.87 -52.71 | Asp73, Tyr56, Ser129
A_E Y i ] Trp60, Tyr56, Asp73,
by | 43 7.71 69.79 coraon
——— N 43 -7.65 -59.88 | Tyr56, Asp73, Ser129 I\Izio%t;ll.,
s e - -7.56 -63.91 Tyr56, Ser129
L 4
S % 5.4 -7.59 -59.74 Arg61
4 5.3 -7.45 -59.20 Tyr56, Ser129
N Ge 6.04 -7.45 -69.92 Arg61, Tyr47, Tyr93
A L0 | 60 -7.44 -58.03 | Tyr56, Asp73, Ser129
PO O T -7.42 -62.77 | Tyr56, Asp73, Ser129
A2 ) 6.2 -7.41 -49.25 Val76, Ser129
s 5.7 -7.36 67.81 | Val56, Asp73, Ser129
i ] 6.2 -7.34 -55.91 | Asp73, Tyr56, Ser129
I § i i Asp73, Arg61, Tyr56,
= 5 5.3 7.34 57.03 Sorls9
o5 Smith et al.,
R, 5. 5 8.0 -7.19 -41.36 Tyrs6 20034
- | 9.0 -7.13 -30.12 | Tyr56, Trp60, Asp73,
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Serl29
PR 4 19 ¥ 6.4 -7.07 -69.19 Tyr56, Trp60, Asp73
PRESEES A 6.08 -7.02 -60.14 Thr75, Ser129
) i Trp60, Tyr56, Asp 73,
4.2 6.91 66.90 Ser129
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