








Supplementary Table 1. Summary of docking score values (kcal/mol) per Pose and active residues 

Pet 

Cluster 
Number 

Docking score 
(kcal/mol) 

Amino Acids to 4 Å of curcumin 

1 -7.82 L 1014, A1015, V1017, N1018, N1019, K1022, Y1055, E1167, R1200, 
V1203, D1204, G1221, L1222, G1223, Q1225, R1252, L1254, M1255, 
N1256, E1274, Y1281, V1283 

1 -7.71 K1011, A 1012, L 1014, A1015, V1017, N1018, N1019, K1022, D1051, 
D1053, Y1055, E1167, R1200, V1203, G1221, Q1225, R1252, L1254, 
M1255, N1256, E1274, Y1281, V1283 

1 -7.59 K1011, A 1012, L 1014, A1015, V1017, N1018, N1019, D1053, Y1055, 
S1084, E1167, G1221, Q1225, R1252, L1254, M1255, N1256, E1274, 
Y1281, V1283 

1 -7.57 L 1014, A1015, V1017, N1018, N1019, L1020, N1021, K1022, E1149, 
Y1055, Y1113, E1163, Q1165, E1167, R1200, R1219, G1221, L1222, 
G1223, Q1225, R1252, L1254, M1255, N1256, E1274, Y1281, V1283 

1 -6.69 L 1014, A1015, V1017, N1018, N1019, K1022, Y1055, E1167, R1200, 
G1221, L1222, L1254, M1255, N1256, E1274, Y1281, V1283 

1 -6.57 V1017, N1018, N1019, L1020, N1021, E1149, Y1055, Y1113, E1163, 
Q1165, E1167, R1200, R1219, G1221, L1222, G1223, Q1225, R1252, 
N1256, E1274, Y1281, V1283 

2 -5.11 A1036, W1237, A1038, R1039, I1040, V1058, V1060, G1061, A1289, 
N1290, F1291 

1 -5.01 A1015, V1017, N1018, N1019, K1022, Y1055, E1167, R1200, G1221, 
L1222, L1254, M1255, N1256, E1274, Y1281, V1283 

2 -4.88 A1036, W1237, A1038, V1058, V1060, G1061, A1289, N1290, F1291 
2 -4.08 W1237, A1038, R1039, I1040, V1058, V1060, G1061, A1289, N1290 

EspC 

Cluster 
Number 

Docking score 
(kcal/mol) 

Amino Acids to 4 Å of curcumin 

1 -9.32 V1028, N1029, N1030, L1031, N1032, Y1124, E1160, E1174, Q1176, 
E1178, R1211, D1215, R1230, Q1236, L1265, N1267, E1283, E1285 

1 -9.25 L1025, V1028, N1029, N1030, L1031, N1032, K1033, E1160, E1174, Q 
1176, E1178, R1211, V1214, D1215, G1232, L1233, G1234, Q1236, 
L1265, M1266, N1267, E1283, E1285, K1286 

1 -7.79 N1029, N1030, L1031, N1032, K1033, G1036, D1037, L1118, E1160, 
R1164, E1174, Q1176, E1178, R1211, V1214, D1215, R1230, G1234, 
Q1236, L1265, M1266, N1267, E1283, E1285 

1 -7.76 V,1028, N1029, N1030, L1031, N1032, K1033, G1036, D1037, Y1124, 
E1160, R1164, E1174, Q1176, E1178, R1211, V1214, D1215, R1230, 
Q1236, L1265, M1266, N1267, E1283, E1285 

1 -7.49 V,1028, N1029, N1030, L1031, G1036, D1037, Y1124, E1160, R1164, 
E1174, Q1176, E1178, R1211, Q1236, L1265, M1266, N1267, E1283, 
E1285 

1 -7.24 N1029, N1030, L1031, G1036, D1037, Y1124, E1160, R1164, E1174, 
Q1176, E1178, R1211, V1214, R1230, Q1236, M1266, N1267, E1283, 
E1285 

1 -6.93 V1028, N1029, N1030, L1031, Y1124, E1160, E1174, Q1176, E1178, 
R1211, D1215, R1230, Q1236, N1267, E1283, E1285 

1 -5.64 N1030, L1031, N1032, K1033, G1036, D1037, L1118, E1160, R1164, 
E1174, Q1176, E1178, R1211, G1234, Q1236, M1266, N1267, E1283, 
E1285 

2 -3.63 V1161, G1162, Y1163, P1175, Q1176, M1177, T1212, G1213, V1214, 
L1233, G1234, Y1235  

2 -3.10 V1161, G1162, Y1163, P1175, Q1176, M1177, T1212, G1213, V1214 
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