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Supplementary table 1: COMSTAT analysis of treated and untreated biofilm and EPS of S. aureus and E. faecalis bacterial strains 

	Bacteria
	Biomass (μm3/μm2)
	Average Thickness (μm)
	Surface-to-Biovolume Ratio (μm²/μm3)
	Surface Area (μm²)

	
	Control
	DMSO-treated
	Treated
	Control
	DMSO-treated
	Treated
	Control
	DMSO-treated
	Treated
	Control
	DMSO-treated
	Treated

	Biofilm
	S. aureus
	7.75±1.8
	6.03±0.1
	1.22±1.1
	16.74±3.2
	12.35±0.05
	2.06±2.3
	5.29±1.5
	6.26±0.3
	10.61±0.9
	1755415.47±87175.7
	1696659.35±51142.08
	556440.47±487756.2

	
	E. faecalis
	15.24±1.2
	11.59±3.9
	5.35±0.7
	30.42±2.3
	24.4±9.2
	10.31±1.4
	2.13±0.1
	4.09±1.0
	6.35±0.9
	1529235.22±108646.7
	2007075.99±226661.2
	1506061.64±4497.5

	EPS
	S. aureus
	1.81±0.4
	1.64±0.2
	0.45±0.2
	3.53±0.7
	3.25±0.6
	1.34±0.3
	11.27±0.7
	10.82±0.4
	15.5±2.0
	912005.74±182043.5
	803116.09±133478.1
	299534.01±171601.06

	
	E. faecalis
	1.53±0.2
	1.3±0.1
	0.7±0.1
	2±1
	2.3±1.1
	1.6±0.5
	11.64±0.6
	11.5±0.5
	13.6±1.8
	801466.98±107545.8
	719055.7±125812.3
	456263.9±57279.2




Supplementary table 2: Identification of the chemical constituents of M. koenigii methanolic extract by orbitrap high-performance liquid chromatography coupled with Q-Exactive mass spectrometry (OHRLC-QE-MS/MS) in positive and negative ion mode.
	Name
	Formula
	Cal. MW [M + H+]
	Cal. MW [M - H-]
	RT [min]
	Annot. Source: Predicted Compositions
	Annot. Source: mzCloud Search
	Annot. Source: ChemSpider Search
	Annot. DeltaMass [ppm]
	mzCloud Best Match
	Class
	References

	NP-022373 (Mahanine)*
	C23H25NO2
	347.18761
	347.1882
	17.309
	Full match
	Full match
	Partial match
	-2.65
	67.6
	Alkaloids and derivatives
	1,2
	Atalaphylline
	C23H25NO4
	-
	379.17815
	14.717
	Full match
	-
	Not the top hit
	-0.56
	-
	
	3
	NP-022368 (3-(3-hydroxy-4-methylpent-4-enyl)-3,5-dimethyl-11H-pyrano[3,2-a]carbazol-9-ol)*
	C23 H25NO3
	363.18321
	363.18318
	14.53
	Full match
	Full match
	Partial match
	-0.73
	98.5
	
	-

	Ardisianone
	C24H38O5
	-
	406.27159
	15.704
	Full match
	-
	Full match
	-0.82
	-
	
	4

	NP-022371 (Koenimbine)*
	C19H19NO2
	293.14122
	-
	16.507
	Full match
	Full match
	Partial match
	-1.22
	97
	
	2,5–7
	Embelin
	C17H26O4
	-
	294.18312
	13.839
	Full match
	-
	Full match
	0.03
	-
	
	8

	Arecoline
	C8H13NO2
	155.09462
	-
	1.286
	Full match
	Full match
	Full match
	-0.05
	98.5
	
	9

	Trigonelline
	C7H7NO2
	137.04755
	-
	1.221
	Full match
	Full match
	Not the top hit
	-0.95
	99.6
	
	10
	DL-Stachydrine
	C7H13NO2
	143.09462
	-
	1.279
	Full match
	Full match
	Not the top hit
	-0.05
	90.8
	
	11

	Cathine
	C9H13NO
	151.09976
	-
	2.045
	Full match
	-
	Full match
	0.27
	-
	
	12

	Nicotinic acid
	C6H5NO2
	123.03219
	-
	1.697
	Full match
	Full match
	Full match
	1.34
	99.8
	
	13

	Huperzine A
	C15H18N2O
	242.14198
	-
	8.223
	Full match
	-
	Full match
	0.3
	-
	
	14

	Fagarine
	C13H11NO3
	229.07399
	-
	8.709
	Full match
	-
	Full match
	0.43
	-
	
	15
	8-Hydroxyquinoline
	C9H7NO
	145.05287
	-
	6.784
	Full match
	Full match
	Partial match
	0.76
	97.5
	
	16

	Quercetin-3β-D-glucoside
	C21H20O12
	464.09547
	464.09522
	9.406
	Full match
	Full match
	Full match
	-0.02
	99.9
	
















Phenolic compounds (Flavonoids and derivatives)

	17

	Myricetin 3-O-beta-D-galactopyranoside
	C21H20O13
	480.09055
	480.0901
	8.94
	Full match
	Full match
	Partial match
	0.34
	99
	
	18,19

	Trifolin
	C21H20O11
	448.10064
	448.10035
	9.769
	Full match
	Full match
	Not the top hit
	0.19
	95
	
	13

	Peltatoside
	C26H28O16
	-
	596.13745
	8.972
	Full match
	-
	Full match
	-0.47
	-
	
	20

	Quercetin
	C15H10O7
	-
	302.04246
	11.058
	Full match
	Full match
	Full match
	-0.63
	98.3
	
	2,5,21,22

	6″-O-MALONYLGENISTIN
	C24H22O13
	-
	518.10579
	9.643
	Full match
	-
	Full match
	-0.49
	-
	
	23

	Luteolin
	C15H10O6
	-
	286.04744
	11.804
	Full match
	Full match
	Partial match
	-1.05
	97.1
	
	24

	Tiliroside
	C30H26O13
	-
	594.13716
	10.828
	Full match
	-
	Full match
	-0.3
	-
	
	25

	Isorhamnetin
	C16H12O7
	316.05824
	316.05812
	11.935
	Not the top hit
	Full match
	Full match
	-0.18
	99.9
	
	13,26
	2-(2,6-dihydroxyphenyl)-3,5,7-trihydroxy-4H-chromen-4-one
	C15H10O7
	302.04244
	-
	9.412
	Full match
	Full match
	Not the top hit
	-0.72
	99.9
	
	27

	5,7-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)-3-{[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy}-4H-chromen-4-one
	C22H22O12
	478.11141
	-
	9.842
	Full match
	Full match
	Full match
	0.58
	99.8
	
	28

	NP-018720 / (3R)-5-[[(2R,3S,4S,5R,6S)-6-[2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-4-oxochromen-3-yl]oxy-3,4,5-trihydroxyoxan-2-yl]methoxy]-3-hydroxy-3-methyl-5-oxopentanoic acid
	C27H28O16
	608.13792
	-
	9.586
	Not the top hit
	Full match
	-
	0.3
	98.6
	
	29

	Kaempferol
	C15H10O6
	286.04769
	-
	9.77
	Full match
	Full match
	Full match
	-0.18
	99.9
	
	2,22

	Myricetin
	C15H10O8
	318.03746
	-
	8.939
	Full match
	Full match
	Full match
	-0.33
	99.9
	
	2,22

	Quercetin 3-O-neohesperidoside
	C27H30O16
	610.15343
	-
	9.4
	Full match
	-
	Full match
	0.07
	-
	
	30
	Myristamide
	C14H29NO
	227.22495
	-
	17.374
	Full match
	-
	Full match
	0.14
	-
	
	31

	Chlorogenic acid
	C16H18O9
	-
	354.09469
	7.869
	Full match
	Full match
	Full match
	-1.1
	99.9
	
	32

	Caffeic acid
	C9H8O4
	-
	180.04139
	8.246
	-
	Full match
	Not the top hit
	-4.83
	-
	
	5,26

	Caffeic acid 3-glucoside
	C15H18O9
	-
	342.09471
	7.99
	Full match
	-
	Full match
	-1.08
	-
	
	33
	6-Gingerol
	C17H26O4
	294.18305
	294.18294
	14.541
	Full match
	Full match
	Full match
	-0.21
	79.4
	
	34

	Acetophenone
	C8H8O
	120.05771
	-
	1.833
	Full match
	Full match
	Full match
	2.06
	83.3
	
	35,36

	Isochlorogenic acid C / (1R,3R,4S,5R)-3,4-bis({[(2E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy})-1,5-dihydroxycyclohexane-1-carboxylic acid
	C25H24O12
	516.12706
	-
	9.991
	Full match
	Full match
	Full match
	0.55
	99.8
	
	37

	Esculetin
	C9H6O4
	178.02667
	-
	8.122
	Full match
	Full match
	Not the top hit
	0.37
	98.7
	
	38
	Coumarin
	C9H6O2
	146.03685
	-
	8.653
	Full match
	Full match
	Full match
	0.5
	67.5
	
	39

	Isoferulic acid
	C10H10O4
	-
	194.05711
	10.618
	Full match
	Full match
	Not the top hit
	-4.11
	91.6
	
	40

	(±)-Abscisic acid
	C15H20O4
	264.13607
	264.13596
	11.123
	Full match
	Full match
	Full match
	-0.32
	89
	Terpenoids
	41

	Caryophyllene oxide
	C15H24O
	220.18276
	-
	17.055
	Full match
	Full match
	Full match
	0.2
	96.7
	
	42

	Curcumene
	C15 H22
	202.1722
	-
	16.397
	Full match
	-
	Full match
	0.23
	-
	
	43

	Cucurbitacin S
	C30H42O6
	498.3004
	-
	18.778
	-
	-
	Full match
	4.54
	-
	
	44

	Cucurbitacin I
	C30H42O7
	514.29497
	-
	18.077
	-
	-
	Full match
	3.73
	-
	
	44

	(E,E)-α-Farnesene
	C15H24
	204.18781
	-
	16.408
	Full match
	-
	Full match
	0.03
	-
	
	45

	Citral
	C10H16O
	152.12018
	-
	8.324
	Full match
	Full match
	Not the top hit
	0.43
	-
	
	46

	β-Ionone
	C13H20O
	192.15148
	-
	16.073
	Full match
	Invalid mass
	Full match
	0.32
	-
	
	47

	D-(-)-Quinic acid
	C7H12O6
	-
	192.06264
	1.237
	Full match
	Full match
	Full match
	-3.89
	-
	




Carboxylic acids
	32

	Citric acid
	C6H8O7
	-
	192.0264
	1.694
	Full match
	Full match
	Full match
	-3.16
	-
	
	19

	Gluconic acid
	C6H12O7
	-
	196.05746
	1.193
	Full match
	Full match
	Full match
	-4.28
	-
	
	17,32

	12-hydroxyjasmonic acid
	C12H18O4
	-
	226.11999
	9.129
	Full match
	-
	Full match
	-2.28
	-
	
	48

	L-Phenylalanine
	C9H11NO2
	165.07904
	-
	3.165
	Full match
	Full match
	Full match
	0.39
	99.7
	
	5,49

	Betaine
	C5H11NO2
	117.07918
	-
	1.212
	Full match
	Full match
	Partial match
	1.72
	92
	
	50
	DL-Glutamic acid
	C5H9NO4
	147.05314
	-
	1.186
	Full match
	-
	Full match
	-0.15
	-
	
	32

	Leucine
	C6H13NO2
	131.09461
	-
	2.089
	Full match
	-
	Full match
	-0.17
	-
	
	13

	Asparagine
	C4H8N2O3
	132.0536
	-
	1.21
	Full match
	Full match
	Full match
	0.82
	99
	
	51

	Arginine
	C6H14N4O2
	174.11177
	-
	1.113
	Full match
	Full match
	Full match
	0.56
	98.7
	
	5,13

	Kynurenic acid
	C10H7NO3
	189.04274
	189.04172
	7.366
	Full match
	Full match
	Partial match
	0.79
	98.5
	
	52

	Azelaic acid
	C9H16O4
	-
	188.10397
	10.336
	Full match
	Full match
	Full match
	-4.72
	99.1
	Fatty acids
	32

	13(S)-HOTrE
	C18H30O3
	294.21945
	294.21938
	15.4
	Full match
	Full match
	Not the top hit
	-0.39
	87.4
	
	17

	16-Hydroxyhexadecanoic acid
	C16H32O3
	-
	272.235
	18.218
	Full match
	Full match
	Full match
	-0.54
	98.6
	
	17

	(±)9-HpODE
	C18H32O4
	-
	312.22999
	14.019
	Full match
	Full match
	Not the top hit
	-0.33
	80.1
	
	53

	Linolenic Acid
	C18H30O2
	-
	278.22426
	18.077
	Full match
	Full match
	Full match
	-1.16
	97.3
	
	5,32

	Hexadecanedioic acid
	C16H30O4
	-
	286.21425
	15.201
	Full match
	Full match
	Full match
	-0.57
	98.1
	
	54

	Hexadecanamide
	C16H33NO
	255.25616
	-
	18.747
	Full match
	Full match
	Full match
	-0.22
	98.3
	
	55

	Erucamide
	C22H43NO
	337.33428
	-
	19.644
	Full match
	-
	Full match
	-0.56
	-
	
	56
	Methyl Ricinoleate
	C19H36O3
	312.26622
	-
	18.089
	Full match
	-
	Full match
	-0.71
	-
	
	57

	L-α-PALMITIN
	C19H38O4
	330.27679
	-
	16.173
	Full match
	-
	Full match
	-0.65
	-
	
	58

	4-oxododecanedioic acid
	C12H20O5
	244.13118
	-
	10.461
	Full match
	Full match
	Partial match
	0.44
	87.5
	
	13

	Pheophorbide A
	C35H36N4O5
	592.26805
	592.26813
	18.857
	Full match
	-
	Full match
	-0.74
	-
	




















Other types

	59,60

	N-Benzyl-4-{(2E)-2-[4-(diethylamino)-2-methoxybenzylidene]hydrazino}-6-(4-morpholinyl)-1,3,5-triazin-2-amine
	C26H34N8O2
	-
	490.28288
	15.345
	Full match
	-
	Full match
	4.91
	-
	
	61

	4-Undecylbenzenesulfonic acid
	C17H28O3S
	-
	312.17567
	16.163
	Full match
	-
	Full match
	-0.78
	-
	
	17

	3,8,9-trihydroxy-10-propyl-3,4,5,8,9,10-hexahydro-2H-oxecin-2-one
	C12H20O5
	-
	244.13067
	10.31
	Full match
	Full match
	Partial match
	-1.63
	61.1
	
	62
	Glaurin
	C16H32O4
	-
	288.22995
	12.465
	Full match
	-
	Full match
	-0.38
	-
	
	24,27

	β-D-Fructofuranosyl 6-O-acetyl-D-glucopyranoside
	C14H24O12
	-
	384.12645
	1.424
	Full match
	-
	Not the top hit
	-0.85
	-
	
	63
	Isoferulic acid
	C10H10O4
	-
	194.05711
	10.618
	Full match
	Full match
	Not the top hit
	-4.11
	91.6
	
	40

	1-palmitoleoyl-sn-glycerol 3-phosphate
	C19H37O7P
	-
	408.22731
	17.69
	-
	-
	Full match
	-0.93
	-
	
	64

	NP-021797 (3R-hydroxy-5Z-dodecenoic acid)*
	C12H22O3
	-
	214.15609
	7.876
	Full match
	Full match
	Not the top hit
	-3.77
	71.6
	
	-

	NP-002737 / 5,7,3',4'-Tetrahydroxy-4-phenylcoumarin 5-O-apiosyl-(1->6)-glucoside
	C26H28O15
	-
	580.14253
	9.321
	Full match
	Full match
	Partial match
	-0.5
	90.7
	
	65
	Choline
	C5H13NO
	103.10008
	-
	1.177
	Full match
	Full match
	Full match
	3.59
	96.4
	
	5,49

	D-(+)-Proline
	C5H9NO2
	115.06354
	-
	1.314
	Full match
	Full match
	Full match
	1.83
	100
	
	5,32

	DL-Tryptophan
	C11H12N2O2
	204.09006
	-
	6.267
	Full match
	Full match
	Full match
	0.88
	99.7
	
	17

	NP-020139 / 5-(beta-D-glucopyranosyloxy)-2-hydroxybenzoic acid
	C13H16O9
	-
	316.07942
	3.309
	Not the top hit
	Full match
	Not the top hit
	-0.04
	92.2
	
	53

	Neochlorogenic acid
	C16H18O9
	354.09505
	-
	7.867
	Full match
	Full match
	Partial match
	-0.1
	99.9
	
	17

	Adenosine
	C10H13N5O4
	267.09661
	-
	1.697
	Full match
	Full match
	Full match
	-0.56
	100
	
	53

	Ethyl p-((p-methoxy benzylidene)amino)cinnamate
	C19H19NO3
	309.13588
	-
	15.296
	Full match
	-
	Full match
	-1.98
	-
	
	66

	Pipecolic acid
	C6H11NO2
	129.07907
	-
	5.073
	Full match
	Full match
	Full match
	0.73
	99.9
	
	5,13

	Pheophorbide b
	C35H34N4O6
	606.24767
	-
	17.768
	Full match
	-
	Full match
	-0.28
	-
	
	59

	Tyramine
	C8H11NO
	137.08409
	-
	2.211
	Full match
	Full match
	Full match
	0.21
	98.9
	
	67

	Adenine
	C5H5N5
	135.05451
	-
	1.693
	Full match
	Full match
	Partial match
	0.08
	98.4
	
	13

	Nicotinamide
	C6H6N2O
	122.0482
	-
	1.698
	Full match
	Full match
	Partial match
	1.57
	86.6
	
	13,68

	9-Oxo-10(E),12(E)-octadecadienoic acid
	C18H30O3
	294.21945
	-
	16.562
	Full match
	Full match
	Full match
	-0.15
	45.1
	
	69,70

	D-Sphingosine
	C18H37NO2
	299.28224
	-
	18.109
	Full match
	Full match
	Full match
	-0.62
	79.5
	
	71

	Guanine
	C5H5N5O
	151.04988
	-
	1.696
	Full match
	Full match
	Full match
	3.12
	72.9
	
	13

	β-D-Xylopyranose
	C5H10O5
	-
	150.05269
	1.283
	Full match
	-
	Full match
	-0.9
	-
	
	72

	D-Glucosamine
	C6H13NO5
	179.07944
	-
	1.121
	Full match
	Full match
	Full match
	0.4
	92.6
	
	13
	Jasmone
	C11H16O
	164.12026
	-
	13.889
	Full match
	Full match
	Not the top hit
	0.86
	96.1
	
	13
	6-Methylquinoline
	C10H9N
	143.07356
	-
	6.268
	Full match
	Full match
	Not the top hit
	0.46
	98.2
	
	73

	Prolylleucine
	C11H20N2O3
	228.14711
	-
	1.29
	Full match
	Full match
	Not the top hit
	0.11
	97.9
	
	13

	Piperidone
	C5H9NO
	99.06886
	-
	17.773
	Full match
	-
	Full match
	4.47
	-
	
	74

	Pyrrolidine, 1-(1-oxo-7,10-hexadecadienyl)-
	C20H35NO
	305.27165
	-
	18.53
	Full match
	-
	Full match
	-0.69
	-
	
	75

	L-(−)-Threonine
	C4H9NO3
	119.05847
	-
	1.187
	Full match
	-
	Full match
	1.94
	-
	
	76

	Tramadol
	C16H25NO2
	263.18834
	-
	14.785
	Full match
	-
	Full match
	-0.71
	-
	
	77

	Agmatine
	C5H14N4
	130.12204
	-
	1.106
	Full match
	-
	Full match
	1.5
	-
	
	78

	Arnebin I
	C21H22O6
	370.14177
	-
	9.479
	Full match
	-
	Full match
	0.36
	-
	
	79


*Compound names were identified by searching on PubChem on the basis of molecular formula and structure given by software Compound Discoverer 3.2.







Supplementary table 3: MKM extract compounds and their molecular interactions with S. aureus Staphylococcal protein A (SpA) receptor
	S. No.
	Compound Name
	Binding affinity
(kcal/mol)
	Ligand-receptor interactions with SpA

	
	
	
	Van der Waals
	Hydrogen bonds
	Alkyl/ Pi-alkyl/ Pi-sigma/ Pi-cation/ Pi-Pi stacked/ Pi-Pi T-shaped

	1. 
	NP-022373 / (Mahanine)
	-7.219
	Asn-3, Tyr-14
	Phe-5, Gln-10
	Phe-13, Lys-4

	2. 
	NP-022368 / (3-(3-hydroxy-4-methylpent-4-enyl)-3,5-dimethyl-11H-pyrano[3,2-a] carbazol-9-ol)
	-6.591
	Asn-3, Pro-38, Lys-4, Lys-35 and Tyr-14
	Gln-10
	Phe-13

	3. 
	NP-022371 / (Koenimbine)
	-7.273
	Tyr-14, Gln-10, Lys-4, Asn-3
	-
	Phe-5, Phe-13, Lys-35, Ile-31

	4. 
	Arecoline
	-3.9
	Leu-51, Gln-26, Ile-44, Ser-33
	Gly-29
	Phe-30

	5. 
	Fagarine
	-5.631
	Gln-10, Tyr-14, Asn-3
	Phe-5, Lys-4
	Phe-13

	6. 
	Quercetin
	-6.089
	Ala-54, Glu-47, Lys-50, Phe-30, Gln-26, Arg-27
	Leu-51, Glu-25, Gly-29
	-

	7. 
	Luteolin
	-6.169
	Lys-35, Asn-3, Gln-10
	Phe-5, Tyr-14, Lys-4
	Phe-13

	8. 
	Kaempferol
	-5.889
	Asn-3, Gln-10, Ile-31
	Phe-5, Tyr-14
	Lys-35, Phe-13

	9. 
	Myricetin
	-5.948
	Phe-30, Lys-50
	Glu-25, Glu-47, Leu-51, Gln-26, Gly-29
	-

	10. 
	Caffeic acid
	-4.617
	Gln-10, Lys-4
	Asn-3, Phe-5
	-

	11. 
	6-Gingerol
	-5.434
	-
	Gln-10, Lys-35, Lys-4, Asn-3
	Tyr-14, Phe-13, Pro-38, Phe-5

	12. 
	Isoferulic acid
	-4.817
	Gln-10, Lys-4
	Asn-3, Phe-5
	Lys-35

	13. 
	Citral
	-4.431
	Tyr-14, Gln-10
	Phe-5, Lys-4
	Phe-13

	14. 
	Quinic acid
	-4.607
	Asn-3, Asn-6, Pro-38
	Asp-2, Lys-4, Gln-9, Phe-5
	

	15. 
	Citric acid
	-4.336
	Phe-5, Pro-38, Asn-3, Ala-1
	Gln-9, Asn-6, Lys-4, Asp-2
	

	16. 
	12-hydroxyjasmonic acid
	-4.99
	Asn-3, Gln-10
	Phe-5, Tyr-14, Lys-4
	Phe-13

	17. 
	Phenylalanine
	-4.703
	-
	-
	-

	18. 
	Glutamic acid
	-4.304
	Phe-5, Pro-38
	Asn-6, Gln-9, Lys-4, Asp-2, Asn-3
	-

	19. 
	Azelaic acid
	-4.281
	Asn-3, Lys-4, Gln-10
	Phe-5
	Phe-13, Tyr-14

	20. 
	13(S)-HOTrE
	-5.518
	Asn-3, Lys-4
	Gln-10
	Phe-5, Tyr-14, Lys-35, Ile-31, Phe-13

	21. 
	16-Hydroxyhexadecanoic acid
	-4.525
	Asn-3, Pro-38, Lys-4, Tyr-14, Gln-10
	Phe-5
	Lys-35, Phe-13

	22. 
	(±)9-HpODE
	-5.038
	Lys-4, Asn-3
	Gln-10, Phe-5, Lys-35
	Tyr-14, Phe-13

	23. 
	Linolenic Acid
	-5.157
	Gln-10, Pro-38
	Asn-3
	Tyr-14, Phe-13, Lys-4, Lys-35, Phe-5

	24. 
	Hexadecanamide
	-4.422
	Gln-10, Asn-3, Pro-38
	Lys-35
	Tyr-14, Phe-13, Phe-5, Lys-4

	25. 
	4-oxododecanedioic acid
	-4.488
	Pro-38, Asn-3, Tyr-14
	Lys-35, Phe-5, Gln-10, Lys-4
	Phe-13

	26. 
	4-Undecylbenzenesulfonic acid
	-5.881
	Gln-10, Asn-3, Pro-38, Lys-35
	-
	Phe-5, Lys-4, Tyr-14, Phe-13

	27. 
	Glaurin
	-4.28
	Gln-10, Lys-35, Pro-38, Asn-3
	-
	Tyr-14, Lys-4, Phe-5, Phe-13

	28. 
	Tryptophan
	-5.117
	Tyr-14, Lys-4
	Gln-10, Asn-3
	Phe-13

	29. 
	Jasmone
	-4.913
	Asn-3, Lys-4, Gln-10, Tyr-14
	-
	Phe-5, Phe-13









Supplementary table 4: MKM extract compounds and their molecular interactions with E. faecalis Enterococcal surface protein (Esp) receptor
	S. No.
	Compound Name
	Binding affinity
(kcal/mol)
	Ligand-receptor interactions with Esp

	
	
	
	Van der Waals
	Hydrogen bonds
	Alkyl/ Pi-alkyl/ Pi-sigma/ Pi-cation/ Pi-Pi stacked/ Pi-Pi T-shaped

	1. 
	NP-022373 / (Mahanine)*
	-9.095
	Tyr-440, Lys-86, Pro-85, Ala-87, Asn-84, Asn-438, Gly-261, His-260, Gly-441, Ser-262, Tyr-214, Gly-443, Gly-235
	Tyr-236, Thr-442
	Leu-238, Tyr-245

	2. 
	NP-022368 / (3-(3-hydroxy-4-methylpent-4-enyl)-3,5-dimethyl-11H-pyrano[3,2-a] carbazol-9-ol)*
	-8.534
	Asn-438, Gly-261, His-260, Gly-441, Ser-262, Tyr-214, Gly-443, Gly-235, Ala-87, Pro-85, Tyr-103, Glu-101, Phe-100
	Lys-86, Asn-84, Tyr-236, Thr-442
	Leu-238

	3. 
	NP-022371 / (Koenimbine)*
	-7.885
	Lys-208, Arg-211, Gln-241, Glu-420, Arg-319, Glu-318, Lys-315, Asp-425, Phe-244, Thr-442, Tyr-440, Tyr-245, Leu-238, Asp-243, Asp-242
	Tyr-236
	Ile-423

	4. 
	Arecoline
	-5.191
	Asp-243, Tyr-245, Asp-242, Leu-238
	Phe-244, Thr-442, Tyr-440, Tyr-236
	Ile-423

	5. 
	Fagarine
	-7.2
	Asn-264, Glu-232, Tyr-72, Gly-230, Ala-342, Pro-229, Asn-340, Asn-75
	Phe-343, Val-341, Asp-290
	Glu-268, Lys-266, Arg-390, Ile-288

	6. 
	Quercetin
	-8.288
	Gly-235, Thr-442, Ser-262, Gly-441, Tyr-440, Leu-435, Gln-437, Asn-84, Ala-87, Phe-237, Tyr-236, Tyr-214
	Leu-238, Gly-261, Tyr-245, Asn-438, Lys-86
	His-260, Pro-85

	7. 
	Luteolin
	-8.489
	Lys-86, Ala-87, Phe-237, Tyr-236, Ser-262, Gly-261, Gly-441, Thr-439, Leu-435, Asn-438, Gln-437
	Tyr-245, Tyr-440, Thr-442, Tyr-214, Pro-85
	Leu-238

	8. 
	Kaempferol
	-7.619
	Gln-67, Ser-60, Tyr-72, Gly-230, Asn-340, Arg-390, Asp-290, Thr-265, Asn-264, Arg-215
	Asn-75, Glu-232
	Ala-61, Ala-342, Val-341, Pro-229

	9. 
	Myricetin
	-8.802
	Tyr-440, Pro-85, Phe-237, Gly-235, Gly-441, Val-263
	Gly-261, Tyr-236, Tyr-214, Thr-442, Asn-438
	Tyr-245, Leu-238, His-260

	10. 
	Caffeic acid
	-6.286
	Ile-316, Asp-317, Thr-442, Phe-244, Asp-243, Leu-238, Arg-211, Arg-319
	Glu-318, Lys-315, Asp-425, Tyr-440, Asp-242, Tyr-236
	Ile-423

	11. 
	6-Gingerol
	-6.079
	Gly-235, Ser-262, Val-263, Gly-441, Asn-438, Gly-261
	Tyr-236, Asn-84, Tyr-214, His-260
	Thr-442, Leu-238, Tyr-245, Tyr-440

	12. 
	Isoferulic acid
	-6.191
	Asn-84, Tyr-236, Tyr-214, Gly-443, Thr-234, Gly-235, Gly-261, Gly-441, Leu-238, Tyr-440
	Pro-85, Ser-233, Val-263, Thr-442
	His-260

	13. 
	Citral
	-5.226
	Tyr-236, Val-263, Gly-261, Gly-441, His-260, Thr-442, Ser-262
	Tyr-214
	Leu-238, Tyr-245

	14. 
	Quinic acid
	-6.34
	Ser-262, Val-263, Gly-235, Gly-443, Tyr-236, Phe-237, Pro-85, Leu-238, Gly-441, Gly-261
	Tyr-440, Thr-442, Asn-84, His-260
	-

	15. 
	Citric acid
	-5.868
	Glu-123, Phe-66, Thr-65, Met-213, Arg-211, Leu-212, Asp-210, Tyr-446
	Asp-122, Asn-64, Arg-124, Tyr-444
	-

	16. 
	12-hydroxyjasmonic acid
	-6.29
	Gly-441, Tyr-236, Pro-85, Leu-238, Ser-262, Tyr-440, Val-263
	Thr-442, Tyr-214, Gly-261, Asn-438
	His-260

	17. 
	Phenylalanine
	-5.998
	Leu-238, Asp-243, Arg-211, Lys-315
	Phe-244, Tyr-245, Tyr-440, Asp-425, Thr-442, Tyr-236, Asp-242
	Ile-423

	18. 
	Glutamic acid
	-5.38
	Val-388, Gln-82, Asn-264, Val-263, His-291, Asp-290, Gly-230, Val-341
	Tyr-339, Lys-292, Glu-232, Ser-262, Ser-233
	-

	19. 
	Azelaic acid
	-5.587
	Thr-65, Glu-123, Gln-67, Met-213, Arg-124, Met-213, Asp-122, Gln-67
	Tyr-444, Arg-211, Asp-210, Asn-159, Phe-66, Asn-64, Gln-120
	Tyr-446

	20. 
	13(S)-HOTrE
	-6.233
	Ala-61, Glu-232, Gly-230, Asn-264, Thr-265, Asp-290, Leu-289, Arg-390, Glu-268, Phe-343
	Tyr-72
	Lys-266, Ile-288, Ala-342, Val-341

	21. 
	16-Hydroxyhexadecanoic acid
	-5.446
	Ser-262, Val-263, Gly-235, Tyr-236, Gly-261, Pro-85, Lys-86, Gly-441, Asn-438, Thr-439, Leu-435, Tyr-440
	Tyr-245, Tyr-214, Thr-442
	Ala-87, His-260, Leu-238

	22. 
	(±)9-HpODE
	-5.181
	Lys-292, Asn-264, Asp-290, Val-341, Arg-390, Glu-268, Phe-343, Ile-288, Ala-343, Pro-229, Tyr-72, Tyr-59, Ser-60, Glu-232
	Gly-230
	Lys-266, Ala-61

	23. 
	Linolenic Acid
	-6.248
	Lys-292, Tyr-339, Gly-230, Val-341, Asn-264, Asp-290, Val-388, Ala-61, Thr-265, Arg-390, Glu-268, Phe-343, Ala-342, Glu-232, Ser-233
	-
	Lys-266, Ile-288

	24. 
	Hexadecanamide
	-5.472
	Tyr-214, Tyr-440, Thr-442, Asp-425, Ile-423, Asp-242, Asp-243, Asn-246, His-260
	Tyr-245
	Leu-238, Ala-87

	25. 
	4-oxododecanedioic acid
	-6.121
	Arg-211, Met-213, Asn-64, Thr-65, Arg-124, Gln-67, Tyr-446, Asp-210, Glu-123, Asp-122
	Tyr-444, Phe-66, Asn-159, Gln-120
	-

	26. 
	4-Undecylbenzenesulfonic acid
	-6.175
	Val-263, Ser-262, Gly-441, Ala-87, Lys-86, Pro-85, Asn-84, Asn-438, Gly-261, Tyr-440, Gly-443, Tyr-236, Gly-235
	Tyr-214, Thr-442
	His-260, Tyr-245, Leu-238

	27. 
	Glaurin
	-5.125
	Phe-237, Ser-262, Gly-235, Thr-239, Tyr-440, Asn-84, Thr-89, Tyr-236, Asp-242, Gly-441, Asn-246, Thr-234, Pro-85, Val-263, Gln-82, Ser-233, Phe-83, His-260
	Tyr-214, Gly-261, Thr-442
	Leu-238, Ala-87, Tyr-245

	28. 
	Tryptophan
	-6.801
	Arg-211, Leu-238, Asp-243, Lys-315, Asp-317
	Asp-425, Thr-442, Tyr-236, Tyr-440, Tyr-245, Phe-244, Asp-242
	Ile-423

	29. 
	Ethyl p-((p-methoxybenzylidene) amino) cinnamate
	-7.231
	Glu-318, Lys-315, Asp-425, Phe-244, Thr-442, Leu-238, Asp-242, Asn-246, Asp-243, Tyr-236, Arg-211, Glu-420
	Tyr-440, Tyr-245, Arg-319
	Ile-423, Asp-317

	30. 
	Jasmone
	-5.689
	Tyr-236, Tyr-214, Gly-441, Tyr-440, Tyr-245, Asn-438
	His-260, Gly-261
	Leu-238
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