Table S3 Nature, distance and energy of interactions of secondary metabolites (L1-L9) with receptor 4TR6

	Ligand
	Nature of interaction
	Distance (A0)
	E (Kcalmol-1)

	L1
	pi-cation
	3.56
	-1.9

	
	pi-H
	4.53
	-0.6

	L2
	H-donor
	2.97
	-3.3

	L3
	pi-H
	4.18
	-1.6

	
	pi-H
	4.11
	-1.0

	L4
	H-donor
	3.15
	-1.6

	
	H-donor
	3.31
	-0.8

	
	H-donor
	3.52
	-0.8

	
	H-acceptor
	3.15
	-3.4

	
	Ionic
	3.98
	-0.5

	L5
	H-donor
	2.85
	-1.0

	
	H-acceptor
	2.63
	-1.1

	
	pi-cation
	4.33
	-1.0

	L6
	H-donor
	2.74
	-1.9

	
	H-donor
	2.55
	-1.2

	
	H-donor
	2.90
	-1.7

	
	H-acceptor
	2.95
	-1.1

	L7
	H-donor
	3.28
	-0.6

	
	H-donor
	2.97
	-1.1

	
	H-acceptor
	3.01
	-1.0

	
	pi-H
	4.30
	-1.1

	
	pi-H
	4.15
	-0.7

	L8
	H-donor
	2.89
	-1.0

	
	H-acceptor
	2.94
	-1.5

	
	pi-H
	4.41
	-1.8

	L9
	H-donor
	3.30
	-0.9

	
	H-donor
	3.15
	-0.9

	
	H-donor
	3.21
	-1.1
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