


Supplementary Table 6. High-scoring blood-permeable compounds selected as candidate small-molecule ligands for docking.
	No.
	compound name
	m/z
	RT min
	Formula
	adduct
	PubCHEM
	CAS
	Pathway
	SuperClass

	1
	Querciturone
	479.083
	5.07
	C21H18O13
	[M+H]+
	5274585
	22688-79-5
	Shikimates and Phenylpropanoids
	Flavonoids

	2
	Quercetagetinidin cation
	303.0499
	6.48
	C15H11O7
	[Cat]+
	441697
	784079-49-8
	Shikimates and Phenylpropanoids
	Flavonoids

	3
	Quercetin 3-glucoside
	463.0879
	4.97
	C21H20O12
	[M-H]-
	5280804
	482-35-9
	Shikimates and Phenylpropanoids
	Flavonoids

	4
	Quercetin 3-O-glucuronide
	477.0671
	5
	C21H18O13
	[M-H]-
	13258914
	22688-79-5
	Shikimates and Phenylpropanoids
	Flavonoids

	5
	Rutin
	609.1458
	4.73
	C27H30O16
	[M-H]-
	5280805
	153-18-4
	Shikimates and Phenylpropanoids
	Flavonoids

	6
	Morin
	301.0351
	7.48
	C15H10O7
	[M+H]+
	5281670
	480-16-0
	Shikimates and Phenylpropanoids
	Flavonoids

	7
	Kaempferol
	285.0401
	8.78
	C15H10O6
	[M+H]+
	5280863
	520-18-3
	Shikimates and Phenylpropanoids
	Flavonoids

	8
	Cryptostrobin
	131.0512
	5.85
	C16H14O4
	[M+H-C7H8O3]+
	6453244
	55743-21-0
	Shikimates and Phenylpropanoids
	Flavonoids

	9
	Luteolin
	285.0402
	7.41
	C15H10O6
	[M-H]-
	5280445
	491-70-3
	Shikimates and Phenylpropanoids
	Flavonoids

	10
	Scutellarin
	461.0726
	5.84
	C21H18O12
	[M-H]-
	185617
	27740-01-8
	Shikimates and Phenylpropanoids
	Flavonoids

	11
	Tulipanin
	611.1606
	4.63
	C27H31O16
	[M]+
	5492231
	15674-58-5
	Shikimates and Phenylpropanoids
	Flavonoids

	12
	Biorobin
	617.1471
	5.04
	C27H30O15
	[M+Na]+
	12313332
	1397173-50-0
	Shikimates and Phenylpropanoids
	Flavonoids

	13
	6-Demethoxytangeretin
	343.1155
	10.27
	C19H18O6
	[M+H]+
	629964
	6601-66-7
	Shikimates and Phenylpropanoids
	Flavonoids

	14
	Hispiduloside
	461.1087
	6.27
	C22H22O11
	[M+H]+
	5318083
	17680-84-1
	Shikimates and Phenylpropanoids
	Flavonoids

	15
	Astragalin
	447.0929
	5.46
	C21H20O11
	[M-H]-
	5282102
	480-10-4
	Shikimates and Phenylpropanoids
	Flavonoids

	16
	Baicalin
	445.0774
	5.74
	C21H18O11
	[M-H]-
	64982
	21967-41-9
	Shikimates and Phenylpropanoids
	Flavonoids

	17
	Isorhamnetin 3-glycoside
	479.1184
	5.45
	C22H22O12
	[M+H]+
	13245586
	6743-92-6
	Shikimates and Phenylpropanoids
	Flavonoids

	18
	Hispidulin 7-glucuronide
	477.1001
	6.36
	C22H20O12
	[M+H]+
	162868115
	31105-76-7
	Shikimates and Phenylpropanoids
	Flavonoids

	19
	Vicenin-2
	593.1507
	3.97
	C27H30O15
	[M+H]+
	442664
	23666-13-9
	Shikimates and Phenylpropanoids
	Flavonoids

	20
	Jaceoside
	491.1191
	8.64
	C23H24O12
	[M+H]+
	11179379
	25474-11-7
	Shikimates and Phenylpropanoids
	Flavonoids

	21
	Narcissin
	625.1759
	5.13
	C28H32O16
	[M+H]+
	5481663
	604-80-8
	Shikimates and Phenylpropanoids
	Flavonoids

	22
	Phlorizin
	435.1291
	6.05
	C21H24O10
	[M-H]-
	6072
	7061-54-3
	Shikimates and Phenylpropanoids
	Flavonoids

	23
	Delphinidin cation
	301.035
	9.26
	C15H11O7
	[M-2H]-
	128853
	13270-61-6
	Shikimates and Phenylpropanoids
	Flavonoids

	24
	Xanthydrol
	121.0283
	4.48
	C13H10O2
	[M-H-C6H4]-
	72861
	90-46-0
	Shikimates and Phenylpropanoids
	Flavonoids

	25
	Luteolin 7-glucuronide
	463.1200
	6.22
	C21H18O12
	[M+H]+
	5280601
	29741-10-4
	Shikimates and Phenylpropanoids
	Flavonoids

	26
	Nepetin 7-glucoside
	501.1004
	5.45
	C22H22O12
	[M+Na]+
	120742
	569-90-4
	Shikimates and Phenylpropanoids
	Flavonoids

	27
	Corylifolinin
	323.1344
	3.69
	C20H20O4
	[M-H]-
	5281255
	20784-50-3
	Shikimates and Phenylpropanoids
	Flavonoids

	28
	Garbanzol
	271.0609
	10.11
	C15H12O5
	[M-H]-
	45360091
	1628163-32-5
	Shikimates and Phenylpropanoids
	Flavonoids

	29
	Cirsimaritin
	313.0715
	11.08
	C17H14O6
	[M+H]+
	188323
	6601-62-3
	Shikimates and Phenylpropanoids
	Flavonoids

	30
	Chrysoeriol
	299.0557
	9.58
	C16H12O6
	[M-H]-
	5280666
	491-71-4
	Shikimates and Phenylpropanoids
	Flavonoids

	
	
	
	
	
	
	
	
	
	

	1
	Methyl salicylate
	153.0547
	4.4
	C8H8O3
	[M+H]+
	4133
	119-36-8
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	2
	Cresotinic acid
	151.039
	7.59
	C8H8O3
	[M-H]-
	6738
	83-40-9
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	3
	2,4-Cresotic acid
	151.039
	8.45
	C8H8O3
	[M-H]-
	5788
	50-85-1
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	4
	3,4-Dihydroxybenzoic acid
	153.0182
	3.23
	C7H6O4
	[M-H]-
	72
	99-50-3
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	5
	Salsalate
	137.0232
	6.71
	C14H10O5
	[M-H-C7H4O2]-
	5161
	552-94-3
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	6
	o-Vanillic acid
	167.034
	5.89
	C8H8O4
	[M-H]-
	70140
	877-22-5
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	7
	Gentisic acid
	153.0182
	4.49
	C7H6O4
	[M-H]-
	3469
	490-79-9
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	8
	3,5-Dihydroxybenzoic acid
	307.0455
	3.23
	C7H6O4
	[2M-H]-
	7424
	99-10-5
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	9
	1-Salicylate glucuronide
	313.0563
	3.35
	C13H14O9
	[M-H]-
	3084023
	7695-70-7
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	10
	Pisolithin A
	121.0286
	3.07
	C8H6O4
	[M+H-CH2O2]+
	355
	15573-67-8
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	11
	3-Methoxygallic acid
	139.0387
	5.57
	C8H8O5
	[M-H-CO2]-
	19829
	3934-84-7
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	12
	Phloroglucinolcarboxylic acid
	169.0133
	3.22
	C7H6O5
	[M-H]-
	66520
	83-30-7
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	13
	4-Hydroxyisophthalic acid
	181.0133
	4.61
	C8H6O5
	[M-H]-
	12490
	636-46-4
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	14
	Benzoic acid
	123.0441
	4.14
	C7H6O2
	[M+H]+
	243
	65-85-0
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	15
	5-Methoxysalicylic acid
	167.0338
	5.17
	C8H8O4
	[M-H]-
	75787
	2612-02-4
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	16
	4-Methoxysalicylic acid
	167.0339
	7.53
	C8H8O4
	[M-H]-
	75231
	2237-36-7
	Shikimates and Phenylpropanoids
	Phenolic acids (C6-C1)

	
	
	
	
	
	
	
	
	
	

	1
	Coumaric acid
	163.039
	5.01
	C9H8O3
	[M-H]-
	637540
	614-60-8
	Shikimates and Phenylpropanoids
	Phenylpropanoids (C6-C3)

	2
	Grevillic acid
	179.0339
	4.23
	C9H8O4
	[M-H]-
	6442618
	636-01-1
	Shikimates and Phenylpropanoids
	Phenylpropanoids (C6-C3)

	3
	1-O-Caffeoylquinic acid
	353.0875
	3.81
	C16H18O9
	[M-H]-
	10155076
	1241-87-8,928005-87-2
	Shikimates and Phenylpropanoids
	Phenylpropanoids (C6-C3)

	4
	4-O-D-Glucopyranosyl-p-coumaric acid
	325.0926
	3.79
	C15H18O8
	[M-H]-
	9840292
	117405-49-9
	Shikimates and Phenylpropanoids
	Phenylpropanoids (C6-C3)

	5
	4-O-Caffeoylquinic acid
	355.1023
	3.64
	C16H18O9
	[M+H]+
	9798666
	905-99-7
	Shikimates and Phenylpropanoids
	Phenylpropanoids (C6-C3)

	6
	Chlorogenate
	355.1022
	3.12
	C16H18O9
	[M+H]+
	1794427
	327-97-9
	Shikimates and Phenylpropanoids
	Phenylpropanoids (C6-C3)

	7
	Cinnamoylglycine
	206.0813
	5.85
	C11H11NO3
	[M+H]+
	709625
	16534-24-0
	Shikimates and Phenylpropanoids
	Phenylpropanoids (C6-C3)

	
	
	
	
	
	
	
	
	
	

	1
	2-(8-Hydroxy-4a,8-dimethyldecalin-2-yl)acrylic acid
	275.1618
	7.31
	C15H24O3
	[M+Na]+
	496073
	4586-68-9
	Terpenoids
	Sesquiterpenoids

	2
	Carabrone
	271.1304
	10.01
	C15H20O3
	[M+Na]+
	164879
	1748-81-8
	Terpenoids
	Sesquiterpenoids

	3
	Inulicin
	291.1564
	6.39
	C17H24O5
	[M+H-H2O]+
	75528891
	33627-41-7
	Terpenoids
	Sesquiterpenoids

	4
	Pterosin a
	249.1485
	10.02
	C15H20O3
	[M+H]+
	135017
	35910-16-8
	Terpenoids
	Sesquiterpenoids

	5
	Turmeronol B
	233.1539
	9.66
	C15H20O2
	[M+H]+
	11770338
	131651-38-2
	Terpenoids
	Sesquiterpenoids

	6
	Pentalenolactone D
	287.1252
	9.71
	C15H20O4
	[M+Na]+
	15127669
	
	Terpenoids
	Sesquiterpenoids

	7
	Lychnophoic acid
	217.1587
	4.56
	C15H22O2
	[M+H-H2O]+
	6049852
	179799-36-1
	Terpenoids
	Sesquiterpenoids

	8
	Ageratriol
	235.1691
	9.63
	C15H24O3
	[M+H-H2O]+
	181557
	38022-97-8
	Terpenoids
	Sesquiterpenoids

	9
	Lecocarpinolide H
	243.1015
	11.04
	C15H18O5
	[M+H-2H2O]+
	24094150
	145108-35-6
	Terpenoids
	Sesquiterpenoids

	10
	Bisabolol oxide A
	221.1897
	7.98
	C15H26O2
	[M+H-H2O]+
	13092559
	22567-36-8
	Terpenoids
	Sesquiterpenoids

	11
	Rupestonic acid
	249.1484
	9.45
	C15H20O3
	[M+H]+
	24094149
	83161-56-2
	Terpenoids
	Sesquiterpenoids

	12
	Linderane
	243.1015
	10.84
	C15H16O4
	[M+H-H2O]+
	154792769
	13476-25-0
	Terpenoids
	Sesquiterpenoids

	13
	Strobilactone A
	231.1378
	9.58
	C15H22O4
	[M+H-2H2O]+
	23955806
	1022798-29-3
	Terpenoids
	Sesquiterpenoids

	14
	Curcumol
	219.1744
	5.86
	C15H24O2
	[M+H-H2O]+
	14240392
	4871-97-0
	Terpenoids
	Sesquiterpenoids

	15
	Uvidin C
	237.1849
	5.87
	C15H26O3
	[M+H-H2O]+
	11172836
	74635-85-1
	Terpenoids
	Sesquiterpenoids

	16
	Viscic acid
	249.1491
	10.83
	C15H22O3
	[M-H]-
	23815386
	100664-47-9
	Terpenoids
	Sesquiterpenoids

	
	
	
	
	
	
	
	
	
	

	1
	Hippuric acid
	180.0655
	4.14
	C9H9NO3
	[M+H]+
	464
	495-69-2
	Amino acids and Peptides
	Small peptides

	2
	4-Methylpipecolinic acid
	144.1018
	0.94
	C7H13NO2
	[M+H]+
	4478243
	172823-76-6
	Amino acids and Peptides
	Small peptides

	3
	DL-2-Methylglutamic acid
	144.0656
	2.18
	C6H11NO4
	[M+H-H2O]+
	95440
	71-90-9
	Amino acids and Peptides
	Small peptides

	4
	Gabapentin related compound E
	185.081
	5.68
	C9H14O4
	[M-H]-
	260003
	67950-95-2
	Amino acids and Peptides
	Small peptides

	5
	1-Acetylprolinamide
	157.0972
	2.07
	C7H12N2O2
	[M+H]+
	314477
	16395-58-7
	Amino acids and Peptides
	Small peptides

	6
	N-Acetyl-L-phenylalanine
	208.0967
	5.11
	C11H13NO3
	[M+H]+
	74839
	2018-61-3
	Amino acids and Peptides
	Small peptides

	7
	Phe-Asp
	281.1132
	2.35
	C13H16N2O5
	[M+H]+
	6992643
	22828-05-3
	Amino acids and Peptides
	Small peptides

	8
	N-Acetyl-L-tyrosine
	222.0765
	3.55
	C11H13NO4
	[M-H]-
	68310
	537-55-3
	Amino acids and Peptides
	Small peptides

	9
	Retigabine
	304.139
	1.48
	C16H18FN3O2
	[M+H]+
	121892
	150812-12-7
	Amino acids and Peptides
	Small peptides

	10
	N-Acetyl-D-phenylalanine
	206.0815
	4.57
	C11H13NO3
	[M-H]-
	101184
	10172-89-1
	Amino acids and Peptides
	Small peptides

	11
	Arg-Gly-Asp
	345.1553
	6.15
	C12H22N6O6
	[M-H]-
	3328704
	99896-85-2
	Amino acids and Peptides
	Small peptides

	12
	Salicyluric acid
	194.0451
	5.12
	C9H9NO4
	[M-H]-
	10253
	487-54-7
	Amino acids and Peptides
	Small peptides







