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Supplementary Table 1. Phenolic compounds known to produce anti-inflammatory activity and putatively identified in the methanolic extracts of black walnut kernels via a metabolomics approach.
	Feature 
No.
	Retention time (min)
	Theoretical mass
	Exact
mass
	m
(ppm)
	Adducts
	Formula
	Putatively identified compound
	Anti-inflammatory activity

	1
	0.59
	787.0988
	787.0995
	0.89
	[M + H]+
	C34H26O22
	Tellimagrandin I isomer 1
(di-HHDP glucose isomer)
	Kiss and Piwowarski (2018)

	2
	1.10
	785.0832
	785.0846
	1.78
	[M + H]+
	C34H24O22
	Pedunculagin isomer 1
(bis-HHDP-glucose)
	Lee et al. (2010)

	3
	1.23
	577.1352
	577.1359
	1.21
	[M – H]–
	C30H26O12
	Procyanidin dimer
	Xing et al. (2015)

	4
	1.87
	787.0988
	787.0976
	-1.52
	[M + H]+
	C34H26O22
	Tellimagrandin I isomer 2
	Kiss and Piwowarski (2018)

	5
	2.23
	169.0131
	169.0129
	-1.18
	[M – H]–
	C7H6O5
	Gallic acid
	Kim et al. (2005)

	6
	2.35
	499.1234
	499.1210
	-4.81
	[M + H – H2O]+
	C25H24O12
	Dicaffeoylquinic acid isomer 1
	Han et al. (2007)

	7
	2.61
	787.0988
	787.0995
	0.89
	[M + H]+
	C34H26O22
	Tellimagrandin I isomer 3
	Kiss and Piwowarski (2018)

	8
	2.74
	463.0871
	463.0898
	5.83
	[M + H – H2O]+
	C21H20O13
	Myricetin hexoside isomer
	Wang et al. (2010)

	9
	3.43
	169.0349
	169.0490
	-2.96
	[M + H]+
	C8H8O4
	Vanillic acid
	Miles et al. (2005)

	10
	3.44
	785.0832
	785.0836
	0.51
	[M + H]+
	C34H24O22
	Pedunculagin isomer 2
	Lee et al. (2010)

	11
	3.45
	783.0675
	783.0641
	-4.34
	[M + H]+
	C34H22O22
	Punicalin isomer 1
	Lee et al. (2010)

	12
	4.37
	303.0135
	303.0138
	0.99
	[bookmark: _Hlk509150884][M + H]+
	C14H6O8
	Ellagic acid
	Umesalma and Sudhandiran (2010)

	13
	4.77
	319.0448
	319.0455
	2.19
	[M + H]+
	C15H10O8
	Myricetin
	Wang et al. (2010)

	14
	5.14
	463.0882
	463.0867
	-3.23
	[M – H]–
	C21H20O12
	Quercetin 3-O-glucoside
	Rogerio et al. (2007)

	15
	5.30
	441.0827
	441.0790
	-8.39
	[M – H]–
	C22H18O10
	[bookmark: _Hlk533760394](-)-Epicatechin 3-O-gallate
	Kürbitz et al. (2011)

	16
	6.42
	479.1184
	479.1191
	1.46
	[M + H]+
	C22H22O12
	Isorhamnetin hexoside isomer
	Abdallah and Esmat (2017)

	17
	6.59
	499.1234
	499.1199
	-7.21
	[M + H – H2O]+
	C25H24O12
	[bookmark: _Hlk533760462]Dicaffeoylquinic acid isomer 2
	Han et al. (2007)

	18
	8.10
	303.0499
	303.0498
	-0.32
	[M + H]+
	C15H10O7
	Quercetin
	Rogerio et al. (2007)

	19
	10.68
	783.0675
	783.0678
	0.38
	[M + H]+
	C34H22O22
	Punicalin isomer 2
	Lee et al. (2010)

	20
	19.21
	581.1865
	581.1843
	-3.78
	[M + H]+
	C27H32O14
	Naringin 
	Golechha et al. (2011)

	21
	20.84
	785.0832
	785.0823
	-1.15
	[M + H]+
	C34H24O22
	Pedunculagin isomer 3 
	Lee et al. (2010)

	22
	25.77
	149.0597
	149.0599
	1.34
	[M + H]+
	C9H8O2
	Cinnamic acid
	Song et al. (2013)

	23
	28.31
	441.0816
	441.0817
	0.22
	[M + H – H2O]+
	C22H18O11
	(-)-Epigallocatechin gallate
	Cavet et al. (2011)

	24
	32.77
	593.1501
	593.1532
	5.23
	[M + H – H2O]+
	C27H30O16
	Quercetin 3-O-neohesperidoside
	da Silva et al. (2000)

	25
	35.59
	783.0675
	783.0674
	-0.13
	[M + H]+
	C34H22O22
	Punicalin isomer 3
	Lee et al. (2010)

	26
	39.79
	299.0550
	299.0557
	2.34
	[M + H – H2O]+
	C16H12O7
	3’-Methylquercetin 
	Jiang et al. (2006)
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