Table 1 tentatively identified compounds in pomegranate pericarp extract through UPLC-QTOF-MS/MS using negative ion mode
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	Identification
	RT
	m/z
Measured
	m/z
Theoretical
	Error (ppm)
	Formula
	MS2
	Ref.

	Gallotannins

	1 
	Gallic acid Isomer I
	1.238
	169.0139
	169.0142
	-1.8
	C7H6O5
	125
	[1-3]

	2 
	Gallic acid Isomer II
	1.286
	169.0141
	169.0142
	-0.6
	C7H6O5
	125
	

	3 
	Galloyl-hexose Isomer I
	1.397
	331.0678
	331.0671
	2.1
	C13H16O10
	169, 125
	[1,2,4]

	4 
	Galloyl-hexose Isomer II
	1.613
	331.0678
	331.0671
	2.1
	C13H16O10
	169, 125
	

	5 
	Di-O-galloyl-hexose
	1.931
	483.0759
	483.0780
	-4.3
	C20H20O14
	313, 169
	[2,5]

	6 
	3-Methoxy-4-hydroxyphenol-1-O-ß-D-(6’-O-galloyl)-hexose 
	4.923
	453.1039
	453.1038
	0.2
	C20H22O12
	313, 169
	[2]

	7 
	Methyl gallate
	5.080
	183.0282
	183.0293
	-6.3
	C8H8O5
	168, 124
	[1]

	8 
	Ethyl gallate
	7.079
	197.0457
	197.0450
	3.6
	C9H10O5
	169, 125
	[2,5]

	Ellagitannins

	9 
	Valoneic acid bilactone
	1.378
	469.0065
	469.0043
	4.7
	C21H10O13
	425, 301
	[3,5]

	10 
	Ellagic acid-hexose Isomer I
	1.400
	463.0515
	463.0518
	-0.6
	C20H16O13
	300.9998, 299.9998
	[1-3]

	11 
	Bis-HHDP-hexose (pedunculagin I)
	1.400
	783.0628
	783.0686
	-7.4
	C34H24O22
	481, 300.9998, 275
	[1-3,6]

	12 
	HHDP – hexose Isomer I
	1.401
	481.0624
	481.0624
	0.0
	C20H18O14
	463, 300.9998
	[1-3]

	13 
	Digalloyl-HHDP- gluconic acid (punigluconin)
	1.414
	801.0666
	801.07811

	-0.1
	C34H26O23
	783, 649, 300.9998

	[3]

	14 
	Ellagic acid rhamnopyranoside Isomer I
	1.428
	447.0565
	447.0569
	-0.9
	C20H16O12
	300.9998, 299.9998
	[2,3]

	15 
	Galloyl-HHDP- gluconic acid (lagerstannin C)
	1.441
	649.0700
	649.0677
	3.5
	C27H22O19
	497, 300.9998, 195
	[2,3]

	16 
	HHDP hexose Isomer II
	1.475
	481.0633
	481.0624
	4.7
	C20H18O14
	463, 300.9998
	[1-3]

	17 
	Digalloyl-HHDP-hex
(Pedunculagin II)
	1.479
	785.0896
	785.0843
	6.8
	C34H26O22

	615, 463, 300.9998
	[1,3]

	18 
	Ellagic acid rhamnopyranoside Isomer II
	1.527
	447.0555
	447.0569
	-3.1
	C20H16O12
	300.9998, 299.9998
	[1,3]

	19 
	Ellagic acid-hex Isomer II
	1.528
	463.0494
	463.0518
	-5.2
	C20H16O13
	300.9998, 299.9998
	[1-3]


	20 
	Ellagic acid Isomer I
	2.053
	300.9988
	300.9998
	-0.7
	C14H6O8
	-
	[1-3]

	21 
	Ellagic acid Isomer II
	2.224
	300.9986
	300.9998
	2.4
	C14H6O8
	229
	

	22 
	Ellagic acid der. Isomer I
	2.320
	448.0618
	448.0642
	-5.3
	C20H16O12
	300.9998
	

	23 
	Ellagic acid der. Isomer II
	2.410
	448.0597
	448.0642
	-9.9
	C20H16O12
	300.9998
	

	24 
	Ellagic acid Isomer III
	3.933
	300.9989
	300.999
	-3.3
	C14H6O8
	257
	[1-3]

	25 
	Galloyl-HHDP-hex Isomer I (Corilagin)
	5.029
	633.0731
	633.0733
	-0.3
	C27H22O18
	300.9998
	[1-3]

	26 
	Galloyl-HHDP-hex Isomer II (Corilagin)
	5.282
	633.0739
	633.0733
	0.9
	C27H22O18
	300.9998
	[1-3]



	27 
	Dehydro-galloyl-HHDP-hex
	6.213
	615.1055
	615.0996
	9.6
	C28H24O16
	463, 392, 300.9998, 275, 229, 169
	[2]

	28 
	Di-O-Methyl ellagic acid-hex
	6.809
	491.0824
	491.0826
	-0.3
	C22H20O13
	328, 313
	[7]

	29 
	Di-O-Methyl ellagic acid
	9.661
	329.0307
	329.0303
	1.2
	C16H10O8
	314, 271
	[2]

	30 
	Tri-O-Methyl ellagic acid
	12.266
	343.0454
	343.0451
	0.9
	C17H12O8
	328, 313, 297
	[2]

	Gallagyl esters

	31 
	HHDP-gallagyl-hex Isomer I (Punicalagin)
	1.224
	1083.0618
	1083.0590
	2.6
	C48H28O30
	781, 601, 541, 300.9998
	[1-3]

	32 
	Gallagyl-hex (punicalin)
	1.226
	781.0562
	781.0530
	4.1
	C34H22O22
	601
	[1-3]

	33 
	Digalloyl-gallagyl-hex
	1.325
	1085.0363
	1085.0738
	-8.1
	C48H30O30
	631, 469, 300.9998
	[1]

	34 
	HHDP-gallagyl-hex Isomer II (Punicalagin)
	1.402
	1083.0618
	1083.0590
	2.6
	C48H28O30
	781, 601, 541, 300.9998
	[1-3]

	35 
	HHDP-gallagyl-hex Isomer III (Punicalagin)
	1.602
	1083.0541
	1083.0590
	-4.5
	C48H28O30
	781, 601, 541, 300.9998
	[1-3]


	36 
	HHDP-gallagyl-hex Isomer VI (Punicalagin)
	9.178
	1083.0541
	1083.0590
	-4.5
	C48H28O30
	781, 601, 541, 343
	[1-3]

	Flavonoids

	37 
	Dihydrokaempferol-hex Isomer I
	2.949
	449.1097
	449.1084
	3.0
	C21H22O11
	301, 287, 269
	[3]

	38 
	Dihydrokaempferol-hex Isomer II
	5.171
	449.1087
	449.1084
	0.7
	C21H22O11
	287, 269
	[3]

	39 
	Dihydrokaempferol-hex der.
	5.332
	495.1143
	495.1139
	0.9
	C22H24O13
	449, 287
	

	40 
	Dihydrokaempferol-hex Isomer III
	5.345
	449.1081
	449.1084
	-0.6
	C21H22O11
	287, 269
	[3]

	41 
	Dihydrokaempferol-hex der.
	5.412
	495.1138
	495.1139
	-0.1
	C22H24O13
	449, 287
	

	42 
	Apigenin-O-rhamnoside der.
	5.683
	461.1661
	461.1654

	1.6

	C20H30O12
	415, 293, 269
	

	43 
	Quercetin O-glucuronide
	5.820
	477.0675
	477.0669
	1.2
	C21H18O13
	433, 393, 301
	[8]

	44 
	Rutin 
	6.552
	609.1439
	609.1450
	-1.8
	C27H30O16
	301
	[4,6]

	45 
	Quercetin-hex
	6.871
	463.0848
	463.0877
	-6.2
	C21H20O12
	301, 259, 229
	[6]

	46 
	Kaempferol glucorhamnoside Isomer I
	7.144
	593.1507
	593.1506
	0.1
	C27H30O15
	285, 284, 255 
	[6]


	47 
	Kaempferol glucorhamnoside Isomer II
	7.162
	593.1520
	593.1506
	2.3
	C27H30O15
	285
	[6]


	48 
	Luteolin-O-hexoside Isomer I
	7.463
	447.0932
	447.0927
	1.0
	C21H20O11
	285, 284, 255
	[6]

	49 
	Apigenin-hexoside
	7.752
	431.0964
	431.0978
	-3.3
	C21H20O10
	269
	[5]

	50 
	Luteolin-O-hexoside Isomer II
	7.859
	477.1026
	477.1033
	-1.5
	C22H22O12
	431, 269
	

	51 
	DihydroKaempferol
	7.980
	287.0563
	287.0556
	2.6
	C15H12O6
	259, 243, 151
	[3]

	52 
	Kaempferol-pentoside
	8.016
	417.0821
	417.0822
	-0.2
	C20H18O10
	285, 284, 151
	[6]

	53 
	Luteolin Isomer I
	9.688
	285.0408
	285.0399
	3.1
	C15H10O6
	284, 151, 133
	[6]

	54 
	Luteolin Isomer II
	9.755
	285.0405
	285.0399
	2.1
	C15H10O6
	151, 133
	[6]

	55 
	Quercetin
	9.923
	301.0348
	301.0348
	0.0
	C15H10O7
	179, 151
	[6]

	56 
	Apigenin
neohesperidoside II
	10.343
	577.1345
	577.1346
	-1.7
	C30H26O12
	269
	[9]

	57 
	Naringenin
	10.690
	271.0614
	271.0606
	2.9
	C15H12O5
	151, 119
	[4]

	58 
	Apigenin
	10.955
	269.0469
	269.0450
	7.1
	C15H10O5
	181, 151
	[7]

	59 
	Kaempferol
	11.340
	285.0399
	285.0399
	-0.1
	C15H10O6
	151, 117
	[6]

	Organic acids

	60 
	Citric acid Isomer I
	1.008
	191.0200
	191.0192
	4.2
	C6H8O7
	173, 111
	[1,4]

	61 
	Citric acid Isomer II
	1.123
	191.0196
	191.0192
	2.1
	C6H8O7
	173, 111
	[1,4]

	62 
	Mallic acid
	1.198
	133.0142
	133.0137
	3.8
	C4H6O5
	115, 73, 71
	[1,9]

	63 
	Ethyl citrate
	1.223
	219.0504
	219.0505
	-0.4
	C8H12O7
	173, 111
	

	64 
	Salicylic acid
	1.385
	137.0238
	137.0239
	-0.7
	C7H6O3
	93
	[4]

	Hydroxycinnamic acids

	65 
	Chlorogenic acid
	1.176
	353.0726
	353.0715
	3.1
	C16H18O9
	173, 111
	[3]

	66 
	Coumaric acid
	1.520
	163.0403
	163.0395
	4.8
	C9H8O3
	119
	[3]

	67 
	Coumaric acid-hex Isomer I
	4.784
	325.0929
	325.0923
	2.1
	C15H18O8
	163, 145, 119
	[3]

	68 
	Coumaric acid-hex Isomer II
	4.968
	325.0935
	325.0923
	3.7
	C15H18O8
	163, 145, 119
	[3]

	69 
	Ferulic acid-hex Isomer I
	5.377
	355.1023
	355.1029
	-1.7
	C16H20O9
	193, 175, 217
	[3]

	70 
	Ferulic acid-hex Isomer II
	6.091
	355.1064
	355.1029
	9.8
	C16H20O9
	193, 175
	[3]

	Brevifolin and its derivatives

	71 
	Brevifolin carboxylic acid
	1.623
	291.0138
	291.0141
	-1.0
	C13H8O8
	247, 219, 191
	[1,3,5]

	72 
	Brevifolin
	4.955
	247.0250
	247.0243
	2.9
	C12H8O6
	219, 191, 173
	[1,5]

	73 
	Ethyl brevifolin carboxylate
	6.155
	319.0456
	319.0454
	0.7
	C15H12O8
	273, 245, 217
	[5]

	Others

	74 
	Pyrogallol
	1.248
	125.0243
	125.0239
	3.5
	C6H6O3
	79
	[4]
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