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	Fig 1S. XIC chromatogram and MS2 spectrum of Quercitrin (Peak NO. 1)
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	Fig 2S. XIC chromatogram and MS2 spectrum of Baicalein 7-O-glucuronide (Peak NO. 2)
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	Fig 3S. XIC chromatogram and MS2 spectrum of Isorhamnetin 3-O-glucoside (Peak NO. 3)
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	Fig 4S. XIC chromatogram and MS2 spectrum of Kaempferol 3-glucuronide (Peak NO. 4)
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	Fig 5S. XIC chromatogram and MS2 spectrum of Kaempferol 3-O-α-L-arabinoside (Peak NO. 5)
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	Fig 6S. XIC chromatogram and MS2 spectrum of Kaempferol 3-O-α-L-rhamnoside (Peak NO. 6)
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	Fig 7S. XIC chromatogram and MS2 spectrum of Syringetin 3-O-galactoside (Peak NO. 7)
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	Fig 8S. XIC chromatogram and MS2 spectrum of Okanin 4'-O-glucoside (Peak NO. 8)











	[image: ]



	[image: ]

	Fig 9S. XIC chromatogram and MS2 spectrum of Rhoifolin (Peak NO. 9)
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	Fig 10S. XIC chromatogram and MS2 spectrum of Delphinidin 3-O-(6''-O-α-rhamnopyranosyl-β-glucopyranoside) (Peak NO. 10)
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	Fig 11S. XIC chromatogram and MS2 spectrum of Luteolin 7,3'-di-O-glucoside (Peak NO. 11)
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	Fig 12S. XIC chromatogram and MS2 spectrum of Acacetin 7-O-rutinoside (Peak NO. 12)
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	Fig 13S. XIC chromatogram and MS2 spectrum of Neohesperidin dihydrochalcone (Peak NO. 13)
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	Fig 14S. XIC chromatogram and MS2 spectrum of Kaempferol 7-neohesperidoside (Peak NO. 14)
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	Fig 15S. XIC chromatogram and MS2 spectrum of Isosakuranetin7-O-neohesperidoside (Peak NO. 15)
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	Fig 16S. XIC chromatogram and MS2 spectrum of Kaempferol 3-O-(6-p-coumaroyl)-glucoside (Peak NO. 16)
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	Fig 17S. XIC chromatogram and MS2 spectrum of Apigenin 8-C-glucoside (Peak NO. 17)
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	Fig 18S. XIC chromatogram and MS2 spectrum of Luteolin 8-C-glucoside (Peak NO. 18)
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	Fig 19S. XIC chromatogram and MS2 spectrum of Daidzein 8-C-glucoside (Peak NO. 19)
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	Fig 20S. XIC chromatogram and MS2 spectrum of Vitexin 2''-O-rhamnoside (Peak NO. 20)
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	Fig 21S. XIC chromatogram and MS2 spectrum of (+-)-Taxifolin (Peak NO. 21)
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	Fig 22S. XIC chromatogram and MS2 spectrum of 3,5,7-Trihydroxy-4'-methoxyflavone (Peak NO. 22)
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	Fig 23S. XIC chromatogram and MS2 spectrum of 5,7,4'-Trihydroxy-3'-methoxyflavonol (Peak NO. 23)
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	Fig 24S. XIC chromatogram and MS2 spectrum of Acacetin (Peak NO. 24)
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	Fig 25S. XIC chromatogram and MS2 spectrum of Apigenin (Peak NO. 25)
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	Fig 26S. XIC chromatogram and MS2 spectrum of Hesperetin (Peak NO. 26)
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	Fig 27S. XIC chromatogram and MS2 spectrum of Luteolin (Peak NO. 27)
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	Fig 28S. XIC chromatogram and MS2 spectrum of Naringenin (Peak NO. 28)
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	Fig 29S. XIC chromatogram and MS2 spectrum of Rosmarinic acid (Peak NO. 29)
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	Fig 30S. XIC chromatogram and MS2 spectrum of 3,4-Dihydroxybenzoic acid (Peak NO. 30)
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	Fig 31S. XIC chromatogram and MS2 spectrum of 5-Methoxysalicylic acid (Peak NO. 31)
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	Fig 32S. XIC chromatogram and MS2 spectrum of p-Hydroxybenzoic acid (Peak NO. 32)
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	Fig 33S. XIC chromatogram and MS2 spectrum of Salicylic acid (Peak NO. 33)
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	Fig 34S. XIC chromatogram and MS2 spectrum of 3-(4-Hydroxy-3-methoxyphenyl)prop-2-enoic acid (Peak NO. 34)
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	Fig 35S. XIC chromatogram and MS2 spectrum of 3-(4-Hydroxyphenyl)prop-2-enoic acid, p-Coumaric acid (Peak NO. 35)
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	Fig 36S. XIC chromatogram and MS2 spectrum of Zearalenone (Peak NO. 36)
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	Fig 37S. XIC chromatogram and MS2 spectrum of Sinapyl aldehyde (Peak NO. 37)











	[image: ]



	[image: ]

	Fig 38S. XIC chromatogram and MS2 spectrum of 3,4-Dihydroxymandelic acid (Peak NO. 38)
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	Fig 39S. XIC chromatogram and MS2 spectrum of Daphnetin (Peak NO. 39)
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	Fig 40S. XIC chromatogram and MS2 spectrum of Esculin (Peak NO. 40)
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	Fig 41S. XIC chromatogram and MS2 spectrum of E-3,4,5'-Trihydroxy-3'-glucopyranosylstilbene (Peak NO. 41)
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	Fig 42S. XIC chromatogram and MS2 spectrum of Riboflavin-5′-monophosphate sodium salt hydrate (Peak NO. 42)
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	Fig 43S. XIC chromatogram and MS2 spectrum of o-Aminobenzoic acid (Peak NO. 43)
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	Fig 44S. XIC chromatogram and MS2 spectrum of 4-Pyridoxic acid (Peak NO. 44)
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	Fig 45S. XIC chromatogram and MS2 spectrum of β-Indoleacetic acid (Peak NO. 45)
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	Fig 46S. XIC chromatogram and MS2 spectrum of N-Acetylneuraminate (Peak NO. 46)
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	Fig 47S. XIC chromatogram and MS2 spectrum of 2'-Deoxyuridine-5'-monophosphate (Peak NO. 47)
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	Fig 48S. XIC chromatogram and MS2 spectrum of 2'-Deoxyuridine-5'-triphosphate sodium salt (Peak NO. 48)
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	Fig 49S. XIC chromatogram and MS2 spectrum of Cytidine-5'-monophosphate (Peak NO. 49)
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	Fig 50S. XIC chromatogram and MS2 spectrum of Thymidine (Peak NO. 50)
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	Fig 51S. XIC chromatogram and MS2 spectrum of Thymidine 5'-diphosphate (Peak NO. 51)
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	Fig. 52S. XIC chromatogram and MS2 spectrum of UDP-β-L-rhamnose (Peak NO. 52)
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	Fig 53S. XIC chromatogram and MS2 spectrum of Uridine (Peak NO. 53)
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	Fig 54S. XIC chromatogram and MS2 spectrum of Uridine 5'-diphosphate (Peak NO. 54)
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	Fig 55S. XIC chromatogram and MS2 spectrum of Uridine 5'-diphosphoglucuronic acid (Peak NO. 55)
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	Fig 56S. XIC chromatogram and MS2 spectrum of Uridine 5'-monophosphate (Peak NO. 56)
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	Fig 57S. XIC chromatogram and MS2 spectrum of 2'-Deoxyguanosine 5'-monophosphate (Peak NO. 57)
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	Fig 58S. XIC chromatogram and MS2 2'-Deoxyinosine (Peak NO. 58)
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	Fig 59S. XIC chromatogram and MS2 3-(Methylsulfinyl)propylglucosinolate (Peak NO. 59)
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	Fig 60S. XIC chromatogram and MS2 4-Methylsulfinylbutylglucosinolate (Peak NO. 60)
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	Fig 61S. XIC chromatogram and MS2 Adenine (Peak NO. 61)
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	Fig 62S. XIC chromatogram and MS2 Adenosine 3'-monophosphate (Peak NO. 62)
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	Fig 63S. XIC chromatogram and MS2 Allantoin (Peak NO. 63)
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	Fig 64S. XIC chromatogram and MS2 α-L-(-)-Fucose 1-phosphate bis(cyclohexylammonium) salt (Peak NO. 64)
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	Fig 65S. XIC chromatogram and MS2 Benzylglucosinolate (Peak NO. 65)
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	Fig 66S. XIC chromatogram and MS2 Glutathione (Peak NO. 66)
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	Fig 67S. XIC chromatogram and MS2 Guanosine 3',5'-cyclic monophosphate (Peak NO. 67)
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	Fig 68S. XIC chromatogram and MS2 Inosine (Peak NO. 68)
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	Fig 69S. XIC chromatogram and MS2 NADP+ (Peak NO. 69)
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	Fig 70S. XIC chromatogram and MS2 Oxypurinol (Peak NO. 70)
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	Fig 71S. XIC chromatogram and MS2 p-Hydroxybenzylglucosinolate (Peak NO. 71)
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	Fig 72S. XIC chromatogram and MS2 Thymidine-3',5'-cyclic monophosphate sodium salt (Peak NO. 72)
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	Fig 73S. XIC chromatogram and MS2 S-Adenosyl-L-homocysteine (Peak NO. 73)


	








	[image: ]



	[image: ]

	Fig 74S. XIC chromatogram and MS2 Xanthosine (Peak NO. 74)
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	Fig 75S. XIC chromatogram and MS2 Xanthosine 5'-monophosphate (Peak NO. 75)
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	Fig 76S. XIC chromatogram and MS2 Taurine (Peak NO. 76)
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	Fig 77S. XIC chromatogram and MS2 L-5-Oxoproline (Peak NO. 85)
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	Fig 78S. XIC chromatogram and MS2 L-β-Homoisoleucine (Peak NO. 78)
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	Fig 79S. XIC chromatogram and MS2 L-Saccharopine (Peak NO. 79)
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	Fig 80S. XIC chromatogram and MS2 L-Tryptophan (Peak NO. 80)
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	Fig 81S. XIC chromatogram and MS2 N-Acetylaspartic acid (Peak NO. 81)












	[image: ]



	[image: ]

	Fig 82S. XIC chromatogram and MS2 N-Acetyl-DL-serine (Peak NO. 82)
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	Fig 83S. XIC chromatogram and MS2 3,4-Dihydroxy-L-phenylalanine (Peak NO. 83)
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	Fig 84S. XIC chromatogram and MS2 D-Ala-D-ala (Peak NO. 84)
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	Fig 85S. XIC chromatogram and MS2 L-(-)-Phenylalanine (Peak NO. 85)
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	Fig 86S. XIC chromatogram and MS2 N-Formyl-L-methionine (Peak NO. 86)
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	Fig 87S. XIC chromatogram and MS2 trans-4-Hydroxy-L-proline (Peak NO. 87)
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	Fig 88S. XIC chromatogram and MS2 Glycyl-L-proline (Peak NO. 88)
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	Fig 89S. XIC chromatogram and MS2 Cholic acid (Peak NO. 89)
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	Fig 90S. XIC chromatogram and MS2 Sodium deoxycholate (Peak NO. 90)
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	Fig 91S. XIC chromatogram and MS2 γ-Linolenic acid (Peak NO. 91)
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	Fig 92S. XIC chromatogram and MS2 Sebacic acid (Peak NO. 92)
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	Fig 93S. XIC chromatogram and MS2 Suberic acid (Peak NO. 93)
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	Fig 94S. XIC chromatogram and MS2 Citraconic acid (Peak NO. 94)
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	Fig 95S. XIC chromatogram and MS2 Citric acid (Peak NO. 95)
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	Fig 96S. XIC chromatogram and MS2 D-(+)-Malic acid (Peak NO. 96)
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	Fig 97S. XIC chromatogram and MS2 D-3-Phenyllactic acid (Peak NO. 97)
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	Fig 98S. XIC chromatogram and MS2 Gibberelin A3 (Peak NO. 98)
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	Fig 99S. XIC chromatogram and MS2 Gibberellin A4 (Peak NO. 99)
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	Fig 100S. XIC chromatogram and MS2 Gluconic acid (Peak NO. 100)
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	Fig 101S. XIC chromatogram and MS2 D-(+)-Galacturonic acid (Peak NO. 101)
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	Fig 102S. XIC chromatogram and MS2 Glyceric acid (Peak NO. 102)
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	Fig 103S. XIC chromatogram and MS2 L-(+)-Tartaric acid (Peak NO. 103)
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	Fig 104S. XIC chromatogram and MS2 Maleic acid (Peak NO. 104)
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	Fig 105S. XIC chromatogram and MS2 Methylsuccinic acid (Peak NO. 105)
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	Fig 106S. XIC chromatogram and MS2 Succinic acid (Peak NO. 106)
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	Fig 107S. XIC chromatogram and MS2 Sucrose (Peak NO. 107)






	[image: ]



	[image: ]

	Fig 108S. XIC chromatogram and MS2 D-(-)-Tagatose (Peak NO. 108)
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	Fig 109S. XIC chromatogram and MS2 D-(+)-Raffinose (Peak NO. 109)
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	Fig 110S. XIC chromatogram and MS2 D-(+)-Trehalose (Peak NO. 110)
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	Fig 111S. XIC chromatogram and MS2 L-Iditol (Peak NO. 111)
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	Fig 112S. XIC chromatogram and MS2 Mannitol (Peak NO. 112)
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	Fig 113S. XIC chromatogram and MS2 Sorbitol 6-phosphate (Peak NO. 113)
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	Fig 114S. XIC chromatogram and MS2 Glycerol 2-phosphate (Peak NO. 114)
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 10, -TOF MS^2 (50 - 1000) from 4.909 min

Precursor: 593.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 431.0955 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 6.504 min

Precursor: 431.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 447.0912 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 10, -TOF MS^2 (50 - 1000) from 5.994 min

Precursor: 447.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 415.1235 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 7.178 min

Precursor: 415.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 447.0946 Da



image580.emf
O O

HO

HO

HO

O O

OH

O

HO

OH

OH

OH

H

HO



image59.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

2

.

0

e

5

)

6.420

6.300

7.410

7.596

XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 577.1534 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 6.399 min

Precursor: 577.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 303.0193 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 7, -TOF MS^2 (50 - 1000) from 7.589 min

Precursor: 447.1 Da


image63.emf
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

1

4

3

.

0

)

303.1486

258.9451 190.9530

285.0015 303.1663

303.0143

303.0847

Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 9.994 min

Precursor: 303.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 299.1837 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 6.285 min

Precursor: 299.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 315.0712 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 6, -TOF MS^2 (50 - 1000) from 1.432 min

Precursor: 315.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 283.1339 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 11.749 min

Precursor: 283.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 445.1344 Da



image730.emf
O

O OH

HO

OH



image74.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

1

0

6

3

.

9

)

9.778

6.661

8.672

5.731

6.464

4.009

6.562

6.607

13.410

12.201

4.158

8.734

15.510

5.321

9.163

4.101

1.157

14.885

4.038

12.250

8.211

1.828

23.874

1.803

12.041

1.075

4.270

7.597

4.320

2.249

10.076

21.143

15.061

25.143

XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 269.0566 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 9.787 min

Precursor: 269.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 301.1445 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 5.954 min

Precursor: 445.1 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 9.109 min

Precursor: 301.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 285.1489 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 12.057 min

Precursor: 285.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 271.0992 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 8.825 min

Precursor: 271.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 359.0996 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 4.706 min

Precursor: 359.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 153.0169 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.355 min

Precursor: 153.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 167.0350 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 7.058 min

Precursor: 167.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 137.0248 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 3.266 min

Precursor: 137.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 137.0246 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 3.330 min

Precursor: 137.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 193.0514 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 2.252 min

Precursor: 193.1 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 1.946 min

Precursor: 163.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 477.0876 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 163.0387 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 317.0945 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 10, -TOF MS^2 (50 - 1000) from 1.572 min

Precursor: 477.1 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 9, -TOF MS^2 (50 - 1000) from 1.872 min

Precursor: 317.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 207.0656 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 10.978 min

Precursor: 207.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 183.0313 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 5.525 min

Precursor: 183.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 177.0546 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 10.623 min

Precursor: 177.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 339.2036 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 16.643 min

Precursor: 339.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 405.1392 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 6, -TOF MS^2 (50 - 1000) from 1.858 min

Precursor: 405.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 455.1917 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 6.154 min

Precursor: 455.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 136.0167 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 6.800 min

Precursor: 136.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 182.0485 Da


image132.emf
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

3

5

7

.

0

)

138.0553

182.0480

120.0446

114.0526

182.0738 182.0900

Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 2.316 min

Precursor: 182.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 461.1292 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 174.0567 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 7.334 min

Precursor: 174.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 308.1272 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 5.783 min

Precursor: 461.1 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 6, -TOF MS^2 (50 - 1000) from 1.807 min

Precursor: 308.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 307.1406 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 2.215 min

Precursor: 307.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 417.1545 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 467.0775 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 4.569 min

Precursor: 467.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 322.1145 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 9, -TOF MS^2 (50 - 1000) from 2.115 min

Precursor: 322.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 241.1062 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 8.072 min

Precursor: 241.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 401.1362 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 9.917 min

Precursor: 401.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 549.1647 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 8, -TOF MS^2 (50 - 1000) from 7.576 min

Precursor: 549.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 243.0620 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.756 min

Precursor: 243.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 403.1560 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 6.373 min

Precursor: 403.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 579.1262 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 10, -TOF MS^2 (50 - 1000) from 5.712 min

Precursor: 579.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 323.1369 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 10, -TOF MS^2 (50 - 1000) from 10.023 min

Precursor: 417.2 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 1.293 min

Precursor: 323.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 346.1144 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 3.963 min

Precursor: 346.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 251.0923 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 6.777 min

Precursor: 251.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 422.1418 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 1.545 min

Precursor: 422.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 436.1133 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 6.999 min

Precursor: 436.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 134.0468 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.996 min

Precursor: 134.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 346.1126 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 3.963 min

Precursor: 346.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 157.1220 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 9.392 min

Precursor: 157.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 243.1232 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 2.393 min

Precursor: 243.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 431.1891 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 408.1527 Da


image195.emf
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

3

6

.

0

)

362.1392 408.1647

232.0587 164.0734

408.0300 408.0742

300.0487

323.0996

Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 6, -TOF MS^2 (50 - 1000) from 2.370 min

Precursor: 408.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 306.1194 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 5.625 min

Precursor: 431.2 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 2.551 min

Precursor: 306.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 344.0656 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 4.013 min

Precursor: 344.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 507.1100 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 267.0721 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 10, -TOF MS^2 (50 - 1000) from 1.170 min

Precursor: 267.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 743.1418 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 9, -TOF MS^2 (50 - 1000) from 22.678 min

Precursor: 743.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 151.0389 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 8.912 min

Precursor: 151.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 424.1503 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 7, -TOF MS^2 (50 - 1000) from 8.652 min

Precursor: 424.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 303.1838 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 7.823 min

Precursor: 303.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 383.1810 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 11.856 min

Precursor: 383.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 283.0984 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 1.531 min

Precursor: 283.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 363.1069 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 1.393 min

Precursor: 363.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 124.0141 Da


image21.emf
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

1

4

3

.

0

)

507.1139

507.1598

354.9230 462.9002 218.9515 286.9358

394.9160 167.0381 326.9149

507.1844 507.2683

566.8449

507.0791

461.1334

Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 7.202 min

Precursor: 507.1 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 7.164 min

Precursor: 124.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 128.0343 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.192 min

Precursor: 128.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 144.0470 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 8.370 min

Precursor: 144.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 275.1467 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 6, -TOF MS^2 (50 - 1000) from 4.895 min

Precursor: 275.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 203.0806 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 3.238 min

Precursor: 203.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 174.0558 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 11.387 min

Precursor: 174.1 Da


image244.emf
O

H

N

OH

OH

O



image2440.emf
O

H

N

OH

OH

O



image245.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

3

0

3

7

.

6

)

5.488

5.423

5.731

5.594

5.658

5.694

5.829

19.512

19.403

7.125

1.552

8.033 4.787

4.142

5.297

XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 146.0730 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 5.463 min

Precursor: 146.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 195.9171 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 5.438 min

Precursor: 195.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 159.1025 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 2.749 min

Precursor: 159.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 448.9262 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 164.0704 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 2.316 min

Precursor: 164.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 176.0459 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 6, -TOF MS^2 (50 - 1000) from 1.470 min

Precursor: 448.1 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 3.989 min

Precursor: 176.0 Da


image259.emf
N

H

OH

O

HO



image2590.emf
N

H

OH

O

HO



image260.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

2

5

5

7

.

4

)

1.808

1.589

1.915

2.023

1.485

1.403

8.635

6.587 7.269

4.224

XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 130.0883 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 1.805 min

Precursor: 130.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 171.1024 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 6.335 min

Precursor: 171.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 407.1932 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 6, -TOF MS^2 (50 - 1000) from 6.983 min

Precursor: 407.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 391.1619 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 8, -TOF MS^2 (50 - 1000) from 4.733 min

Precursor: 391.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 277.2177 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 19.291 min

Precursor: 277.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 201.1111 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 2.523 min

Precursor: 201.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 173.1180 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 4.699 min

Precursor: 173.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 128.9598 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.681 min

Precursor: 129.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 577.1572 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 191.0194 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 1.167 min

Precursor: 191.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 133.0139 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 12, -TOF MS^2 (50 - 1000) from 7.401 min

Precursor: 577.2 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 1.180 min

Precursor: 133.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 165.0395 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 1.217 min

Precursor: 165.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 345.1339 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 8.147 min

Precursor: 345.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 331.1034 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 2.499 min

Precursor: 331.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 195.0520 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.219 min

Precursor: 195.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 193.0531 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 8.940 min

Precursor: 193.1 Da


image304.emf
HO

OH

OH

O



image3040.emf
HO

OH

OH

O



image305.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

2

5

1

3

.

0

)

1.206

1.348

1.293

1.516

1.604

1.678

4.740

23.472

XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 105.0187 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 1.180 min

Precursor: 105.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 149.0458 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 7, -TOF MS^2 (50 - 1000) from 1.181 min

Precursor: 149.0 Da


image310.emf
O

O

H

H

OH

HO



image3100.emf
O

O

H

H

OH

HO



image311.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

1

0

7

6

7

.

0

)

1.163

1.566

XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 115.0041 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.077 min

Precursor: 115.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 609.1451 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 131.0694 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 2, -TOF MS^2 (50 - 1000) from 2.047 min

Precursor: 131.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 117.0196 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 8, -TOF MS^2 (50 - 1000) from 6.494 min

Precursor: 609.1 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 1.141 min

Precursor: 117.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 341.1096 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.393 min

Precursor: 341.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 609.1440 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 179.0512 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 1.557 min

Precursor: 179.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 503.1787 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 7, -TOF MS^2 (50 - 1000) from 3.227 min

Precursor: 503.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 341.1252 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 7.691 min

Precursor: 341.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 180.9730 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 1.781 min

Precursor: 181.0 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 181.0700 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 1.305 min

Precursor: 181.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 261.0867 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 6.955 min

Precursor: 261.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 171.1039 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 5.201 min

Precursor: 171.1 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 15, -TOF MS^2 (50 - 1000) from 4.443 min

Precursor: 609.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 591.2227 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 5, -TOF MS^2 (50 - 1000) from 26.515 min

Precursor: 591.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 611.2137 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 3, -TOF MS^2 (50 - 1000) from 10.997 min

Precursor: 611.2 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 593.1493 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 10, -TOF MS^2 (50 - 1000) from 4.909 min

Precursor: 593.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 593.2424 Da
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Spectrum from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 4, -TOF MS^2 (50 - 1000) from 5.505 min

Precursor: 593.1 Da
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XIC from 210203-IDA-NEG-SM0099.wiff (sample 1) - 210203-IDA-NEG-SM0099, Experiment 1, -TOF MS (50 - 1000): 593.1187 Da
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