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Most discriminatory substrates
m/z  curated name

1.0 c O-PLS-DA 447.093 Quercitrin
= 593.150 Scolymoside*
Ol e 191.056 Quinate*
— Of o 431.098 Afzelin
'E <e 582.260 N1,N5,N10-Tricoumaroyl spermidine
o c ‘, 625.140 Quercetin 3-O-b-D-glucosyl-(1->2)-b-|
c % 296.072 6-Nitrobenzo[a]pyrene*
(@) ]
a 05 2 CL 155.107 Nonane-4,6-dione*
e st 630.245 N1,N5,N10-Tricaffeoyl spermidine
o o) 609.145 Rutin
O Component 1 191.019 Citrate*
s .
Most discriminatory products = 241.083 Thymidine*
m/z  curated name ; 0 O 195.051 D-Gluconic acid*
— —3— i * - . ] 111.008 2-Furoate
17504 = Hydroiy 3-ovoadipate c abs(log2(FC)) inifi 461.108 Methoxyluteolin-rhamnoside*
159.066 Pimelate c Not significant -
157.013 2—Maleylacetate* K . 233.129 p—CoumaroyIputrescme
. ' c 0 o All signifi t 209.066 Sedoheptulose*
* gnifican p
235245 Drocame e 276.108 S-(2-Methyl 1)-dihydrolipoamid
325.202 2,3-Dinor-8-iso prostaglandin F2a = e 1 Fatty Acids & Conjug. 670186 3_é N "ili’ [Jliopanoy) ihydrolipoamide
136.040 2-Aminobenzoate* c X . . : utyn—1-al
8 o 2 e Amino Acids & Deriv. gigggi ;ulnoargi I
ic acid* = — . . . . ,10-Dihydroxystearate
ég;éig ieaboagcé%aud < 0.5 e 3 § » Carboxylic Acids & Deriv. 626.128 Delphinidin 3-O—(6-caffeoyl-b-D-glucos
157.086 Ethyl 3—oxohexanoate* o e 4 o « Flavonoids 266.089 Deoxyguanosine*
117.019 Succinate* = socis . . 315.085 SC-57666
147.029 2-hydroxyglutarate* 8 . %‘. ° ElcosaHOIdS 155.009 Orot_ate*
165.055 3-(2-Hydroxyphenyl)propanoate* e o ‘4 “'5.' » Nucleosides & Analogs 267.073 Inosine
283.191 (10S)-Juvenile hormone IlI diol w.w
650.280 17a-(N-Acetyl-D—glucosaminyl)—estra | 4’. 2 £
427.176 Pseudorhodomyrtoxin -1.0 00 o

155.046 4-Imidazolone-5-propanoate* [ [ [ [ T
159.076 D-Alanyl-D-alanine*

188.035 4-Hydroxy—-2-quinolinecarboxylic acid

185.118 10-Oxodecanoate* -10 -5 0 5 10
269.176 (10S)-Juvenile hormone Il acid diol . . . .

395.187 9a-Fluoro-11b,16a,17a,21~tetrahydros Covariance ion int. with Component 1
229.144 Dodecanedioic acid*



