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F£1 UHPLCEMSDDHEM
UHPI C (Nexera™ X3 system)

Column : Shim-pack™ GIST PFPP *
(150 mmXx2.1 mm, 3.0 um,
Shimadzu)
Mobile phase © A) 0.1% Formic acid - Water
1 B) 0.1% Formic acid - Acetonitrile
Mode . Gradient elution
Flow rate 1 0.25 mL/min
(17 minAH 519 mintd0.5 mL/min)
Injection volume D3l
MS (LCMS-8060)
lonization . ESI (Positive/Negative)
Mode . MRM
Nebulizing gas flow @ 3.0 L/min
Drying gas flow 110.0 L/min
Heating gas flow :10.0 L/min
DL temp. 1 250°C
Block heater temp. 1 400°C
Interface temp. 1 300°C
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Phenylalanine 4.66 (0.50) 4.66 (0.44) 74,244,748 (0.9) 86,733,835 (1.4)
Phenylpyruvic acid 3.73(0.51) 3.73 (0.45) 5,106,830 (4.8) 774,303 (6.7)
Histidinol 5.08 (0.07) 5.10 (0.08) 608,365 (1.5) 2,556,348 (1.5)
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Lactic acid
Pyruvic acid

2-Ketoglutaric acid
Aconitic acid
Citric acid

Fumaric acid
Isocitric acid

Malic acid
Succinic acid
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Argininosuccinic acid
Ornithine
Arginine
Citrulline

2-Aminobutyric acid
4-Aminobutyric acid
4-Hydroxyproline
Alanine

Asparagine

Aspartic acid
Asymmetric dimethylarginine
Dimethylglycine
Glutamic acid
Glutamine

Glycine

Histidine

Isoleucine

Leucine

Lysine

Methionine sulfoxide
Phenylalanine
Proline

Serine

Symmetric dimethylarginine
Threonine
Tryptophan

Tyrosine

Valine

Cysteine

Cystine

Histidinol
Homocystine
Cystathionine
Homocysteine
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Methionine
5-Glutamylcysteine
Glutathione

Oxidized glutathione
S-Adenosylhomocysteine
S-Adenosylmethionine
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FAD
FMN
NAD
Niacinamide
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" Creatine

Glycolic acid *
Glyoxylic acid *
Orotic acid
Pantothenic acid

i Taurocholic acid

i Dopamine
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" Adenine

Adenosine

Adenosine 3',5'-cyclic monophosphate

Adenosine monophosphate
Adenylsuccinic acid
AICAR *

Cytidine

Cytidine monophosphate
Cytosine

Guanine

Guanosine

Guanosine monophosphate
Inosine

Thymidine monophosphate
Uracil

Uridine

Thymidine

i Thymine
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{ Hypoxanthine
i Xanthine
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Mevalonic acid *
MEP
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4-Hydroxybenzoic acid *
Acetylcarnitine

Carnitine

Carnosine

Choline

Citicoline

Creatinine

Histamine

Kynurenine
3-Dehydroshikimic acid *
4-Aminobenzoic acid
Anthranilic acid *
Chorismic acid *

Indole *

Nicotinic acid
Ophthalmic acid
Phenylpyruvic acid *
Protocatechuic acid *
Shikimic acid 3-phosphate *

Tyramine
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Isoleucine

Pyruvic acid

Valine
2-Oxolsovalerate
Lactic acid B

Citramalic acid
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Leucine

. Prephenic acld

4-hydraxyphenyl pyruvic acid -

Tyrosine

rans-Cinnamate
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Kynurenine
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N-Formylkynurenine

Indoleal I Tryptoph
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Indole
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