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[HPLC conditions] Nexera X3

Column

: Shim-pack Mix-HILIC (150 mm X 2.1 mm I.D., 5

um) P/N: 227-32751-01

Column oven 140° C

Solvent A :Water + 40 mmol/L ammonium bicarbonate (pH
9.7)

Solvent B . Acetonitrile

Rinse ‘Methanol

Gradient :B conc. 95% (0-0.5 min) — 40% (15.5 min) — 0%
(16.5-26.5 min) = 95% (27.5-35 min)

Flow rate 104 mL/min

Injection volume  :5 L

[MS conditions] LCMS-8060NX

lonization : ESI (lonFocus™)
Mode : MRM
Nebulizing gas © 20 L/min
Drying gas ©10.0 L/min
Heating gas 2 10.0 L/min

DL temp. 1250° C

Heat block temp. : 400° C
Interface temp. 1300° C

CID Gas Pressure  : 270 kPa
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Abbreviation Metabolite Name Polarity MRM Retemlqn Collision Classification E coli | Plasma
time (min) | Energy (V)
Ala Alanine + 90.1 >44.1 8.1 -14 Amino acid O O
Arg Arginine + 1749 >70.2 10.5 -24 Amino acid O O
Asn Asparagine + 133.0 > 74.1 9.1 -17 Amino acid O O
Asp Aspartic acid + 1340 > 740 12.2 -16 Amino acid @) @)
GIn Glutamine + 147.0 > 84.1 9.0 -19 Amino acid O @)
Glu Glutamic acid + 147.8 > 84.1 124 -17 Amino acid @) @)
His Histidine + 155.9>110.1 8.9 -16 Amino acid O @)
lle Isoleucine + 132.1>86.2 6.6 -13 Amino acid @) @)
Leu Leucine + 131.9>86.2 6.4 -13 Amino acid O O
Lys Lysine + 146.9 > 84.2 10.5 -19 Amino acid @) @)
Met Methionine + 149.8 > 56.2 6.9 -18 Amino acid O @)
Phe Phenylalanine + 166.1 >120.1 6.4 S5 Amino acid O O
Pro Proline + 116.2 > 70.2 6.8 -17 Amino acid O @)
Ser Serine -+ 105.8 > 60.2 9.4 -13 Amino acid O O
Thr Threonine + 1202 > 742 8.6 -13 Amino acid @) @)
Trp Tryptophan + 205.2 > 188.1 7.2 -1 Amino acid O @)
Tyr Tyrosine + 1822>91.2 8.5 -29 Amino acid @) @)
Val Valine + 117.9>72.2 7.1 -13 Amino acid O @)
Ace-CoA Acetyl-Coenzyme A + 810.1 > 303.2 17.6 -50 Coenzyme O
CoA Coenzyme A + 768.0 > 261.1 17.7 -32 Coenzyme O @)
FAD Flavin adenine dinucleotide - 784.0 > 437.1 143 28 Coenzyme O O
FMN Flavin mononucleotide + 456.9 > 439.1 15.8 -18 Coenzyme @)
NAD Nicotinamide adenine dinucleotide + 664.0 > 136.1 12.0 -52 Coenzyme O
NADP Nicotinamide adenine dinucleotide phosphate - 7419 > 620.0 17.4 18 Coenzyme @)
Adenine Adenine + 136.2>119.0 54 -26 Nucleobase O
Cytosine Cytosine + 111.9>95.1 52 -21 Nucleobase @)
Guanine Guanine + 152.0 > 135.0 7.9 -22 Nucleobase O
Uracil Uracil - 111.3>42.1 43 15 Nucleobase O @)
Adenosine Adenosine + 268.0 > 136.0 5.2 -19 Nucleoside O
Cytidine Cytidine + 2438>112.1 6.7 -12 Nucleoside O
Guanosine Guanosine + 283.9>152.0 9.2 -15 Nucleoside O
Uridine Uridine + 2450>113.1 6.7 =11 Nucleoside
AMP Adenosine 5'-monophosphate + 348.0>136.1 16.3 -21 Nucleotide @) @)
ADP Adenosine 5'-diphosphate + 428.0>136.1 17.9 -25 Nucleotide O
ATP Adenosine 5'-triphosphate + 508.0 >410.0 18.7 -19 Nucleotide @)
CMmP Cytidine 5'-monophosphate + 3240>112.1 16.6 -14 Nucleotide O
CcDP Cytidine 5'-diphosphate + 404.0> 1121 17.8 -22 Nucleotide @)
cTP Cytidine 5'-triphosphate + 484.1 > 1121 18.3 -24 Nucleotide @)
dTmP Deoxythymidine 5'-monophosphate + 3228>810 15.8 (7 Nucleotide @)
dTDP Deoxythymidine 5'-diphosphate = 400.9 > 159.1 17.7 23 Nucleotide @)
dTTP Deoxythymidine 5'-triphosphate + 483.0>81.0 18.3 -38 Nucleotide
GMP Guanosine 5'-monophosphate + 363.8>152.1 17.7 -17 Nucleotide @)
GDP Guanosine 5'-diphosphate + 444.0>152.0 18.4 -20 Nucleotide O
GTP Guanosine 5'-triphosphate + 524.0>152.0 19.8 -31 Nucleotide @)
UMP Uridine 5'-monophosphate T 325.1>972 17.0 -17 Nucleotide
UDP Uridine 5'-diphosphate + 405.0 >97.2 18.0 -21 Nucleotide
urp Uridine 5'-triphosphate + 484.9 >97.1 185 -28 Nucleotide
Cit Citric acid - 191.2>111.0 17.8 11 Organic acid @) @)
Mal Malic acid = 133.2>115.0 15.6 15 Organic acid O @)
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