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OtIllAtl, BHOPD|, R 2 QAIE, R QE|IS, 84, QI S Mobie Phase A {8ET 40 mmolL ammonium bicarbonate
490 2SS 2MY 4= JUCHAZ 1). Escherichia coli (E. colj) Mobile phase B - Acetonitrile
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| LB HiX|Of| A Xt2t £ coli E ODgno0l 10| E|=5 5|5t 2 AtZtol HEE (F)0TIHIO|0M TSI CHE1t &
mLE 2401 ARZSIAULt. ¥elE2l (3000 g, 4C, 5 B)E S HXNE|E SHALCL
HIY S HHIRICE PBS 1 mLE 23| MAstD, PBSE
HHot = CHEat 22 MHEE +HSHUL.
« E. coli « Plasma 50 pL
+ Methanol 1000 pL « Methanol 550 puL
« Chloroform 400 pL
{ Vortex 30 sec, Sonication 5 min
{ Vortex 30 sec, Sonication 5 min 1 Centrifugation (13000 rpm, 4 °C,, 5 min)
{ Centrifugation (13000 rpm, 4 °C, 5 min)
« Supernatant 500 pL
« Supernatant 700 pL « Chloroform 500 pL
« Chloroform 300 pL « Ultrapure water 400 pL
« Ultrapure water 400 pL
1 Vortex 30 sec
1 Vortex 30 sec  Centrifugation (13000 rpm, 4 °C, 5 min)
1 Centrifugation (13000 rpm, 4 °C, 5 min) 1 Centrifugal concentration of 500 pL of supernatant
1 Centrifugal concentration of 500 pL of supernatant { Redissolved in 50 L of water/methanol (1/1)
{ Redissolved in 50 pL of water/methanol (1/1)
LC/MS analysis
LC/MS analysis
m 24 dE
H 2= 24 J22 FEEIen, £ coli 2t EE0IM AEE UAIS RS EAISIICH
B2 E coli X BHOIM HEE 2M d= YU TSR
Abbreviation Metabolite Name Polarity MRM Retentlpn time Coliision Classification E.coli  Plasma
(min) Energy (V)
Ala Alanine + 90.1 > 44.1 8.1 -14 Amino acid v v
Arg Arginine a4 174.9 >70.2 10.5 -24 Amino acid v v
Asn Asparagine + 133.0>74.1 9.1 -17 Amino acid v N
Asp Aspartic acid + 134.0>74.0 12.2 -16 Amino acid v v
Gin Glutamine gz 147.0 > 84.1 9 -19 Amino acid v N
Glu Glutamic acid + 147.8 > 84.1 12.4 -17 Amino acid v N
His Histidine + 155.9 > 110.1 89 =16 Amino acid v v
lle Isoleucine + 132.1>86.2 6.6 -13 Amino acid v v
Leu Leucine + 131.9>86.2 6.4 -13 Amino acid v N
Lys Lysine + 146.9 > 84.2 10.5 =19 Amino acid v v
Met Methionine + 149.8 > 56.2 6.9 -18 Amino acid v v
Phe Phenylalanine + 166.1 > 120.1 6.4 -15 Amino acid v v
Pro Proline + 116.2>70.2 6.8 =17 Amino acid v v
Ser Serine i 105.8 >60.2 9.4 -13 Amino acid v v
Thr Threonine + 120.2>74.2 8.6 -13 Amino acid v N
Trp Tryptophan + 205.2 >188.1 7.2 -1 Amino acid v v
Tyr Tyrosine + 182.2>91.2 8.5 =2) Amino acid v v
Val Valine + 117.9>72.2 7.1 -13 Amino acid v v
Ace-CoA Acetyl-Coenzyme A + 810.1 > 303.2 17.6 -50 Coenzyme N
CoA Coenzyme A + 768.0 > 261.1 17.7 -32 Coenzyme v v
FAD Flavin adenine dinucleotide - 784.0 > 4371 14.3 28 Coenzyme N N
FMN Flavin mononucleotide + 456.9 > 439.1 15.8 -18 Coenzyme v
NAD Nicotinamide adenine dinucleotide + 664.0 > 136.1 12 -52 Coenzyme v
NADP Nicotinamide adenine dinucleotide phosphate - 741.9>620.0 17.4 18 Coenzyme N
Adenine Adenine + 136.2>119.0 5.4 -26 Nucleobase v
Cytosine Cytosine + 111.9>95.1 5.2 =2l Nucleobase v v
Guanine Guanine + 152.0>135.0 7.9 -22 Nucleobase v
Uracil Uracil - 111.3> 421 43 15 Nucleobase v v
Adenosine Adenosine + 268.0>136.0 52 -19 Nucleoside v
Cytidine Cytidine + 243.8>112.1 6.7 -12 Nucleoside v
Guanosine Guanosine i 283.9>152.0 9.2 -15 Nucleoside v
Uridine Uridine + 245.0>1131 6.7 -1 Nucleoside
AMP Adenosine 5'-monophosphate + 348.0 > 136.1 16.3 -21 Nucleotide v v
ADP Adenosine 5'-diphosphate + 428.0>136.1 17.9 -25 Nucleotide v
ATP Adenosine 5'-triphosphate + 508.0 > 410.0 18.7 -19 Nucleotide N
CMP Cytidine 5'-monophosphate + 324.0>1121 16.6 -14 Nucleotide v
CDP Cytidine 5'-diphosphate + 404.0> 1121 17.8 -22 Nucleotide v
CTP Cytidine 5'-triphosphate + 484.1>112.1 18.3 -24 Nucleotide N
dTMP Deoxythymidine 5'-monophosphate + 322.8>81.0 15.8 -17 Nucleotide v
dTDP Deoxythymidine 5'-diphosphate = 400.9 > 159.1 17.7 23 Nucleotide N
dTTP Deoxythymidine 5'-triphosphate + 483.0>81.0 18.3 -38 Nucleotide
GMP Guanosine 5'-monophosphate + 363.8>152.1 17.7 -17 Nucleotide v
GDP Guanosine 5'-diphosphate + 4440 >152.0 18.4 -20 Nucleotide N
GTP Guanosine 5'-triphosphate + 524.0>152.0 19.8 =3l Nucleotide v
UMP Uridine 5'-monophosphate + 325.1>97.2 17 -17 Nucleotide
UDP Uridine 5'-diphosphate + 405.0 >97.2 18 -21 Nucleotide
UTP Uridine 5'-triphosphate + 484.9 >97.1 18.5 -28 Nucleotide
Cit Citric acid = 191.2>111.0 17.8 11 Organic acid v v
Mal Malic acid = 133.2>115.0 15.6 15 Organic acid v v
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For Research Use Only. Not for use in diagnostic procedures.

s H I M AD 2 U This publication may contain references to products that are not available in your country. Please contact us to check the availability of these
products in your country.
The content of this publication shall not be reproduced, altered or sold for any commercial purpose without the written approval of Shimadzu.

. . See http://www.shimadzu.com/about/trademarks/index.html for details.
S h | madzu Corpo rat|on Third party trademarks and trade names may be used in this publication to refer to either the entities or their products/services, whether or not
. they are used with trademark symbol “TM" or "®".
www.shlmadzu.com/a n/ Shimadzu disclaims any proprietary interest in trademarks and trade names other than its own.

The information contained herein is provided to you "as is" without warranty of any kind including without limitation warranties as to its
. . R accuracy or completeness. Shimadzu does not assume any responsibility or liability for any damage, whether direct or indirect, relating to the
Sh|madsu SC|ent|f|C Korea use of this publication. This publication is based upon the information available to Shimadzu on or before the date of publication, and subject
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