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Gas Chromatograph Mass Spectrometer GCMS-QP 2020 NX
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Screening of organic acids for nutritional and metabolic profiling from dried urine spots
using Gas Chromatograph Mass Spectrometer
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1. Shimadzu GCMS-QP2020 NX

H O{ 2t X| ME2 Creatinine 0] 7| X804
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System configuration

Instrument

Shimadzu GCMS-QP2020 NX

Auto injector

AOC™-20i+s

Column SH-I-5 Sil MS (30 m,0.25 mm,0.25 um)
Liner Restek Topaz™ Liner (With wool)
GC

Injector Temp.

250°C

Column Oven Temp

60 °C (2 min), 15 °C/min to 310 °C (5 min)

Run Time 23.67 min
Injection mode Split
Injection Volume 1.0 uL

Linear velocity

38.9 cm/sec (Constant mode)

MS

Interface Temp. 280°C
lon source Temp. 200°C
lonization mode El
Loop Time 0.3 sec




Application
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Tridecanoic acid, IS (Margaric acid + C24) &2}
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Report View Compound Info Process Help

¢ OA_THS_BPX5_Zinin_Valo

12 cid
1256 Giycerol-3TMS ; propane-1.2, 34l H320353

1
4 0 1269 Bhyimaloric acid-2TMS ; 2ethylpropanedic 276 C1IH240452  OA_THS_BPX5_23min V31b
¥ 0 1260 Octanoic acid-TMS ; octanoic acid 216 C1IH24025  OA_TMS_BPX5_23min V3lb
20 1211 2Ketoisocaproic acidome-2TMS ; dmeyt2 289 C12HZINO3S2  OA_TMIS_BPX5_23min_V31b
% [ 1255 Benzoic acid-TMS ; benzolc acid 194 C10H140281  OA_TMS_BPX5_23min_V3lb
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5(d) Margaric acid-TMS
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5(c) Phosphoric acid
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ID# Compound Name D # Compound Name ID # Compound Name D # Compound Name
1 | Lactic acid 17 | Phosphoric acid 33 | Creatinine 49 | Homovanillic acid
2 | Glycolic acid 18 | Ethylmalonic acid 34 | 2-Hydroxyphenylacetic acid 50 | Citric acid
3 | Pyruvic acid 19 | Succinic acid 35 | 3-Hydroxyglutaric acid 51 | Hippuric acid
4 | 2-Keto-isovaleric acid 20 | Methylsuccinic acid 36 | 3-Phenyllactic acid 52 | Dopamine
5 | 2-Hydroxybutyric acid 21 | Uracil 37 | 3-Hydroxy-3-methylglutaric acid | 53 |Homogentisic acid
6 | Oxalic acid 22 | Fumaric acid 38 | Phenylpyruvic acid 54 | Methyilcitric acid
7 | 4-Cresol 23 | Thymine 39 | 2-Ketoglutaric acid 55 g\}ijﬁi{/ﬁ)ﬁ%ﬁ{grﬁ]gggj
8 | 2-Hydroxyisovaleric acid 24 | Glutaric acid 40 | Tartaric acid 56 | Vanilmandelic acid
9 | 3-Hydroxybutyric acid 25 | 3-Methylglutaconic acid 41 | 4-Hydroxybenzoic acid 57 | 4-Hydroxyphenyllactic acid
10 | 3-Methyl-2-oxovaleric acid 26 | 3-Methylglutaric acid 42 | N-Acetylaspartic acid 58 | Pyridoxine
11 | Malonic acid 27 | Mandelic acid 43 | Arabinose 59 | Sebacic acid
12 | Acetoacetic acid 28 | Citramalic acid 44 | Suberic acid 60 | Ascorbic acid
13 | Methylmalonic acid 29 | Malic acid 45 | Quinolinic acid 61 | 2-Hydroxyhippuric acid
14 | 2-Ketoisocaproic acid 30 | Adipic acid 46 | Aconitic acid 62 | Pantothenic acid
15 | 2-Hydroxyisocaproic acid 31 | 2-Phenyllactic acid 47 | Orotic acid 63 | Kynurenic acid
16 | 4-Hydroxybutyric acid 32 | 5-Hydroxymethyl-2-furoic acid | 48 | Tricarballylic acid 64 | Margaric acid
65 | 3-Indoleacetic acid
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*Smart Metabolites Database and AOC = Shimadzu Corporation E2= HZAS| & HE L|Ct. Topaze Restek Corporation 2| & HEIL|CE,
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