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A novel endogenous retention-index for minimizing retention-time

variations in metabolomic analysis

Chen Qinsheng!, Zhang Chenhan!, Song Peidong', Tang Huiru!
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Abstract : The metabolite retention time (¢#z) of untargeted metabolomics data based on
ultra-high-performance liquid chromatography-mass spectrometry varies with experimental
conditions (such as elution gradient and flow rate). However, ¢z is an important information that
can be used to identify metabolite structures orthogonal to mass spectrometry data, but less
commercially available standards. Endogenous straight-chain acylcarnitines not only corrected zz
deviations caused by different experimental conditions (mobile phase composition, elution
gradient, flow rate, elution time, columns and temperature) and instrument platforms, but also
reduced interference in data acquisition and analysis compared to exogenous (or synthetic)
standards or derivatization reactions. Therefore, the endogenous retention-index correction can be
used to match and compare different metabolomic #z databases or experimental data without

exogenous additions.



Keywords : Straight-chain acylcarnitines; Endogenous retention-index; metabolomics;

Ultrahigh-performance liquid-chromatography mass spectrometry; Metabolic profiling

1 SEIGA AR AR
1.1 X2
Waters ACQUITYH-Class thili £ 4 (Waters, Milford, USA) , 4% WatersACQUITYBSM
T ICVE A R 4 A WatersACQUITY SampleManagerFTN ¥ i & # & 45 . Xevo G2-XS
QTOF Jfi il 24 (Waters, Milford, USA)
1.2 HFRIZ
SRR AR . AN 20 A TR K T AR BR KRR (P ED AR AR . A7k

HT Milli-Q (f[E Merck Millipore AFRAF) HAi/K RS (HIH%E>18.2 MQ/em) . BikE
PR 73 BT 2R 0 8 KT Sigma-Aldrich WAIAR AR CRED « BREFHHRAR
) BRI H T AR A R AR (R
2 SEWITIE
2.1 EMEFACHPITRE
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