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Abstract: This study employed UHPLC-QTOF-MS based metabolomics to investigate the effect of different extraction
solvents and chromatography separation modes on the metabolomic analysis of mango pulp, providing a comprehensive and
high-throughput analytical method mango pulp. Four extraction solvents—H,0, H,0 with 0.1% acetic acid (H,0+A), 50%
MeOH (Me), and 50% MeOH with 0.1% acetic acid (Me+A)—were utilized alongside two chromatography modes, HILIC
and RPLC. The results indicated that the addition of 0.1% acetic acid significantly enhanced the quantity and peak area of
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MS1 and MS2 particularly in the high-response region (peak area>10"). Annotation results revealed that the number of

annotated components in the H,0O+A group was 1.39 times greater than that of the H,O group, and the Me+A group

annotated 1.15 times more than that of the Me group. Additionally, MS2 spectra from the H,O+A and Me+A groups were

cleaner, with less noise interference, leading to more accurate annotation results. The combination of (H,0+A)+HILIC and

(Me+A)+RPLC exhibited strong complementarity. This strategy resulted in the annotation of 311 metabolites across mango

pulp samples, nearly doubling quantity and expanding the polarity range by 2.4 times compared to the conventional method
of (Me+A)+RPLC alone. Combining (H,0+A)+HILIC with (Me+A)+RPLC significantly enhanced metabolite coverage
and annotation accuracy. It provides a more comprehensive analytical method for the analysis of components in fruit and

vegetable products such as mango pulp.

Key words: metabolomics; extraction solvents; chromatographic separation modes; mango pulp
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e FE - 0~2.00 min, 5% Aj; 2.00~7.00 min, 5%~
20% A; 7.00~13.00 min, 20%~32% A; 13.00~
16.00 min, 32%~35% A; 16.00~16.01 min, 35%~
5%A; 16.01~18.00 min, 5% A. FFi& 40 °C, H shit
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Table 1 Extraction solvent and chromatographic column types
PRI HIGE ViR #5lpH
7K H,0 HILIC-Z 6.12
IK+0.1%Z. 1R H,0+A HILIC-Z 2.67
50% i Me BEH C,g 5.98
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A< #5175 (Information Dependent Acquisition, IDA ) Jit
A 50 R 4 B0, IDA(Cycle Time & 551 ms) i
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10 ppm A 25 ppm, FH-ifi I HIALIC T 5000 (43
W5, SRR ZE TR MS/MS 35 1818514 I DT RC 4 24 14
o35 1, 2H 43 i AH OG5 B 3B & PubChem A1 Chem-
Spider P, 250 U — bR S T AU — 1k,
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