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Analysis on phenyllactic acid from Bacillus niacini based on liquid
chromatography-hybrid quadrupole time-of-flight mass spectrometry
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ABSTRACT: Objective To analyze and test on active substance from Bacillus niacini FJAT-14202.
Methods Extracellular metabolites of Bacillus niacini FJAT-14202 were analyzed by liquid chromatography-
hybrid quadrupole time-of-flight mass spectrometry. Molecular feature extraction (MFE) and database retrieval
were applied by Agilent Mass Hunter software, for the information overall metabolites. Results Totally 811
compounds were detected, and 165 of them were identified by library searching of Metlin database. The match
score of phenyllactic acid was 96.52 and its relative content was 5.31%. The retention time of phenyllactic acid
was about 2.1057 min, and its accurate mass was 166.0552. Conclusion The results provide the theory basis
for development and utilization of phenyllactic acid from Bacillus niacini.
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&1 MEEAZFRR4TE Bacillus niacini FIAT-14202 % B = ITEL AR &
Tablel High matching compositions of fermentation broth from Bacillus niacini FJAT-14202

CAS KEGG

No. mz %
1 phenyllactic acid CoH,¢03 96.52 166.0625 165.0552 2.1057 5.31 828-01-3  C01479
2 6-hydroxy caproic acid C6H1203 99.58 132.0787 131.0714 2.0731 4.14 C06103
3 PS(16:1(9Z)/0:0) Cy, Ho N Oy P 84.9 495.2606  494.2535 1.8997 1.42
4 N,N-diethylglycine C¢Hy3 NO, 96.74 131.0947  130.0875 1.41 1.29 C16647
5 threonolactone C4 Hg O4 87.44 118.0268  117.0195 1.4417 1.28 21730-93-8
6 fungichromin C;5Hs304, 95.59 670.392 669.385  2.7734 124  6834-98-6 C13299
7 5-(3-pyridyl)-2-hydroxytetrahydrofuran CoH;1NO, 91.51 165.0786  164.0713 1.4797 0.74 53798-73-5 C19578
8 9a-fluoroallotetrahydrocortisol C,1 H33 F Os 80.03 384.2317 383.2247 1.5609 0.63  2193-81-9
9 aculeacin A CsiHg, Ns Oy 84.86 1078.5775 1077.5702 1.9737 0.48 58814-86-1 C01776
10 threonolactone C4 Hg O4 86.21 118.0266  117.0194 2.0193 0.45 21730-93-8
11 6-hydroxy caproic acid CeHiz O 87.5 132.0785 131.0712 3.0639 0.27 C06103
12 oleic acid(d2) Cis H;, D, O, 86.25 284.2683  283.261 45.6401 0.23
13 vasicinol CiiH: N, O, 80.81 204.0889 203.0815 1.5159 0.21 5081-51-6 C10743
14 Ala His His Cis Hyi N7 Oy 81.21 363.165  362.1578 1.6276  0.18
15 phenyllactic acid Co Hyg Os 82.42 166.0622  165.0549 3.1726 0.14  828-01-3 C01479
16 alpha-hydroxy-isobutyric acid C4 Hs O3 83.96 104.0479  103.0406 1.4063 0.1
17 2,4-dihydroxy-butanoic acid C4 Hg O4 85.8 120.0421  119.0349 1.3049 0.13
18 (38,5S)-3,5-diaminohexanoate CsHis N, O, 84.53 146.1051 145.0978 1.1007 0.06 17027-83-7 C01186
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Fig. 2 Extracted compound chromatogram(ECC) of phenyllactic acid in Bacillus niacini FTAT-14202
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Fig. 3 Extracted ion chromatogram (EIC) of phenyllactic acid in Bacillus niacini FJAT-14202
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Fig. 5 Mass spectrum of phenyllactic acid in Bacillus niacini FJAT-14202
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