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Fragmentation rules of four baldrinals based on
electrospray ionization mass spectrometry
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Abstract Objective: To explore the fragmentation pathways of 11-ethoxyviburtinal, 11-methoxyviburtinal,
desacylbaldrinal and baldrinal by electrospray ionization mass spectrometry. Methods: Four reference standards
were systematically investigated by ultra high performance liquid chromatography combined with linear ion
trap electrostatic field orbit trap high resolution mass spectrometry ( UHPLC-LTQ Orbitrap MS ). UPLC
analysis was performed on a BEH-Cyg column ( 1.7 pm, 2. 1 mm x 100 mm ) , with a mobile phase consisting of
0. 1% formic acid ( A ) —acetonitrile ( B ) at the flow rate of 0. 3 mL * min~' ( 0=20 min, 85%A — 50%A ; 20-25 min,
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50%A — 20%A ; 25-30 min, 20%A ). The detection wavelength was 288 nm and the column temperature
was controlled at 30 “C, and the injection volume was 2 L. Results: The fragment ions of m/z 177, m/z 149

and m/z 78 were found in four baldrinals in positive ion mode, while the fragment ions m/z 161, m/z 133 and

m/z 105 were found in 11-ethoxyviburtinal and 11-methoxyviburtinal and m/z 131 and m/z 103 were found in

desacylbaldrinal and baldrinal. Conclusion: This kind of compound has strong fragmentation regularity, which can

be used for the rapid structure identification of baldrinals.

Keywords: Valerianae Jatamansi Rhizoma et Radix; baldrinal; ethoxyviburtinal ; methoxyviburtinal ;

desacylbaldrinal ; structure identification ; LTQ—-orbitrap mass spectrometry; electrospray ionization tandem mass

spectrometry ; fragmentation pathway
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