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AFE o] 23P-AEdl s AR l(FAB HRMS)E AMg-3le] A|HAdEe] Ae 2 9448 2%
dom FAPEL] T BALE FAB-MSMS 25 S0]& U ol REoja] 433} t}. Triterpenic
acid7-2] FE--U4+3] (collision-induced dissociation, CID) BF4l] & 24 (MS/MS) 2= EZH A protonated
moleculeS] [M+H]" 2 deprotonated molecule$! [M-H]™ ©]&2] CID= F+& retro Diels-Alder (RDA), &
4 (dehydration) 2 ©&t:k(decarboxylation) BH-g-oll 2]gt thefst Ao &Eo] ettt 53], [M-HI
o] 22] CID-MS/MS 2= E&Ho| A= charge-remote fragmentation (CRF) &gl 2]t o] 2E% 540l
© 2 YeY. o] CID-MSMS A ER ] |48 F3lo] slarxe] X372 triterpenic acids®] 7+
= 39S SRS,
Abstract: Five triterpenic acids as marker compounds were extracted and isolated from Prunellae Spica by column
chromatography and reversed-phase high-performance liquid chromatography (HPLC), and their purity was
determinated by HPLC (purity > 90%). Molecular weight and elemental compositions of the five marker compounds
were determined by fast atom bombardment high-resolution mass spectrometry (FAB-HRMS). The structural
determination of the five marker compounds was carried out fast atom bombardment collision-induced dissociation
tandem mass spectrometry (FAB-CID-MS/MS). The collision-induced dissociation (CID) of protonated molecules
[M+H]" and deprotonated molecules [M-H]™ produced diverse product ions due mainly to retro Diels-Alder
reaction (RDA), dehydration and decarboxylation. Moreover, the CID-MS/MS spectra of the [M-H] ions were
observed charge-remote fragmentation (CRF) patterns. On the basis of interpretation of CID-MS/MS spectra,
structural elucidation of triterpenic acids isolated from Prunellae Spica was clearly performed.
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Fig. 1. Chemical structures of triterpenic acids isolated from Prunellae Spica.
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Fig. 2. Extraction and isolation of triterpenic acids from Prunellae Spica.
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Fig. 3. Negative ion FAB-MS spectra of marker compounds (a; OA, b; UA, c; DUA, d; TOA and e; EA) isolated from

Prunellae Spica.
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Fig. 4. Positive ion FAB-MS spectra of marker compounds (a; OA, b; UA, c¢; DUA, d; TOA and e; EA) isolated from Prunellae

Spica.
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Table 1. Deprotonated molecules and exact mass measurements of [M-H]|™ ion (m/z) for marker compounds isolated from

Prunellae Spica

Exact mass measurement (71/z)

Compound Fo[r;l/llilg_of [12:[,;2[)] Theoretical Observed Dl(f;erflil)ce
OA CyoHiyO5 455 4553525 4553511 ~1.4
UA C30H4705 455 455.3525 4553519 -0.6
DUA C30H470,4 471 471.3474 471.3454 -2.0
TOA C30H4705 487 487.3423 487.3416 -0.8
EA CoHi70s 487 487.3423 487.3398 25
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