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The NIST tandem MS library provides reference mass spectral data for the identification of 1. Comparison of mass spectra of deprotonated 2-anilinoethanol 1 with 2-(N- : T o
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various compounds through the fragmentation of their ions mostly generated by electrospray methylanilino)ethanol 2
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generated some unexpected fragment 1ons under CID. A nitrogen-oxygen Smiles S
hani d hich invol five- bered ri CH ] 93.0343
rearrangement mechanism was proposed, which Involves a five-membered ring < 100 s
- - > o
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the negative mode. The raw data were processed by NIST developed software and visualized . . . .
J P Y P 20 - Figure 3. Tandem mass spectrum of deprotonated 4-(4-morpholinyl)benzoic acid
through NIST MS Search 2.4. . 122 0613 (HCD, NCE at 27, precursor m/z 206).
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S Scheme 4. Proposed mechanism to rationalize the formation of the phenoxide ion and
Scheme 1. Structures of 2-anilinoethanol, 4-(4-morpholinyl)benzoic acid and their derivatives < o other product ions from deprotonated 4-(4-morpholinyl)benzoic acid.
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Novel Smiles-type mechanism was proposed for fragmentation of deprotonated
| 135.0573 2-(N-methylanilino)ethanol and morpholinylbenzoic acid derivatives.
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Figure 2. Tandem mass spectrum of deprotonated 2-(N-methylanilino)ethanol-180 2a (ion _ : _ .



