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An Unusual Rearrangament Process of Neutral L oss of CO:z in
Carbamates by Electrospray lonization4M ultistageM ass Spectrametry
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Abstract: To investigate the fragmentation behaviors of two compounds containing carba-
mate group by collision induced dissociation (CD). Both electrogray ionzation-ion trap
mass gectrometry and electrogray ionization-Fourier transform ion cyclotron resonance
mass pectrometry were used to analyze the compounds The samplesw ere infused into the
ion ourcew ith a syringe pump and the expermentsw ere carried out in the positive ion
mode Themost abundant fragnent ion inM stpectrun was [M + H-44]" ion The accu-
ratemasses of the fragnent ions suggested that the loss of 44u corregpponded to the loss of
CO2 The same phenomenonw as al observed in the CD analysisof other five compounds
containing carbanate group. The neutral loss involving the cleavage of two bonds suggested
an unusual rearrangament process A mechanisn for the loss of CO:zhas been proposed
Key words electrogray ionization-ion trap mass gectrometry; electrogray ionization-
Fourier transfom ion cyclotron reonancemass pectrometry; neutral loss CO2; fragmen-
tation mechanisn
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Fig 1 Geametr ic structures of canpound 1 and campound 2
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Table 1 Data of fragnent ionsof canpound 1 and canpound 2 obtained with ESI- FT-ICRM S
M+H] [M + H-CO2]* (m/z) Error [M + H-2002]" (m/2) Error
Compound e .
(M/z)  Theoreticalmass M easuredmass  (10° %)  Theoretical mass M easuredmass (10" ©)
Compound 1 807 763 203 4 763 204 0 Q8 719 213 6 719 214 2 Q8
Compound 2 923 879 171 4 879 169 9 - 17 - - -
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Fig 5 Proposed fragnentation mechanisn for canpound 1 and canpound 2
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