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Coordinated Dissociative Proton Transfers in the Fagmentation of
Protonated S-methyl Benzenylmethylenehydrazine Diibcarboxylate

JIANG Ke-zht?, BIAN Gao-fend, HU Nart, LAl Guo-giad, PAN Yuan-jiang
(1. Department of Chemistry, Zhejiang University, Hdrmgz310036, Chingl. Key Laboratory of Organosilicon Chemistry
and Material Technology, Hangzhou Normal Univerditsngzhou 310012, Chiha

Abstract: The dissociation chemistry of the protonated S-ghdtanzenylmethylenehydrazine dithiocarboxylate,
PhCH=N-NHC(=S)SCH was investigated by CID-MS experiments in comiimatvith density functional
theory(DFT) calculations. Eliminations of,5, CHSH and(NSC)SCk were the three main fragmentation
reactions. Calculated results show that thiocarbarsulfur is the most favored position for prot@ratBoth the
added proton and the thiocarbamide hydrogen shiftrn to the fragment ion in the process of Io0N®C)SCH.
The thiocarbamide hydrogen migrates to thiocarbarsidfur concomitantly with }$ elimination. In the case of
CHsSH elimination, one of the proton/ the thiocarbaeiiydrogen migrates to the fragment ion, and therdb
the neutral specie. These results indicate thgirfeatation of the protonated molecule is viewed sssult of the
coordinated migration of both the external protod the thiocarbamide hydrogen.
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