JRiE Az 2009 30 (39T)): 12-12  1SSN: 1004-2997 CN: 11-2979/TH

FERRATFEAB B

IR R IE AR TR HE IS T AL 2 RUEL W R E RS 1R 2L AR L EE A 5
a2l el s R ok A2 i T L

1. WL R R, WL B 310036 2. BN IHYE KA ML 2 A RS %, Wiyl 310012

e ARE IR ACIRE Ny Y g aRh

T RS SRR (CID-MS) FIIZ 254 (DFT) BSHEIWRSL T 2 FH ML A Chm 1 i
AL T CHIEARAT J . E2RH,S, CHLSH Al (NSC) SCHILH BRIE R, & TR, 4T
RS A S B ANIR T, TR TALE FMH-a; Z5MNIRE TIRA ST FEEN b, Bk S AMH-b.
LEREREEAL R, HTKES TMH-DREN—NGEITSY, B ZUT R B b, %/ (NSC) SCH,Z: k2
FIE: N P TR B PR L, R ECHSHE KRN, 5 AT KB T-M H-alfs Sh X048 1 81 P At
Fy WRACHSHER R R A AL FRIET B BIRIES |, WIRAEH,SE R, FALE RIS T &by
TR B T IR 2 N7 A 7 R ke 2 b R R 1 5

X BRNGGEB RS CID DFT

ARG

Coordinated Dissociative Proton Transfers in the Fragme
ntation of Protonated S-methyl Benzenylmethylenehydra
zine Dithiocarboxylate

JIANG Ke-zhi® 2, BIAN Gao-feng?, HU Nan', LAl Guo-giao?, PAN Yuan-jiang!

1. Department of Chemistry, Zhejiang University, Hangzhou 310036, Chin
a; 2. Key Laboratory of Organosilicon Chemistry and Material Technolog
y, Hangzhou Normal University, Hangzhou 310012, China

Abstract The dissociation chemistry of the protonated S-methyl benzenylmethylenehydrazine dit
hiocarboxylate, PhCH=N-NHC(= S)SCH, was investigated by CID-MS experimentsin combi

nation with density functional theory(DFT) calculations. Eliminations of H,,S, CH,SH and(NSC)S
CH_ were the three main fragmentation reactions. Calculated results show that thiocarbamide sulf

ur is the most favored position for protonation. Both the added proton and the thiocarbamide hyd
rogen shift in turn to the fragment ion in the process of losing(NSC)SCH,. The thiocarbamide hyd

rogen migrates to thiocarbamide sulfur concomitantly with H,S elimination. In the case of CH,S

H elimination, one of the proton/ the thiocarbamide hydrogen migrates to the fragment ion, and th
e other to the neutral specie. These results indicate that fragmentation of the protonated molecule i
sviewed as aresult of the coordinated migration of both the external proton and the thiocarbamid
e hydrogen.
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