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A multidimensional statistical analysis for PTR-MS data associated to breath gas samples is
proposed, based on a chemical-diffusion equilibrium approach. It is demonstrated on the problem
of detecting exposure of human beings to ionizing radiation.
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Energy profile, in kcal/mol, for the reaction of CH;NH,* with HCOOH at the CCSD(T)/aug-ccpVTZ and
MP2/cc-pVTZ (in parentheses) levels. Zero-point vibrational energy differences are included.
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We provide estimations of the reaction rate coefficients between H,0* and sulphur compounds at
more realistic conditions than the ones usually found in the available literature.
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This paper presents analytical approximations for the variation in multipole expansion coefficients
in ion traps as a function of the size of the apertures.
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A novel ion source has been introduced in the present study, which combines the characteristics
of single photon ionization (SPI) and photoelectron ionization (PEI).
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Dissociation of the thiophenol molecular ion: A theoretical study

Sun Young Kim, Joong Chul Choe

The competitive losses of H, SH, C,H, and CS from the thiophenol molecular ion were investigated
to understand their kinetics and mechanisms from G3//B3LYP and RRKM calculations.
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spectrometry
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We present a correct method to analyze peaks of histograms by fitting distributions instead of
densities and show the influences on peak areas and peak positions.
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Electron impact ionization cross-sections of the two major cations issued from n-heptane from 10 5 ol
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Fragmentation pathways of eight nitrogen-containing
bisphosphonates (BPs) investigated by ESI-MS" in negative ion mode

Zhibo Qu, Xiaolan Chen, Chen Qu, Lingbo Qu, Jinwei Yuan, Donghui
Wei, Huina Li, Xiaoying Huang, Yuqin Jiang, Yufen Zhao
Fragmentation pathways of eight nitrogen-containing bisphosphonates (BPs) were investigated by

ESI-MS". The hydrogen/deuterium exchange experiment, theoretical calculations, and HR MS were
appropriately employed to rationalize the proposed fragmentation pathways.
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Advantages and limitations of laser desorption/ionization mass
spectrometric techniques in the chemical characterization of
complex carbonaceous materials

B. Apicella, M. Alfé, A. Amoresano, E. Galano, A. Ciajolo

The effect of experimental parameters on mass ranges detectable by laser desorption/ionization
techniques has been investigated for polycyclic aromatic hydrocarbons, fullerenes,
polyacenaphthylene and complex carbonaceous materials.
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