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A proof of principle study of energy-resolved tandem mass spectrometry
(ER-MS/MS) for differentiation and identification of isomeric small organic molecules has been
carried out. The potential utility of breakdown diagrams for fingerprinting of organic molecules
was shown. In the meantime, we"ve developed a new method for acquiring ER-MS/MS data more
efficiently with a Q-TOF instrument to accelerate data accumulation.
On the other hand, we had only limited successes in our attempts to establish a method for scaling
collision energy axis of breakdown diagrams and to quantitatively model fragmentation pathways and
energetics based on computational chemistry. It turned out our current model on CID and
fragmentation process is not good enough for quantitative evaluation. We need to refine our models
and further accumulation of the experimental data will be required for future, as well.
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