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Proton and Cation Affinities of B|Os|gnatu re Phytoplank’tor? IS a bioindicator useful to measu(;e

- : environmental health. Pigment-Biosignature compounds
phytoplankton plgments and MALDI matrices from detection for these organisms by MALDI MS, allows its
RI-MP2 quantum calculations chemotaxonomic identification. Feasible MALDI matrices

with thermochemical features (Proton/Cation Affinities
-PA/CA- and Ionization Energies -E.-) guarantees a
satisfactory ionization process. So, to establish these
properties is a topical i1ssue. We used quantum chemical
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PA — _AElO?le — AZPE — 5/2RT_> Absolute Geometry Setup protocol is feasible for our

Temperature systems, and IR spectra are in agreement with
l Gas Constant experimental reports. F_rom MEP it_would be _ideal
Electronic Energy to perform a Lowding population analys_ls for
» Zero Point Energy determining the protonation sites and associated
Protonated - Ground charge. Next step is to optimize and calculate the
Protonated - Ground SPE to build cation-structures.
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