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Objectives/Goals Abstract \)
This research wished to develop a theoretical methodology to deterparmmey cu atq mojegular models of

polyatomic ions in aqueous solutions. Currently, accurate models4f 2eis us models do not
to develop efficient

industrial and research procedures.
Methods/Materials
Quantum mechanical data and experimental results [ RQl ystgmic ions due to complexity

Is presented in the context of the polyatomic sulfate ffon X Physical parameters of theion
(bond lengths, bond angles, bonds# spring coefficiente [ ges, etc) were varied and multiple
dynamic simulation runs were conducted.

All ssimulations were started in equilibrium conf ahsyl ated from experimental studies of
macromolecular properties of sodium sulfatea] 3Q Valyes of the parametersin our theoretical
model were perfectly accurate, the gyst e ilibMgh should stay in equilibrium and there
should be no deviation in macrom R EQf the simulation space (such as total energy) over
time.

R&ult_s
analyzed to calculate the unkno R
tests allowed us to conclude

Conclus ons/Discussion

macromolecular properff
solutions and is broad

Summary ent
Thisr atheoretlcal methodology to determine accurate molecular models of polyatomic
ionsin aqu u fons, which currently do not exist.
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