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To assess the molecular structures and chemistry that govern thermophysical properties and optical indicators of molten salt reactors (MSRs) and pyroprocessing schemes by
Ob j ective establishing molten salt spectroscopic monitoring capabilities, developing and validating molecular dynamic (CMD) simulations, and leveraging them for Raman spectroscopic
Interpretation to develop online monitoring capabilities.
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techniqgues, and electrochemical experiments to classify unique
signatures corresponding to atom-scale behavior.

* Equilibrium molecular dynamics (MD) is applied to equilibrate salt
densities, then collect data in the NVT ensemble using the CP2K MD
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Verify force field chlorides coordinated to U3* between 100 mol% UCI;, 5 mol% UCI,, Future work will study the extent of fission product influence on network
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