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Molten salts as heat transfefluids Model and Computations Results
for solar agglications . Preliminarycomputation®f crystal propertiesof NaNG3 « Density. 1.745g/cn?
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Molten salts (especiallymolten Nitrates, suchas NaNG3 and | -4, parrinelloandBorn-OppenheimeMD simulationsof number self-diffusivity

KNO3) are usedfor heattransferin solarenergyapplications 5 s mpjeof liquid NaNO3 (270atoms)at500 £ . No dissociatioNO3 : NO2 in the sampleof puresalt

(e.9. solartroughs) QuantumEspressaode (PW-+pspDFT) usedon Crescéd. . Possible surface reactions in salt added with ZrO2
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Physicaland chemicalpropertiesand interactionwith possible

additives (nanoparticles should be accuratelyinvestigatedfor

the assessmerntdf the feasibility and efficiency of a solar plant Coordinatiomumber
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Dynamics of PeptideTiO , Interfaces Simulations on CRESCO Results

Understandinghe molecularlevel mechanismsccurringat ~ Someof thesesimulationswere performedon the CRESCO  The diffusion of the peptideandthe minimum distancesdrom
bioinorganic interfaces is of critical importance for the platformwith the GROMACSA4.5.5 packageusingtheOPLS  the TiO, surface to the whole peptide as a function of

developmenanddesignof newbio-derivedmaterial AA force field implementedwith the LennardJonesand Simulationtime for the three different MD simulationswas
; Coulombparameteror Ti andO atoms monitored In the simulations,the adsorptionmechanismis

characterizedy diffusion of the peptidefrom the bulk water

phasetowardsthe TiO, surface The peptideanchorsto the

surfaceby the recognitionof waterlayersat the interfacevia

the chargedgroupsof its sidechains During the simulations
the peptide samplesa numberof anchoredand dissociated
states,in agreemenwith the experimentallyobservedweak
bound of the synthetic minTBP-1 peptideto Ti (K;=13.2

mM).
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