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Figure S1. Energy convergence of Ni2+ in the LiCl-KCl eutectic composition at the target tempera-

ture of 400 °C after an extended period of equilibration (only the final 10 ps are shown). Energy of 

system converged at average value of −218.2 eV. 
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Figure S2. The computationally obtained LiCl-KCl eutectic composition from molecular dynamics 

simulations at 400 °C. Blue spheres, green spheres and purple spheres represent Li, Cl and K atoms, 

respectively. 

Figure S3. The computationally obtained Ni2+ spectrum obtained using the HSE-06 hybrid func-

tional overlaid on the experimentally obtained Ni2+ optical spectrum at 400 °C. 




