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e Predict crystal structures for the electrode materials: composed >
by the ligand DHT (oxy-terephthalate), Lithium ions and the ’
spectator ions: Mg+2, Na+, Ca+2. 2,2
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the electronic structure.
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e Understand the charge profile by Bader analysis.

 Without no experimental input, voltage predictions agree to 1. T. B. Schon, B. T. McAllister, P. Liand D. S.
/\/\/ experimental results. Seferos, Chem. Soc. Rev. 45, 6345-6404 (2016).
l  We successfully predicted the materials structures. 2. D. Larcher and J. M. Tarascon, Nature
Chemistry 7, 19 - 29 (2015).
Molecular modelling: Crystal Structure Electronic structure e By changing the spectator cation, we were able to analyze
(Magnesium, sodium, predictions: calculations with VASP : the electronic structure and understand the tendencies of 3. A. Jouhara, N. Dupré, A.C. Gaillot, D.
calcium) USPEX software -DFT-based code the material. Guyomard, F. Dolhem and P. Poizot, Nature
(2,5-dilithium-oxy)- (Evolutionary «GGA/PBE xc functional Communications 9, no. 1, 4401-11 (2018).
terephthalate. algorithm). «HSO06: Hybrid e The charge profile showed how different cations affect how
functional charge is distributed during the lithiation process.
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