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Abstract Results and Discussion Results and Discussion
Ab initio thermodynamics has been used to calculate the formation energies, in different Experimental and theoretical P,, and T relationships at the Ti;Os-Ti,O, and Ti,O,-Ti;Oq
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ANSWER: Oxygen defects in rutile prefer to aggregate to Computational Method

form Magnéli phases, in agreement with experiments.

Total energy calculations were performed using the CASTEP code, which implements
DFT within the plane wave pseudopotential approximation. Ultrasoft pseudopotentials
were used and the electronic exchange and correlation were described using LDA. More

detailed information in: L. Liborio and N. Harrison, PRB 77, 104104, (2008).
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°The temperature and pressure dependence of the free energies and chemical
potentials of all condensed phases has been neglected.




