
        

Citation for published version:
Jackson, A & Walsh, A 2013, 'Ab initio thermodynamics for the design of energy materials' HPC symposium ,
Bath, UK United Kingdom, 4/06/13 - 4/06/13, .

Publication date:
2013

Document Version
Early version, also known as pre-print

Link to publication

Publisher Rights
CC BY-ND

University of Bath

General rights
Copyright and moral rights for the publications made accessible in the public portal are retained by the authors and/or other copyright owners
and it is a condition of accessing publications that users recognise and abide by the legal requirements associated with these rights.

Take down policy
If you believe that this document breaches copyright please contact us providing details, and we will remove access to the work immediately
and investigate your claim.

Download date: 07. Dec. 2019

https://researchportal.bath.ac.uk/en/publications/ab-initio-thermodynamics-for-the-design-of-energy-materials(c4984187-74fd-4ad5-a7f1-5931472d18d1).html


Ab initio thermodynamics for the design
of energy materials
Adam J. Jackson, Aron Walsh
Centre forSustainable Chemical Technologies & Department ofChemistry, University ofBath, BA2 7AY, UK.

Email: a. j . jackson@bath.ac.uk

Phonon calculations

Case study: formation of CZTS
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Case study: Oxidation of GaN

Oxygen defect in GaN




