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DFT calculations have become an invaluable tool 
in many areas of physics, materials science, 
chemistry, chemical engineering, and other 
technical fields. This book gives the first concise 
introduction to DFT methods suitable for: 
 

- Students intending to use DFT in their 
research 

- Experimenters who need to be able to 
understand DFT calculations performed 
by others  

 
 
 
Topics covered include: 
 

- Crystal structures of solids 
- Surface properties of solids 
- Rates of chemical processes  
- Ab initio thermodynamics 
- Magnetic properties 
- Ab initio Molecular Dynamics 
- Convergence and accuracy in DFT 

 
 
 
 
Exercises are provided in each topic to aid new researchers to rapidly apply DFT calculations 
to a broad range of physical problems.  
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