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Discussion

* Quantum ESPRESSO typically underestimates
semiconductor band gaps and overestimates
lattice parameters.

Materials
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Emerging Research Questions

* Investigate whether ELF correlates with
mechanical properties such as brittleness.
* Investigate how to account for bond 1onicity to

Energy (eV)

Methods (Quantum ESPRESSO)

* Quantum ESPRESSO 1s a computer
program that simulates material
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Conversely, electrons are “trapped” within bonds
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