


Who killed the Dirac point?

Dirac!



Can we “see” orbitals?
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Reality?
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Graphene as substrate …



Polarization effect
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PRB 86, 085107 (2012).
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J. Neaton, et al.,  PRL (2006).

K. S. Thygesen and A. Rubio, PRL (2009).
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Molecular switches …

C. Cocchi and C. Draxl
PRB 92, 205105 (2105).
C. Cocchi, T. Moldt, C. Gahl, 
M. Weinelt,  and C. Draxl
JCP 145, 234701 (2016).
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C / BN heterostructures

see also R. Quhe et al., 
NPG Asia Materials (2012)

W. Aggoune, C. Cocchi, K. Rezouali, M. Belkhir, and CD, 
J. Phys. Chem. Lett. 8, 1464 (2017).
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C / BN heterostructures

L. Wirtz et al.,
PRL 100, 189701 (2008)
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A. Gulans, S. Kontur, C. Meisenbichler, D. Nabok, 
P. Pavone, S. Rigamonti, S. Sagmeister, U. Werner, 
and C. Draxl 

exciting: a full-potential all-electron package 
implementing density-functional theory and many-
body perturbation theory
J. Phys: Condens. Matter 26, 363202 (2014).

Our instrument …

exciting is a full-potential all-electron density-functional-theory
package implementing the families of linearized augmented
planewave methods. It can be applied to all kinds of materials,
irrespective of the atomic species involved, and also allows for
exploring the physics of core electrons. A particular focus are
excited states within many-body perturbation theory.
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