Motivation

Dangling bonds in TB-calculations result in
surface states

Surface states lie within interesting energy
intervals (such as band gap)
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NEMOS - solution:

» Implicit inclusion of H-
passivation in Hamiltonian
(via self-energies) .

> Efficient, no transformation N e
required "

» Allows any kind of surface

X-Axis
30

O

Energy (eV)
2

|
N

Passivated 5
E—— Sy
PURDUE  Tiltmann kubis O in-plene mémentutn (1) @




