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What:

® systems: graphene and low-dimensional systems, 0000 AT
grant 2017KFY7XF

nanostructures, heterostructures (and moire),

surfaces, supramolecular assemblies

® properties: structural, electronic, magnetic,
thermodynamical, chemical reactivity

With: mainly quantum mechanical approach; { OE“”“U"‘””ESSU
ingredients: ions & electrons and interactions

Where:
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- “number crunching” on parallel machines: somewhere;

a few simulations and some post-processing: locally




Numerical simulation of matter at the nanoscale
Maria Peressi

0 o \
QL /S
What: *
® systems: graphene and low-dimensional systems,
nanostructures, heterostructures (and moire), grap.hene E.‘“d
surfaces, supramolecular assemblies low-dimensional
® properties: structural, electronic, magnetic, structures

thermodynamical, chemical reactivity s grNi(100)  GPR

h) GPR

= graphene-based
| heterostructures

x j\, N and moiré




Numerical simulation of matter at the nanoscale
Maria Peressi

What:

® systems: graphene and low-dimensional systems,

nanostructures, heterostructures (and moire),

surfaces, supramolecular assemblies

® properties: structural, electronic, magnetic,
thermodynamical, chemical reactivity

supramolecular
assemblies

chemical reactivity




