Workflow materials models: Consecutive workflow: linked models

Atomistic model

Mechanical and thermal

Molecular Dynamics properties; Layer-layer

* Equilibrium Potential of Mean Force (PMF) —
* Non-equilibrium for L-design; Grid-matrix PMF
for G-design

Mesoscopic model
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Coarse-Grained
Molecular Dynamics
* Equilibrium

* Non-equilibrium

Mechanical properties (e.g. elastic
modulus) and thermal properties

(e.g. thermal conductivity). —
Macroscopic properties
interpolation functions

Continuum model

Solid mechanics
including heat transfer: ==
thermo-elastoplasticity

Material function assessment and
9 optimization of materials with
specific multi-functionalities

SmartF & N




	Slide Number 1

