Development and implementation of hybrid atomistic/coarse
grained modeling applied to complex interfaces

TR ste it ot gt o QS
A B { PHENI

@ Hari Haran Sudhakar, Alessandra Serva, Rocio Semino
Physico-chimie des Electrolytes et Nanosystemes Interfaciaux
Sorbonne Université, CNRS, Paris, France




< o
& s

Timescale (s)

—_—
<
o

10-12

%
r
&

N P (Y £ O Pt LT
ey

Top-down R
Continuum theory
| FEM
" Multiphysics,
] “*  Phase field
Coarse-Grained
MD, MC
Classical
MD
ReaxFF ,
MD S Bottom-up
Ab initio
DFT
Atomic scale Nanoscale Mesoscale Macroscale
10-10 102 10-6 103 1
Lengthscale (m)

Lin, K., Wang, Z. Commun Mater 4, 66 (2023).



All atom scheme Coarse grained scheme

&

Metal-organic framework: ZIF-8

Zn #* +2(2-methyl imidazolate) ———  Zn(2-methyl imidazolate),




Solution ?
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