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Generic Embedded Atom Method (GEAM):

AN

X

ab Initio motivated many-particle method

generic - reproduces main properties of a
number of real metals (Cu, Ni, Ag, Au, Pt, Pd)

controlled by a set of basic model parameters
computationally efficient
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Metod molekularne dinamike

V(1)=2. 2. ¢(Ir,(1)-r,(1)]) potencijalna energija
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E(t)=K(t)+V(t)
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Common neighbour structure analysis

of next neighbors planar graph
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FCC-BCC-FCC transformation under shear

Structure

0.25
0.1/0

, 0.075

iso P

0.05

0.025

. } 'l"
| (YR TA [
i fH

' N A H‘ \.'l W‘MM
Aol

16.5

-16.5

0000000
0000000

000!
Q

QOO

(8]

Q00000
300

re

!

\ B
1 ‘.\m’l"“rn.u‘,\ VN,
[N

J
: : e
' VI AN
' H "‘u‘";
b Ll \
' 1 Ly
4e P L . Sl AW L
Ay e s s
. Ay bt PN . K4 WAty o
[ % - ay oy 4" TN e T A ., o' \] v —
b A oo VT Vo A
e . A -
b » 4
N

f— % —

Y Sl

- KRS ' , : LTI IND

(TR Wt b ey V! o YN )

! RTINS v bl M 11 b 'K il N Fy At Yo
AATEATA TN w Aot ' W W P " (LIS SR AT |
vt v i B L R VI LI e Y, Yt LRRAI f il

0 N, Wy T (UYL I e L R AR T v
TR L LA T Y] I K hy
1 Vi I i AT - " :

OO
000

O 0 0o
000

CoOPOCO . [
CooBLCO e
o0 o

gradient direction

O fcc
(O hex
K> bee
A

ico

@ non

16.5

Towards multiscale material modeling via computer simulations




FCC-BCC-FCC transformatlon under shear
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Mechanical mixing in sliding contact
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Mechanical mixing in sliding contact
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(b) Atomistic Model
Polymer A

(a) Mesoscopic Structure
Volume Fraction of Polymer A

» Water

(H0)

Negative Positive
electrode electrode

@ oo e & B e ... Or maybe nano-particle
from nanoscale to macroscale: aglomeration and deposition

flow in porous media



structural transformation due to the
combined effect of temperature and
pressure

friction stress falls with temperature

mechanical alloying at sliding interface

embedded atom sponges and evolution
of metallic foam walls

transport of reacting/agglomerating
particles in porous media
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