BCA-KMC hybrid method for Hydrogen Dynamic Retention
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(3) Development of
potential for MD from DFT

(2) Automatic KMC modelling
for grain boundary structure

in BCA

—

N

Diffusion || >~ ¥~ y -
inkMC _JI~- b,

S
=

iy [107% A7)

1
!

Injection /

ed H dens

retain
=
=

10 times higher

Iﬂwm_ls_l. IOO(I}K B—

=
T

—
_
h

retained H density [107° A7)

=
(=]

(1) BCA-KMC hybrid

7 -2 -1 '
107m “s , 10006 ——

"

=

)

Multi-scale meta-modeling
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The depth density distribution of H in W

estimated by the BCA-KMC hybrid

The BCA-KMC hybrid simulation expects that the different irradiation flux causes

the large difference in the depth density distribution of retained H atoms.

The BCA-KMC hybrid and the automatic KMC modeling will enable to treat

experimental flux, fluence and diffusivity in realistic material having grain boundary.



