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Vacancy clusters in FeC-MnNi

i

0CFWA$J&

=-(%#')%W,"4(!"0

!"#$"#%&'()%&&'*+%,,(-'

3'!,%*W=&,'#(1*+"[@=F=-S10%[@=F=-S10%(F0Q

JS%3+22.<!%+5%!(S*%CW0M3NKX%$21+-.((+*%$P,.(%KUNKV51%TUKY

!" " !" ! !" # !" $ !" %

"&%

"&'

!&#

!&(

)*+,-./0,12.034&05.6.7-,8

91
:/;

-1
<

=
0>

=
./:

?0
3.

@
8

VACANCIES

=<0,<*+-.,
A1-B09=C41

! !" !"" !""" !""""
!" D%

!" D!

!" #

!" E

!" '

)*+,-./0,12.034&05.6.7-,8
91

:/;
-1

<
=

06
/.F

+
.=

7?
0;

-0
E

G
$0

H
03

,
�ï!

8

=<0,<*+-.,
A1-B09=C41

Migration barriers Migration frequency

__ __

! b$,>.5,!,)c%,+/6'5.B<%BD%-!'!<')%'(625+,%HB>.(.5)%:!</%.HHB>.(._!5.B<%DB,%<%j%KU=%5B%H!5'1%
+LP+,.H+<5!(%'1!,!'5+,._!5.B<%BD%;+3<F.%!((B)S%
! &!H+%!226HP5.B<%EB,[2%!(2B%DB,%0.<71!(2%25++(2%:JB,+<_Bk2%P,+-.B62%P,+2+<5!5.B<=S
! 8B22.>(+%+LP(!<!5.B<2^%+DD+'5%BD%3<lF.%2B(65+2 \0%-!'N3<NF.%.<5+,!'5.B<%E.51%'!,>B<%5,!P2S%



Atomistic KMC method
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Vacancy-solute pairs
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Mobility of VxMnyNiz clusters
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Mobility of VxMnyNiz clusters

0CFWA$J&

=-(%#')%W,"4(!"0

!"#$"#%&'()%&&'*+%,,(-'

3'!,%*W=&,'#(1*+"[@=F=-S10%[@=F=-S10%(F0Q

9::TU9P9JV

0.70 0.80 0.90 1.00
0.60

0.80

1.00

1.20

1.40

Migration Energy [eV]

D
is

so
ci

at
io

n 
en

er
gy

 [e
V

]

! "

#$
%

#$
"

" �ï&'('$()*(+,-./0-

0.70 0.80 0.90 1.00
0.60

0.80

1.00

1.20

1.40

Migration Energy [eV]
D

is
so

ci
at

io
n 

en
er

gy
 [e

V
]

! %

#$
% #$

"

%�ï&'('$()*(+,-./0-

0.70 0.80 0.90 1.00
0.60

0.80

1.00

1.20

1.40

Migration Energy [eV]

D
is

so
ci

at
io

n 
en

er
gy

 [e
V

]

! 1

#$
%

#$
"

1�ï&'('$()*(+,-./0-

0.70 0.80 0.90 1.00
0.60

0.80

1.00

1.20

1.40

Migration Energy [eV]

D
is

so
ci

at
io

n 
en

er
gy

 [e
V

]

! 2

#$
"

2�ï&'('$()*(+,-./0-



Mobility of VxMnyNiz clusters
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Mobility of VxMnyNiz clusters
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Mobility of VxMnyNiz clusters
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Mobility of VxMnyNiz clusters
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Gray-alloy perspective
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Gray-alloy perspective
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Gray-alloy perspective
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