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J F J Energy (eV) SIESTA RLM
*1 EZX" (%) 4.280 4.280
( E+5 %&; EZ(Fe) 0.484 0.545

EXW (Fe) 0.150  0.121
EX? (Fe)  0.032 0.021
EXV(Fe)  0.174 0.126

# " EX®(Fe)  0.185 0.139
# " E, (Fe) 2.179 2.179
IX % (0 ES" (%) 3.540 3.540
# #( 1#X & 0 E%(Cu) 0.768 0.545
EXY (Cu)  0.399 0.121
EX?(Cu)  0.265 0.021
% & S M EXO(Cu)  -0.063  -0.118
# " B - _B EX2(Cu) -0.047 -0.006
# B " E° (Cu) 0.882 0.882
#3 #( B (*) experimental values.

Nuclear Fission and Fusion Steels: Fundamentals and Applications Culham, June 2009 16



OE

Vacancy formation energy (eV) Vacancy migratioergyy (eV)
SIESTA Exp. SIESTA Exp.
Fe (BCC) 2.18 1.8-2.0 0.67 0.55
Cu (BCC) 0.88 0.30
Cu (FCQC) 1.30 1.28 0.64 0.70

B#
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