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Table 1 Orientation relationship of grain boundary

Type Orientation
relationship

(000 Dygz0 // (100),
M (1010, // [001]

(0001)y17n0 // (11D
2 [10i0]Man2 // [110]/\1

ENENO TR E Y, n,bT 5. ZORIR &G T
A—_—H /LD, BIK, REbSEZEICLE.
FDHITKFE 1 AZ2 AR ASE KB FALED
bRt EE T o7

KFEBMRASHEDLER Al F8{H], KR E, MgZn,
FRE 3 SOFEMTITo72. RIROFHEITHVZA—
N—t /L% Fig. 1 [Z/RT.
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(b) 2

Fig.1 Structure of the supercell is before optimization.
Lattice constants of MgZn, and Al are different. To this end, we
created the supercell to match the Al phase to the MgZn, phase.
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Distance from the grain boundary shows how far hydrogen was
from the grain boundary. A positive value in MgZn; side, a
negative value is Al side.
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