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Fig.1 (This figure is taken from Ref. 6).
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Copyright (2011) by the American Physical Society.) Positions of H atoms, as obtained from the

classical MD and CMD calculations. The trajectories for the H atom are folded on the (001) plane of the bcc unit cell. The open circles

and solid diamonds represent the O-sites and T-sites, respectively.
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(This figure is taken from Ref. 6). Copyright (2011) by the
American Physical Society.) Diffusion coefficients of

H in iron in the temperature range 100-1000 K. The solid
triangles and open squares represent the CMD and classical
MD results for our potential, respectively. Open circles and
cross symbols represent experimental data and the classical
MD results with zero-point energy correction, respectively.
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Fig.3 (This figure is taken from Ref. 7). Copyright (2011) by the
American Physical Society.) Trajectories of a H atom: (a)
trajectories around the screw dislocation and (b) trajectories
in the regular a -Fe lattice for 0.3 ns at 300 K.
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Fig.4 (This figure is taken from Ref. 9). Copyright (2012) by the

American Physical Society.) Temperature dependence of C
diffusivity in a-Fe. Solid circles and solid triangles indicate
the diffusivity calculated by the adaptive-boost method
and conventional MD method, respectively. The line was
calculated from these plots by using the least-squares
method. Other plots indicate experimental values.
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the American Physical Society.) C diffusion path in edge
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Fig.6  (This figure is taken from Ref. 11). The conjugate diffusion avenue in various types of dislocation cores.

Dots indicate the atoms on Nth and N+1th (-110) planes. Dashed lines indicate the conjugate diffusion
avenue in the dislocation core, a channel as wide as possible ([11-1] is one of the two widest avenues
on a plane) and as tall as possible (a full(-111) interplanar spacing) in a BCC crystal.
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