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Extract the structure at 2 ps

+ normal opt.
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Pbcn or cubic
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+7% ab-axes strain,

initial structure, usual opt.
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+7% ab-axes strain,

moving towards G + opt.
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+7% ab-axes strain,

moving towards Z + opt.
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Oxygen MSD [A]
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Zr60Y120138 [150,3500] a+bx
Coefficient values + 95% Confidence Interval
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imulation time [ps]

5 a =0.35663 + 0.00168
b =0.20176 + 0.000408
Zr720143 [150,3500] a+bx
4 —|Coefficient values + 95% Confidence Interval
a =0.32151 + 0.00127
b =0.073799 + 0.000308
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Zr720138_(1) [150,3500] a+bx
Coefficient values + 95% Confidence Interval

Zr720138_(2) [150,3500] a+bx
Coefficient values + 95% Confidence Interval

6 - a  =0.28121+0.000755 a  =0.288+0.00101
4 b =0.047009 + 0.000183 b =0.082716 + 0.000245
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