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Figure S1: Raw data of the M SD)(t) dependencies captured from the 300 ps AIMD runs.
Although the temperatures are chosen rather high, strong non-linear features are still clearly
visible from the data.
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Figure S2: NEB paths for interstitial lithium migration following the path along
int3—int1—int1. The plot shows the results for this path obtained by Dietrich et al.X (blue)
and the NEB path calculated in this work (purple). A fit to the data points calculated in this

work is indicated by the blue line. (Note that we adopted the notation chosen by Dietrich
et al. to label interstitial sites to enhance comparability)
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Figure S3: NEB paths for interstitial lithium migration following the path along
int3—int1—int2—int2. The plot shows the results for this path obtained by Dietrich et
al.¥ (blue) and the NEB path calculated in this work (purple). A fit to the data points

calculated in this work is indicated by the blue line. (Note that we adopted the notation
chosen by Dietrich et al. to label interstitial sites to enhance comparability)
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