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a  Hg: 414 atoms / 55 structures
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b  Hg: 414 atoms / 55 structures
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c  La: 365 atoms / 54 structures
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d  La: 365 atoms / 54 structures
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e  Ag: 430 atoms / 50 structures
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f  Ag: 430 atoms / 50 structures
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g  K: 290 atoms / 46 structures
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h  K: 290 atoms / 46 structures

Zatom-2 (IV): without MLIP Zatom-2 (V): with MLIP

AIMD 1000-npt
AIMD 1000-nvt
AIMD 3000-npt
AIMD 3000-nvt

rattled-1000
rattled-1000 (sub)
rattled-300
rattled-300 (sub)

rattled-500
rattled-500 (sub)
rattled-relax


