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4. Conclusions

In summary, the Fe(110)-Li and Fe(111)-Li solid-liquid interfaces
were investigated with MD, and the results were compared with
each other as well as with our previous findings from the Fe(001)-Li
solid-liquid interface. The interface properties exhibit significant
orientation dependences. Although the three Fe surfaces all relaxed

within three to four crystal planes whether contacting or not 
contacting with liquid Li, they suffered different impacts from the 
liquid Li on their relaxation behavior. The Fe(001) surface almost 
totally reversed the relaxation behavior after contacting with the 
liquid Li, on the contrary just a very small change was observed in 
the Fe(110) case. For the similar intrinsic properties, the higher 
stability of the surface atoms, of the Fe(001) and Fe(110) substrates, 
the liquid side present similar characteristics in the Fe(001)-Li and 
Fe(110)-Li solid-liquid interfaces.
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