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Supplementary Figures 
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Figure S1 (a) density of the state of Fe2GeS4, (b) density of the state of FeS, (c) density of the state of NaGe, (d) density of the state of Na2S (e) density of the state of Ge (f) density of the state of Fe



Figure S2 (a) band structure of Fe2GeS4, (b) band structure of FeS, (c) band structure of NaGe, (d) band structure of Na2S, (e) band structure of Ge, (f) band structure of Fe.




Figure S3 The electronic escape work functions of (a) Fe2GeS4, (b) FeS, (c) NaGe, (d) Na2S, (e) Ge, (f) Fe2GeS4/G-15%, (g) FeS/G-15%, (h) NaGe/G-15%, (i) Na2S/G-15%, (j) Ge/G-15%.


Fig. S4 Electron density evolution of Fe2GeS4/G-15% (a), Ge/G-15% (f), FeS/G-15% (g), S/G-15% (h), NaGe/G-15% (h), and Na2S/G-15% (h).





Figure S5 Mean square displacement against simulation time of the Na in Fe2GeS4 and Fe2GeS4/G-15% (a), Ge and Ge/G-15% (b), FeS and FeS/G-15% (c), S and S/G-15% (d), Fe and Fe/G-15% (e).
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