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Figure S2. The optimized atomic structures for (a) C4SKo.s, (b) C4SKo.s, (¢) C4SKo.7s, (d)
CaSK, (e) CaSKis, (f) CaSKis, (g) CaSKizs, (h) CaSKa, (1) CaSKas, (j) CaSKs, (k) CaSKss, (1)

C4SK4.



