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Fig. S1 Optimized structures of DMDS/α-MgCl2 (100) complexes, a1～3 is tri-

coordinate, b1～3 is five-coordinate.



Fig. S2 Optimized structures of DMP/α-MgCl2 (100) complexes, a1～3 is tri-

coordinate, b1～3 is five-coordinate.



Fig. S3 Optimized structures of DMDP/β-MgCl2 (110), DMDS/β-MgCl2 (110), and 

DMP/β-MgCl2 (110) complexes: Mono-coordination (a1, b1, c1), bridge coordination 

(a2, b2, c2), chelate coordination (a3, b3, c3), and zip coordination (a4, b4, c4) modes.



Fig. S4 Optimized structures of DMDP/β-MgCl2 (100) (a1～4), DMDS/β-MgCl2 (100) 

(b1～4) and DMP/β-MgCl2 (100) (c1～4) complexes. 


