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Cartesian Coordinates for the structures shown in Fig. 1 and Fig. 2.

B2PLYP-D3(BJ)/aug-cc-pVTZ-optimized structures (in Cartesian coordinates) shown in Fig. 1.
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MP2/aug-cc-pVQZ-optimized structures (in Cartesian coordinates) of FMg4S4
– (2) and FMg4Se4

– (3) shown in Fig. 1.
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B2PLYP-D3(BJ)/aug-cc-pVTZ -optimized structures (in Cartesian coordinates) shown in Fig. 2.
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