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Theoretical search for potential candidates as building block 

of hyperhalogens: BS2 and CrO4 molecules 
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Fig. S1 The low-lying isomer structures of neutral and anionic (BO2)2, (BS2)2 and 

(CrO4)2 clusters at B3LYP/6-311+G(3df) level. All the bond lengths are given in Å. 
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Fig. S2 The low-lying isomer structures of neutral and anionic Au(BO2)2 clusters 

along with their geometrical parameters. All the bond lengths are given in Å. 
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Fig. S3 The low-lying isomer structures of neutral and anionic Au(BS2)2 clusters 

along with their geometrical parameters. All the bond lengths are given in Å. 
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Fig. S4 The low-lying isomer structures of neutral and anionic Au(CrO4)2 clusters 

along with their geometrical parameters. All the bond lengths are given in Å. 
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