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Fig. S1 The low-lying isomer structures of neutral and anionic (BO,),, (BS,), and

(CrO,);, clusters at B3LYP/6-311+G(3df) level. All the bond lengths are given in A.
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Fig. S2 The low-lying isomer structures of neutral and anionic Au(BO,), clusters

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

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

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

Neutral
211 #3}

. ®
&87 % 2,05
1654 20; 20, /. ¢ 160
156 Bl Ol
: 1.42 \‘0 \i%
{Z'SG Z.X(m

Crn, 0.36 C, “A Crmn, 223 C, %A

Anion

e 18
1 .
ﬂ;» 2 ‘
N

Cra; 1.47C, °A

1.76 157

v
2
©

Cra, 2.35C, %A Cra, 2.45 C, %A Cray 3.02 C, °A



