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AE/B3LYP 0.00 +0.40 +0.22 +0.08 +0.58
MP2 0.00 +0.08 +0.89 +1.14 +0.58
CCsD(T) 0.00 +0.14 +0.51 +0.56 +0.57
AlLAu,
2 9
# 2 A P p
5200 oF Y @ < 0.258
...... 0341 Dzt oae S - 0351 0353 P ey 2
*G 19 9 I mPHd PVl § A= R
4
5a Cy, (Ap 5b Cy, ('By) Sc C; (°A) 5d C, ("A) 5fCy, (°B))
AE/B3LYP 0.00 +0.26 +0.43 +0.52 +0.59
MP2 0.00 +0.66 +0.71 +2.08 +1.67
CCsD(Ty 0.00 +0.42 +0.84 +1.39 +1.18
BAlAU,~
qf" < &N J?‘J"'o f;ﬁl m’é} 't?,%.
.__9_% ) ™ g e ﬂ?l. ssnd) ,JM,D“ jﬁ?om wd jg;\?;jo;vn?s
F) J J J
6a Cy, (*4,) 6b C, (“A) 6c Cy, (°8)) 6d C, ('A) 67 C, ('4)
AE/B3LYP 0.00 -0.10 -0.07 -0.03 -0.06
MP2 0.00 +0.62 +1.29 +1.26 +1.20
CCSD(T) 0.00 +0.29 +0.67 +0.67 +0.42
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Fig.S1 Low-lying neutral isomers of BAuy, ALbAu, and BAlAuy at B3LYP, with the
relative energies AE (eV) at BSLYP/B3LYP, MP2//MP2, and CCSD(T)//B3LYP indicated

The bond lengths (in nm) are labeled at B3LYP level.
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