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Table S1 Cartesian coordinates for selected optimized structures of BegB; cluster at the
PBE0/6-311+G(d) level. (a) Global-minimum (GM) Ca, (*A1) cluster. (b)
Sandwich-type C; (*A) structure. (c) Helix-type C, (*A) structure.

Figure S1 Selected optimized sandwich- and helix-type isomeric structures of BegB7~
cluster at the PBE0/6-311+G(d) level along with their relative energies (in kcal
mol™) above the GM structure, including zero-point energy (ZPE) corrections.
Also presented are energetics data at the PBE0-D3/6-311+G(d) (in italics, with
ZPE corrections), B3LYP/6-311+G(d) (in curly brackets, with ZPE corrections),
and single-point CCSD(T)/6-311+G(d)//PBEQ/6-311+G(d) levels (in square
brackets), respectively. These isomeric structures are higher in energy with

respect to the low-lying structures shown in Figure 2 in the main text.
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Figure S1. Selected optimized sandwich- and helix-type isomeric structures of BegB7~
cluster at the PBE0/6-311+G(d) level along with their relative energies (in kcal
mol™) above the GM structure, including zero-point energy (ZPE) corrections.
Also presented are energetics data at the PBE0-D3/6-311+G(d) (in italics, with
ZPE corrections), B3LYP/6-311+G(d) (in curly brackets, with ZPE corrections),
and single-point CCSD(T)/6-311+G(d)//PBE0Q/6-311+G(d) levels (in square
brackets), respectively. These isomeric structures are higher in energy with

respect to the low-lying structures shown in Figure 2 in the main text.
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Table S1.

(a) GM BegB7 Cay (1A1)
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(b) Sandwich-type C; (*A) structure
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-0.85982400
1.65947900
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-0.03025400
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Cartesian coordinates for selected optimized structures of BegB; cluster at the
PBE0/6-311+G(d) level. (a) Global-minimum (GM) C,, (*A;) cluster. (b)
Sandwich-type C; (*A) structure. (c) Helix-type C, (*A) structure.
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(c) Helix-type C, (*A) structure
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