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Table S1. Cartesian coordinates (x, y, z) in A at the B3LYP/aug-cc-pVTZ level for Cs B4O4"
(1), quasi-planar Can B4O4", Dan B4O4™ (2), and Coy B4O4™ (3).

Figure S1. Optimized structures at the B3LYP/ aug-cc-pVTZ level for (a) rhombic Dy, B4O4"
(2), (b) Y-shaped Cy, B4O4" (3), and (c) quasi-linear C,, B4O4 neutral cluster.

Figure S2. Canonical molecular orbitals (CMOs) of the quasi-linear Cap, isomer of B4O,".

Figure S3. Natural charge distributions of the global minimum and selected low-lying isomers

of B4O4": (a) 1 (Cs, 2A), (b) Can (°By), (€) 2 (D2n, °Bsg), and (d) 3 (Cav, *Ay).
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Figure S1. Optimized structures at the B3LYP/ aug-cc-pVTZ level for (a) rhombic Dy, B4O4"
(2), (b) Y-shaped Cy, B4O4" (3), and (c) quasi-linear Ca, B4O4 neutral cluster.
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Figure S2. Canonical molecular orbitals (CMOs) of the quasi-linear Cyy, isomer of B4O,".
SOMO stands for the single occupied molecular orbital.
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Figure S3. Natural charge distributions of the global minimum and selected low-lying isomers
of B4O4": (a) 1 (Cs, ?A), (b) Can (°By), (€) 2 (D2n, °Bsg), and (d) 3 (Cav, *Ay).
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Table S1. Cartesian coordinates (x, y, z) in A at the B3LYP/aug-cc-pVTZ level for Cs B4O4"

(1), quasi-planar Con B404+, Doy, B4O4Jr (2), and Coy B4O4+ (3)
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B4O4" (2, Dan, “Bag)

B4Os" (3, Cav, A1)
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