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1. Table S1, Cartesian coordinates of the 6 isomers of B4 cluster 
2. Figure S1, ELF isosurfaces for the 6 isomers
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Table S1. Cartesian coordinates for isomers 1 to 6

isomer 1
B  0.00000000 -1.19554720 -0.00000219
B  0.00000000  0.00000000  0.94309635
B -0.00000000 -0.00000000 -0.94309197
B  0.00000000  1.19554720 -0.00000219

isomer 2
B  0.00000000  1.08609008 -0.00000000
B  1.08609008 -0.00000000 -0.00000000
B -1.08609008  0.00000000 -0.00000000
B -0.00000000 -1.08609008 -0.00000000

isomer 3
B -0.00000000 -0.00000000   1.96655514
B -0.00000000 -0.00000000   0.25876302
B  0.00000000  0.75460105  -1.11265908
B -0.00000000 -0.75460105  -1.11265908

isomer 4
B -0.59159804 -2.13970015 0.00000000
B -0.62615304 -0.54919604 0.00000000
B  1.21775109  1.85641413 0.00000000
B  0.00000000  0.83248206 0.00000000

isomer 5
B 0.00000000 0.00000000   0.74354905
B 0.00000000 0.00000000   2.31105217
B 0.00000000 0.00000000  -0.74354905
B 0.00000000 0.00000000  -2.31105217

isomer 6
B 0.00000000 0.00000000   2.28372133
B 0.00000000 0.00000000   0.83938412
B 0.00000000 0.00000000  -2.28372133
B 0.00000000 0.00000000  -0.83938412
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Figure S1. ELF diagrams of (a) rhombus isomer 1, (b) linear isomer 5, (c) linear isomer 6, (d) square 
isomer 2, and (e) capped triangle isomer 3. Isovalue = 0.9 au. 


