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S1 (Pages 2-16): Cartesian coordinates and total energies of optimized structures discussed in the text

S2 (Page 17): Molecular models of optimized structures discussed in the text
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S1: Cartesian coordinates of optimized structures discussed in the text. The second line of the .xyz file reports
the computed total energy in eV.
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S2: Molecular models of optimized structures discussed in the text

1@(5,5), site a 1@(5,5), site b
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