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Figure S1. Simulated IR spectrum of Ausg isomer a (Figure 5 in the main text; forces converged
to 0.001 eV/angstrom; see below for their coordinates) based on density-functional perturbation

theory [D. Karhanek, T. Bucko, J. Hafner, J. Phys.: Condens. Matter 22 265006 (2010)].

1.0

0.8

0.6

0.4

Intensity (a.u.)

0.2

0.0

|'.| ;I,llhl

Wavenumber (cm'1)

0O 20 40 60 80 100 120 140 ‘IéO


mailto:de-en.jiang@ucr.edu

XYZ coordinates in angstrom:

Ausg structure 1: Isomer (a) from this work (Figure 5): forces converged to 0.001 eV/angstrom
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Ausg structure 2: Isomer (a) from this work (Figure 5): forces converged to 0.03 eV/angstrom
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Ausg structure 3: The DG structure (Dong and Gong, J. Chem. Phys., 2010, 132, 104301): forces
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converged to 0.03 eV/angstrom
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