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Optimized geometries of Sy and S

Sy geometry optimized by DFT-M06-2X/MG3S (in C; symmetry)
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Sy geometry optimized by CASSCF(12,11)/MB (in C; symmetry)
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Sy geometry optimized by PM3 (in C; symmetry)
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S, geometry optimized by CASSCF(12,11)/MB (in C; symmetry)
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Vibrational frequencies of Sy and S

S, frequencies (in cm™!) computed by M06-2X/MG3S at the geometry optimized at the same level
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S-4

S frequencies (in cm™!) computed by CASSCF(12,11)/MB at the geometry optimized at the same level
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S frequencies (in cm™!) computed by PM3 at the geometry optimized at the same level
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