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Figure 1S. 1RC computation of 1 along the lowest vibrational frequency at
BP86/TZVPP level.
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Figure 2S. IRC computation of 2 along the lowest vibrational frequency at BP86/TZVPP

level.
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Figure 3S. IRC computation of 3 along the lowest vibrational frequency at

BP86/TZVPP level.
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Figure 4S. IRC computation of 4 along the lowest vibrational frequency at BP86/TZVPP

level.
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Figure 5S. Valence MO of 2 at BP86/TZVPP. Energies of the MOs are in eV.
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Figure 6S. Valence MO of 3 at BP86/TZVPP. Energies of the MOs are in eV.
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Figure 7S. Valence MO of 4 at BP86/TZVPP. Energies of the MOs are in eV.

Cartesian coordinates of phTM minima at BP86/TZVPP. Total Energies (Eo.) are in a.u,
coordonates are in A.
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