Dynamics of Si—H-Si bridges in agostically stabiled silylium ions
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— Cartesian coordinates (in angstrom) and absolute energies at PBEPBEBG1G** level
(in au)
Structurela E = —2445.79557
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Structurelb E = —2445.78514
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Structure2 E = -2115.97067
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Structure fronFigure 3(a) E = —2445.78299
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Structure fronFigure 6(a) E = —2445.78126
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Figure S1 Calculated vibrational dynamics spectrum of the internal coordi(@ifé—H")—

r(H*-S") at 15 K.
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Figure S2 Calculated vibrational dynamics spectrum of the internal coordi(@ifé—H") +

r(H*-S™) at 15 K.
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Figure S3 Calculated vibrational dynamics spectrum of the internal coordi¢@ité—H%) —

r(SP=H) at 15 K.
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Figure S4 Calculated vibrational dynamics spectrum of the internal coordi(@ife-H") +

r(SP%-HP?) at 15 K.
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Figure 13. Calculated vibrational dynamics spectrum of the internal coordi@ité-H"") —

r(Si*-H%) at 15 K.
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Figure S5 Calculated vibrational dynamics spectrum of the internal coordi(@it&H") +

r(Si>-H%) at 15 K.
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Figure S6 Calculated vibrational dynamics spectrum of the internal coordinate r((B-8)7) at

304 K.
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Figure S7. Calculated vibrational dynamics spectrum of the internal coordinate+#({@8)7) at

304 K.
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Figure S8 Calculated vibrational dynamics spectrum of the internal coordinate r(26+p49-

47) at 304 K.
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Figure S9 Calculated vibrational dynamics spectrum of the internal coordinate r(26+249-

47) at 304 K.
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Figure S1Q Calculated vibrational dynamics spectrum of the internal coordinate r§36+86-

57) at 304 K.
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Figure S11 Calculated vibrational dynamics spectrum of the internal coordinate r{36+856-

57) at 304 K.



