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Computational Section

Calculations were performed by Gaussian 09, Revision D.01?

Optimization and energies are calculated at level of theory — PBEO/TZVP//PBEQ3/TZVP?, spin
densities are calculated at ub3lyp/BS level, where BS denotes a mixed basis set: EPR-1II* for C, H, N, O
atoms and TZVP for Si atoms.

Cartesian coordinates (A), zero point energy, sum of electronic and zero-point energies
[Hartree/particle]
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ZPE = 0.988718, E+ZPE=-2648.780960
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ZPE =0.981894, E+ZPE=-2648.787785
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Hydroxylamine (13)
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ZPE =0.982891, E+ZPE=-2727.942532
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-8.217905000
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-4.472524000
-5.917588000
-5.744423000
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1.254564000
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-3.254476000
-2.472960000
-3.370106000
-2.563762000
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-1.339220000
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-1.013434000
-2.592410000
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-2.024961000
-1.911646000
-2.116549000
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0.494610000
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0.522032000
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-0.504986000
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-4.338602000
-5.010865000
-3.919838000
-5.315449000
-5.222678000
1.071321000
1.144382000
2.187786000
2.623205000
3.568025000
3.888827000
4.099916000
3.644385000
4.029046000
2.700363000
2.078709000
2.500079000
2.329162000
0.982280000
5.131527000
6.099164000
4.825719000
5.301133000
2.304646000
2.877418000
2.525285000
1.240447000
-1.398199000
-2.240808000
-1.533981000
-1.338648000
-1.506524000
-1.349811000
-1.857678000
-2.045435000
-2.318977000
-1.896272000
-0.952632000
-1.713580000
-0.830661000
-0.007895000
-2.052803000
-1.621887000
-1.586207000
-3.123914000
-2.131663000
-2.380601000
-2.965764000
-1.243751000
-0.044782000

-3.365287000
-2.810042000
-0.118703000
-0.179474000
0.909402000
-0.275681000
0.826203000
1.242300000
1.485270000
2.765990000
3.472728000
4.457625000
2.963326000
1.714127000
1.297817000
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3.417565000
4.425043000
2.847751000
3.505979000
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3.752009000
4.779742000
3.282129000
-0.375873000
-1.194211000
-0.391277000
-0.593055000
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1.238344000
1.685867000
1.157840000
2.003113000
1.579864000
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3.854445000
4.906233000
3.056929000
-0.272926000
-0.988676000
-0.402097000
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