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Figurel: Homodesmotic reaction schemefor calculating ring strain in 1a, 1b, 2a and 2b.
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Tablel: Absolute energies (in a.u.) for compounds 1to 7 at MP2/cc-pVTZ level.

compound Abs. E
la -1355.875647
1b -1591.301992
2a -1316.640528
2b -1552.068007
3 -330.6407532
4 -699.3482482
5 -620.8740885
6 -660.0874958
7 -581.6352940




All geometries obtained at MP2/cc-pVTZ level of theory.
All molecules belong to the C,y symmetry point group.

la
C -1.510674 0.784027 -1.023495
Si 0.000000 1.355334 -0.011489
H 1.465429 1.175636 -2.040366
H -0.892336 0.000000 1.940797
Si 0.000000 3.603001 0.667708
H -2.434613 1.163206 -0.585016
C -1.510674 -0.784027 -1.023495
H -1.465429 1.175636 -2.040366
Si 0.000000 -1.355334 -0.011489
H -1.465429 -1.175636 -2.040366
H -2.434613 -1.163206 -0.585016
Si 0.000000 -3.603001 0.667708
C 0.000000 0.000000 1.314439
C 1.510674 -0.784027 -1.023495
H 2.434613 -1.163206 -0.585016
C 1.510674 0.784027 -1.023495
H 1.465429 -1.175636 -2.040366
H 2.434613 1.163206 -0.585016
H 0.892336 0.000000 1.940797
H -1.202911 3.897661 1.483043
H 0.000000 4.511943 -0.504566
H 1.202911 3.897661 1.483043
H -1.202911 -3.897661 1.483043
H 1.202911 -3.897661 1.483043
H 0.000000 -4.511943 -0.504566
1b

0.000000 0.000000 1.030568
0.000000 1.366125 -0.289916
-1.507215 0.783676 -1.308541
-1.507215 -0.783676 -1.308541
0.000000 -1.366125 -0.289916
0.000000 -3.615972 0.390365
1.507215 -0.783676 -1.308541
1.507215 0.783676 -1.308541
0.000000 3.615972 0.390365
-1.457715 -1.175135 -2.326022
0.892266 0.000000 1.658363
2.4347 -1.163373 -0.876268
1.457715 -1.175135 -2.326022
1.457715 1.175135 -2.326022

2.4347 1.163373 -0.876268
-2.4347 1.163373 -0.876268
-1.457715 1.175135 -2.326022
-2.4347 -1.163373 -0.876268

-0.892266 0.000000 1.658363
1.540463 -3.959225 1.42671
0.000000 -4.749539 -1.12051
-1.540463 -3.959225 1.42671
1.540463 3.959225 1.42671
-1.540463 3.959225 1.42671
0.000000 4.749539 -1.12051
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