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Theoretically Optimized Coordinates of 6a (cartesian coordinate in angstrom) at

B3LY P/6-31G(d) level
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Theoretically Optimized Coordinates of 6b (cartesian coordinate in angstrom) at
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B3LY P/6-31G(d) level
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Theoretically Optimized Coordinates of 6¢ (cartesian coordinate in angstrom) at
B3LY P/6-31G(d) level
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Theoretically Optimized Coordinates of 7a (cartesian coordinate in angstrom) at
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B3LY P/6-311+G(2d,p) level
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P 0.007571 0.931881 0.000000
H 1.407091 1.146348 0.000000
P 0.007571  -0.351347 1.838842
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H 0.482066 -1.572874 1.294756
H 0.482066 -1.572874 -1.294756

Theoretically Optimized Coordinates of 7b (cartesian coordinate in angstrom) at
B3LY P/6-311+G(2d,p) level
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H 1.67268 -0.85688 -1.27622
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H 0.01999 1.31017 1.29129
H -2.71201 0.46486 0.11853
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Theoretically Optimized Coordinates of Transition State TS7a (cartesian coordinate in
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Theoretically Optimized Coordinates of Transition State TS7b (cartesian coordinate in
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angstrom) at B3LY P/6-311+G(2d,p) level

P1
P2
P3
H4
H5
H6

H7
H8

Theoretically Optimized Coordinates of 8 (cartesian coordinate in angstrom) at
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B3LY P/6-311+G(2d,p) level
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H 0.106140 1166046  -1.998291

Theoretically Optimized Coordinates of 9 (cartesian coordinate in angstrom) at

B3LY P/6-311+G(2d,p) level
P 1328033 0033752  1.619644
H 0682220 -1.166046  2.012711
H 2510666 -0.257050  2.348129
H 0756973  0.793015  2.672500



