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Bond Distance / A Total Energy /a. u.
Cs <r>/a. u. Cp — —
N, N> N, N,

10 0.00125 8.05637 1.11071 | 1.19189 | -109.39470 | -109.30631
1 0.125 0.80564 1.11072 | 1.19183 | -109.39483 | -109.30674
0.1 12.5 0.08056 1.11064 | 1.19045 | -109.39373 | -109.31001
0.05464 | 41.86862 0.04402 1.11072 | 1.17807 | -109.39369 | -109.31322
0.025 200 0.02014 1.11072 | 1.11926 | -109.39360 | -109.33138
0.01 1250 0.00806 1.11066 | 1.11106 | -109.39347 | -109.36576
0.001 125000 0.00081 1.11065 | 1.11076 | -109.39338 | -109.39056
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