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CN Distance (A) AE (eV) o%(A?)
1 1 1 1
Re-C 2.79+1.428 1.921 7.917+5.053 0.0028+0.0037
Re-N 2.15+4.310 2.141 -0.81446.115 0.0028+0.0121
Re-Cl 1.03+2.152 2.531 21.4724+5.092 0.0046+0.0121
Re-O 2.84+1.413 3.065 1.648+3.018 0.0025+0.0022
Re-C 3.45+14.45 3.284 3.980+13.73 0.0016+0.0558
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CN Distance (A) AE (eV) o(A?)
Re-C3 3.05+0.228 1.929+0.004 ' 7.917 (fix) ' 0.0028 (fix)
Re-N2 2.46+0.004 2.145+0.006 -0.814 (fix) 0.0028 (fix)
Re-Cl 0.997+0.124 2.531+0.007 21.472 (fix) 0.0046 (fix)
Re-O 2.83+0.170 3.064+0.003 1.648 (fix) 0.0025 (fix)
Re-C 3.70+0.976 3.300+0.026 3.980 (fix) 0.0016 (fix)
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