
+

+







ρ

ρ

ρ

ρ

ρ

 

ρ ρ







ρ

ρ















Equil. C=O comp. ∆% Equil. C=O comp. ∆%

1711 1644

122.5 120.69 -1.48 124.3 122.4 -1.53

(rbcp) 0.3996 0.4148 3.80 0.3813 0.397 4.12

zz 1.378 1.6117 16.96 1.217 1.4452 18.75

xx -1.014 -1.0867 7.17 -0.883 -0.9533 7.96

yy -0.922 -0.9906 7.44 -0.939 -1.0116 7.73

 [degrees] 40.6 39.4 -2.96 40.4 39.1 -3.22

 [degrees] 39.3 38.1 -3.05 41.3 39.9 -3.39

3.664 3.695 0.85 3.403 3.466 1.85

(rbcp) 0.2445 0.243 -0.61 0.2504 0.2494 -0.40

bond axis 0.4092 0.4096 0.10 0.4079 0.4086 0.17

mol. plane -0.477 -0.4735 -0.73 -0.4929 -0.4905 -0.49

yy -0.4567 -0.4533 -0.74 -0.4681 -0.4658 -0.49

 [degrees] 47.2 47.1 -0.21 47.7 47.6 -0.21

 [degrees] 46.6 46.5 -0.21 47.0 46.9 -0.21

1.868 1.862 -0.32 1.963 1.954 -0.46

Acetone EEF
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