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Orthogonalised Å co-ordinates and perspective view of 
optimised ground-state structure 
 
Ru4        0.00000        0.00000        0.00000 
C1         2.15616        0.00000        0.00000 
B2         1.79154        1.49446        0.00000 
C6         0.53473        2.02467        1.04724 
B10       -0.37060        0.96256        2.01398 
B7         0.37609       -0.68769        2.16494 
B3         1.82675       -1.03947        1.09945 
B5         2.92553        0.59297        1.45664 
B9         2.10095        2.30111        1.59317 
B12        0.76948        2.16765        2.69851 
B13        0.69487        0.53938        3.38252 
B8         2.01854       -0.43729        2.77173 
B11        2.29079        1.27536        2.99209 
H1         2.74612       -0.34639       -0.84421 
H2         2.05477        2.19428       -0.92732 
H6         0.01610        2.86602        0.59693 
H10       -1.53117        1.19038        2.16627 
H7        -0.27096       -1.64555        2.46584 
H3         2.15094       -2.17178        0.90276 
H5         4.10704        0.54268        1.33261 
H9         2.62405        3.34990        1.40038 
H12        0.35205        3.13441        3.24754 
H13        0.27999        0.40312        4.48992 
H8         2.57852       -1.22886        3.46390 
H11        3.09014        1.62348        3.80202 
C41       -0.91274        0.47577       -2.11941 
C42       -2.24717       -0.43481       -0.25309 
C43       -1.90353        0.64480       -1.11004 
C44       -0.48825       -1.79689       -1.28572 
C45       -0.20943       -0.74175       -2.20456 
C46       -1.53627       -1.65483       -0.33550 
H41       -0.65709        1.30101       -2.77480 
H42       -2.99045       -0.29291        0.52271 
H43       -2.40400        1.60017       -0.99683 
H44       -1.73604       -2.44959        0.37338 
H45        0.59747       -0.85253       -2.92105 
H46        0.10100       -2.70629       -1.30895 
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