This journal is © The Owner Societies 1999

Supplementary Data 1.  Net atomic charges and electron populations for the equiliburium and transition state structures of the free 2NO reactiona
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a Calculated by the natural population analyses.32  b See figure 2 for structures.

c See figure 2 for atom numbers.  d Net atomic charge.  e Net atomic spin.  f Electron population in each atomic orbital.

Supplementary Data 2.   Net atomic charges and electron populations for the equiliburium and transition state structures in the NO decomposition over Cu+ a
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a Calculated by the natural population analyses. 32  b See figure 3 for structures.

c See figure 3 for atom numbers.  d Net atomic charge.  e Net atomic spin.  f Electron population in each atomic orbital.  See figure 3 for the coordinate system.

Supplementary Data 3.   Net atomic charges and electron populations for the equiliburium and transition state structures in the NO decomposition over Cu0 a
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a Calculated by the natural population analyses.32  b See figure 4 for structures.

c See figure 4 for atom numbers.  d Net atomic charge.  e Net atomic spin.  f Electron population in each atomic orbital.  See figure 4 for the coordinate system.

Supplementary Data 4.   Net atomic charges and electron populations for the equiliburium and transition state structures in the NO decomposition over ZCu a
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a Calculated by the natural population analyses.32  b See figure 5 for structures.

c See figure 5 for atom numbers.  d Net atomic charge.  e Net atomic spin.  f Electron populations in each atomic orbital.  See figure 5 for the coordinate system.
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