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Cartesian coordinates (in Angstroms) for the ethanes

CzHe

C 0.00000 0.00000 -0.76700
H 0.00000 1.03833 -1.16558
H 0.89922 -0.51916 -1.16558
H -0.89922 -0.51916 -1.16558
C 0.00000 0.00000 0.76700
H 0.00000 -1.03833 1.16558
H 0.89922 0.51916 1.16558
H -0.89922 0.51916 1.16558
CoFe

C 0.00000 0.00000 -0.77250
F 0.00000 1.24839 -1.21949
F 1.08114 -0.62420 -1.21949
F -1.08114 -0.62420 -1.21949
C 0.00000 0.00000 0.77250
F 0.00000 -1.24839 1.21949
F 1.08114 0.62420 1.21949
F -1.08114 0.62420 1.21949
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CF5;CCls

C 0.00000 0.00000 1.15944
F 0.00000 -1.24760 1.62212
F 1.08045 0.62380 1.62212
F -1.08045 0.62380 1.62212
C 0.00000 0.00000 -0.39188
Cl 0.00000 1.67080 -0.94907
Cl 1.44696 -0.83540 -0.94907
Cl -1.44696 -0.83540 -0.94907
C,Clg

C 0.00000 0.00000 -0.78200
Cl 0.00000 1.66232 -1.38703
Cl 1.439061 -0.83116 -1.38703
Cl -1.43961 -0.83116 -1.38703
C 0.00000 0.00000 0.78200
Cl 0.00000 -1.66232 1.38703
Cl 1.439061 0.83116 1.38703
Cl -1.43961 0.83116 1.38703
C,Clg transition state

C 0.00000 0.00000 -0.82976
Cl 0.82237 1.42439 -1.47796
Cl 0.82237 -1.42439 -1.47796
Cl -1.64474 0.00000 -1.47796
C 0.00000 0.00000 0.82976
Cl 0.82237 -1.42439 1.47796
Cl 0.82237 1.42439 1.47796
Cl -1.64474 0.00000 1.47796
CH;CCl;

C 0.00000 0.00000 -0.85011
H -0.51355 -0.88949 -1.20597
H -0.51355 0.88949 -1.20597
H 1.02709 0.00000 -1.20597
C 0.00000 0.00000 0.66198
Cl 0.83436 1.44516 1.26869
Cl -1.66872 0.00000 1.26869
Cl 0.83436 -1.44516 1.26869

Rotating view of the NCI regions in C;Clg

Available as a separate file: C2C16-NCI.mpg



