Energy (Hartree)

-99.6 |

-99.8

-100.0

-100.2

-77.4

-77.6

-77.8

-78.0

-78.2

-78.4

1-198.4 }
1-198.6
|-198.8 |
HF -199.0
1 2 3 4 5 6
1-108.0 }
|-108.4
1-108.8
ethylene
1 1 1 1 1 1 1 _109'2
2 4 6 8 10 12 14 16

6 7 8 910
Distance (a,)

1



