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4.5 —1.860765 —0.0000402 —1.860827 —0.000484
5.0 —~1.860147 —0.000141 —1.860288 0.000055
5.5 —1.859605 —=0.000219 —1.859824 0.000519
6.0 —1.859523 i ~3.000271 ~1.859794 0.000549
6.5 —1.859456 —0.000238 —1.859744 0.000599
7.0 —~1.859537 —0.000276 —1.859813 0.000530
7.5 —1.859656 —0.000248 —1.859904 0.000439
10.0 —1.860146 —0.900093 —1.860239 0.000104
%0 —~1.860343 0.0 —1.860343* 0.0

* Eipe(00) = En,(X) 4+ En,(E); En(X) = —1.159117%au; Ey,(E) = —0.7012256au
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ON THE INTERACTION OF H, (X'=})—H,(E'2;) SYSTEM
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ABSTRACT

A perturbative calculation for the long-range and intermediate interactions between excit-
ed state H,(E'3})  and ground state H,(X'3¢) in the crossed geometry is performed
by using a trial wavefunction depending on the interelectronic distance explicitly. According
to the results, there is a potential energy barrier around the inter-molecular separation D =6.5as.
Inside the barrier, there shows a strong chemical bond behavior, .



