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Figure 1. (a) Classical and
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Table 1. Results of hydrogen isotope molecules by full-CI MC_MO

Hz DZ TZ
This work Expt/ ¥  Thiswork Expt/ ¥ This work Exptl/ ¥
Ground state

<Ry [A] 0.7511 07510 0.7481 07483 07472 07469

@ 4 [au] 6.75 6.78 6.65 6.66 6.61 6.61
Excited state

<Rp [A] 07737 07705 0.7641 07619 0.7599 07579

AE [em™] 4182 4161 3006 2994 2477 2465

9, is from "L. Wolniewicz and K. Dressler, J. Chem. Phys. 88, 3861 (1988)", and experimental <R> and AE are from
"K.P. Huber, 6. Herzberg, Molecular spectra molecular structure, Constants of diatomic molecules, 1979".
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