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Table B.1: Twenty-six (¥ — Wa5) lowest 2D vibrational eigenfunctions and eigenenergies of FHF ~ and
FDF~ (QCISD), and of OHF~ and ODF~ (UMP4). The states and corresponding energies are labelled

according to symmetric and asymmetric stretching quanta, vs,s and Eg .5, respectively. All energies are

given in cm™!.

FHF~ FDF~ OHF~ ODF~
Esas Usas | Esas Usas | Esas Usas | Bsas  Usas
Wy || 1019 wvoo | 792 wgo | 1125 woe | 847  wvgo
W, || 1612 wvyp | 1390 wvyp | 1621 wvyg | 1311 vy
W, || 2196wy | 1794 wor | 2071 weg | 1735 wyg
Wy || 2467  wor | 1977 w9y | 2492 w3y | 2058  wvgy
Wy || 2774 w3y | 2338 vy | 2804  wop | 2182 ws
Wy || 2996 vy | 2547 wsp | 2899 vy | 2529 vy
We || 3324  wy | 2863 w9y | 3289  wyy | 2712 vy
W, || 3512wy | 2957  wpe | 3418 vy | 2952 wsg
Wg || 3865 wso | 3088 vy | 3669 vy | 3106 vgs
Wy || 4011 w3y | 3372 w3y | 4006  wo | 3288  woy
Wi || 4165  wvge | 3505  wip | 4131 vy | 3405 wg
Wy || 4390 wgg | 3619 w5 | 4347 vge | 3608 w3y
Wio || 4531 wy | 3875wy | 4541 wgy | 3820 vy
Wig || 4713 wv1p | 4036  wvgy | 4629 w3 | 3911 vy
Wi, || 4912 w79 | 4154 wp3 | 4886  wvip | 4098 vy
Wis || 5045 w5y | 4179 wgg | 4982 wgy | 4300  wg
Wig || 5265  woy | 4359 w5y | 5166 vy | 4341 wvg3
Wiy || 5446  wvgy | 4553  wgy | 5405 v9p | 4433 oo
Wig || 5573 wgy | 4689  wye | 5441  wygg | 4600 w5y
Wig || B30 w3y | 4709 w13 | B6TS w5 | 4776 vy
Woo || 5927 w3 | 4851  wgr | 5899  wse | 4891 w3
Woy || 5991 wgg | 5071 wgg | 5922  wyyg | 4947 w3
Was || 6108 w71 | 5232 w93 | 6005  wvp3 | 5121 wvg
Woz || 6383 vy | 5239 w5y | 6163  wvge | 5271 wigg
Woy || 6460 w3 | 5362  wyp | 6381  wgr | H413  wog
Wos || 65651 w19 | 5453  woy | 6406 w7 | 5470 wvso






