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breakdown
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AlF
Born-Oppenheimer breakdown
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o arsa )]’
4B, (1+06A3)

1+ Sriqi'i]J(J +1)

i=1
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AlF
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Bruker IFS 125HR

M\ 0.007cm™* 49
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AIF  AlF; 20g Al 1200
640 850cm™ 1200
Born-Oppenheimer breakdown Ay
Born-Oppenheimer breakdown Optimal
effective Hamiltonian
1200 11 Fit
Ol ,00 5 breakdown Fit
AlF
Parameters Thiswork 3)
o, (L+8A,)/em* 802.3242358(765) 802.32533(137)
B.(1+8A,) fem™ 0.5524798208(247) 0.5524798763(913)
a, (1+84 ) -3.1835923(398) -3.1834959(813)
a, (1+8A ,,q) 6.817025(320) 6.815735(629)
as -11.59127(221) -11.5792(184)
a 16.6009(153) 16.631(161)
as -21.4532(360) -22.514(454)
a 28.778(671) 29.89(933)
as -38.90(555)
drp =38r -1.351(346)
Srpy =81y, 10.95(303)
Obs.-Calc. 5.0x 10“cm*
0.0005cm™
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