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Constant CCSD(T)/
Observed
(MHz) cc-PVQZ-(PP)
A 81797.4(49) 84030.8
B 2797.5464(51) 2848.5
C 2705.6691(51) 2755.1
Dy 1.86305(15) 1.67
Dik -53.317(47) -46.21
Dk 5890.(50) 5151
di -77.70(20) -70
ds -1.915(24) -1.7

(o) rms=50kHz
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