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E(p) =&+ Cla COSS (ela) + C2a COS3 (92a) + Clb COS4 (elb) + C2b COS4 (€2b) (1)
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SHS MP2/6-31G* , SHI MP2(Full)/
aug-cc-pvTZ
Vibrational configuration  5p.1 Exp. RMS
Interaction - Vo V3
(Exp.) ViVa V3 Harmonic SHI Exp.[3]
SHi 100 | 3799(142)  3613(-44) 3657
010 1625(30)  1595(0) 1505
001 3823(67)  3744(-12) 3756
(Harmonic) 110 | 5424(189) 5193(-42) 5235
1 101 | 7622(372)  7294(44) 7250
011 5448(117)  5362(31) 5331
200 7598(397)  7175(-26) 7201
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