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1  HC4OH  (MHz)

Obs.
v  = 0 v  = 1 v = 2 v  = 3

A 687400(fixed) 687400(fixed) 687400(fixed) 687400(fixed)
B 2131.282(66) 2135.552(31) 2139.699(37) 2142.510(21)
C 2125.792(41) 2129.924(26) 2134.092(31) 2139.277(16)
(B +C )/2 2128.537(107) 2132.738(57) 2136.896(68) 2140.894(37)

Theo
B3LYP/cc-pVDZ B3LYP/cc-pVTZ B3LYP/cc-pVQZ MP2/cc-pVDZ

A 655100 683100 687400 636681
B 2070 2103 2105 2028.24
C 2064 2097 2098 2021.80
(B +C )/2 2067 2100 2102 2025.02
( ) %


