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gauche trans

Experimental gauche trans

A /MHz 6039.365(5) 5105.397(6)

B /MHz 2777.5028(15) 2774.419(6)

C /MHz 2128.1609(18) 2578.416(5)

N(a-type) 16 16

N(b-type) 56 -

N(c-type) 33 47

ab initio Calculation

A /MHz 6049 5100

B /MHz 2804 2788

C /MHz 2136 2599

a /D -0.27 1.58

b /D 1.53 0

c /D 0.97 0.94

!E /cm
-1

0 192.3215
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2008.5

2)
2008.9

3)
J.Nakagawa, M.Imachi, M.Hayashi, J. Mol. Spectrosc. 112, 201 (1984)

Molecule Experimental V3(cm
-1
)

gauche 599(6)
(CH3)2CHSCH3

trans 581(16)

CH3SH 445.34(37)

(CH3)2S 745.47

CH3CH2SCH3 724.1

gauche 603.4
(CH3)2CHOCH3

trans -

CH3OH 374.10(11)

(CH3)2O 944.46

CH3CH2OCH3 924.5
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