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Tablel Rotational conformersand their stabilities of acohols and thiols

molecule Number of expected | Observed rotational conformers (Small letter denotes
rotational conformers the conformation about C-O or C-S axis)

mBuOH 14 TGt< GGt < TGe< TTg< TGe< TTt< GTg

n-BuSH 14 TTe<TGe< GGE<TGE< GGg< GTg< GTg

1so0 BuOH 5 Gt< Gg< Tt< Gg'

1soBuSH 5 Geg< Gg'< Tg

3Mp1PrOH 41 tGTe. tGTg. tGGg. tGGg™, ¢GGe
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725> TW5, OH--+S OHlTZhZh 2.56A & 2.66A, 2.45A Th 5,
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Fig1 Contribution of lone pair electrons to stabilization of conformers
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Table 2  Splittings due to the internal rotation of OH or SH group

Molecule nBuOH n-BuSH 1s0-BuOH 1so-BuSH
Splitting(Obs) /MHz unknown ~ 1900 Not observed 7g 7.5
Splitting (Calc)/MHz 9706 1514 18.8
W lem! 10 -143.8 186.2
Vo lem-1 100 150.2 531.4
Vs lem-1 510 528.6 423.2




