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DE
in vacuo

DE
in water

kcal/mol kcal/mol C1,H2 C2,H1 C2,H3 C3,H2 C3,H4 C4,H3 C4,H5 C5,H4 RMSD H1,H2 H2,H3 H3,H4 H4,H5 RMSD

Expl. ---- ---- -0.4 -1.0 -5.4 -6.2 -4.6 1.2 5.6 1.5 - 4.0 10.3 3.4 1.0 -

average
*1

--- --- -1.7 -1.5 -3.5 -4.8 -4.1 0.8 2.7 0.7 1.46 4.0 8.0 3.2 1.7 1.20
4
C1 cccc tg t 3.74 3.55 -1.5 -0.3 -4.8 -3.4 -5.1 0.7 4.8 1.6 1.18 3.4 8.0 3.8 1.5 1.25

4
C1 rrcc tg g

-
3.14 2.50 -1.6 -1.6 -4.6 -4.8 -5.0 0.5 4.8 1.5 0.84 3.9 8.6 3.7 1.5 0.91

*1 average of 20 conformers in water (using PCM) based on Boltzmann distribution law

3
J H,H

2
J C,H

Table.1 Experimental and theoretical 
2
JCH and 

3
JHH values for α-Gal conformers in higher energy region 

Fig.2  α-Gal conformers which 2JCH 

 close in value to experimental 
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Fig.1 Differences between experimental 

 and theoretical 2JCH and 3JHH values 

 (ΔJ =J(calc.)-J(expl.)) 


