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Table S2: Calculateda atomic charges of compounds 1 and 2
––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––

atomb
R = H (1)
R = CH3 (2)


–––––––––––––––––––––––––
––––––––––––––––––––––––


trans
gauche
trans
gauche
––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––

R
0.206
0.219
0.021
0.031

Ca
0.367
0.360
0.555
0.550

Cb
-0.139
-0.132
-0.134
-0.131

Cc
-0.137
-0.144
-0.138
-0.138

Oa
-0.588
-0.604
-0.591
-0.601

Ob
-0.585
-0.588
-0.584
-0.592

Ha
0.207
0.209
0.206
0.206

Hb
0.231
0.225
0.228
0.225

Hc
0.233
0.229
0.233
0.226

Hd
0.207
0.225
0.205
0.225

––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––

a  NBO analysis, based on MP2/6-31G*//MP2/6-31G* wavefunction.

b  Atom labels are illustrated in Figure 4.

