Table S 25
Vibrational frequencies (harmonic approximation, stretching mode) of the C–H bonds of acyl groups with R = H in the calculated conformers of the - and -isomer euglobals considered in this work.
DFT/B3LYP/6-31+G(d,p) and HF/6-31G(d,p) results in vacuo, respectively denoted as DFT and HF in the columns’ headings. The molecules are denoted with the symbols listed in table 1, and the conformers with the symbols listed in table 2. The m, n, p and q symbols specify the CHO IHBs present in each conformer (C7H13O8, C7H13O12, C11H19O10 and C11H19O12 respectively). For each molecule, the conformers are listed in order of increasing relative energies in the DFT results. The computed frequencies have been scaled by 0.9632 for DFT results and by 0.8992 for HF results.
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ε isomers 

	
ζ isomers  


	
Molecules and conformers 
	
Wavenumbers (cm-1)

	
Molecules and conformers 
	
Wavenumbers (cm-1)

	
	
C7–H13

	
	
C11–H19


	
	
DFT

	
HF

	
	
DFT

	
HF


	M1‒ε-a-b-m-w-e
	2960.26
	3042.64
	M1‒ζ-a- b-q-w -e
	2952.03
	3125.01

	M1‒ε-a-b-m-w-d
	2961.87
	3018.81
	M1‒ζ-a- b-q-w -g
	2951.71
	3125.86

	M1‒ε-a-b-m-w-g
	2961.57
	3018.62
	M1‒ζ-a- b-q-w -d
	2963.95
	3125.09

	M1‒ε-a-b-m-w-f
	2963.94
	3002.21
	M1‒ζ-a- b-q-w -f
	2952.03
	3123.47

	M1‒ε-a-b-m-w-i
	2963.95
	3002.20
	M1‒ζ-a- b-q-w -h
	2951.59
	3122.59

	M1‒ε-a-b-m-w-h
	2963.25
	3001.90
	M1‒ζ-a- b-q-w -i
	2950.98
	3127.11

	M1‒ε-a-m-r-t-e
	2945.58
	3407.99
	M1‒ζ-c-r-z-e
	2939.15
	3406.43

	M1‒ε-b-w-x-u-e
	2673.79
	3078.04
	M1‒ζ-a-q-r-e
	2894.70
	3411.22

	M1‒ε-c-n-r-x-e
	2893.74
	3404.40
	M1‒ζ-a-w-k-e
	2669.37
	3419.01

	M1‒ε-c-n-w-x-e
	2889.94
	3436.30
	M1‒ζ-c-r-x-e
	2813.74
	3423.24

	M1‒ε-b-m-w-y-e
	2885.46
	3159.33
	M1‒ζ-a-p-r-e
	2867.51
	3410.92

	M1‒ε-b-n-w-x-e
	2883.97
	3162.81
	M1‒ζ-a-p-r-k-e
	2868.49
	3412.15

	M1‒ε-c-m-w-y-e
	2877.68
	3434.00
	M1‒ζ-r-j-z-e
	2699.76
	3411.20

	M1‒ε-r-t-x-u-e
	2694.77
	3408.23
	
	
	

	
	
	
	
	
	

	M2‒ε-a-b-m-w-e
	2957.64
	3042.72
	M2‒ζ-a-b-q-w-e
	2952.14
	3125.69

	M2‒ε-a-b-m-w-g
	2958.98
	3059.04
	M2‒ζ-a-b-q-w-d
	2952.17
	3125.63

	M2‒ε-a-b-m-w-d
	2959.36
	3058.77
	M2‒ζ-a-b-q-w-f
	2952.21
	3124.96

	M2‒ε-a-b-m-w-f
	2958.66
	3061.23
	M2‒ζ-a-b-q-w-i
	2952.29
	3125.38

	M2‒ε-a-b-m-w-h
	2960.72
	3046.71
	M2‒ζ-c-p-r-z-e
	2941.51
	3408.99

	M2‒ε-a-b-m-w-i
	2962.17
	3046.33
	M2‒ζ-c-w-z-e
	2814.54
	3423.78

	M2‒ε-a-m-r-z-e
	2942.08
	3413.68
	M2‒ζ-c-p-r-z-e
	2940.87
	3409.16

	M2‒ε-b-w-x-u-e
	2676.02
	3084.25
	M2‒ζ-a-q-r-j-e
	2921.62
	3415.64

	M2‒ε-c-n-r-z-e
	2893.72
	3408.08
	M2‒ζ-a-w-k-e
	2671.34
	3420.09

	M2‒ε-a-m-w-t-e
	2942.77
	3409.58
	M2‒ζ-c-w-v-e
	2814.53
	3424.11

	M2‒ε-b-w-e
	2887.90
	3140.56
	M2‒ζ-a-p-r-k-e
	2868.57
	3416.27

	M2‒ε-c-n-w-x-e
	2890.78
	3437.86
	M2‒ζ-r-j-z-e
	2698.59
	3412.84

	M2‒ε-b-n-w-x-e
	2872.24
	3143.09
	
	
	

	M2‒ε-c-m-r-y-e
	2867.85
	3410.55
	
	
	

	M2‒ε-c-m-w-y-e
	3092.52
	3435.99
	
	
	

	M2‒ε-r-t-x-u-e
	2699.83
	3411.20
	
	
	

	
	
	
	
	
	

	M3‒ε-a-b-m-w-e
	2959.65
	3042.45
	M3‒ζ-a-b-q-w-e
	2952.76
	3128.88

	M3‒ε-a-b-m-w-g
	2960.15
	3022.55
	M3‒ζ-a-b-q-w-g
	2952.20
	3130.64

	M3‒ε-a-b-m-w-d
	2960.56
	3021.93
	M3‒ζ-a-b-q-w-f
	2952.50
	3129.87

	M3‒ε-a-b-m-w-f
	2960.52
	3042.06
	M3‒ζ-a-b-q-w-d
	2952.13
	3132.90

	M3‒ε-a-b-m-w-h
	2962.72
	3043.18
	M3‒ζ-a-b-q-w-h
	2952.33
	3128.88

	M3‒ε-a-b-m-w-i
	2962.70
	3042.69
	M3‒ζ-c-p-r-v-e
	2940.10
	3406.12

	M3‒ε-a-m-r-s-e
	2944.36
	3407.99
	M3‒ζ-c-w-v-e
	2814.79
	3423.73

	M3‒ε-c-n-r-e
	2896.83
	3402.38
	M3‒ζ-a-q-r-j-e
	2894.85
	3409.34

	M3‒ε-a-n-r-x-e
	2897.27
	3403.78
	M3‒ζ-c-r-v-e
	2814.60
	3423.81

	M3‒ε-c-n-w-e
	2894.22
	3445.96
	M3‒ζ-a-w-k-e
	2671.33
	3418.71

	M3‒ε-b-n-w-e
	2894.21
	3140.81
	M3‒ζ-a-p-r-k-e
	2866.86
	3409.85

	M3‒ε-b-m-w-e
	2886.17
	3135.91
	M3‒ζ-r-j-v-e
	2698.41
	3404.93

	M3‒ε-c-m-r-e
	2872.94
	3404.42
	
	
	

	M3‒ε-c-m-w-e
	2876.40
	3442.78
	
	
	

	M3‒ε-m-r-k-y-e
	2880.10
	3408.20
	
	
	

	
	
	
	
	
	

	M4‒ε-a-b-m-w-e
	2961.97
	3038.59
	M4*‒ζ-a-b-q-w-e
	2953.88
	3140.85

	M4‒ε-a-b-m-w-g
	2963.55
	3067.67
	M4*‒ζ-a-b-q-w-g
	2954.38
	3142.76

	M4‒ε-a-b-m-w-d
	2963.39
	3067.23
	M4*‒ζ-a-b-q-w-d
	2954.39
	3143.08

	M4‒ε-a-b-m-w-f
	2962.09
	3030.57
	M4*‒ζ-a-b-q-w-f
	2953.76
	3142.24

	M4‒ε-a-b-m-w-h
	2965.48
	3056.07
	M4*‒ζ-a-b-q-w-h
	2955.01
	3142.29

	M4‒ε-a-b-m-w-i
	2964.88
	3054.92
	M4*‒ζ-c-p-r-v-e
	2946.55
	3406.10

	M4‒ε-a-m-r-t-e
	2943.14
	3420.24
	M4*‒ζ-b-q-w-v-u-e
	2945.80
	3181.36

	M4‒ε-c-n-r-x-e
	2890.95
	3414.72
	M4*‒ζ-c-w-v-e
	2825.67
	3452.08

	M4‒ε-b-w-x-u-e
	2686.84
	3092.64
	M4*‒ζ-b-w-v-e
	2817.94
	3181.26

	M4‒ε-a-m-w-k-e
	2946.37
	3406.26
	M4*‒ζ-c-p-r-z-e
	2942.68
	3409.20

	M4‒ε-c-n-r-e
	2891.94
	3413.67
	M4*‒ζ-a-m-r-s-e
	2897.33
	3411.97

	M4‒ε-b-n-w-x-e
	2883.14
	3153.05
	M4*‒ζ-a-w-k-e
	2680.83
	3418.10

	M4‒ε-c-m-r-y-e
	2869.81
	3417.45
	M4*‒ζ-a-p-r-k-e
	2873.26
	3412.40

	M4‒ε-c-n-w-x-e
	2887.09
	3432.66
	M4*‒ζ-r-j-z-e
	2710.83
	3414.03

	M4‒ε-b-m-w-e
	2883.95
	3146.31
	
	
	

	M4‒ε-b-n-w-e
	2877.49
	3184.86
	
	
	

	M4‒ε-c-m-w-y-e
	2875.40
	3452.08
	
	
	

	M4‒ε-m-r-t-e
	2877.05
	3422.89
	
	
	

	
	
	
	
	
	

	M5‒ε-a-b-m-w-e
	2960.28
	3038.81
	M5‒ζ-a-b-q-w-e
	2976.35
	3122.18

	M5‒ε-a-b-m-w-g
	2960.82
	3055.38
	M5‒ζ-a-b-q-w-d
	2951.29
	3122.33

	M5‒ε-a-b-m-w-d
	2960.82
	3055.33
	M5‒ζ-a-b-q-w-g
	2991.64
	3124.88

	M5‒ε-a-b-m-w-f
	2960.53
	3034.54
	M5‒ζ-a-b-q-w-f
	2977.15
	3121.55

	M5‒ε-a-b-m-w-i
	2962.83
	3042.86
	M5‒ζ-c-p-r-v-e
	2940.30
	3406.60

	M5‒ε-a-b-m-w-h
	2962.85
	3042.84
	M5‒ζ-c-w-v-e
	2814.25
	3422.16

	M5‒ε-b-w-x-u-e
	2680.65
	3077.88
	M5‒ζ-a-q-r-j-e
	2895.90
	3411.95

	M5‒ε-a-m-r-t-e
	2944.63
	3410.95
	M5‒ζ-a-w-k-e
	2672.18
	3420.47

	M5‒ε-c-q-r-x-e
	2943.70
	3410.36
	M5‒ζ-c-w-z-e
	2814.81
	3421.50

	M5‒ε-c-q-w-x-e
	2896.32
	3404.65
	M5‒ζ-a-p-r-e
	2868.82
	3413.56

	M5‒ε-b-m-w-y-e
	2885.12
	3129.23
	M5‒ζ-a-p-r-k-e
	2872.12
	3406.97

	M5‒ε-c-n-r-x-e
	2897.35
	3404.63
	M5‒ζ-r-j-v-e
	2700.41
	3411.24

	M5‒ε-c-n-w-x-e
	2894.19
	3430.51
	M5‒ζ-r-j-z-e
	2700.23
	3409.81

	M5‒ε-c-m-r-y-e
	2872.10
	3406.70
	
	
	

	M5‒ε-r-s-x-u-e
	2701.07
	3074.84
	
	
	

	
	
	
	
	
	

	M6‒ε-a-b-m-w-e
	2958.59
	3044.68
	M6*‒ζ-a-b-q-w-e
	2952.05
	3128.30

	M6‒ε-a-b-m-w-d
	2960.35
	3057.14
	M6*‒ζ-a-b-q-w-g
	2952.40
	3128.37

	M6‒ε-a-b-m-w-g
	2957.76
	3056.49
	M6*‒ζ-a-b-q-w-d
	2951.28
	3129.83

	M6‒ε-a-b-m-w-f
	2960.19
	3041.50
	M6*‒ζ-a-b-q-w-i
	2952.19
	3127.71

	M6‒ε-a-b-m-w-h
	2961.85
	3005.14
	M6*‒ζ-a-b-q-w-h
	2952.43
	3128.28

	M6‒ε-a-b-m-w-i
	2961.57
	3044.85
	M6*‒ζ-c-p-r-v-e
	2940.97
	3404.15

	M6‒ε-c-n-r-x-e
	2895.82
	3402.47
	M6*‒ζ-b-q-w-v-u-e
	2946.82
	3157.76

	M6‒ε-b-m-w-y-e
	2883.60
	3134.72
	M6*‒ζ-a-q-r-j-e
	2895.20
	3409.52

	M6‒ε-c-n-w-x-e
	2892.48
	3130.35
	M6*‒ζ-a-p-r-k-e
	2866.91
	3410.00

	M6‒ε-a-m-r-s-e
	2943.05
	3407.46
	M6*‒ζ-p-r-k-z-u-e
	2876.41
	3408.71

	M6‒ε-a-m-w-t-e
	2944.87
	3407.42
	M6*‒ζ-r-j-z-e
	2885.01
	3408.92

	M6‒ε-c-m-r-y-e
	2870.93
	3404.51
	
	
	

	M6‒ε-a-m-r-t-e
	2943.27
	3408.37
	
	
	

	M6‒ε-r-t-x-u-e
	2699.18
	3406.88
	
	
	

	
	
	
	
	
	

	M7‒ε-a-b-m-w-e
	2961.79
	3040.29
	M7‒ζ-a-b-q-w-e
	2951.65
	3126.23

	M7‒ε-a-b-m-w-g
	2963.32
	3055.12
	M7‒ζ-a-b-q-w-d
	2951.71
	3124.70

	M7‒ε-a-b-m-w-d
	2963.07
	3017.28
	M7‒ζ-a-b-q-w-g
	2951.76
	3124.38

	M7‒ε-a-b-m-w-f
	2962.13
	3036.91
	M7‒ζ-a-b-q-w-f
	2953.00
	3125.48

	M7‒ε-a-b-m-w-i
	2964.97
	2999.82
	M7‒ζ-a-b-q-w-i
	2952.16
	3122.65

	M7‒ε-a-b-m-w-h
	2964.97
	3042.59
	M7‒ζ-a-b-q-w-h
	2951.65
	3128.90

	M7‒ε-a-m-r-t-e
	2947.98
	3411.33
	M7‒ζ-c-p-r-z-e
	2940.52
	3405.88

	M7‒ε-b-w-x-e
	2674.46
	3052.02
	M7‒ζ-c-p-r-v-e
	2940.01
	3406.51

	M7‒ε-a-m-r-s-e
	2944.51
	3409.10
	M7‒ζ-b-q-w-z-u-e
	2945.78
	3157.07

	M7‒ε-c-n-r-x-e
	2893.45
	3406.15
	M7‒ζ-c-w-z-e
	2815.20
	3424.97

	M7‒ε-b-m-w-y-e
	2887.77
	3115.25
	M7‒ζ-a-q-r-j-e
	2895.15
	3411.07

	M7‒ε-b-n-w-x-e
	2887.31
	3119.34
	M7‒ζ-c-w-v-e
	2814.87
	3421.77

	M7‒ε-a-m-r-y-e
	2875.61
	3408.18
	M7‒ζ-a-w-k-e
	2667.36
	3419.56

	M7‒ε-r-t-x-u-e
	2693.97
	3410.38
	M7‒ζ-a-p-k-r-e
	2867.48
	3411.20

	
	
	
	M7‒ζ-w-k-v-u-e
	2697.93
	3410.76

	
	
	
	
	
	

	M8‒ε-a-b-m-w-e
	2958.95
	3045.03
	M8*‒ζ-a-b-q-w-e
	2984.40
	3126.20

	M8‒ε-a-b-m-w-d
	2960.03
	3059.63
	M8*‒ζ-a-b-q-w-g
	2952.20
	3126.98

	M8‒ε-a-b-m-w-g
	2959.45
	3059.23
	M8*‒ζ-a-b-q-w-d
	2950.91
	3126.63

	M8‒ε-a-b-m-w-f
	2959.35
	3041.42
	M8*‒ζ-a-b-q-w-f
	2952.07
	3125.98

	M8‒ε-a-b-m-w-i
	2961.96
	3005.02
	M8*‒ζ-a-b-q-w-i
	2951.66
	3123.28

	M8‒ε-a-b-m-w-h
	2961.76
	3004.76
	M8*‒ζ-a-b-q-w-h
	2952.38
	3123.95

	M8‒ε-a-m-r-t-e
	2943.37
	3408.22
	M8*‒ζ-a-q-r-e
	2894.03
	3409.68

	M8‒ε-a-m-r-s-e
	2943.04
	3407.36
	M8*‒ζ-c-w-z-e
	2813.19
	3420.72

	M8‒ε-b-w-x-u-e
	2673.89
	3079.69
	M8*‒ζ-a-p-r-k-e
	2867.35
	3410.24

	M8‒ε-c-n-r-x-e
	2892.10
	3402.30
	M8*‒ζ-p-r-k-z-u-e
	2875.86
	3409.40

	M8‒ε-a-m-w-t-e
	2943.92
	3407.83
	
	
	

	M8‒ε-b-m-w-y-e
	2883.71
	3134.73
	
	
	

	M8‒ε-c-m-r-y-e
	2870.96
	3403.97
	
	
	

	M8‒ε-b-n-w-x-e
	2886.54
	3143.89
	
	
	

	M8‒ε-c-n-w-x-e
	2933.96
	3436.26
	
	
	

	M8‒ε-c-m-w-y-e
	2874.56
	3434.02
	
	
	

	M8‒ε-r-t-x-u-e
	2693.95
	3406.49
	
	
	

	M8‒ε-r-s-x-u-e
	2692.29
	3405.54
	
	
	

	
	
	
	
	
	

	M9*‒ε-a-b-m-w-e
	2957.44
	3046.75
	M9‒ζ-a-b-q-w-e
	2952.68
	3128.22

	M9*‒ε-a-b-m-w-g
	2958.81
	3023.03
	M9‒ζ-a-b-q-w-d
	2952.22
	3128.77

	M9*‒ε-a-b-m-w-d
	2958.64
	3022.74
	M9‒ζ-a-b-q-w-f-g
	2951.99
	3125.69

	M9*‒ε-a-b-m-w-f
	2957.44
	3042.71
	M9‒ζ-a-b-q-w-f
	2952.39
	3127.31

	M9*‒ε-a-b-m-w-h
	2959.34
	3006.74
	M9‒ζ-b-p-r-v-e
	2940.39
	3403.43

	M9*‒ε-a-b-m-w-i
	2960.22
	3006.18
	M9‒ζ-b-p-r-z-e
	2937.61
	3403.80

	M9*‒ε-a-m-r-s-e
	2941.56
	3406.46
	M9‒ζ-b-q-w-v-u-e
	2947.74
	3166.37

	M9*‒ε-c-n-r-x-e
	2894.54
	3400.36
	M9‒ζ-b-w-v-e
	2815.49
	3165.67

	M9*‒ε-b-w-x-u-e
	2678.55
	3082.10
	M9‒ζ-c-w-v-e
	2814.32
	3422.55

	M9*‒ε-b-n-w-x-e
	2888.69
	3116.52
	M9‒ζ-a-q-r-e
	2895.32
	3409.17

	M9*‒ε-c-n-w-x-e
	2892.26
	3441.15
	M9‒ζ-c-w-z-e
	2810.29
	3426.87

	M9*‒ε-b-m-w-y-e
	2882.68
	3136.92
	M9‒ζ-a-w-k-e
	2670.53
	3418.59

	M9*‒ε-c-m-r-y-e
	2869.15
	3402.53
	M9‒ζ-a-p-r-k-e
	2867.51
	3409.46

	M9*‒ε-c-m-w-e
	2872.62
	3437.94
	M9‒ζ-r-j-z-e
	2706.33
	3406.86

	M9*‒ε-r-t-x-u-e
	2696.43
	3423.11
	M9‒ζ-r-j-v-e
	2700.42
	3406.64

	
	
	
	
	
	

	M10‒ε-a-b-m-w-e
	2958.67
	3045.84
	M10*‒ζ-a-b-q-w-e
	2951.29
	3128.77

	M10‒ε-a-b-m-w-d
	2959.93
	3146.05
	M10*‒ζ-a-b-q-w-g
	2950.48
	3131.47

	M10‒ε-a-b-m-w-g
	2960.40
	3131.90
	M10*‒ζ-a-b-q-w-f
	2952.25
	3130.33

	M10‒ε-a-b-m-w-f
	2958.42
	3402.68
	M10*‒ζ-a-b-q-w-d
	2951.60
	3140.92

	M10‒ε-a-b-m-w-i
	2961.45
	3005.39
	M10*‒ζ-c-p-r-z-e
	2941.17
	3404.87

	M10‒ε-a-b-m-w-h
	2961.64
	3004.51
	M10*‒ζ-b-q-w-z-u-e
	2949.55
	3157.39

	M10‒ε-c-n-r-x-e
	2899.54
	3402.68
	M10*‒ζ-a-q-r-e
	2896.08
	3414.28

	M10‒ε-b-w-x-e
	2686.83
	3087.83
	M10*‒ζ-a-p-r-e
	2870.31
	3414.46

	M10‒ε-c-n-w-x-e
	2896.72
	3435.82
	M10*‒ζ-w-z-k-u-e
	2697.80
	3419.45

	M10‒ε-b-n-w-x-e
	2893.32
	3141.84
	
	
	

	M10‒ε-r-s-x-u-e
	2706.89
	3402.66
	
	
	




