Table S29
Blue-shifts in the calculated vibrational frequencies (harmonic approximation, stretching mode) of the C–H bonds of the acyl groups, which act as CHO IHB donors, in the conformers of the calculated τ-type model euglobal structures
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.


	
Molecules and conformers 
	
Blue-shifts (cm-1)


	
	
C7–H13

	
C11–H19

	
	
DFT

	
HF

	
DFT

	
HF


	M1*–τ-a-b-m-q-w
	262.85
	157.63
	162.33
	104.04

	M1*–τ-b-q-w-x-u
	
	
	167.10
	106.12

	M1*–τ-a-m-q-r-j
	251.64
	156.28
	101.86
	69.93

	M1*–τ-c-n-p-r-x
	189.42
	119.38
	158.63
	99.78

	M1*–τ-b-m-w-y
	134.92
	124.85
	
	

	M1*–τ-b-n-w-x
	186.68
	115.42
	
	

	M1*–τ-c-n-w-x
	189.45
	119.97
	
	

	M1*–τ-c-m-w-y
	184.62
	119.38
	
	

	M1*–τ-q-r-x-j-u
	
	
	106.16
	71.76

	
	
	
	
	

	M2*–τ-a-b-m-q-w
	262.65
	154.69
	229.39
	141.48

	M2*–τ-b-q-w-x-u
	
	
	233.48
	144.02

	M2*–τ-c-n-p-r-x
	188.30
	118.19
	226.52
	138.12

	M2*–τ-a-m-q-r-j
	248.01
	153.72
	168.95
	107.20

	M2*–τ-a-m-w-k
	247.62
	154.08
	
	

	M2*–τ-c-n-w-x
	188.23
	118.67
	
	

	M2*–τ-b-m-w-y
	187.61
	120.75
	
	

	M2*–τ-c-m-p-r-y
	174.97
	112.36
	223.41
	136.75

	M2*–τ-c-m-w-y
	178.46
	114.29
	
	

	
	
	
	
	

	M3*–τ-a-b-m-q-w
	250.30
	153.21
	166.60
	109.48

	M3*–τ-c-n-p-r-x
	180.47
	116.36
	162.20
	105.40

	M3*–τ-a-m-q-r-j
	237.95
	151.96
	105.80
	75.60

	M3*–τ-c-n-w-x
	180.42
	116.67
	
	

	M3*–τ-b-n-w-x
	178.24
	114.38
	
	

	M3*–τ-b-m-w-y
	180.68
	118.85
	
	

	M3*–τ-c-m-p-r-y
	167.52
	111.83
	158.62
	103.42

	M3*–τ-c-m-w-y
	171.37
	114.99
	
	

	M3*–τ-m-r-y-j
	176.32
	115.35
	
	

	
	
	
	
	

	M4*–τ-a-b-m-q-w
	259.90
	159.94
	177.97
	130.01

	M4*–τ-c-n-p-r-x
	178.45
	119.37
	176.44
	129.38

	M4*–τ-b-q-w-x-u
	
	
	180.24
	130.79

	M4*–τ-a-m-w-k
	245.19
	158.88
	
	

	M4*–τ-c-m-p-r-y
	168.95
	114.23
	174.48
	128.60

	M4*–τ-b-m-w-y
	183.43
	124.34
	
	

	M4*–τ-b-n-w-x
	174.32
	112.92
	
	

	M4*–τ-c-n-w-x
	178.77
	118.31
	
	

	M4*–τ-c-m-w-y
	174.92
	119.65
	
	

	M4*–τ-m-r-y-j
	176.31
	119.58
	
	

	
	
	
	
	

	M5*–τ-a-b-m-q-w
	260.08
	158.24
	192.13
	113.12

	M5*–τ-b-q-w-x-u
	
	
	196.04
	114.43

	M5*–τ-c-n-p-r-x
	190.62
	122.46
	188.84
	108.73

	M5*–τ-a-m-q-r-j
	248.28
	156.80
	132.00
	79.17

	M5*–τ-b-n-w-x
	187.87
	119.59
	
	

	M5*–τ-c-n-w-x
	189.69
	121.57
	
	

	M5*–τ-b-m-w-y
	190.46
	124.69
	
	

	M5*–τ-c-m-p-r-y
	177.57
	116.41
	185.41
	107.32

	M5*–τ-n-r-x-j
	195.34
	124.46
	
	

	M5*–τ-q-r-x-j-u
	
	136.90
	
	80.61

	M5*–τ-m-r-y-j
	185.74
	121.30
	
	

	
	
	
	
	

	M6*–τ-a-b-m-q-w
	259.33
	156.05
	191.70
	125.02

	M6*–τ-c-n-p-r-x
	188.17
	119.88
	187.67
	120.78

	M6*–τ-a-m-q-r-j
	245.76
	154.58
	130.67
	90.92

	M6*–τ-a-m-w-k
	246.88
	155.47
	
	

	M6*–τ-c-n-w-x
	188.01
	119.86
	
	

	M6*–τ-b-m-w-y
	187.29
	122.14
	
	

	M6*–τ-c-m-p-r-y
	174.74
	113.98
	184.56
	118.92

	M6*–τ-c-m-w-y
	178.73
	117.16
	
	

	M6*–τ-n-r-x-j
	192.19
	121.98
	
	

	M6*–τ-q-r-x-j-u
	
	
	135.74
	92.07

	
	
	
	
	

	M7*–τ-a-b-m-q-w
	265.26
	165.06
	157.01
	93.39

	M7*–τ-b-q-w-x-u
	
	
	160.33
	95.35

	M7*–τ-a-m-q-r-j
	254.11
	163.81
	95.30
	59.31

	M7*–τ-c-n-p-r-x
	190.84
	125.64
	152.26
	88.93

	M7*–τ-b-m-w-y
	196.62
	131.33
	
	

	M7*–τ-a-m-p-r-k
	251.72
	162.30
	80.73
	49.03

	M7*–τ-b-n-w-x
	187.11
	123.20
	
	

	M7*–τ-c-m-p-r-y
	183.87
	123.47
	148.94
	87.42

	M7*–τ-c-n-w-x
	196.47
	131.87
	
	

	
	
	
	
	

	M8*–τ-a-b-m-q-w
	264.86
	160.07
	192.80
	112.03

	M8*–τ-a-m-q-r-j
	251.52
	158.48
	130.45
	77.98

	M8*–τ-b-q-w-x-u
	
	
	196.10
	114.60

	M8*–τ-c-n-p-r-x
	189.55
	123.13
	187.81
	107.74

	M8*–τ-b-m-w-y
	194.09
	127.31
	
	

	M8*–τ-b-n-w-x
	187.20
	120.69
	
	

	M8*–τ-c-m-w-y
	184.52
	121.96
	
	

	M8*–τ-q-r-x-j-u
	
	
	135.13
	79.84

	M8*–τ-n-r-x-j
	193.68
	125.20
	
	

	
	
	
	
	

	M9*–τ-a-b-m-q-w
	260.64
	220.38
	195.08
	191.59

	M9*–τ-a-m-q-r-j
	247.23
	221.12
	132.69
	134.38

	M9*–τ-c-n-p-r-x
	185.21
	159.94
	190.04
	184.35

	M9*–τ-a-m-w-k
	248.01
	214.34
	
	

	M9*–τ-b-m-w-y
	189.08
	164.24
	
	

	M9*–τ-c-m-w-y
	180.23
	276.44
	
	

	M9*–τ-q-r-x-j-u
	
	
	137.14
	138.90

	
	
	
	
	

	M10*–τ-a-b-m-q-w
	252.79
	150.46
	209.07
	110.67

	M10*–τ-c-n-p-r-x
	182.68
	113.32
	205.62
	107.45

	M10*–τ-b-q-w-x-u
	
	
	212.72
	113.11

	M10*–τ-c-n-w-x
	182.50
	113.94
	
	

	M10*–τ-b-n-w-x
	179.65
	110.32
	
	

	M10*–τ-n-r-x-j
	186.48
	115.24
	
	

	M10*–τ-q-r-x-j-u
	
	
	152.35
	78.20



