Table S 20
Redshifts in the calculated vibrational frequencies (harmonic approximation, stretching mode) of the OH bonds that act as intramolecular hydrogen bond 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. 
In these molecules, both acyl groups have R = H. O12H17 can form either the H17···O14 IHB or the H17···O18 IHB (respectively indicated by ‘a’ and ‘c’ in the acronyms denoting the conformers), and O10H16 can form the H16···O18 IHB (indicated by ‘b’ in the acronyms denoting the conformers).


	
Molecules and conformers
	
Redshifts (cm-1)


	
	O12H17
	
O10H16

	
	

DFT

	
HF

	

DFT

	
HF


	M1*–τ-a-b-m-q-w
	746.38
	319.32
	704.05
	343.70

	M1*–τ-b-q-w-x-u
	
	304.96
	667.35
	

	M1*–τ-a-m-q-r-j
	685.44
	
	704.05
	326.96

	M1*–τ-c-n-p-r-x
	664.85
	
	
	317.85

	M1*–τ-b-m-w-y
	
	280.35
	607.28
	

	M1*–τ-b-n-w-x
	
	269.64
	581.60
	

	M1*–τ-c-n-w-x
	600.84
	
	
	290.77

	M1*–τ-c-m-w-y
	545.36
	
	
	259.33

	
	
	
	
	

	M2*–τ-a-b-m-q-w
	735.80
	323.07
	686.63
	342.87

	M2*–τ-b-q-w-x-u
	
	306.11
	650.06
	

	M2*–τ-c-n-p-r-x
	672.92
	
	
	324.97

	M2*–τ-a-m-q-r-j
	666.65
	
	
	324.17

	M2*–τ-a-m-w-k
	658.79
	
	
	311.24

	M2*–τ-c-n-w-x
	607.50
	
	
	296.86

	M2*–τ-b-m-w-y
	
	281.59
	587.24
	

	M2*–τ-c-m-p-r-y
	614.40
	
	
	295.33

	M2*–τ-c-m-w-y
	551.74
	
	
	266.70

	
	
	
	
	

	M3*–τ-a-b-m-q-w
	741.77
	314.98
	697.48
	346.13

	M3*–τ-c-n-p-r-x
	663.27
	
	
	320.95

	M3*–τ-a-m-q-r-j
	679.38
	
	
	328.64

	M3*–τ-c-n-w-x
	599.65
	
	
	292.80

	M3*–τ-b-n-w-x
	
	264.62
	575.73
	

	M3*–τ-b-m-w-y
	
	273.78
	601.31
	

	M3*–τ-c-m-p-r-y
	601.44
	
	
	289.18

	M3*–τ-c-m-w-y
	539.57
	
	
	260.85

	
	
	
	
	

	M4*–τ-a-b-m-q-w
	733.95
	323.26
	693.67
	325.67

	M4*–τ-c-n-p-r-x
	642.79
	
	
	303.65

	M4*–τ-b-q-w-x-u
	
	303.92
	655.30
	

	M4*–τ-a-m-w-k
	651.79
	
	
	295.13

	M4*–τ-c-m-p-r-y
	602.12
	
	
	284.07

	M4*–τ-b-m-w-y
	
	890.36
	588.77
	314.01

	M4*–τ-b-n-w-x
	
	264.39
	561.97
	

	M4*–τ-c-n-w-x
	574.10
	
	
	271.97

	M4*–τ-c-m-w-y
	536.80
	
	
	253.16

	
	
	
	
	

	M5*–τ-a-b-m-q-w
	742.62
	319.67
	703.78
	304.84

	M5*–τ-b-q-w-x-u
	
	301.87
	667.54
	

	M5*–τ-c-n-p-r-x
	658.48
	
	
	279.18

	M5*–τ-a-m-q-r-j
	679.35
	
	
	287.21

	M5*–τ-b-n-w-x
	
	268.47
	579.92
	

	M5*–τ-c-n-w-x
	594.68
	
	
	250.19

	M5*–τ-b-m-w-y
	
	280.99
	606.95
	

	M5*–τ-c-m-p-r-y
	600.87
	
	
	248.58

	
	
	
	
	

	M6*–τ-a-b-m-q-w
	733.69
	313.76
	690.03
	343.93

	M6*–τ-c-n-p-r-x
	656.36
	
	
	319.87

	M6*–τ-a-m-q-r-j
	671.32
	
	
	327.59

	M6*–τ-a-m-w-k
	657.37
	
	
	313.28

	M6*–τ-c-n-w-x
	591.34
	
	
	291.79

	M6*–τ-b-m-w-y
	
	274.11
	593.23
	

	M6*–τ-c-m-p-r-y
	599.46
	
	
	290.45

	M6*–τ-c-m-w-y
	538.02
	
	
	262.08

	
	
	
	
	

	M7*–τ-a-b-m-q-w
	749.06
	318.77
	708.59
	344.34

	M7*–τ-b-q-w-x-u
	
	302.13
	672.83
	

	M7*–τ-a-m-q-r-j
	686.67
	
	
	326.88

	M7*–τ-c-n-p-r-x
	657.80
	
	
	314.73

	M7*–τ-b-m-w-y
	
	278.71
	612.62
	

	M7*–τ-a-m-p-r-k
	632.68
	
	
	298.03

	M7*–τ-b-n-w-x
	
	267.89
	587.92
	

	M7*–τ-c-m-p-r-y
	602.76
	
	
	285.14

	M7*–τ-c-n-w-x
	606.87
	
	
	292.03

	
	
	
	
	

	M8*–τ-a-b-m-q-w
	736.36
	312.82
	692.10
	340.29

	M8*–τ-a-m-q-r-j
	671.84
	
	
	322.99

	M8*–τ-c-m-p-r-y
	
	297.30
	655.88
	

	M8*–τ-c-n-p-r-x
	653.76
	
	
	315.82

	M8*–τ-b-q-w-x-u
	
	273.70
	596.17
	

	M8*–τ-b-m-w-y
	
	263.33
	570.61
	

	M8*–τ-c-m-w-y
	536.86
	
	
	258.19

	
	
	
	
	

	M9*–τ-a-b-m-q-w
	739.32
	987.10
	688.79
	1032.88

	M9*–τ-a-m-q-r-j
	674.99
	
	
	980.91

	M9*–τ-c-n-p-r-x
	673.49
	
	
	954.91

	M9*–τ-a-m-w-k
	663.36
	
	
	959.57

	M9*–τ-b-m-w-y
	
	886.87
	592.81
	

	M9*–τ-c-m-w-y
	539.93
	
	
	254.64
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	M10*–τ-a-b-m-q-w
	736.18
	314.79
	691.77
	336.76

	M10*–τ-c-n-p-r-x
	665.11
	
	
	317.35

	M10*–τ-b-q-w-x-u
	
	298.78
	655.47
	

	M10*–τ-c-n-w-x
	601.80
	
	
	289.65

	M10*–τ-b-n-w-x
	
	264.84
	568.69
	





