Table S 19
Vibrational frequencies (harmonic approximation, stretching mode) of the O–H bonds 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. 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.


	
Molecules and conformers 
	
Wavenumbers (cm-1)


	
	
O12–H17

	
O10–H16

	
	
DFT

	
HF

	
DFT

	
HF


	M1*–τ-a-b-m-q-w
	2929.68
	3464.16
	2978.14
	3478.50

	M1*–τ-b-q-w-x-u
	3659.57
	3805.66
	3014.84
	3492.86

	M1*–τ-a-m-q-r-j
	2990.62
	3480.90
	2978.14
	3789.54

	M1*–τ-c-n-p-r-x
	3011.21
	3490.01
	3681.63
	3784.62

	M1*–τ-b-m-w-y
	3683.26
	3816.21
	3074.91
	3517.47

	M1*–τ-b-n-w-x
	3696.17
	3803.69
	3100.59
	3528.18

	M1*–τ-c-n-w-x
	3075.22
	3517.09
	3689.66
	3809.25

	M1*–τ-c-m-w-y
	3130.70
	3548.53
	3687.10
	3808.85

	M1*–τ-q-r-x-j-u
	3665.24
	3806.91
	3670.38
	3789.68

	M1*–τ-w-x-k-u
	3653.00
	3806.83
	3657.53
	3805.00

	
	
	
	
	

	M2*–τ-a-b-m-q-w
	2936.26
	3466.50
	2980.55
	3477.13

	M2*–τ-b-q-w-x-u
	3659.51
	3805.08
	3017.12
	3494.09

	M2*–τ-c-n-p-r-x
	2999.14
	3484.40
	3678.11
	3788.61

	M2*–τ-a-m-q-r-j
	3005.41
	3485.20
	3666.25
	3794.25

	M2*–τ-a-m-w-k
	3013.27
	3498.13
	3652.73
	3805.25

	M2*–τ-c-n-w-x
	3064.56
	3512.51
	3692.84
	3809.13

	M2*–τ-b-m-w-y
	3682.35
	3817.41
	3079.94
	3518.61

	M2*–τ-c-m-p-r-y
	3057.66
	3514.04
	3680.27
	3790.81

	M2*–τ-c-m-w-y
	3120.32
	3542.67
	3690.07
	3808.65

	M2*–τ-w-x-k-u
	3659.14
	3806.35
	3654.01
	3804.72

	
	
	
	
	

	M3*–τ-a-b-m-q-w
	2931.71
	3463.12
	2982.33
	3479.49

	M3*–τ-c-n-p-r-x
	3010.21
	3488.30
	3681.99
	3782.69

	M3*–τ-a-m-q-r-j
	2994.10
	3480.61
	3670.14
	3787.70

	M3*–τ-c-n-w-x
	3073.83
	3516.45
	3690.49
	3808.58

	M3*–τ-b-n-w-x
	3696.08
	3805.44
	3104.08
	3529.85

	M3*–τ-b-m-w-y
	3682.94
	3814.24
	3078.50
	3520.69

	M3*–τ-c-m-p-r-y
	3072.04
	3520.07
	3684.24
	3784.55

	M3*–τ-c-m-w-y
	3133.91
	3548.40
	3688.06
	3808.09

	M3*–τ-w-x-k-u
	3658.88
	3809.79
	3671.86
	3787.29

	M3*–τ-m-r-y-j
	3655.10
	3807.53
	3657.83
	3802.41

	
	
	
	
	

	M4*–τ-a-b-m-q-w
	2941.85
	3478.65
	2981.14
	3478.65

	M4*–τ-c-n-p-r-x
	3033.01
	3500.67
	3672.48
	3795.40

	M4*–τ-b-q-w-x-u
	3666.27
	3803.03
	3019.51
	3497.99

	M4*–τ-a-m-w-k
	3024.01
	3509.19
	3654.10
	3802.76

	M4*–τ-c-m-p-r-y
	3073.68
	3520.25
	3673.94
	3798.74

	M4*–τ-b-m-w-y
	3681.69
	3490.31
	3086.04
	2911.55

	M4*–τ-b-n-w-x
	3696.76
	3800.17
	3112.84
	3537.52

	M4*–τ-c-n-w-x
	3101.70
	3532.35
	3693.11
	3805.16

	M4*–τ-c-m-w-y
	3139.00
	3551.16
	3692.18
	3802.43

	M4*–τ-m-r-y-j
	3658.49
	3809.77
	3661.85
	3805.41

	M4*–τ-w-x-k-u
	3662.69
	3804.31
	3661.90
	3803.46

	
	
	
	
	

	M5*–τ-a-b-m-q-w
	2929.37
	3463.16
	2975.03
	3474.79

	M5*–τ-b-q-w-x-u
	3657.81
	3803.72
	3011.27
	3492.59

	M5*–τ-c-n-p-r-x
	3013.51
	3488.82
	3683.08
	3784.85

	M5*–τ-a-m-q-r-j
	2992.64
	3480.79
	3671.25
	3790.77

	M5*–τ-b-n-w-x
	3697.11
	3803.43
	3098.89
	3525.99

	M5*–τ-c-n-w-x
	3077.31
	3517.81
	3689.94
	3808.32

	M5*–τ-b-m-w-y
	3683.70
	3816.52
	3071.86
	3513.47

	M5*–τ-c-m-p-r-y
	3071.12
	3519.42
	3685.87
	3787.61

	M5*–τ-n-r-x-j
	3667.37
	3807.32
	3671.64
	3789.60

	M5*–τ-q-r-x-j-u
	3666.45
	3806.80
	3671.89
	3790.16

	M5*–τ-w-x-k-u
	3654.28
	3806.56
	3656.68
	3804.62

	M5*–τ-m-r-y-j
	3659.48
	3810.86
	3673.43
	3791.69

	
	
	
	
	

	M6*–τ-a-b-m-q-w
	2933.75
	3465.67
	2983.79
	3480.88

	M6*–τ-c-n-p-r-x
	3011.08
	3489.73
	3681.97
	3782.83

	M6*–τ-a-m-q-r-j
	2996.12
	3482.01
	3670.81
	3787.83

	M6*–τ-a-m-w-k
	3010.07
	3496.32
	3650.40
	3802.04

	M6*–τ-c-n-w-x
	3076.10
	3517.81
	3689.13
	3808.32

	M6*–τ-b-m-w-y
	3682.30
	3814.95
	3080.59
	3520.53

	M6*–τ-c-m-p-r-y
	3067.98
	3519.15
	3685.47
	3784.54

	M6*–τ-c-m-w-y
	3129.42
	3547.52
	3687.94
	3807.37

	M6*–τ-n-r-x-j
	3666.47
	3808.31
	3670.66
	3787.03

	M6*–τ-q-r-x-j-u
	3665.51
	3808.36
	3670.28
	3787.85

	M6*–τ-w-x-k-u
	3655.47
	3806.79
	3657.69
	3802.38

	
	
	
	
	

	M7*–τ-a-b-m-q-w
	2929.88
	3463.27
	2976.11
	3476.26

	M7*–τ-b-q-w-x-u
	3658.22
	3804.06
	3011.87
	3492.90

	M7*–τ-a-m-q-r-j
	2992.27
	3480.73
	3672.99
	3790.97

	M7*–τ-c-n-p-r-x
	3021.14
	3492.88
	3685.13
	3785.33

	M7*–τ-b-m-w-y
	3682.91
	3814.53
	3072.08
	3516.32

	M7*–τ-a-m-p-r-k
	3046.26
	3509.58
	3687.59
	3791.63

	M7*–τ-b-n-w-x
	3695.69
	3804.32
	3096.78
	3527.14

	M7*–τ-c-m-p-r-y
	3076.18
	3522.47
	3687.49
	3787.26

	M7*–τ-c-n-w-x
	3072.07
	3515.58
	3690.33
	3808.49

	M7*–τ-w-x-k-u
	3653.57
	2786.95
	3656.23
	3806.52

	
	
	
	
	

	M8*–τ-a-b-m-q-w
	2934.04
	3467.38
	2981.26
	3479.46

	M8*–τ-a-m-q-r-j
	2998.56
	3484.68
	3670.48
	3787.66

	M8*–τ-c-m-p-r-y
	3658.90
	3805.30
	3017.48
	3494.98

	M8*–τ-c-n-p-r-x
	3016.64
	3491.85
	3682.32
	3782.42

	M8*–τ-b-q-w-x-u
	3682.80
	3816.53
	3077.19
	3518.58

	M8*–τ-b-m-w-y
	3695.90
	3802.96
	3102.75
	3528.95

	M8*–τ-c-m-w-y
	3133.54
	3549.48
	3687.96
	3808.47

	M8*–τ-q-r-x-j-u
	3665.53
	3807.11
	3670.94
	3787.94

	M8*–τ-n-r-x-j
	3666.44
	3806.97
	3671.08
	3787.15

	M8*–τ-w-x-k-u
	3652.85
	3807.17
	3657.39
	3802.43

	
	
	
	
	

	M9*–τ-a-b-m-q-w
	2934.17
	2771.24
	2981.26
	2811.32

	M9*–τ-a-m-q-r-j
	2998.50
	2823.21
	3670.50
	3473.75

	M9*–τ-c-n-p-r-x
	2999.36
	3489.12
	3677.56
	3786.45

	M9*–τ-a-m-w-k
	3010.13
	2844.55
	3650.83
	3470.52

	M9*–τ-b-m-w-y
	3681.43
	3490.31
	3077.24
	2911.55

	M9*–τ-c-m-w-y
	3133.56
	3549.48
	3687.95
	3808.47

	M9*–τ-q-r-x-j-u
	3665.55
	3804.12
	3670.92
	3788.36

	M9*–τ-w-x-k-u
	3654.77
	3806.79
	3657.23
	3806.52

	
	
	
	
	

	M10*–τ-a-b-m-q-w
	2937.69
	3468.47
	2984.91
	3480.13

	M10*–τ-c-n-p-r-x
	3008.76
	3487.88
	3679.82
	3783.20

	M10*–τ-b-q-w-x-u
	3662.35
	3803.48
	3021.21
	3496.14

	M10*–τ-c-n-w-x
	3072.07
	3515.58
	3690.33
	3808.49

	M10*–τ-b-n-w-x
	3696.00
	3802.02
	3107.99
	3530.08

	M10*–τ-n-r-x-j
	3666.56
	3805.82
	3668.22
	3787.74

	M10*–τ-q-r-x-j-u
	3670.59
	3804.12
	3668.35
	3788.36

	M10*–τ-w-x-k-u
	3658.48
	3810.74
	3673.43
	3806.82



