Figure S 8
Comparison of the vibrational frequencies (harmonic approximation, stretching mode) of the O–H bonds in the calculated conformers of the euglobal molecules considered in this work.
Results from HF/6-31G(d,p) and DFT/B3LYP/6-31+G(d,p) calculations in vacuo, respectively denoted as HF, and DFT in the figures’ legends.
For each molecule, the conformers are denoted by numbers on the x axis; the correspondence between numbers and conformers is shown in tables before each diagram.
The diagrams for -type euglobals are reported first (aj), followed by the diagrams for -type euglobals (kt).




a)	Comparison for euglobal IIC (M1-)


Numbers denoting the conformers of M1- on the x axis.

	#
	Conformer
	#
	Conformer
	#
	Conformer

	1
	M1‒ε-a-b-m-w-e
	6
	M1‒ε-a-b-m-w-h
	11
	M1‒ε-b-m-w-y-e

	2
	M1‒ε-a-b-m-w-d
	7
	M1‒ε-a-m-r-t-e
	12
	M1‒ε-b-n-w-x-e

	3
	M1‒ε-a-b-m-w-g
	8
	M1‒ε-b-w-x-u-e
	13
	M1‒ε-c-m-w-y-e

	4
	M1‒ε-a-b-m-w-f
	9
	M1‒ε-c-n-r-x-e
	14
	M1‒ε-r-t-x-u-e

	5
	M1‒ε-a-b-m-w-i
	10
	M1‒ε-c-n-w-x-e
	
	











b)	Comparison for euglobal G2 (M2-)


Numbers denoting the conformers of euglobal G2 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M2‒ε-a-b-m-w-e
	7
	M2‒ε-a-m-r-z-e
	13
	M2‒ε-b-n-w-x-e

	2
	M2‒ε-a-b-m-w-g
	8
	M2‒ε-b-w-x-u-e
	14
	M2‒ε-c-m-r-y-e

	3
	M2‒ε-a-b-m-w-d
	9
	M2‒ε-c-n-r-z-e
	15
	M2‒ε-c-m-w-y-e

	4
	M2‒ε-a-b-m-w-f
	10
	[bookmark: _GoBack]M2‒ε-a-m-w-t-e
	16
	M2‒ε-r-t-x-u-e

	5
	M2‒ε-a-b-m-w-h
	11
	M2‒ε-b-w-e
	
	

	6
	M2‒ε-a-b-m-w-i
	12
	M2‒ε-c-n-w-x-e
	
	

























c)	Comparison for euglobal G3 (M3-)


Numbers denoting the conformers of euglobal G3 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M3‒ε-a-b-m-w-e
	6
	M3‒ε-a-b-m-w-i
	11
	M3‒ε-b-n-w-e

	2
	M3‒ε-a-b-m-w-g
	7
	M3‒ε-a-m-r-s-e
	12
	M3‒ε-b-m-w-e

	3
	M3‒ε-a-b-m-w-d
	8
	M3‒ε-c-n-r-e
	13
	M3‒ε-c-m-r-e

	4
	M3‒ε-a-b-m-w-f
	9
	M3‒ε-a-n-r-x-e
	14
	M3‒ε-c-m-w-e

	5
	M3‒ε-a-b-m-w-h
	10
	M3‒ε-c-n-w-e
	15
	M3‒ε-m-r-k-y-e



























d)	Comparison for euglobal G5 (M4-)


Numbers denoting the conformers of euglobal G5 on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M4‒ε-a-b-m-w-e
	7
	M4‒ε-a-m-r-t-e
	13
	M4‒ε-c-m-r-y-e

	2
	M4‒ε-a-b-m-w-g
	8
	M4‒ε-c-n-r-x-e
	14
	M4‒ε-c-n-w-x-e

	3
	M4‒ε-a-b-m-w-d
	9
	M4‒ε-b-w-x-u-e
	15
	M4‒ε-b-m-w-e

	4
	M4‒ε-a-b-m-w-f
	10
	M4‒ε-a-m-w-k-e
	16
	M4‒ε-b-n-w-e

	5
	M4‒ε-a-b-m-w-h
	11
	M4‒ε-c-n-r-e
	17
	M4‒ε-c-m-w-y-e

	6
	M4‒ε-a-b-m-w-i
	12
	M4‒ε-b-n-w-x-e
	18
	M4‒ε-m-r-t-e

























e)	Comparison for euglobal G6 (M5-)


Numbers denoting the conformers of euglobal G6 on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M5‒ε-a-b-m-w-e
	6
	M5‒ε-a-b-m-w-h 
	11
	M5‒ε-b-m-w-y-e

	2
	M5‒ε-a-b-m-w-g
	7
	M5‒ε-b-w-x-u-e
	12
	M5‒ε-c-n-r-x-e

	3
	M5‒ε-a-b-m-w-d
	8
	M5‒ε-a-m-r-t-e
	13
	M5‒ε-c-n-w-x-e

	4
	M5‒ε-a-b-m-w-f
	9
	M5‒ε-c-q-r-x-e
	14
	M5‒ε-c-m-r-y-e

	5
	M5‒ε-a-b-m-w-i
	10
	M5‒ε-c-q-w-x-e
	15
	M5‒ε-r-s-x-u-e


























f)	Comparison for euglobal G8 (M6-) 


Numbers denoting the conformers of euglobal G8 on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M6‒ε-a-b-m-w-e
	6
	M6‒ε-a-b-m-w-i
	11
	M6‒ε-a-m-w-t-e

	2
	M6‒ε-a-b-m-w-d
	7
	M6‒ε-c-n-r-x-e
	12
	M6‒ε-c-m-r-y-e

	3
	M6‒ε-a-b-m-w-g
	8
	M6‒ε-b-m-w-y-e
	13
	M6‒ε-a-m-r-t-e

	4
	M6‒ε-a-b-m-w-f
	9
	M6‒ε-c-n-w-x-e
	14
	M6‒ε-r-t-x-u-e

	5
	M6‒ε-a-b-m-w-h
	10
	M6‒ε-a-m-r-s-e
	
	



























g)	Comparison for euglobal G9 (M7-) 


Numbers denoting the conformers of euglobal G9 on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M7‒ε-a-b-m-w-e
	6
	M7‒ε-a-b-m-w-h
	11
	M7‒ε-b-m-w-y-e

	2
	M7‒ε-a-b-m-w-g
	7
	M7‒ε-a-m-r-t-e
	12
	M7‒ε-b-n-w-x-e

	3
	M7‒ε-a-b-m-w-d
	8
	M7‒ε-b-w-x-e
	13
	M7‒ε-a-m-r-y-e

	4
	M7‒ε-a-b-m-w-f
	9
	M7‒ε-a-m-r-s-e
	14
	M7‒ε-r-t-x-u-e

	5
	M7‒ε-a-b-m-w-i
	10
	M7‒ε-c-n-r-x-e
	
	


























h)	Comparison for euglobal G11 (M8-) 


Numbers denoting the conformers of euglobal G11 on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M8‒ε-a-b-m-w-e
	7
	M8‒ε-a-m-r-t-e
	13
	M8‒ε-c-m-r-y-e

	2
	M8‒ε-a-b-m-w-d
	8
	M8‒ε-a-m-r-s-e
	14
	M8‒ε-b-n-w-x-e

	3
	M8‒ε-a-b-m-w-g
	9
	M8‒ε-b-w-x-u-e
	15
	M8‒ε-c-n-w-x-e

	4
	M8‒ε-a-b-m-w-f
	10
	M8‒ε-c-n-r-x-e
	16
	M8‒ε-c-m-w-y-e

	5
	M8‒ε-a-b-m-w-i
	11
	M8‒ε-a-m-w-t-e
	17
	M8‒ε-r-t-x-u-e

	6
	M8‒ε-a-b-m-w-h
	12
	M8‒ε-b-m-w-y-e
	18
	M8‒ε-r-s-x-u-e

























i)	Comparison for a model molecule (M9*-) with reversed positions of the two acyl 	groups with respect to euglobal G12 (M9-)


Numbers denoting the conformers of M9*- on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M9*‒ε-a-b-m-w-e
	6
	M9*‒ε-a-b-m-w-i
	11
	M9*‒ε-c-n-w-x-e

	2
	M9*‒ε-a-b-m-w-g
	7
	M9*‒ε-a-m-r-s-e
	12
	M9*‒ε-b-m-w-y-e

	3
	M9*‒ε-a-b-m-w-d
	8
	M9*‒ε-c-n-r-x-e
	13
	M9*‒ε-c-m-r-y-e

	4
	M9*‒ε-a-b-m-w-f
	9
	M9*‒ε-b-w-x-u-e
	14
	M9*‒ε-c-m-w-e

	5
	M9*‒ε-a-b-m-w-h
	10
	M9*‒ε-b-n-w-x-e
	15
	M9*‒ε-r-t-x-u-e


























j)	Comparison for euglobal VII (M10-) 


Numbers denoting the conformers of euglobal VII on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M10‒ε-a-b-m-w-e
	5
	M10‒ε-a-b-m-w-i
	9
	M10‒ε-c-n-w-x-e

	2
	M10‒ε-a-b-m-w-d
	6
	M10‒ε-a-b-m-w-h
	10
	M10‒ε-b-n-w-x-e

	3
	M10‒ε-a-b-m-w-g
	7
	M10‒ε-c-n-r-x-e
	11
	M10‒ε-r-s-x-u-e

	4
	M10‒ε-a-b-m-w-f
	8
	M10‒ε-b-w-x-e
	
	




























k)	Comparison for euglobal T1 (M1-ζ)


Numbers denoting the conformers of euglobal T1 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M1‒ζ-a-b-q-w-e
	6
	M1‒ζ-a-b-q-w-i
	11
	M1‒ζ -a-p-r-e

	2
	M1‒ζ-a-b-q-w-g
	7
	M1‒ζ -c-p-r-z-e
	12
	M1‒ζ-a-p-r-k-e

	3
	M1‒ζ-a-b-q-w-d
	8
	M1‒ζ -a-q-r-e
	13
	M1‒ζ-r-j-z-e

	4
	M1‒ζ-a-b-q-w-f
	9
	M1‒ζ -a-w-k-e
	
	

	5
	M1‒ζ-a-b-q-w-h
	10
	M1‒ζ-c-r-x-e
	
	



























l)	Comparison for euglobal G1 (M2-ζ)


Numbers denoting the conformers of euglobal G1 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M2‒ζ-a-b-q-w-e
	5
	M2‒ζ-c-p-r-z-e
	9
	M2‒ζ-a-w-k-e

	2
	M2‒ζ-a-b-q-w-d
	6
	M2‒ζ-c-w-z-e
	10
	M2‒ζ-c-w-v-e

	3
	M2‒ζ-a-b-q-w-f
	7
	M2‒ζ-c-p-r-z-e
	11
	M2‒ζ-a-p-r-k-e

	4
	M2‒ζ-a-b-q-w-i
	8
	M2‒ζ-a-q-r-j-e
	12
	M2‒ζ-r-j-z-e





























m)	Comparison for euglobal G4 (M3-ζ)
 

Numbers denoting the conformers of euglobal G4 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M3‒ζ-a-b-q-w-e
	5
	M3‒ζ-a-b-q-w-h
	9
	M3‒ζ-c-r-v-e

	2
	M3‒ζ-a-b-q-w-g
	6
	M3‒ζ-c-p-r-v-e
	10
	M3‒ζ-a-w-k-e

	3
	M3‒ζ-a-b-q-w-f
	7
	M3‒ζ-c-w-v-e
	11
	M3‒ζ-a-p-r-k-e

	4
	M3‒ζ-a-b-q-w-d
	8
	M3‒ζ-a-q-r-j-e
	12
	M3‒ζ-r-j-v-e




























n)	Comparison for a model molecule (M4*-ζ) with reversed positions of the two acyl 	groups with respect to euglobal G5 (M4-)


Numbers denoting the conformers of M4*-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M4*‒ζ-a-b-q-w-e
	6
	M4*‒ζ-c-p-r-v-e
	11
	M4*‒ζ-a-m-r-s-e

	2
	M4*‒ζ-a-b-q-w-g
	7
	M4*‒ζ-b-q-w-v-e
	12
	M4*‒ζ-a-w-k-e

	3
	M4*‒ζ-a-b-q-w-d
	8
	M4*‒ζ-c-w-v-e
	13
	M4*‒ζ-a-p-r-k-e

	4
	M4*‒ζ-a-b-q-w-f
	9
	M4*‒ζ-b-w-v-e
	14
	M4‒ζ-b-q-w-v-u-e

	5
	M4*‒ζ-a-b-q-w-h
	10
	M4*‒ζ-c-p-r-z-e
	
	


























o)	Comparison for euglobal G7 (M5-ζ)


Numbers denoting the conformers of euglobal G7 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M5‒ζ-a-b-q-w-e
	6
	M5‒ζ-c-w-v-e
	11
	M5‒ζ-a-p-r-k-e

	2
	M5‒ζ-a-b-q-w-d
	7
	M5‒ζ-a-q-r-j-e
	12
	M5‒ζ-r-j-v-e

	3
	M5‒ζ-a-b-q-w-g
	8
	M5‒ζ-a-w-k-e
	13
	M5‒ζ-r-j-z-e

	4
	M5‒ζ-a-b-q-w-f
	9
	M5‒ζ-c-w-z-e
	
	

	5
	M5‒ζ-c-p-r-v-e
	10
	M5‒ζ-a-p-r-e
	
	



























p)	Comparison for a model molecule (M6*-ζ) with reversed positions of the two acyl 	groups with respect to euglobal G8 (M6-)


Numbers denoting the conformers of M6*-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M6*‒ζ-a-b-q-w-e
	5
	M6*‒ζ-a-b-q-w-h
	9
	M6*‒ζ-a-p-r-k-e

	2
	M6*‒ζ-a-b-q-w-g
	6
	M6*‒ζ-c-p-r-v-e
	10
	M6*‒ζ-p-r-k-z-u-e

	3
	M6*‒ζ-a-b-q-w-f
	7
	M6*‒ζ-b-q-w-v-u-e
	11
	M6*‒ζ-r-j-z-e

	4
	M6*‒ζ-a-b-q-w-i
	8
	M6*‒ζ-a-q-r-j-e
	
	



























q)	Comparison for euglobal G10 (M7-ζ)


Numbers denoting the conformers of euglobal G10 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M7‒ζ-a-b-q-w-e
	6
	M7‒ζ-a-b-q-w-h
	11
	M7‒ζ-a-q-r-j-e

	2
	M7‒ζ-a-b-q-w-d
	7
	M7‒ζ-c-p-r-z-e
	12
	M7‒ζ-c-w-v-e

	3
	M7‒ζ-a-b-q-w-g
	8
	M7‒ζ-c-p-r-v-e
	13
	M7‒ζ-a-w-k-e

	4
	M7‒ζ-a-b-q-w-f
	9
	M7‒ζ-b-q-w-z-u-e
	14
	M7‒ζ-a-p-k-r-e

	5
	M7‒ζ-a-b-q-w-i
	10
	M7‒ζ-c-w-z-e
	15
	M7‒ζ-w-k-v-u-e


























r)	Comparison for a model molecule (M8*-ζ) with reversed positions of the two acyl 	groups with respect to euglobal G11 (M8-)


Numbers denoting the conformers of M8*-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M8*‒ζ-a-b-q-w-e
	5
	M8*‒ζ-a-b-q-w-i
	9
	M8*‒ζ-a-p-r-k-e

	2
	M8*‒ζ-a-b-q-w-g
	6
	M8*‒ζ-a-b-q-w-h
	10
	M8*‒ζ-p-r-k-z-u-e

	3
	M8*‒ζ-a-b-q-w-d
	7
	M8*‒ζ-a-q-r-e
	
	

	4
	M8*‒ζ-a-b-q-w-f
	8
	M8*‒ζ-c-w-z-e
	
	



























s)	Comparison for euglobal G12 (M9-ζ)


Numbers denoting the conformers of euglobal G12 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M9‒ζ-a-b-q-w-e
	6
	M9‒ζ-b-p-r-z-e
	11
	M9‒ζ-c-w-z-e

	2
	M9‒ζ-a-b-q-w-d
	7
	M9‒ζ-b-q-w-v-u-e
	12
	M9‒ζ-a-w-k-e

	3
	M9‒ζ-a-b-q-w-g
	8
	M9‒ζ-b-w-v-e
	13
	M9‒ζ-a-p-r-k-e

	4
	M9‒ζ-a-b-q-w-f
	9
	M9‒ζ-c-w-v-e
	14
	M9‒ζ-r-j-z-e

	5
	M9‒ζ-b-p-r-v-e
	10
	M9‒ζ-a-q-r-e
	15
	M9‒ζ-r-j-v-e



























t)	Comparison for a model molecule (M10*-ζ) with reversed positions of the two  
 	acyl groups with respect to euglobal GVII (M10-)


Numbers denoting the conformers of M10*-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M10*‒ζ-a-b-q-w-e
	4
	M10*‒ζ-a-b-q-w-d
	7
	M10*‒ζ-a-q-r-e

	2
	M10*‒ζ-a-b-q-w-g
	5
	M10*‒ζ-c-p-r-z-e
	8
	M10*‒ζ-a-p-r-e

	3
	M10*‒ζ-a-b-q-w-f
	6
	M10*‒ζ-b-q-w-z-u-e
	9
	M10*‒ζ-w-z-k-u-e











DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	2831.22	2815.44	2813.83	2824.37	2787.11	2787.51	3083.87	2863.77	3652.3	3063.3	2797.47	3708.84	2910.48	2967.07	3703.95	3688.72	3016.04	3688.4	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	2763.82	2705.2	2706.2	2761.43	2671.4	2672.21	3682.3	3660.58	2844	3692.02	3660.04	2977.63	3664.4	3707.02	2954.14	2990.72	3705.79	3680.68	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	3420.17	3350.28	3350.1	3413.73	3330.12	3329.49	3540.73	3441.38	3803.27	3522.66	3486.04	3816.06	3484.28	3507.97	3824.29	3788.81	3510.15	3796.66	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	3379.21	3411.56	3411.06	3370.3	3398.65	3397.38	3803.65	3797.51	3439.32	3788.1	3796.34	3506.5	3800.55	3817.45	3499.01	3541.89	3839.05	3806.59	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2856.16	2800.37	2798.73	2810.37	2774.6	2776.11	3641.77	3039.56	3040.1	2832.54	3708.88	3704.4	2881.68	2908.29	3671.13	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2767.58	2703.09	2702.08	2763	2666.02	2668.86	2830.79	3690.01	3688.83	3675.42	2960.38	2926.07	3690.15	3678.77	3691.11	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3405.86	3352.45	3352.21	3400.59	3333.45	3333.52	3803.22	3514.63	3516.19	3410.22	3816.63	3458.26	3457.13	3462.16	3803.29	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3379.45	3397.89	3397.83	3374.71	3383.97	3383.94	3422.9	3793.31	3792.65	3786.31	3487.21	3480.01	3815.07	3788.59	3419.53	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	2821.64	2802.78	2815.38	2803.02	2778.23	2774.86	2833.08	3704.4	2924.5	3037.44	3035.38	2914.79	3039.23	3672.67	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	2779.19	2718.96	2777.37	2722.47	2682.69	2684.15	3675.17	2945.67	3704.31	3690.49	3688.79	3675.5	3689.7	3687.59	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3406.69	3361.25	3359.7	3402.46	3385.43	3343.23	3413.81	3827.04	3821.13	3516.87	3507.77	3465.1	3515.84	3807.95	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3385.99	3399.84	3399.12	3382.45	3342.01	3386.17	3783.89	3486.12	3481.26	3789.44	3789.39	3786.15	3790.45	3788.79	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	2811.53	2798.36	2795.11	2807.41	2769.33	2769.3	3006.78	3642.88	3073.67	2786.73	3689.77	3687.46	2863.18	3669.78	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	2764.5	2707.39	2706.29	2767.03	2670.5	2670.62	3691.42	2774.67	3691.4	3678.09	2892.22	2912.77	3681.12	3691.27	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3405.41	3354.99	3397.45	3400.45	3383.66	3337.74	3506.59	3803.27	3523.81	3388.57	3822.22	3808.44	3441.23	3806.41	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3381.1	3397.6	3355.52	3377.34	3336.09	3383.66	3793.74	3394.15	3791.26	3787.98	3464.47	3469.01	3790.24	3792.68	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	2822.07	2805.52	2803.84	2816.16	2778.11	2778.73	3041.69	3036.46	3641.7	2841.36	3037.17	3705.33	2916.69	3709.78	2889.48	3007.9	3671.68	3671.35	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	2774.72	2714.78	2716.89	2774.86	2681.33	2679.1	3687.72	3689.25	2839.31	3675.58	3688.61	2937.24	3677.7	2963.35	3705.16	3702.41	3688.06	3689.62	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	3409.76	3360.27	3359.52	3405.47	3389.08	3388.74	3518.01	3518.92	3804.66	3416.5	3509.81	3825.46	3466.64	3816.32	3481.41	3526.11	3794.44	3808.72	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	3386.38	3402.62	3402.17	3382.36	3341.89	3341.6	3790.28	3789.33	3424.92	3783.7	3789.85	3486.14	3785.55	3496.32	3821.47	3818.97	3788.36	3787.3	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2821.9	2804.87	2803.79	2818	2777.35	2780.37	3039.8	2836.24	3644.43	3710.35	2927.18	3704.92	2910.69	2998.42	3672.1	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2779.15	2717.53	2719.34	2778.01	2686.81	2685.45	3687.14	3671.27	2847.66	2971.96	3703.75	2945.93	3675.06	3700.56	3687.82	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3410.61	3402.97	3402.73	3405.85	3389.35	3388.95	3520.12	3409.15	3803.82	3841.2	3478.12	3825.49	3459.94	3525.4	3787.12	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3388.29	3361.91	3361.59	3383.8	3343.79	3343.17	3788.32	3781.54	3427.6	3465.88	3826.9	3488.56	3783.95	3823.34	3806.84	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	2829.68	2813.28	2812.52	2822.97	2786.69	2788.71	2826.51	3647.73	2915.45	3707.91	3676.52	3701.63	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	2781.43	2719.49	2722.59	2776.62	2685.64	2686.85	3669.81	2817.87	3703.24	2967.16	3684.45	3681.49	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	3412.03	3592.21	3464.3	3408.45	3390.53	3390.3	3408.45	3801.74	3477.52	3815.23	3408.4	3792	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	3387.28	3498.72	3482.99	3784.12	3342.29	3341.31	3784.12	3433.97	3820.98	3494.04	3784.09	3791.52	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	2737.88	2653.88	2771.46	2734.76	2630.33	2640.32	3072.72	2803.66	2820.9	3118.17	2876.97	2848.4	3675.09	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	2952.03	2951.71	2678.49	2981.81	2972.92	2973.51	3688.73	3675.13	3649.63	3693.13	3689.5	3690.45	3677	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	3376.45	3367.47	3376.3	3364.35	3329.44	3418.08	3532.52	3403.13	3436.06	3549.37	3456.69	3463.08	3402.93	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	3475.33	3476.27	3475.41	3473.61	3472.63	3477.66	3788.28	3793.62	3802.29	3806.99	3793.28	3794.65	3793.6	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	2756.33	2674.09	2753.87	2651.29	3044.13	3116.9	3050.56	2828.72	2841.05	3121.8	2894.44	3672.5	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	2952.14	2980.42	2952.21	2977.72	3682.86	3695.81	3684.57	3669.98	3651.79	3696.15	3683.79	3672	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	3387.26	3366.73	3376.9	3364.39	3515.96	3545.33	3517.4	3421.45	3448.12	3546.97	3467.76	3790.81	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	3476.07	3476.01	3475.26	3475.73	3791.14	3807.58	3791.32	3798.53	3803.48	3807.95	3799.23	3795.42	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	2733.24	2692.5	2747.67	2712.12	2665.57	3056.64	3126.85	2800.48	3127.36	2821.07	2877.1	3672.58	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	2988.43	2984.32	2988.02	2986.05	2979.35	3689.96	3693.82	3676.45	3693.35	3650.17	3690.74	3678.34	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	3382.74	3402.41	3411.12	3448.03	3381.68	3522.92	3552.64	3409.51	3552.89	3439.82	3460.71	3790.34	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	3479.63	3481.59	3480.72	3484.09	3479.63	3807.32	3807.53	3791.52	3807.62	3801.94	3792.1	3786.62	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	2796.55	2752.45	2709.27	2806.03	2710.66	3023.82	3697.97	3092.81	3695.88	3090.54	2793.92	2808	2921.4	3676.52	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3019.05	3016.97	3011.64	3019.01	3014.92	3676.26	3093.16	3695.88	3157.71	3681.94	3661.72	3654.79	3676.29	3669.57	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3403.37	3411.21	3430.82	3421.86	3400.31	3500.46	3770.35	3510.15	3770.42	3529.79	3479.26	3506.53	3531.37	3811.95	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3492.94	3495.06	3495.42	3494.49	3494.54	3787.92	3537.99	3839.05	3537.88	3791.37	3794.45	3801.27	3794.93	3796.74	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	2738.51	2650.01	2991.64	2734	3063.29	3134.39	2810.67	2828.14	3135.04	2876.2	2904.09	3673.02	3672.98	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	2976.35	2951.29	3160.82	2977.15	3690.14	3693.46	3676.26	3650.32	3693.85	3690.2	3676.62	3678.7	3677.28	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	3366.83	3371.34	3381.53	3362.43	3523.14	3553.47	3413.26	3442.47	3555.9	3448.41	3441.25	3792.41	3790.13	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	3472.18	3472.34	3475.18	3471.47	3788.47	3805.78	3794.43	3803.9	3805.05	3796.22	3788.89	3793.63	3792.05	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	2751.01	2668.68	2707.12	2747.27	2673.95	3053.62	3696.93	2800.83	2872.88	3691.32	3703.03	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	2985.37	2981.69	2981.46	2986.13	2979.64	3688.03	3041.9	3675.68	3689.5	3690.07	3675.57	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	3399.26	3380.08	3413.71	3393.54	3392.8	3522.92	3793.91	3392.11	3439.89	3798.54	3795.13	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	3478.99	3479.06	3480.68	3478.33	3478.96	3785.76	3511.74	3791.73	3792.26	3790.82	3791.05	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2749.91	2680.38	2674.12	2742.05	2637.35	2673.69	3062.95	3064.22	3698.75	3132.93	2814.29	3134.39	2830.37	2886.33	3673.12	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2982.76	2977.76	2977.41	2985.51	2975.07	2975.51	3687.4	3686.33	3040.96	3693.72	3675.82	3693.69	3649.39	3400.5	3674.42	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3374.49	3349.12	3345.43	3371.97	3322.65	3429.51	3524.7	3525.93	3795.54	3564.02	3402.37	3557.02	3426.3	3457.94	3807.54	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3476.68	3474.98	3474.63	3475.85	3472.69	3479.64	3787.67	3788.38	3510.97	3808.91	3793.45	3805.35	3802.89	3793.6	3793.1	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	2741.22	2663.02	2642.63	2742.53	2631.66	2634.9	2811.72	3143.52	2886.62	3690.93	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	2952.03	2979.16	2973.88	2984.4	2976.63	2978.04	3674.57	3693.71	3688.55	3689.6	HF O12–H17	1	2	3	4	5	6	7	8	9	10	3373.07	3357.86	3382	3369.01	3323.52	3321.83	3398.49	3565.64	3451.36	3797.93	HF O10–H16	1	2	3	4	5	6	7	8	9	10	3476.65	3477.51	3477.13	3476.41	3473.4	3474.14	3791.9	3804.18	3792.53	3791.59	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2747.39	2677.19	2648.42	2747.24	3037.19	3101.98	3694.39	3699	3109.4	2758.35	3164.64	2772.6	2835.94	3676.98	3671.74	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2987.8	2982.87	2981.6	2985.97	3684.82	3689.4	3036.44	3121.93	3692.28	3671.48	3693.52	3649.15	3686.17	3676.98	3674.41	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3381.6	3372.01	3575.95	3368.52	3512.65	3534.92	3765.62	3765.22	3543.65	3407.57	3562.42	3443.28	3467.61	3809.98	3791.99	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3478.9	3479.51	3476.08	3477.88	3784.96	3785.36	3521.32	3520.54	3806.21	3791.34	3811.03	3801.82	3791.66	3788.77	3788.52	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	2810.19	2803.71	2787.64	2870.31	3052.44	2888.2	2976.14	3692.8	DFT O10–H16	1	2	3	4	5	6	7	8	2985.64	2982.38	2987.9	2996.49	3686.69	3672.81	3686.91	3665.9	HF O12–H17	1	2	3	4	5	6	7	8	3356.12	3461.92	3446.43	3519.26	3516.46	3384.25	3441.54	3795.11	HF O10–H16	1	2	3	4	5	6	7	8	3479.51	3482.51	3481.24	3493.01	3786.55	3797.02	3797.22	3802.77	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	2813.24	2795.88	2797.1	2769.75	2771.46	2772.33	3035.55	3640.45	2833.66	2941.46	3690.68	3692.79	3005.1	3670.85	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	2771.94	2710.52	2713.59	2676.14	2677.89	2679.78	3689.62	2836.34	3675.46	3703.28	2940.89	2959.11	3700.38	3689.52	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3405.85	3398.38	3398.18	3384.56	3384.52	3384.27	3515.47	3804.61	3412.5	3480	3801.61	3791.94	3524.59	3794.34	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	3383.72	3357.22	3357.01	3338.76	3338.75	3338.41	3790.03	3423.09	3786.03	3821.51	3513.49	3517.36	3818.95	3790.29	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	2822.66	2801.44	2806.88	2819.01	2778.43	2777.93	3049.17	3642.4	2819.2	3045.68	3709.62	2912.58	2991.13	2893.92	3770.88	3668.58	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	2774.4	2711.3	2713.48	2773.35	2679.22	2678.15	3685.11	2838.96	3668.27	3689.48	2967.76	3705.84	3702.03	3670.95	4093.14	3694.05	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	3409.86	3357.22	3356.67	3378.66	3338.79	3338	3519.95	3803.32	3400.51	3510.5	3817.45	3472.56	3817.93	3453.33	3520.32	3807.47	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	3383.81	3401.96	3401.66	3404.39	3388.25	3387.83	3796.35	3430	3790.13	3791.79	3492.62	3823.25	3495.42	3792.87	3821.17	3793.59	conformers, denoted by numbers
Wavenumber (cm¯¹)

DFT O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2818.93	2799.98	2798.94	2811.25	2773.34	2774.38	3038.08	2831.88	2742.53	2917.74	3706.43	3704.41	2911.84	2994.44	3686.1	DFT O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	2781.12	2719.36	2719.6	2775.55	2688.17	2686.06	3689.46	3674.48	3675.78	3702.36	2954.09	2929.19	3677.3	3699.11	3687.73	HF O12–H17	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3406.09	3398.01	3397.51	3400.87	3343.31	3342.49	3515.47	3397.16	3361.18	3472.19	3821.15	3831.04	3447.5	3522.95	3783.03	HF O10–H16	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	3387.79	3361.37	3360.69	3383.07	3384.32	3383.78	3790.03	3783.79	3785.34	3832.26	3492.89	3487.44	3786.05	3828.71	3790.25	conformers, denoted by numbers
Wavenumber (cm¯¹)

