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	Table S1. Classification of intramolecular hydrogen bonding based on AIM formalism. The given topological parameters are – the electron densities, ρ(r) at bond critical points, Laplacians, ∇2ρ(r), electronic energy density, H(r) and intramolecular HB strength for n–dodecyl–α–D–maltoside

	Conformer
	Hydrogen Bond Order
	ρ(r)
	∇2 ρ (r)
	H(r)
	Intramolecular HB Strength

	gg_gg
	HO6–O6∙∙∙HO4
	0.02672
	0.08134
	-0.00069
	Medium

	
	C5–O5∙∙∙HO3'
	0.02091
	0.05672
	-0.00108
	Medium

	
	HO2–O2∙∙∙H62'
	0.00681
	0.02366
	0.00083
	Weak

	gg_gt
	C5–O5∙∙∙HO3'
	0.02061
	0.05601
	-0.00105
	Medium

	
	HO6–O6∙∙∙HO4
	0.02670
	0.08130
	-0.00069
	Medium

	
	HO2–O2∙∙∙H61'
	0.00552
	0.02035
	0.00091
	Weak

	gg_tg
	HO2–O2∙∙∙HO6’
	0.02723
	0.08054
	-0.00026
	Medium

	
	C1–O4∙∙∙HO6'
	0.00857
	0.03490
	0.00108
	Weak

	
	C5–O5∙∙∙HO3’
	0.02643
	0.07211
	-0.00134
	Medium

	gt_gg
	HO2–O2∙∙∙HO6’
	0.00781
	0.02678
	0.00078
	Weak

	
	C5–O5∙∙∙H3’
	0.00898
	0.03674
	0.00150
	Weak

	
	C5–O5∙∙∙HO3’
	0.00752
	0.03135
	0.00110
	Weak

	
	HO3’∙∙∙O6-HO6
	0.02722
	0.08069
	-0.00013
	Medium

	gt_gt
	C5–O5∙∙∙H3’
	0.00934
	0.03596
	0.00135
	Weak

	
	C5–O5∙∙∙HO3’
	0.00666
	0.02908
	0.00115
	Weak

	
	HO3’∙∙∙O6-HO6
	0.02774
	0.07425
	-0.00084
	Medium

	
	HO2–O2∙∙∙H61’
	0.00642
	0.02315
	0.00088
	Weak

	gt_tg
	HO2–O2∙∙∙HO6’
	0.02908
	0.09051
	0.00029
	Weak

	
	C5–O5∙∙∙H3’
	0.00926
	0.03580
	0.00136
	Weak

	
	C5–O5∙∙∙H5’
	0.00705
	0.03001
	0.00107
	Weak

	
	HO6–O6∙∙∙HO3'
	0.02932
	0.07959
	-0.00076
	Medium

	tg_gg
	C5–O5∙∙∙HO3’
	0.02092
	0.05673
	-0.00108
	Medium

	
	HO6–O6∙∙∙HO4
	0.02669
	0.08127
	-0.00069
	Medium

	
	HO2–O2∙∙∙H62’
	0.00681
	0.02367
	0.00083
	Weak

	tg_gt
	C5–O5∙∙∙HO3’
	0.02063
	0.05606
	-0.00105
	Medium

	
	HO6–O6∙∙∙HO4
	0.02670
	0.08131
	-0.00069
	Medium

	
	HO2–O2∙∙∙H61'
	0.00551
	0.02032
	0.00091
	Weak

	tg_tg
	HO2–O2∙∙∙HO6’
	0.02731
	0.08055
	-0.00028
	Medium

	
	C1–O4∙∙∙HO6’
	0.00848
	0.03467
	0.00109
	Weak

	
	C5–O5∙∙∙HO3’
	0.02617
	0.07151
	-0.00132
	Medium



	Table S2. Classification of intramolecular hydrogen bonding based on AIM formalism. The given topological parameters are – the electron densities, ρ(r) at bond critical points, Laplacians, ∇2ρ(r), electronic energy density, H(r) and intramolecular HB strength for n–dodecyl–β–D–maltoside

	Conformer
	Hydrogen Bond Order
	ρ(r)
	∇2ρ(r)
	H(r)
	Intramolecular HB Strength

	gg_gg
	HO3–O3∙∙∙HO3’
	0.03064
	0.08912
	-0.00024
	Medium

	
	C6’–H62’∙∙∙H5
	0.00382
	0.01388
	0.00092
	Weak

	gg_gt
	HO3–O3∙∙∙HO3’
	0.03054
	0.08856
	-0.00026
	Medium

	
	C5'–H61’∙∙∙H5
	0.00389
	0.01551
	0.00101
	Weak

	gg_tg
	HO3–O3∙∙∙HO3’
	0.03053
	0.08852
	-0.00026
	Medium

	
	C5'–H61'∙∙∙H5
	0.00389
	0.01553
	0.00101
	Weak

	gt_gg
	HO3–O3∙∙∙HO3’
	0.02267
	0.06174
	-0.00075
	Medium

	
	C5'–H61'∙∙∙H5
	0.00526
	0.01920
	0.00120
	Weak

	
	HO6-O6∙∙∙HO6’
	0.02457
	0.07099
	-0.00034
	Medium

	gt_gt
	HO3–O3∙∙∙HO3’
	0.02900
	0.08306
	-0.00035
	Medium

	
	C5’–H62’∙∙∙O5
	0.00599
	0.02211
	0.00089
	Weak

	
	C5'–H62’∙∙∙O6
	0.00468
	0.01762
	0.00084
	Weak

	gt_tg
	HO3–O3∙∙∙HO3’
	0.02847
	0.08125
	-0.00039
	Medium

	
	C5–H5∙∙∙O6’
	0.00665
	0.02557
	0.00124
	Weak

	
	O6’–HO6’∙∙∙O6
	0.03115
	0.09231
	0.00003
	Weak

	tg_gg
	HO3–O3∙∙∙HO3’
	0.02983
	0.09144
	0.00023
	Weak

	
	C5'–H61'∙∙∙H3
	0.00360
	0.01328
	0.00088
	Weak

	
	HO6–O6∙∙∙HO4
	0.02655
	-0.02017
	-0.00069
	Medium

	tg_gt
	HO3’–O3’∙∙∙H1
	0.01458
	0.05120
	0.00088
	Weak

	
	C5’–H61’∙∙∙H5
	0.00820
	0.02791
	0.00129
	Weak

	
	HO6–O6∙∙∙O6'
	0.02618
	0.07952
	-0.00069
	Medium

	tg_tg
	HO3–O3∙∙∙HO3’
	0.02898
	-0.02220
	0.00017
	-

	
	HO6’–O6’∙∙∙H5
	0.00881
	0.02851
	0.00067
	Weak

	
	HO6–O6∙∙∙O6’
	0.02644
	0.08014
	-0.00070
	Medium



