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Mulliken atomic charges on the H atoms of the OH groups in the conformers of the calculated τ-type model euglobal structures. 
DFT/B3LYP/6-31+G(d,p), HF/6-31G(d,p) and MP2/6-31G(d,p) results in vacuo from full optimization calculations, respectively denoted as DFT, HF and MP2 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. For each molecule, the conformers are listed in order of increasing relative energies in the DFT results.

	
Molecules and conformers

	
Mulliken atomic charges (a.u)


	
	
H16

	
H17


	
	
DFT

	
HF

	
MP2

	
DFT

	
HF

	
MP2


	M1*–τ-a-b-m-q-w
	0.43682
	0.41134
	0.43384
	0.44019
	0.41410
	0.43757

	M1*–τ-b-q-w-x-u
	0.43578
	0.41014
	0.43199
	0.35398
	0.36968
	0.37533

	M1*–τ-a-m-q-r-j
	0.36609
	0.36548
	0.37133
	0.44165
	0.41235
	0.43451

	M1*–τ-c-n-p-r-x
	0.36746
	0.37170
	0.38005
	0.44001
	0.41170
	0.43378

	M1*–τ-b-m-w-y
	0.43472
	0.40949
	0.43017
	0.35301
	0.36022
	0.36189

	M1*–τ-b-n-w-x
	0.43353
	0.40795
	0.42857
	0.35366
	0.36310
	0.36692

	M1*–τ-c-n-w-x
	0.35535
	0.36325
	0.36709
	0.43901
	0.41087
	0.43201

	M1*–τ-c-m-w-y
	0.35547
	0.36375
	0.36777
	0.43855
	0.40571
	0.42539

	M1*–τ-q-r-x-j-u
	0.36677
	0.36612
	0.37214
	0.35184
	0.36644
	0.37103

	M1*–τ-w-x-k-u
	0.35342
	0.36605
	0.37074
	0.35398
	0.36318
	0.36680

	
	
	
	
	
	
	

	M2*–τ-a-b-m-q-w
	0.43696
	0.41144
	0.43343
	0.43950
	0.41389
	0.43614

	M2*–τ-b-q-w-x-u
	0.43625
	0.41011
	0.43125
	0.35444
	0.36973
	0.37468

	M2*–τ-c-n-p-r-x
	0.35377
	0.36751
	0.37442
	0.44063
	0.41223
	0.43384

	M2*–τ-a-m-q-r-j
	0.35162
	0.36148
	0.36539
	0.44039
	0.41198
	0.43272

	M2*–τ-a-m-w-k
	0.35503
	0.36785
	0.37251
	0.44342
	0.40915
	0.42924

	M2*–τ-c-n-w-x
	0.35591
	0.36277
	0.36642
	0.43970
	0.41128
	0.43174

	M2*–τ-b-n-w-x
	0.43401
	0.40776
	0.42761
	0.35378
	0.36375
	0.36758

	M2*–τ-b-m-w-y
	0.43477
	0.40942
	0.42962
	0.35269
	0.36092
	0.36342

	M2*–τ-c-m-p-r-y
	0.35312
	0.36661
	0.37330
	0.44007
	0.40732
	0.42864

	M2*–τ-c-m-w-y
	0.35574
	0.36338
	0.36727
	0.43895
	0.40625
	0.42651

	M2*–τ-w-x-k-u
	0.35407
	0.36517
	0.36966
	0.35416
	0.36296
	0.36633

	
	
	
	
	
	
	

	M3*–τ-a-b-m-q-w
	0.43518
	0.41122
	0.43362
	0.44060
	0.41422
	0.43754

	M3*–τ-c-n-p-r-x
	0.37000
	0.37172
	0.37997
	0.44052
	0.41202
	0.43400

	M3*–τ-a-m-q-r-j
	0.36893
	0.36527
	0.37101
	0.44201
	0.41245
	0.43443

	M3*–τ-c-n-w-x
	0.35466
	0.36310
	0.36704
	0.43953
	0.41110
	0.43204

	M3*–τ-b-n-w-x
	0.43192
	0.40796
	0.42868
	0.35398
	0.36374
	0.36746

	M3*–τ-b-m-w-y
	0.43310
	0.40914
	0.42965
	0.35396
	0.35977
	0.36153

	M3*–τ-c-m-p-r-y
	0.37199
	0.37072
	0.37866
	0.44031
	0.40675
	0.42747

	M3*–τ-c-m-w-y
	0.35466
	0.36352
	0.36761
	0.43907
	0.40569
	0.42539

	M3*–τ-w-x-k-u
	0.35243
	0.36511
	0.36993
	0.35396
	0.36269
	0.36667

	M3*–τ-m-r-y-j
	0.37118
	0.36573
	0.37133
	0.35312
	0.36163
	0.36455

	
	
	
	
	
	
	

	M4*–τ-a-b-m-q-w
	0.44127
	0.41223
	0.43413
	0.43912
	0.41367
	0.43604

	M4*–τ-c-n-p-r-x
	0.34808
	0.36962
	0.37739
	0.43667
	0.41132
	0.43219

	M4*–τ-b-q-w-x-u
	0.43942
	0.41044
	0.43165
	0.35403
	0.36868
	0.37455

	M4*–τ-a-m-w-k
	0.35517
	0.36638
	0.37187
	0.44306
	0.40863
	0.42912

	M4*–τ-c-m-p-r-y
	0.34592
	0.36859
	0.37587
	0.43934
	0.40742
	0.42821

	M4*–τ-b-m-w-y
	0.43844
	0.40957
	0.42949
	0.35238
	0.36006
	0.36253

	M4*–τ-b-n-w-x
	0.43690
	0.40772
	0.42733
	0.35191
	0.36302
	0.36734

	M4*–τ-c-n-w-x
	0.35538
	0.36105
	0.36514
	0.43575
	0.40985
	0.42936

	M4*–τ-c-m-w-y
	0.35544
	0.36145
	0.36610
	0.43826
	0.40584
	0.42561

	M4*–τ-m-r-y-j
	0.34664
	0.36396
	0.36961
	0.35185
	0.36187
	0.36526

	M4*–τ-w-x-k-u
	0.35414
	0.36424
	0.36928
	0.35335
	0.36177
	0.36544

	
	
	
	
	
	
	

	M5*–τ-a-b-m-q-w
	0.43740
	0.41212
	0.43470
	0.44072
	0.41470
	0.43812

	M5*–τ-b-q-w-x-u
	0.43645
	0.41090
	0.43256
	0.35501
	0.37030
	0.37570

	M5*–τ-c-n-p-r-x
	0.36585
	0.37163
	0.37972
	0.44054
	0.41226
	0.43420

	M5*–τ-a-m-q-r-j
	0.36390
	0.36528
	0.37099
	0.44212
	0.41290
	0.43508

	M5*–τ-b-n-w-x
	0.43404
	0.40867
	0.42932
	0.35458
	0.36386
	0.36811

	M5*–τ-c-n-w-x
	0.35631
	0.36392
	0.36776
	0.43948
	0.41136
	0.43234

	M5*–τ-b-m-w-y
	0.43529
	0.41030
	0.43081
	0.35375
	0.36093
	0.36190

	M5*–τ-c-m-p-r-y
	0.36645
	0.37068
	0.37856
	0.44012
	0.40725
	0.42803

	M5*–τ-n-r-x-j
	0.36629
	0.36683
	0.37285
	0.35258
	0.36689
	0.37117

	M5*–τ-q-r-x-j-u
	0.36472
	0.36596
	0.37178
	0.35219
	0.36689
	0.37161

	M5*–τ-w-x-k-u
	0.35461
	0.36679
	0.37165
	0.35454
	0.36362
	0.36731

	M5*–τ-m-r-y-j
	0.36640
	0.36582
	0.37145
	0.35295
	0.12839
	0.36512

	
	
	
	
	
	
	

	M6*–τ-a-b-m-q-w
	0.43803
	0.41128
	0.43358
	0.44022
	0.41420
	0.43747

	M6*–τ-c-n-p-r-x
	0.37228
	0.37197
	0.38018
	0.44009
	0.41194
	0.43340

	M6*–τ-a-m-q-r-j
	0.37078
	0.36559
	0.37146
	0.44161
	0.41246
	0.43438

	M6*–τ-a-m-w-k
	0.35666
	0.36735
	0.37249
	0.44390
	0.40951
	0.43101

	M6*–τ-c-n-w-x
	0.35717
	0.36298
	0.36674
	0.43908
	0.41102
	0.43143

	M6*–τ-b-m-w-y
	0.43610
	0.40926
	0.42953
	0.35331
	0.36017
	0.36168

	M6*–τ-c-m-p-r-y
	0.37403
	0.37101
	0.37904
	0.43997
	0.40694
	0.42777

	M6*–τ-c-m-w-y
	0.35731
	0.36339
	0.36747
	0.43872
	0.40588
	0.42568

	M6*–τ-n-r-x-j
	0.37277
	0.36716
	0.37345
	0.35231
	0.36697
	0.37225

	M6*–τ-q-r-x-j-u
	0.37137
	0.36595
	0.37174
	0.35201
	0.36623
	0.37116

	M6*–τ-w-x-k-u
	0.35503
	0.36506
	0.36978
	0.35372
	0.36273
	0.36662

	
	
	
	
	
	
	

	M7*–τ-a-b-m-q-w
	0.44002
	0.41154
	0.43399
	0.43982
	0.41428
	0.43768

	M7*–τ-b-q-w-x-u
	0.43890
	0.41019
	0.43177
	0.35361
	0.36944
	0.37507

	M7*–τ-a-m-q-r-j
	0.37386
	0.36517
	0.37135
	0.44123
	0.41245
	0.43457

	M7*–τ-c-n-p-r-x
	0.37893
	0.37168
	0.38029
	0.43940
	0.41152
	0.43314

	M7*–τ-b-m-w-y
	0.43786
	0.40960
	0.43000
	0.35275
	0.35976
	0.36105

	M7*–τ-a-m-p-r-k
	0.37853
	0.36991
	0.37775
	0.44099
	0.40771
	0.42870

	M7*–τ-b-n-w-x
	0.43650
	0.40811
	0.42881
	0.35290
	0.36322
	0.36756

	M7*–τ-c-m-p-r-y
	0.37915
	0.37065
	0.37893
	0.43957
	0.40658
	0.42711

	M7*–τ-c-n-w-x
	0.35768
	0.36326
	0.36745
	0.43831
	0.41060
	0.43136

	M7*–τ-w-x-k-u
	0.35523
	0.36642
	0.37104
	0.35312
	0.36417
	0.36846

	
	
	
	
	
	
	

	M8*–τ-a-b-m-q-w
	0.44074
	0.41112
	0.43336
	0.43976
	0.41358
	0.43684

	M8*–τ-a-m-q-r-j
	0.37493
	0.36573
	0.37162
	0.44104
	0.41175
	0.43375

	M8*–τ-b-q-w-x-u
	0.43999
	0.40988
	0.43115
	0.35368
	0.36962
	0.37472

	M8*–τ-c-n-p-r-x
	0.37936
	0.37212
	0.38044
	0.43981
	0.41141
	0.43324

	M8*–τ-b-m-w-y
	0.43855
	0.40929
	0.42957
	0.35253
	0.36009
	0.36114

	M8*–τ-b-n-w-x
	0.43761
	0.40775
	0.42800
	0.35332
	0.36281
	0.36631

	M8*–τ-c-m-w-y
	0.35885
	0.36346
	0.36737
	0.43809
	0.40548
	0.42520

	M8*–τ-q-r-x-j-u
	0.37526
	0.36638
	0.37245
	0.35122
	0.36615
	0.37072

	M8*–τ-n-r-x-j
	0.37679
	0.36728
	0.37360
	0.35149
	0.36578
	0.36991

	M8*–τ-w-x-k-u
	0.35627
	0.36490
	0.36954
	0.35372
	0.36284
	0.36676

	
	
	
	
	
	
	

	M9*–τ-a-b-m-q-w
	0.44075
	0.41112
	0.43336
	0.43974
	0.41364
	0.43684

	M9*–τ-a-m-q-r-j
	0.37493
	0.36573
	0.37162
	0.44104
	0.41180
	0.43375

	M9*–τ-c-n-p-r-x
	0.37935
	0.37210
	0.38044
	0.43981
	0.41142
	0.43324

	M9*–τ-a-m-w-k
	0.35755
	0.36721
	0.37226
	0.44345
	0.40886
	0.43039

	M9*–τ-b-m-w-y
	0.43851
	0.40948
	0.42955
	0.35251
	0.36124
	0.36113

	M9*–τ-c-m-w-y
	0.35885
	0.36346
	0.36737
	0.43809
	0.40548
	0.42520

	M9*–τ-q-r-x-j-u
	0.37526
	0.36612
	0.37193
	0.35122
	0.36641
	0.37094

	M9*–τ-w-x-k-u
	0.35627
	0.36491
	0.36954
	0.35372
	0.36284
	0.36676

	
	
	
	
	
	
	

	M10*–τ-a-b-m-q-w
	0.43998
	0.41126
	0.43362
	0.44015
	0.41383
	0.43694

	M10*–τ-c-n-p-r-x
	0.37677
	0.37232
	0.38084
	0.44041
	0.41227
	0.43452

	M10*–τ-b-q-w-x-u
	0.43925
	0.41015
	0.43166
	0.35343
	0.36897
	0.37441

	M10*–τ-c-n-w-x
	0.35795
	0.36295
	0.36705
	0.43952
	0.41144
	0.43296

	M10*–τ-b-n-w-x
	0.43679
	0.40800
	0.42844
	0.35385
	0.36339
	0.36714

	M10*–τ-n-r-x-j
	0.37519
	0.36757
	0.37407
	0.35196
	0.36635
	0.37075

	M10*–τ-q-r-x-j-u
	0.37363
	0.36673
	0.37295
	0.35027
	0.36565
	0.37048

	M10*–τ-w-x-k-u
	0.35584
	0.36643
	0.37095
	0.35273
	0.36403
	0.36828






