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Mulliken charges on the O atoms in the calculated conformers of τ-type model euglobal structures. HF/6-31G(d,p) results
Results in vacuo from full optimization calculations. 
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.)


	
	

O8

	O10

	O12

	O14

	O18


	M1*–τ-a-b-m-q-w
	-0.72595
	-0.65500
	-0.66712
	-0.61225
	-0.60865

	M1*–τ-b-q-w-x-u
	-0.67991
	-0.65678
	-0.65877
	-0.49449
	-0.60611

	M1*–τ-a-m-q-r-j
	-0.72547
	-0.60075
	-0.66585
	-0.60839
	-0.51381

	M1*–τ-c-n-p-r-x
	-0.66811
	-0.65727
	-0.66615
	-0.51688
	-0.60527

	M1*–τ-b-m-w-y
	-0.60425
	-0.65755
	-0.60425
	-0.51236
	-0.60028

	M1*–τ-b-n-w-x
	-0.67160
	-0.65646
	-0.65663
	-0.50884
	-0.59742

	M1*–τ-c-n-w-x
	-0.66847
	-0.64877
	-0.66491
	-0.51356
	-0.59913

	M1*–τ-c-m-w-y
	-0.71939
	-0.64983
	-0.61339
	-0.50553
	-0.59113

	M1*–τ-q-r-x-j-u
	-0.67650
	-0.60384
	-0.65592
	-0.49745
	-0.50961

	M1*–τ-w-x-k-u
	-0.67770
	-0.64730
	-0.61087
	-0.49372
	-0.49077

	
	
	
	
	
	

	M2*–τ-a-b-m-q-w
	-0.73630
	-0.65600
	-0.66670
	-0.61140
	-0.60910

	M2*–τ-b-q-w-x-u
	-0.68940
	-0.65760
	-0.65820
	-0.50090
	-0.60600

	M2*–τ-c-n-p-r-x
	-0.68320
	-0.65760
	-0.66580
	-0.52070
	-0.60680

	M2*–τ-a-m-q-r-j
	-0.73710
	-0.60040
	-0.66570
	-0.60720
	-0.51400

	M2*–τ-a-m-w-k
	-0.73750
	-0.64730
	-0.61980
	-0.60290
	-0.48830

	M2*–τ-c-n-w-x
	-0.68185
	-0.64934
	-0.66428
	-0.51699
	-0.60022

	M2*–τ-b-n-w-x
	-0.68476
	-0.65731
	-0.65610
	-0.51263
	-0.59746

	M2*–τ-b-m-w-y
	-0.73276
	-0.65871
	-0.60394
	-0.51204
	-0.60056

	M2*–τ-c-m-p-r-y
	-0.73109
	-0.65754
	-0.61546
	-0.50411
	-0.60001

	M2*–τ-c-m-w-y
	-0.73048
	-0.65063
	-0.61321
	-0.50477
	-0.59243

	M2*–τ-w-x-k-u
	-0.69042
	-0.64802
	-0.61056
	-0.49773
	-0.49098

	
	
	
	
	
	

	M3*–τ-a-b-m-q-w
	-0.73534
	-0.65396
	-0.66719
	15.38698
	-0.60803

	M3*–τ-c-n-p-r-x
	-0.68109
	-0.65632
	-0.66648
	-0.52055
	-0.60493

	M3*–τ-a-m-q-r-j
	-0.73530
	-0.60010
	-0.66589
	-0.60902
	-0.51337

	M3*–τ-c-n-w-x
	-0.68109
	-0.64752
	-0.66525
	-0.51697
	-0.59858

	M3*–τ-b-n-w-x
	-0.68352
	-0.65500
	-0.65714
	-0.51364
	-0.59654

	M3*–τ-b-m-w-y
	-0.73185
	-0.65644
	-0.60510
	-0.51170
	-0.59908

	M3*–τ-c-m-p-r-y
	-0.72947
	-0.65659
	-0.61573
	-0.50497
	-1.26378

	M3*–τ-c-m-w-y
	-0.72986
	-0.64894
	-0.61359
	-0.50557
	-0.59072

	M3*–τ-w-x-k-u
	-0.69345
	-0.64667
	-0.61115
	-0.49315
	-0.49031

	M3*–τ-m-r-y-j
	-0.73226
	-0.60937
	-0.60572
	-0.50854
	-0.49370

	
	
	
	
	
	

	M4*–τ-a-b-m-q-w
	-0.74000
	-0.65769
	-0.66733
	-0.60703
	23.39631

	M4*–τ-c-n-p-r-x
	-0.71134
	-0.66017
	-0.66563
	-0.51846
	-0.59993

	M4*–τ-b-q-w-x-u
	-0.71416
	0.65801
	-0.65897
	-0.49523
	-0.59963

	M4*–τ-a-m-w-k
	-0.74025
	-0.64844
	-0.62147
	-0.59767
	-0.47959

	M4*–τ-c-m-p-r-y
	-0.73641
	-0.66006
	-0.61622
	-0.49863
	-0.59497

	M4*–τ-b-m-w-y
	-0.73653
	-0.66047
	-0.60585
	-0.50703
	-0.59290

	M4*–τ-b-n-w-x
	-0.71063
	-0.65793
	-0.65771
	-0.50930
	-0.58928

	M4*–τ-c-n-w-x
	-0.70876
	-0.65192
	-0.66392
	-0.51323
	-0.59056

	M4*–τ-c-m-w-y
	-0.73468
	-0.65434
	-0.61325
	-0.49947
	-0.58469

	M4*–τ-m-r-y-j
	-0.71586
	-0.64941
	-0.61339
	-0.49106
	-0.48268

	M4*–τ-w-x-k-u
	-0.73785
	-0.61402
	-0.60634
	-0.50389
	-0.48426

	
	
	
	
	
	

	M5*–τ-a-b-m-q-w
	-0.72320
	-0.65463
	-0.66616
	-0.61033
	-0.60736

	M5*–τ-b-q-w-x-u
	-0.67642
	-0.65582
	-0.65793
	-0.49816
	-0.60462

	M5*–τ-c-n-p-r-x
	-0.66721
	-0.65603
	-0.66532
	-0.51932
	-0.60376

	M5*–τ-a-m-q-r-j
	-0.72316
	-0.59957
	-0.66487
	-0.60638
	-0.51222

	M5*–τ-b-n-w-x
	-0.66956
	-0.65560
	-0.65604
	-0.51155
	-0.59592

	M5*–τ-c-n-w-x
	-0.66726
	-0.64811
	-0.66402
	-0.51569
	-0.59724

	M5*–τ-b-m-w-y
	-0.71922
	-0.65719
	-0.60333
	-0.50993
	-0.59908

	M5*–τ-c-m-p-r-y
	-0.71696
	-0.65617
	-0.61454
	-0.50250
	-0.59673

	M5*–τ-n-r-x-j
	-0.66998
	-0.60875
	-0.65566
	-0.51470
	-0.49266

	M5*–τ-q-r-x-j-u
	-0.67639
	-0.60255
	-0.65522
	-0.49865
	-0.50814

	M5*–τ-w-x-k-u
	-0.67746
	-0.64684
	-0.61031
	-0.49469
	-0.48901

	M5*–τ-m-r-y-j
	-0.71930
	-0.60867
	-0.60452
	-0.50663
	-0.49266

	
	
	
	
	
	

	M6*–τ-a-b-m-q-w
	-0.73130
	-0.65430
	-0.66688
	-0.61139
	-0.60774

	M6*–τ-c-n-p-r-x
	-0.72567
	-0.65697
	-0.61522
	-0.50400
	-0.59810

	M6*–τ-a-m-q-r-j
	-0.73165
	-0.60053
	-0.66567
	-0.60757
	-0.51320

	M6*–τ-a-m-w-k
	-0.73211
	-0.64588
	-0.62020
	-0.60297
	-0.48655

	M6*–τ-c-n-w-x
	-0.67784
	-0.64772
	-0.66462
	-0.51654
	-0.59820

	M6*–τ-b-m-w-y
	-0.72773
	-0.65682
	-0.60432
	-0.51102
	-0.59889

	M6*–τ-c-m-p-r-y
	-0.72567
	-0.65697
	-0.61522
	-0.50400
	-0.59810

	M6*–τ-c-m-w-y
	-0.72567
	-0.64915
	-0.61302
	-0.50449
	-0.59045

	M6*–τ-n-r-x-j
	-0.68118
	-0.60973
	-0.65670
	-0.51614
	-0.49352

	M6*–τ-q-r-x-j-u
	-0.68996
	-0.60380
	-0.65590
	-0.49613
	-0.50879

	M6*–τ-w-x-k-u
	-0.69038
	-0.64683
	-0.61116
	-0.49187
	-0.49005

	
	
	
	
	
	

	M7*–τ-a-b-m-q-w
	-0.71818
	-0.65674
	-0.66718
	-0.61186
	-0.60854

	M7*–τ-b-q-w-x-u
	-0.67208
	-0.65838
	-0.65847
	-0.49088
	-0.60554

	M7*–τ-a-m-q-r-j
	-0.71813
	-0.60131
	-0.66587
	-0.60789
	-0.51355

	M7*–τ-c-n-p-r-x
	-0.66163
	-0.65785
	-0.66598
	-0.51385
	-0.60415

	M7*–τ-b-m-w-y
	-0.71367
	-0.65924
	-0.60499
	-0.51113
	-0.59983

	M7*–τ-a-m-p-r-k
	-0.71771
	-0.65160
	-0.61582
	-0.60152
	-0.50221

	M7*–τ-b-n-w-x
	-0.66356
	-0.65793
	-0.65684
	-0.50688
	-0.59701

	M7*–τ-c-m-p-r-y
	-0.71137
	-0.65791
	-0.61558
	-0.50428
	-0.59750

	M7*–τ-c-n-w-x
	-0.66147
	-0.65047
	-0.66469
	-0.51050
	-0.59766

	M7*–τ-w-x-k-u
	-0.67297
	-0.65053
	-0.61040
	-0.48775
	-0.49222

	
	
	
	
	
	

	M8*–τ-a-b-m-q-w
	-0.71872
	-0.65604
	-0.66738
	-0.61221
	-0.60872

	M8*–τ-a-m-q-r-j
	-0.71771
	-0.60215
	-0.66614
	-0.60832
	-0.51393

	M8*–τ-b-q-w-x-u
	-0.67136
	-0.65770
	-0.65904
	-0.49454
	-0.60581

	M8*–τ-c-n-p-r-x
	-0.66214
	-0.65866
	-0.66654
	-0.51512
	-0.60518

	M8*–τ-b-m-w-y
	-0.71405
	-0.65864
	-0.60491
	-0.51288
	-0.60044

	M8*–τ-b-n-w-x
	-0.66500
	-0.65752
	-0.65733
	-0.50783
	-0.59745

	M8*–τ-c-m-w-y
	-0.71183
	-0.65115
	-0.61414
	-0.50611
	-0.59123

	M8*–τ-q-r-x-j-u
	-0.67077
	-0.60550
	-0.65629
	-0.49445
	-0.50960

	M8*–τ-n-r-x-j
	-0.66475
	-0.61175
	-0.65673
	-0.51053
	-0.49413

	M8*–τ-w-x-k-u
	-0.67443
	-0.64913
	-0.61192
	-0.48903
	-0.49084

	
	
	
	
	
	

	M9*–τ-a-b-m-q-w
	-0.71873
	-0.65604
	-0.66736
	-0.61219
	-0.60871

	M9*–τ-a-m-q-r-j
	-0.71774
	-0.60216
	-0.66614
	-0.60839
	-0.51396

	M9*–τ-c-n-p-r-x
	-0.66214
	-0.65864
	-0.66651
	-0.51514
	-0.60523

	M9*–τ-a-m-w-k
	-0.71879
	-0.64796
	-0.62090
	-0.60373
	-0.48739

	M9*–τ-b-m-w-y
	-0.71424
	-0.65875
	-0.60420
	-0.51339
	-0.60127

	M9*–τ-c-m-w-y
	-0.71182
	-0.65115
	-0.61414
	-0.50611
	-0.59124

	M9*–τ-q-r-x-j-u
	-0.67342
	-0.60550
	-0.65673
	-0.49311
	-0.50981

	M9*–τ-w-x-k-u
	-0.67440
	-0.64912
	-0.61192
	-0.48907
	-0.49084

	
	
	
	
	
	

	M10*–τ-a-b-m-q-w
	-0.71344
	-0.65487
	-0.66710
	-0.61190
	-0.60725

	M10*–τ-c-n-p-r-x
	-0.66112
	-0.65714
	-0.66665
	-0.52350
	-0.60423

	M10*–τ-b-q-w-x-u
	-0.66951
	-0.65573
	-0.65768
	-0.50227
	-0.60335

	M10*–τ-c-n-w-x
	-0.66132
	-0.64837
	-0.66524
	-0.51970
	-0.59767

	M10*–τ-b-n-w-x
	-0.66359
	-0.65552
	-0.65710
	-0.51555
	-0.59492

	M10*–τ-n-r-x-j
	-0.66359
	-0.61002
	-0.65669
	-0.51884
	-0.49172

	M10*–τ-q-r-x-j-u
	-0.66884
	-0.60362
	-0.65538
	-0.50324
	-0.50735

	M10*–τ-w-x-k-u
	-0.66132
	-0.64837
	-0.66524
	-0.51970
	-0.59767







