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Mulliken charges on the O atoms in the calculated conformers of τ-type model euglobal structures. DFT/B3LYP/6-31+G(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
	-0.23066
	-0.51906
	-0.54902
	-0.50035
	-0.47629

	M1*–τ-b-q-w-x-u
	-0.15287
	-0.52176
	-0.46773
	-0.38691
	-0.47599

	M1*–τ-a-m-q-r-j
	-0.23190
	-0.44027
	-0.54304
	-0.49735
	-0.40080

	M1*–τ-c-n-p-r-x
	-0.14468
	-0.49457
	-0.54445
	-0.39294
	-0.47651

	M1*–τ-b-m-w-y
	-0.20901
	-0.51862
	-0.41731
	-0.42171
	-0.47866

	M1*–τ-b-n-w-x
	-0.14607
	-0.51776
	-0.46542
	-0.38718
	-0.47815

	M1*–τ-c-n-w-x
	-0.14174
	-0.45156
	-0.54065
	-0.39003
	-0.47707

	M1*–τ-c-m-w-y
	-0.20495
	-0.45175
	-0.49762
	-0.41401
	-0.46925

	M1*–τ-q-r-x-j-u
	-0.15558
	-0.44289
	-0.45565
	-0.38819
	-0.39852

	M1*–τ-w-x-k-u
	-0.15125
	-0.43901
	-0.41189
	-0.38755
	-0.39447

	
	
	
	
	
	

	M2*–τ-a-b-m-q-w
	-0.25097
	-0.52265
	-0.54485
	-0.48304
	-0.46424

	M2*–τ-b-q-w-x-u
	-0.15094
	-0.52310
	-0.46493
	-0.36104
	-0.46672

	M2*–τ-c-n-p-r-x
	-0.15667
	-0.48180
	-0.54385
	-0.36765
	-0.47216

	M2*–τ-a-m-q-r-j
	-0.25733
	-0.42713
	-0.54082
	-0.47669
	-0.39131

	M2*–τ-a-m-w-k
	-0.24914
	-0.43354
	-0.49909
	-0.47563
	-0.38465

	M2*–τ-c-n-w-x
	-0.14820
	-0.44915
	-0.53899
	-0.36561
	-0.47321

	M2*–τ-b-n-w-x
	-0.14176
	-0.52061
	-0.45886
	-0.36055
	-0.46838

	M2*–τ-b-m-w-y
	-0.24873
	-0.51998
	-0.40723
	-0.40095
	-0.46789

	M2*–τ-c-m-p-r-y
	-0.24753
	-0.48224
	-0.49514
	-0.38996
	-0.46813

	M2*–τ-c-m-w-y
	-0.23938
	-0.44968
	-0.49028
	-0.39278
	-0.46831

	M2*–τ-w-x-k-u
	-0.15812
	-0.43209
	-0.40847
	-0.36240
	-0.39373

	
	
	
	
	
	

	M3*–τ-a-b-m-q-w
	-0.26274
	-0.53360
	-0.54975
	-0.50489
	-0.47930

	M3*–τ-c-n-p-r-x
	-0.53945
	-0.46049
	-0.28019
	-0.35022
	-0.46579

	M3*–τ-a-m-q-r-j
	-0.27098
	-0.45137
	-0.54451
	-0.50062
	-0.40220

	M3*–τ-c-n-w-x
	-0.17371
	-0.47063
	-0.53726
	-0.38620
	-0.47062

	M3*–τ-b-n-w-x
	-0.18663
	-0.53355
	-0.46264
	-0.38895
	-0.48008

	M3*–τ-b-m-w-y
	-0.24415
	-0.53374
	-0.41575
	-0.42277
	-0.48128

	M3*–τ-c-m-p-r-y
	-0.23777
	-0.50959
	-0.49521
	-0.40889
	-0.46507

	M3*–τ-c-m-w-y
	-0.24710
	-0.47209
	-0.49693
	-0.41531
	-0.46857

	M3*–τ-w-x-k-u
	-0.19539
	-0.45817
	-0.41068
	-0.38882
	-0.39415

	M3*–τ-m-r-y-j
	-0.25324
	-0.45574
	-0.40411
	-0.42065
	-0.39963

	
	
	
	
	
	

	M4*–τ-a-b-m-q-w
	-0.32431
	-0.51008
	-0.55208
	-0.46967
	-0.45563

	M4*–τ-c-n-p-r-x
	-0.28019
	-0.46049
	-0.53945
	-0.35022
	-0.46579

	M4*–τ-b-q-w-x-u
	-0.25982
	-0.50926
	-0.46951
	-0.34836
	-0.45679

	M4*–τ-a-m-w-k
	-0.33007
	-0.41293
	-0.50603
	-0.46043
	-0.37495

	M4*–τ-c-m-p-r-y
	-0.33276
	-0.45498
	-0.50137
	-0.37526
	-0.46064

	M4*–τ-b-m-w-y
	-0.31808
	-0.50698
	-0.41451
	-0.38860
	-0.45748

	M4*–τ-b-n-w-x
	-0.26214
	-0.50761
	-0.46117
	-0.34694
	-0.45723

	M4*–τ-c-n-w-x
	-0.26560
	-0.43289
	-0.53407
	-0.34866
	-0.46533

	M4*–τ-c-m-w-y
	-0.32052
	-0.42814
	-0.49604
	-0.37796
	-0.45846

	M4*–τ-m-r-y-j
	-0.33418
	-0.40686
	-0.40702
	-0.38441
	-0.38068

	M4*–τ-w-x-k-u
	-0.27040
	-0.41732
	-0.41469
	-0.34563
	-0.38229

	
	
	
	
	
	

	M5*–τ-a-b-m-q-w
	-0.24319
	-0.51585
	-0.55053
	-0.50131
	-0.47458

	M5*–τ-b-q-w-x-u
	-0.14167
	-0.07958
	-0.10794
	-0.36464
	-0.46580

	M5*–τ-c-n-p-r-x
	-0.12323
	-0.48713
	-0.54378
	-0.37156
	-0.46868

	M5*–τ-a-m-q-r-j
	-0.24391
	-0.43154
	-0.54446
	-0.49854
	-0.39954

	M5*–τ-b-n-w-x
	-0.13370
	-0.51267
	-0.45991
	-0.36431
	-0.46723

	M5*–τ-c-n-w-x
	-0.12241
	-0.44664
	-0.53873
	-0.36876
	-0.46948

	M5*–τ-b-m-w-y
	-0.22096
	-0.51553
	-0.41954
	-0.42035
	-0.47652

	M5*–τ-c-m-p-r-y
	-0.20109
	-0.48923
	-0.49396
	-0.41027
	-0.46285

	M5*–τ-n-r-x-j
	-0.13080
	-0.43462
	-0.44909
	-0.36877
	-0.38848

	M5*–τ-q-r-x-j-u
	-0.15162
	-0.43284
	-0.45642
	-0.37562
	-0.39714

	M5*–τ-w-x-k-u
	-0.13341
	-0.43297
	-0.40460
	-0.36534
	-0.39002

	M5*–τ-m-r-y-j
	-0.22264
	-0.43608
	-0.40724
	-0.41971
	-0.39685

	
	
	
	
	
	

	M6*–τ-a-b-m-q-w
	-0.27303
	-0.51500
	-0.54644
	-0.50008
	-0.47277

	M6*–τ-c-n-p-r-x
	-0.17649
	-0.49009
	-0.54145
	-0.37947
	-0.47370

	M6*–τ-a-m-q-r-j
	-0.27617
	-0.43503
	-0.54140
	-0.49692
	-0.39892

	M6*–τ-a-m-w-k
	-0.27254
	-0.43164
	-0.50286
	-0.49193
	-0.38410

	M6*–τ-c-n-w-x
	-0.17281
	-0.44639
	-0.53694
	-0.37696
	-0.47395

	M6*–τ-b-m-w-y
	-0.25009
	-0.51534
	-0.41277
	-0.42306
	-0.47481

	M6*–τ-c-m-p-r-y
	-0.25173
	-0.49415
	-0.49758
	-0.41472
	-0.46767

	M6*–τ-c-m-w-y
	-0.24882
	-0.44888
	-0.49295
	-0.41527
	-0.46685

	M6*–τ-n-r-x-j
	-0.18400
	-0.43838
	-0.45119
	-0.37464
	-0.39547

	M6*–τ-q-r-x-j-u
	-0.18693
	-0.43600
	-0.45327
	-0.37406
	-0.39668

	M6*–τ-w-x-k-u
	-0.17934
	-0.43093
	-0.40848
	-0.37318
	-0.39184

	
	
	
	
	
	

	M7*–τ-a-b-m-q-w
	-0.25490
	-0.55077
	-0.54539
	-0.49064
	-0.46752

	M7*–τ-b-q-w-x-u
	-0.18520
	-0.55319
	-0.46474
	-0.38226
	-0.46875

	M7*–τ-a-m-q-r-j
	-0.25641
	-0.46366
	-0.54121
	-0.48701
	-0.39499

	M7*–τ-c-n-p-r-x
	-0.17815
	-0.52694
	-0.53973
	-0.38904
	-0.47357

	M7*–τ-b-m-w-y
	-0.23957
	-0.55016
	-0.41197
	-0.41322
	-0.47051

	M7*–τ-a-m-p-r-k
	-0.25720
	-0.51228
	-0.49755
	-0.48161
	-0.38807

	M7*–τ-b-n-w-x
	-0.17891
	-0.54947
	-0.46054
	-0.38325
	-0.47107

	M7*–τ-c-m-p-r-y
	-0.23991
	-0.52693
	-0.49606
	-0.40233
	-0.46754

	M7*–τ-c-n-w-x
	-0.17728
	-0.48326
	-0.53471
	-0.38659
	-0.47500

	M7*–τ-w-x-k-u
	-0.18629
	-0.46908
	-0.40668
	-0.38146
	-0.39322

	
	
	
	
	
	

	M8*–τ-a-b-m-q-w
	-0.23042
	-0.54269
	-0.54789
	-0.49421
	-0.46219

	M8*–τ-a-m-q-r-j
	-0.23623
	-0.45858
	-0.54254
	-0.49164
	-0.39326

	M8*–τ-b-q-w-x-u
	-0.17444
	-0.54376
	-0.46602
	-0.38678
	-0.46408

	M8*–τ-c-n-p-r-x
	-0.17092
	-0.52102
	-0.54357
	-0.39353
	-0.47046

	M8*–τ-b-m-w-y
	-0.21474
	-0.54248
	-0.41118
	-0.41968
	-0.46528

	M8*–τ-b-n-w-x
	-0.16683
	-0.53950
	-0.46215
	-0.38789
	-0.46660

	M8*–τ-c-m-w-y
	-0.21126
	-0.46885
	-0.49123
	-0.41148
	-0.46662

	M8*–τ-q-r-x-j-u
	-0.18197
	-0.45942
	-0.45421
	-0.38809
	-0.39264

	M8*–τ-n-r-x-j
	-0.17564
	-0.46227
	-0.45091
	-0.39043
	-0.39166

	M8*–τ-w-x-k-u
	-0.17763
	-0.45413
	-0.40840
	-0.38692
	-0.39255

	
	
	
	
	
	

	M9*–τ-a-b-m-q-w
	-0.23043
	-0.54271
	-0.54787
	-0.49420
	-0.46218

	M9*–τ-a-m-q-r-j
	-0.23624
	-0.45858
	-0.54254
	-0.49164
	-0.39326

	M9*–τ-c-n-p-r-x
	-0.17091
	-0.52101
	-0.54357
	-0.39353
	-0.47047

	M9*–τ-a-m-w-k
	-0.23283
	-0.45217
	-0.49984
	-0.48811
	-0.38337

	M9*–τ-b-m-w-y
	-0.21475
	-0.54241
	-0.41113
	-0.41970
	-0.46531

	M9*–τ-c-m-w-y
	-0.21126
	-0.46885
	-0.49123
	-0.41148
	-0.46662

	M9*–τ-q-r-x-j-u
	-0.18204
	-0.45943
	-0.45421
	-0.38811
	-0.39264

	M9*–τ-w-x-k-u
	-0.17763
	-0.45413
	-0.40840
	-0.38692
	-0.39255

	
	
	
	
	
	

	M10*–τ-a-b-m-q-w
	-0.20211
	-0.53679
	-0.54718
	-0.49114
	-0.46817

	M10*–τ-c-n-p-r-x
	-0.15988
	-0.51186
	-0.54061
	-0.37863
	-0.47039

	M10*–τ-b-q-w-x-u
	-0.16123
	-0.53968
	-0.46388
	-0.37093
	-0.46791

	M10*–τ-c-n-w-x
	-0.15923
	-0.46831
	-0.53581
	-0.37488
	-0.47212

	M10*–τ-b-n-w-x
	-0.15741
	-0.53624
	-0.46099
	-0.37225
	-0.46890

	M10*–τ-n-r-x-j
	-0.16081
	-0.45386
	-0.44988
	-0.37616
	-0.39399

	M10*–τ-q-r-x-j-u
	-0.16380
	-0.45153
	-0.45135
	-0.37265
	-0.39631

	M10*–τ-w-x-k-u
	-0.16346
	-0.45403
	-0.40627
	-0.36999
	-0.39073





