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Mulliken charges on the O atoms in the calculated conformers of τ-type model euglobal structures. MP2/6-31G(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
	-0.73295
	-0.68284
	-0.69404
	-0.64255
	-0.63852

	M1*–τ-b-q-w-x-u
	-0.68676
	-0.68429
	-0.67097
	-0.51120
	-0.63471

	M1*–τ-a-m-q-r-j
	-0.73120
	-0.61496
	-0.69307
	-0.63702
	-0.53404

	M1*–τ-c-n-p-r-x
	-0.67262
	-0.67319
	-0.69309
	-0.53590
	-0.63394

	M1*–τ-b-m-w-y
	-0.73109
	-0.68339
	-0.61579
	-0.53055
	-0.62742

	M1*–τ-b-n-w-x
	-0.67926
	-0.68187
	-0.66929
	-0.52530
	-0.62521

	M1*–τ-c-n-w-x
	-0.67399
	-0.66146
	-0.69010
	-0.53233
	-0.62646

	M1*–τ-c-m-w-y
	-0.72488
	-0.66282
	-0.63825
	-0.52275
	-0.61853

	M1*–τ-q-r-x-j-u
	-0.68189
	-0.61957
	-0.66929
	-0.51185
	-0.52750

	M1*–τ-w-x-k-u
	-0.68452
	-0.66086
	-0.62376
	-0.50853
	-0.50633

	
	
	
	
	
	

	M2*–τ-a-b-m-q-w
	-0.74319
	-0.68442
	-0.69307
	-0.63992
	-0.63798

	M2*–τ-b-q-w-x-u
	-0.69463
	-0.68614
	-0.67067
	-0.51890
	-0.63353

	M2*–τ-c-n-p-r-x
	-0.69494
	-0.67406
	-0.69178
	-0.53781
	-0.63476

	M2*–τ-a-m-q-r-j
	0.74300
	-0.61524
	-0.69196
	-0.63385
	-0.53355

	M2*–τ-a-m-w-k
	-0.74239
	-0.66192
	-0.64581
	-0.62937
	-0.50366

	M2*–τ-c-n-w-x
	-0.69365
	-0.66278
	-0.69006
	-0.53417
	-0.62741

	M2*–τ-b-n-w-x
	-0.69917
	-0.25644
	-0.29882
	-0.52605
	-0.62457

	M2*–τ-b-m-w-y
	-0.73997
	-0.68589
	-0.61422
	-0.53132
	-0.62719

	M2*–τ-c-m-p-r-y
	-0.73571
	-0.67397
	-0.64124
	-0.52161
	-0.62863

	M2*–τ-c-m-w-y
	-0.73352
	-0.66551
	-0.63816
	-0.52173
	-0.62003

	M2*–τ-w-x-k-u
	-0.69604
	-0.66206
	-0.62222
	-0.51647
	-0.50593

	
	
	
	
	
	

	M3*–τ-a-b-m-q-w
	-0.74179
	-0.68203
	-0.69417
	-0.64285
	-0.63789

	M3*–τ-c-n-p-r-x
	-0.68612
	-0.67242
	-0.69351
	-0.54015
	-0.63354

	M3*–τ-a-m-q-r-j
	-0.74087
	-0.61439
	-0.69321
	-0.63722
	-0.53361

	M3*–τ-c-n-w-x
	-0.68689
	-0.66032
	-0.69051
	-0.53594
	-0.62584

	M3*–τ-b-n-w-x
	-0.68838
	-0.68132
	-0.66721
	-0.53319
	-0.62487

	M3*–τ-b-m-w-y
	-0.74030
	-0.68276
	-0.61794
	-0.52805
	-0.62633

	M3*–τ-c-m-p-r-y
	-0.73418
	-0.67244
	-0.64100
	-0.52340
	-0.62672

	M3*–τ-c-m-w-y
	-0.73517
	-0.66221
	-0.63786
	-0.52359
	-0.61813

	M3*–τ-w-x-k-u
	-0.69986
	-0.66028
	-0.62407
	-0.51068
	-0.50700

	M3*–τ-m-r-y-j
	-0.74008
	-0.62527
	-0.61863
	-0.52518
	-0.50993

	
	
	
	
	
	

	M4*–τ-a-b-m-q-w
	-0.73883
	-0.68663
	-0.69338
	-0.63633
	-0.63297

	M4*–τ-c-n-p-r-x
	-0.71554
	-0.67707
	-0.69104
	-0.53612
	-0.62878

	M4*–τ-b-q-w-x-u
	-0.71549
	-0.68576
	-0.67201
	-0.51181
	-0.62812

	M4*–τ-a-m-w-k
	-0.73909
	-0.66353
	-0.64716
	-0.62607
	-0.49673

	M4*–τ-c-m-p-r-y
	-0.73551
	-0.67590
	-0.64080
	-0.51821
	-0.62389

	M4*–τ-b-m-w-y
	-0.73789
	-0.68718
	-0.61614
	-0.52622
	-0.61999

	M4*–τ-b-n-w-x
	-0.71496
	-0.68414
	-0.66707
	-0.52587
	-0.61718

	M4*–τ-c-n-w-x
	-0.71309
	-0.66394
	-0.68827
	-0.53045
	-0.61853

	M4*–τ-c-m-w-y
	-0.73343
	-0.66762
	-0.63700
	-0.51849
	-0.61316

	M4*–τ-m-r-y-j
	-0.73675
	-0.62975
	-0.61743
	-0.52288
	-0.50182

	M4*–τ-w-x-k-u
	-0.71776
	-0.66293
	-0.62602
	-0.50860
	-0.50013

	
	
	
	
	
	

	M5*–τ-a-b-m-q-w
	-0.73123
	-0.68244
	-0.69287
	-0.64024
	-0.63711

	M5*–τ-b-q-w-x-u
	-0.68468
	-0.68365
	-0.67132
	-0.51304
	-0.63332

	M5*–τ-c-n-p-r-x
	-0.67417
	-0.67184
	-0.69181
	-0.53810
	-0.63238

	M5*–τ-a-m-q-r-j
	-0.73023
	-0.61362
	-0.69181
	-0.63470
	-0.53236

	M5*–τ-b-n-w-x
	-0.67718
	-0.68085
	-0.66868
	-0.53005
	-0.62361

	M5*–τ-c-n-w-x
	-0.67488
	-0.66082
	-0.68865
	-0.53412
	-0.62447

	M5*–τ-b-m-w-y
	-0.72611
	-0.68361
	-0.61622
	-0.52492
	-0.62612

	M5*–τ-c-m-p-r-y
	-0.72290
	-0.67175
	-0.64061
	-0.51916
	-0.62530

	M5*–τ-n-r-x-j
	-0.67880
	-0.62494
	-0.66652
	-0.52931
	-0.50927

	M5*–τ-q-r-x-j-u
	-0.68367
	-0.61817
	-0.66876
	-0.51375
	-0.52608

	M5*–τ-w-x-k-u
	-0.68593
	-0.66043
	-0.62344
	-0.51007
	-0.50454

	M5*–τ-m-r-y-j
	-0.72499
	-0.62487
	-0.61809
	-0.52171
	-0.50849

	
	
	
	
	
	

	M6*–τ-a-b-m-q-w
	-0.73739
	-0.68228
	-0.69389
	-0.64140
	-0.63749

	M6*–τ-c-n-p-r-x
	-0.68523
	-0.67378
	-0.69341
	-0.53632
	-0.63327

	M6*–τ-a-m-q-r-j
	-0.73703
	-0.61496
	-0.69295
	-0.63591
	-0.53342

	M6*–τ-a-m-w-k
	-0.73814
	-0.65989
	-0.64704
	-0.63192
	-0.50306

	M6*–τ-c-n-w-x
	-0.68513
	-0.66052
	-0.69008
	-0.53187
	-0.62522

	M6*–τ-b-m-w-y
	-0.73686
	-0.68354
	-0.61672
	-0.52795
	-0.62600

	M6*–τ-c-m-p-r-y
	-0.72999
	-0.67282
	-0.64071
	-0.52221
	-0.62678

	M6*–τ-c-m-w-y
	-0.73062
	-0.66221
	-0.63754
	-0.52236
	-0.61806

	M6*–τ-n-r-x-j
	-0.68813
	-0.62589
	-0.66992
	-0.53132
	-0.51017

	M6*–τ-q-r-x-j-u
	-0.69619
	-0.61972
	-0.66862
	-0.51029
	-0.52601

	M6*–τ-w-x-k-u
	-0.69785
	-0.66043
	-0.62471
	-0.50665
	-0.50659

	
	
	
	
	
	

	M7*–τ-a-b-m-q-w
	-0.72721
	-0.68467
	-0.69398
	-0.64167
	-0.63797

	M7*–τ-b-q-w-x-u
	-0.68145
	-0.68636
	-0.67199
	-0.50752
	-0.63395

	M7*–τ-a-m-q-r-j
	-0.72554
	-0.61585
	-0.69297
	-0.63608
	-0.53350

	M7*–τ-c-n-p-r-x
	-0.66989
	-0.67414
	-0.69219
	-0.53229
	-0.63229

	M7*–τ-b-m-w-y
	-0.72163
	-0.68597
	-0.61783
	-0.52653
	-0.62683

	M7*–τ-a-m-p-r-k
	-0.72496
	-0.66750
	-0.64114
	-0.62981
	-0.52011

	M7*–τ-b-n-w-x
	-0.67299
	-0.68349
	-0.66957
	-0.52557
	-0.62452

	M7*–τ-c-m-p-r-y
	-0.71745
	-0.67396
	-0.64200
	-0.52077
	-0.62568

	M7*–τ-c-n-w-x
	-0.67100
	-0.66341
	-0.68917
	-0.52872
	-0.62464

	M7*–τ-w-x-k-u
	-0.68258
	-0.66457
	-0.62297
	-0.50397
	-0.50865

	
	
	
	
	
	

	M8*–τ-a-b-m-q-w
	-0.72555
	-0.68366
	-0.69415
	-0.64213
	-0.63827

	M8*–τ-a-m-q-r-j
	-0.72360
	-0.61657
	-0.69324
	-0.63669
	-0.53411

	M8*–τ-b-q-w-x-u
	-0.67857
	-0.68534
	-0.67235
	-0.50886
	-0.63422

	M8*–τ-c-n-p-r-x
	-0.66741
	-0.67472
	-0.69303
	-0.53342
	-0.63386

	M8*–τ-b-m-w-y
	-0.72015
	-0.68499
	-0.61727
	-0.52903
	-0.62754

	M8*–τ-b-n-w-x
	-0.67308
	-0.68382
	-0.66573
	-0.52243
	-0.62566

	M8*–τ-c-m-w-y
	-0.71780
	-0.66392
	-0.63882
	-0.52342
	-0.61875

	M8*–τ-q-r-x-j-u
	-0.67712
	-0.62158
	-0.66978
	-0.50926
	-0.52749

	M8*–τ-n-r-x-j
	-0.67224
	-0.62830
	-0.66731
	-0.52435
	-0.51098

	M8*–τ-w-x-k-u
	-0.68108
	-0.66241
	-0.62402
	-0.50724
	-0.50787

	
	
	
	
	
	

	M9*–τ-a-b-m-q-w
	-0.72555
	-0.68366
	-0.69415
	-0.64213
	-0.63827

	M9*–τ-a-m-q-r-j
	-0.72360
	-0.61657
	-0.69324
	-0.63669
	-0.53411

	M9*–τ-c-n-p-r-x
	-0.66741
	-0.67472
	-0.69303
	-0.53342
	-0.63386

	M9*–τ-a-m-w-k
	-0.72551
	-0.66164
	-0.64745
	-0.63266
	-0.50397

	M9*–τ-b-m-w-y
	-0.72015
	-0.68499
	-0.61729
	-0.52901
	-0.62751

	M9*–τ-c-m-w-y
	-0.71780
	-0.66392
	-0.63882
	-0.52342
	-0.61875

	M9*–τ-q-r-x-j-u
	-0.67910
	-0.62114
	-0.66832
	-0.51108
	-0.52719

	M9*–τ-w-x-k-u
	-0.68108
	-0.66241
	-0.62402
	-0.50724
	-0.50787

	
	
	
	
	
	

	M10*–τ-a-b-m-q-w
	-0.72465
	-0.68267
	-0.69368
	-0.64155
	-0.63728

	M10*–τ-c-n-p-r-x
	-0.67121
	-0.67314
	-0.69285
	-0.54473
	-0.63336

	M10*–τ-b-q-w-x-u
	-0.68069
	-0.68342
	-0.67071
	-0.52031
	-0.63236

	M10*–τ-c-n-w-x
	-0.67183
	-0.66078
	-0.68978
	-0.54080
	-0.62576

	M10*–τ-b-n-w-x
	-0.67581
	-0.68177
	-0.66508
	-0.53354
	-0.62365

	M10*–τ-n-r-x-j
	-0.67520
	-0.62607
	-0.66667
	-0.53639
	-0.50900

	M10*–τ-q-r-x-j-u
	-0.67938
	-0.61948
	-0.66805
	-0.52154
	-0.52547

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



