Table S 42
Dipole moments of the calculated conformers of the euglobal molecules considered in this work.
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.


	
ε-isomers 
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Molecules and conformers 
	
Dipole moment 
(Debye)

	
Molecules and conformers 
	
Dipole moment 
(Debye)


	
	
DFT

	
HF

	
MP2

	
	
DFT

	
HF

	
MP2


	M1‒ε-a-b-m-w-e
	4.832
	4.439
	4.660
	M1‒ζ-a-b-q-w-e
	6.735
	5.950
	6.238

	M1‒ε-a-b-m-w-d
	4.828
	4.402
	4.656
	M1‒ζ-a-b-q-w-g
	6.983
	6.171
	6.535

	M1‒ε-a-b-m-w-g
	4.853
	4.425
	4.671
	M1‒ζ-a-b-q-w-d
	6.933
	6.153
	6.459

	M1‒ε-a-b-m-w-f
	4.800
	4.450
	4.697
	M1‒ζ-a-b-q-w-f
	6.820
	5.989
	6.248

	M1‒ε-a-b-m-w-i
	4.679
	4.294
	4.537
	M1‒ζ-a-b-q-w-h
	6.958
	6.195
	6.538

	M1‒ε-a-b-m-w-h
	4.690
	4.307
	4.561
	M1‒ζ-a-b-q-w-i
	6.920
	5.960
	6.392

	M1‒ε-a-m-r-t-e
	8.542
	8.475
	9.017
	M1‒ζ-c-p-r-z-e
	7.979
	8.048
	9.341

	M1‒ε-b-w-x-u-e
	0.925
	0.507
	0.427
	M1‒ζ-a-q-r-e
	9.938
	9.264
	9.704

	M1‒ε-c-n-r-x-e
	8.320
	7.755
	8.129
	M1‒ζ-a-w-k-e
	8.812
	8.129
	8.665

	M1‒ε-c-n-w-x-e
	7.105
	6.685
	7.009
	M1‒ζ-c-r-x-e
	5.965
	5.778
	6.306

	M1‒ε-b-m-w-y-e
	3.654
	3.534
	3.409
	M1‒ζ-a-p-r-e
	11.573
	11.088
	11.662

	M1‒ε-b-n-w-x-e
	2.593
	2.735
	2.794
	M1‒ζ-a-p-r-k-e
	11.840
	11.299
	11.946

	M1‒ε-c-m-w-y-e
	8.685
	8.284
	8.763
	M1‒ζ-r-j-z-e
	5.657
	9.264
	6.151

	M1‒ε-r-t-x-u-e
	4.990
	4.592
	4.725
	
	
	
	

	
	
	
	
	
	
	
	

	M2‒ε-a-b-m-w-e
	4.734
	4.421
	4.518
	M2‒ζ-a-b-q-w-e
	6.602
	5.828
	6.051

	M2‒ε-a-b-m-w-g
	4.865
	4.453
	4.638
	M2‒ζ-a-b-q-w-d
	6.777
	5.950
	6.228

	M2‒ε-a-b-m-w-d
	4.754
	4.350
	4.430
	M2‒ζ-a-b-q-w-f
	6.702
	5.878
	6.087

	M2‒ε-a-b-m-w-f
	4.703
	4.424
	4.548
	M2‒ζ-a-b-q-w-i
	6.765
	5.908
	6.123

	M2‒ε-a-b-m-w-h
	4.660
	4.304
	4.620
	M2‒ζ-c-p-r-z-e
	7.141
	6.965
	6.839

	M2‒ε-a-b-m-w-i
	4.642
	4.286
	4.261
	M2‒ζ-c-w-z-e
	5.188
	5.215
	5.125

	M2‒ε-a-m-r-z-e
	7.993
	8.059
	8.178
	M2‒ζ-c-p-r-z-e
	7.184
	7.024
	6.906

	M2‒ε-b-w-x-u-e
	1.207
	0.565
	0.968
	M2‒ζ-a-q-r-j-e
	9.633
	8.971
	9.248

	M2‒ε-c-n-r-z-e
	7.812
	7.236
	7.142
	M2‒ζ-a-w-k-e
	8.467
	7.813
	8.291

	M2‒ε-a-m-w-t-e
	6.759
	6.386
	6.662
	M2‒ζ-c-w-v-e
	5.238
	5.294
	5.212

	M2‒ε-b-w-e
	2.695
	2.606
	2.512
	M2‒ζ-a-p-r-k-e
	11.287
	10.723
	11.148

	M2‒ε-c-n-w-x-e
	6.738
	6.267
	6.252
	M2‒ζ-r-j-z-e
	4.916
	4.468
	3.827

	M2‒ε-b-n-w-x-e
	2.515
	2.578
	2.592
	
	
	
	

	M2‒ε-c-m-r-y-e
	10.277
	10.014
	10.387
	
	
	
	

	M2‒ε-c-m-w-y-e
	8.256
	7.921
	8.289
	
	
	
	

	M2‒ε-r-t-x-u-e
	3.994
	3.461
	3.487
	
	
	
	

	
	
	
	
	
	
	
	

	M3‒ε-a-b-m-w-e
	4.772
	4.434
	4.632
	M3‒ζ-a-b-q-w-e
	6.715
	5.823
	6.153

	M3‒ε-a-b-m-w-g
	4.872
	4.456
	4.700
	M3‒ζ-a-b-q-w-g
	6.817
	5.913
	6.272

	M3‒ε-a-b-m-w-d
	4.842
	4.402
	4.629
	M3‒ζ-a-b-q-w-f
	6.699
	5.838
	6.119

	M3‒ε-a-b-m-w-f
	4.764
	4.444
	4.692
	M3‒ζ-a-b-q-w-d
	6.786
	5.739
	6.139

	M3‒ε-a-b-m-w-h
	4.675
	4.314
	4.601
	M3‒ζ-a-b-q-w-h
	6.819
	5.939
	6.218

	M3‒ε-a-b-m-w-i
	4.663
	4.308
	4.482
	M3‒ζ-c-p-r-v-e
	7.215
	7.088
	7.137

	M3‒ε-a-m-r-s-e
	8.542
	8.576
	9.158
	M3‒ζ-c-w-v-e
	5.215
	5.364
	5.484

	M3‒ε-c-n-r-e
	7.741
	7.219
	7.512
	M3‒ζ-a-q-r-j-e
	9.794
	9.034
	9.534

	M3‒ε-a-n-r-x-e
	7.857
	7.337
	7.581
	M3‒ζ-c-r-v-e
	5.295
	5.455
	5.647

	M3‒ε-c-n-w-e
	6.618
	6.254
	6.538
	M3‒ζ-a-w-k-e
	8.583
	7.822
	8.413

	M3‒ε-b-n-w-e
	2.519
	2.601
	2.718
	M3‒ζ-a-p-r-k-e
	11.302
	10.733
	11.415

	M3‒ε-b-m-w-e
	3.349
	3.222
	3.358
	M3‒ζ-r-j-v-e
	4.958
	4.597
	5.196

	M3‒ε-c-m-r-e
	10.397
	10.121
	10.695
	
	
	
	

	M3‒ε-c-m-w-e
	8.258
	7.889
	8.348
	
	
	
	

	M3‒ε-m-r-k-y-e
	7.240
	6.990
	7.380
	
	
	
	

	
	
	
	
	
	
	
	

	M4‒ε-a-b-m-w-e
	3.857
	3.635
	3.841
	M4*‒ζ-a-b-q-w-e
	5.812
	5.128
	5.400

	M4‒ε-a-b-m-w-g
	4.006
	3.828
	4.111
	M4*‒ζ-a-b-q-w-g
	5.871
	5.192
	5.456

	M4‒ε-a-b-m-w-d
	3.794
	3.573
	3.735
	M4*‒ζ-a-b-q-w-d
	6.117
	5.171
	5.653

	M4‒ε-a-b-m-w-f
	3.827
	3.710
	3.895
	M4*‒ζ-a-b-q-w-f
	5.827
	5.118
	5.343

	M4‒ε-a-b-m-w-h
	3.805
	3.665
	4.226
	M4*‒ζ-a-b-q-w-h
	5.882
	5.178
	5.399

	M4‒ε-a-b-m-w-i
	3.683
	3.536
	3.536
	M4*‒ζ-c-p-r-v-e
	5.668
	5.462
	5.594

	M4‒ε-a-m-r-t-e
	7.076
	7.226
	7.472
	M4*‒ζ-b-q-w-v-u-e
	3.137
	2.560
	2.622

	M4‒ε-c-n-r-x-e
	6.922
	6.354
	6.444
	M4*‒ζ-c-w-v-e
	2.605
	2.561
	2.623

	M4‒ε-b-w-x-u-e
	0.995
	1.422
	1.827
	M4*‒ζ-b-w-v-e
	8.762
	8.441
	9.475

	M4‒ε-a-m-w-k-e
	6.754
	6.368
	6.946
	M4*‒ζ-c-p-r-z-e
	9.056
	8.224
	8.774

	M4‒ε-c-n-r-e
	6.965
	6.131
	6.507
	M4*‒ζ-a-m-r-s-e
	6.794
	6.190
	7.162

	M4‒ε-b-n-w-x-e
	3.173
	3.057
	3.131
	M4*‒ζ-a-w-k-e
	7.877
	6.968
	7.628

	M4‒ε-c-m-r-y-e
	9.572
	9.336
	9.894
	M4*‒ζ-a-p-r-k-e
	10.317
	9.765
	10.434

	M4‒ε-c-n-w-x-e
	7.864
	7.306
	7.815
	M4*‒ζ-r-j-z-e
	6.579
	5.892
	6.727

	M4‒ε-b-m-w-e
	3.096
	2.843
	2.963
	
	
	
	

	M4‒ε-b-n-w-e
	2.968
	3.107
	3.235
	
	
	
	

	M4‒ε-c-m-w-y-e
	6.333
	5.723
	5.774
	
	
	
	

	M4‒ε-m-r-t-e
	5.884
	5.793
	6.108
	
	
	
	

	
	
	
	
	
	
	
	

	M5‒ε-a-b-m-w-e
	4.183
	3.890
	3.967
	M5‒ζ-a-b-q-w-e
	5.852
	5.189
	5.360

	M5‒ε-a-b-m-w-g
	4.051
	3.776
	3.837
	M5‒ζ-a-b-q-w-d
	6.148
	5.526
	5.679

	M5‒ε-a-b-m-w-d
	4.220
	3.903
	4.018
	M5‒ζ-a-b-q-w-g
	5.964
	5.141
	5.404

	M5‒ε-a-b-m-w-f
	4.129
	3.910
	4.004
	M5‒ζ-a-b-q-w-f
	5.943
	5.267
	5.391

	M5‒ε-a-b-m-w-i
	4.053
	3.770
	3.978
	[bookmark: _GoBack]M5‒ζ-c-p-r-v-e
	7.372
	7.344
	7.685

	M5‒ε-a-b-m-w-h
	3.952
	3.722
	3.710
	M5‒ζ-c-w-v-e
	5.621
	5.848
	6.251

	M5‒ε-b-w-x-u-e
	1.484
	1.112
	1.480
	M5‒ζ-a-q-r-j-e
	9.031
	8.485
	8.791

	M5‒ε-a-m-r-t-e
	8.135
	8.246
	8.613
	M5‒ζ-a-w-k-e
	8.132
	7.620
	7.971

	M5‒ε-c-q-r-x-e
	8.242
	7.774
	8.170
	M5‒ζ-c-w-z-e
	6.284
	6.233
	6.471

	M5‒ε-c-q-w-x-e
	7.697
	7.234
	7.605
	M5‒ζ-a-p-r-e
	10.809
	10.452
	10.952

	M5‒ε-b-m-w-y-e
	4.025
	3.780
	3.745
	M5‒ζ-a-p-r-k-e
	10.942
	10.552
	11.054

	M5‒ε-c-n-r-x-e
	8.337
	7.846
	8.222
	M5‒ζ-r-j-v-e
	4.535
	4.247
	5.168

	M5‒ε-c-n-w-x-e
	7.928
	7.474
	7.955
	M5‒ζ-r-j-z-e
	5.309
	4.799
	4.695

	M5‒ε-c-m-r-y-e
	10.449
	10.247
	10.684
	
	
	
	

	M5‒ε-r-s-x-u-e
	4.233
	3.946
	3.853
	
	
	
	

	
	
	
	
	
	
	
	

	M6‒ε-a-b-m-w-e
	4.173
	3.889
	4.064
	M6*‒ζ-a-b-q-w-e
	6.134
	5.418
	5.700

	M6‒ε-a-b-m-w-d
	4.215
	3.892
	4.099
	M6*‒ζ-a-b-q-w-g
	6.342
	5.594
	5.948

	M6‒ε-a-b-m-w-g
	4.179
	3.859
	4.049
	M6*‒ζ-a-b-q-w-f
	6.300
	5.451
	5.808

	M6‒ε-a-b-m-w-f
	4.126
	3.908
	4.107
	M6*‒ζ-a-b-q-w-i
	6.215
	5.445
	5.694

	M6‒ε-a-b-m-w-h
	4.021
	3.768
	3.921
	M6*‒ζ-a-b-q-w-h
	6.293
	5.538
	5.888

	M6‒ε-a-b-m-w-i
	4.043
	3.761
	4.004
	M6*‒ζ-c-p-r-v-e
	6.990
	7.087
	7.113

	M6‒ε-c-n-r-x-e
	7.616
	7.181
	7.441
	M6*‒ζ-b-q-w-v-u-e
	3.520
	2.805
	2.817

	M6‒ε-b-m-w-y-e
	3.302
	3.164
	3.154
	M6*‒ζ-a-q-r-j-e
	9.269
	8.686
	9.100

	M6‒ε-c-n-w-x-e
	6.773
	6.393
	6.608
	M6*‒ζ-a-p-r-k-e
	10.848
	10.500
	11.058

	M6‒ε-a-m-r-s-e
	7.729
	7.799
	8.162
	M6*‒ζ-p-r-k-z-u-e
	6.956
	6.561
	6.827

	M6‒ε-a-m-w-t-e
	6.865
	6.454
	6.975
	M6*‒ζ-r-j-z-e
	5.772
	5.066
	6.287

	M6‒ε-c-m-r-y-e
	10.042
	9.862
	10.386
	
	
	
	

	M6‒ε-a-m-r-t-e
	7.984
	8.024
	8.512
	
	
	
	

	M6‒ε-r-t-x-u-e
	4.490
	4.250
	4.246
	
	
	
	

	
	
	
	
	
	
	
	

	M7‒ε-a-b-m-w-e
	5.582
	5.297
	5.453
	M7‒ζ-a-b-q-w-e
	6.647
	5.903
	6.153

	M7‒ε-a-b-m-w-g
	5.532
	5.230
	5.400
	M7‒ζ-a-b-q-w-d
	6.843
	6.068
	6.341

	M7‒ε-a-b-m-w-d
	5.607
	5.248
	5.409
	M7‒ζ-a-b-q-w-g
	6.925
	6.086
	6.488

	M7‒ε-a-b-m-w-f
	5.530
	5.303
	5.479
	M7‒ζ-a-b-q-w-f
	6.753
	5.917
	6.162

	M7‒ε-a-b-m-w-i
	5.409
	5.138
	5.305
	M7‒ζ-a-b-q-w-i
	6.824
	6.068
	6.257

	M7‒ε-a-b-m-w-h
	5.409
	5.138
	5.305
	M7‒ζ-a-b-q-w-h
	6.722
	5.714
	6.140

	M7‒ε-a-m-r-t-e
	9.443
	9.392
	9.540
	M7‒ζ-c-p-r-z-e
	7.878
	7.701
	7.828

	M7‒ε-b-w-x-e
	1.774
	1.122
	1.000
	M7‒ζ-c-p-r-v-e
	8.623
	8.519
	9.087

	M7‒ε-a-m-r-s-e
	10.537
	10.386
	11.109
	M7‒ζ-b-q-w-z-u-e
	3.418
	2.646
	2.516

	M7‒ε-c-n-r-x-e
	9.513
	9.035
	9.420
	M7‒ζ-c-w-z-e
	5.971
	6.047
	6.330

	M7‒ε-b-m-w-y-e
	4.399
	4.305
	4.226
	M7‒ζ-a-q-r-j-e
	9.871
	9.225
	9.618

	M7‒ε-b-n-w-x-e
	3.074
	3.053
	3.132
	M7‒ζ-c-w-v-e
	6.677
	6.544
	7.151

	M7‒ε-a-m-r-y-e
	11.947
	11.721
	12.228
	M7‒ζ-a-w-k-e
	8.869
	8.284
	8.810

	M7‒ε-r-t-x-u-e
	6.068
	5.620
	5.756
	M7‒ζ-a-p-k-r-e
	11.609
	11.174
	11.766

	
	
	
	
	M7‒ζ-w-k-v-u-e
	6.074
	5.733
	6.035

	
	
	
	
	
	
	
	

	M8‒ε-a-b-m-w-e
	5.035
	4.566
	4.784
	M8*‒ζ-a-b-q-w-e
	6.960
	6.101
	6.396

	M8‒ε-a-b-m-w-d
	5.032
	4.524
	4.777
	M8*‒ζ-a-b-q-w-g
	7.195
	6.332
	6.688

	M8‒ε-a-b-m-w-g
	5.105
	4.571
	4.829
	M8*‒ζ-a-b-q-w-d
	7.053
	6.169
	6.592

	M8‒ε-a-b-m-w-f
	4.996
	4.575
	4.822
	M8*‒ζ-a-b-q-w-f
	7.052
	6.129
	6.411

	M8‒ε-a-b-m-w-i
	4.875
	4.524
	4.642
	M8*‒ζ-a-b-q-w-i
	7.169
	6.169
	6.518

	M8‒ε-a-b-m-w-h
	4.923
	4.571
	4.721
	M8*‒ζ-a-b-q-w-h
	7.171
	6.327
	6.711

	M8‒ε-a-m-r-t-e
	8.669
	8.555
	9.063
	M8*‒ζ-a-q-r-e
	10.197
	9.464
	9.895

	M8‒ε-a-m-r-s-e
	8.776
	8.645
	9.065
	M8*‒ζ-c-w-z-e
	5.849
	6.049
	7.108

	M8‒ε-b-w-x-u-e
	1.197
	0.801
	0.771
	M8*‒ζ-a-p-r-k-e
	11.759
	11.235
	11.750

	M8‒ε-c-n-r-x-e
	8.234
	7.693
	7.947
	M8*‒ζ-p-r-k-z-u-e
	7.862
	7.365
	7.584

	M8‒ε-a-m-w-t-e
	7.278
	6.761
	7.292
	
	
	
	

	M8‒ε-b-m-w-y-e
	3.821
	3.515
	3.453
	
	
	
	

	M8‒ε-c-m-r-y-e
	10.716
	10.393
	10.870
	
	
	
	

	M8‒ε-b-n-w-x-e
	2.660
	2.616
	2.441
	
	
	
	

	M8‒ε-c-n-w-x-e
	6.939
	6.541
	6.730
	
	
	
	

	M8‒ε-c-m-w-y-e
	8.551
	8.168
	8.556
	
	
	
	

	M8‒ε-r-t-x-u-e
	4.972
	4.598
	4.674
	
	
	
	

	M8‒ε-r-s-x-u-e
	5.369
	5.281
	5.844
	
	
	
	

	
	
	
	
	
	
	
	

	M9*‒ε-a-b-m-w-e
	4.783
	4.460
	4.756
	M9‒ζ-a-b-q-w-e
	6.749
	5.968
	6.318

	M9*‒ε-a-b-m-w-g
	4.841
	4.474
	4.791
	M9‒ζ-a-b-q-w-d
	6.941
	6.099
	6.513

	M9*‒ε-a-b-m-w-d
	4.836
	4.428
	4.725
	M9‒ζ-a-b-q-w-g
	7.034
	6.210
	6.602

	M9*‒ε-a-b-m-w-f
	4.752
	4.470
	4.783
	M9‒ζ-a-b-q-w-f
	6.873
	6.026
	6.343

	M9*‒ε-a-b-m-w-h
	4.668
	4.474
	4.689
	M9‒ζ-c-p-r-v-e
	7.763
	7.578
	8.157

	M9*‒ε-a-b-m-w-i
	4.646
	4.329
	4.584
	M9‒ζ-c-p-r-z-e
	8.939
	8.551
	9.342

	M9*‒ε-a-m-r-s-e
	8.447
	8.555
	9.138
	M9‒ζ-b-q-w-v-u-e
	4.093
	3.697
	3.835

	M9*‒ε-c-n-r-x-e
	7.872
	7.367
	7.793
	M9‒ζ-b-w-v-e
	2.928
	3.699
	3.835

	M9*‒ε-b-w-x-u-e
	0.819
	0.558
	0.790
	M9‒ζ-c-w-v-e
	5.768
	5.534
	6.119

	M9*‒ε-b-n-w-x-e
	2.450
	2.652
	2.781
	M9‒ζ-a-q-r-e
	10.115
	9.374
	11.056

	M9*‒ε-c-n-w-x-e
	6.706
	6.308
	6.673
	M9‒ζ-c-w-z-e
	6.763
	6.511
	7.314

	M9*‒ε-b-m-w-y-e
	3.502
	3.322
	3.412
	M9‒ζ-a-w-k-e
	11.816
	8.086
	8.790

	M9*‒ε-c-m-r-y-e
	10.397
	10.158
	10.739
	M9‒ζ-a-p-r-k-e
	11.664
	8.893
	11.816

	M9*‒ε-c-m-w-e
	8.287
	7.959
	8.445
	M9‒ζ-r-j-z-e
	6.622
	5.898
	6.458

	M9*‒ε-r-t-x-u-e
	4.784
	4.491
	4.555
	M9‒ζ-r-j-v-e
	5.449
	4.758
	5.108

	
	
	
	
	
	
	
	

	M10‒ε-a-b-m-w-e
	4.635
	4.312
	4.599
	M10*‒ζ-a-b-q-w-e
	6.658
	6.183
	6.183

	M10‒ε-a-b-m-w-d
	4.711
	4.322
	4.639
	M10*‒ζ-a-b-q-w-g
	6.857
	5.961
	6.338

	M10‒ε-a-b-m-w-g
	4.712
	4.332
	4.656
	M10*‒ζ-a-b-q-w-f
	6.828
	5.887
	6.186

	M10‒ε-a-b-m-w-f
	4.612
	4.336
	4.645
	M10*‒ζ-a-b-q-w-d
	6.564
	5.577
	6.174

	M10‒ε-a-b-m-w-i
	4.528
	4.195
	4.512
	M10*‒ζ-c-p-r-z-e
	7.307
	7.058
	7.410

	M10‒ε-a-b-m-w-h
	4.523
	4.204
	4.525
	M10*‒ζ-b-q-w-z-u-e
	3.619
	2.732
	2.917

	M10‒ε-c-n-r-x-e
	7.252
	6.902
	7.230
	M10*‒ζ-a-q-r-e
	9.842
	9.239
	9.745

	M10‒ε-b-w-x-e
	0.487
	0.725
	0.946
	M10*‒ζ-a-p-r-e
	11.216
	10.856
	11.473

	M10‒ε-c-n-w-x-e
	6.247
	6.030
	6.310
	M10*‒ζ-w-z-k-u-e
	4.309
	3.624
	4.047

	M10‒ε-b-n-w-x-e
	2.509
	2.763
	2.792
	
	
	
	

	M10‒ε-r-s-x-u-e
	4.394
	6.902
	4.182
	
	
	
	



