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Table S1: Theoretical coordinates of 26EP (I)
[image: Immagine che contiene sfera

Descrizione generata automaticamente]
	
	B3LYP-D3(BJ)/def2-TZVP

	
	a/Å
	b/Å
	c/Å

	 1
	-0.016
	 2.354
	 0.205

	  2
	 1.187
	 1.676
	 0.065

	 3
	 1.225
	 0.317
	-0.229

	 4
	 0.007
	-0.354
	-0.377

	 5
	-1.220
	 0.301
	-0.241

	 6
	-1.208
	 1.664
	 0.049

	 7
	-0.024
	 3.413
	 0.427

	 8
	 2.124
	 2.209
	 0.179

	 9
	-2.153
	 2.183
	 0.152

	10
	-2.523
	-0.447
	-0.360

	11
	-2.887
	-1.227
	 0.910

	12
	-3.828
	-1.766
	 0.785

	13
	-2.113
	-1.952
	 1.171

	14
	-2.991
	-0.545
	 1.754

	15
	 2.529
	-0.423
	-0.354

	16
	 2.878
	-1.227
	 0.903

	17
	 3.830
	-1.747
	 0.781

	18
	 2.958
	-0.570
	 1.771

	19
	 2.108
	-1.971
	 1.110

	20
	 0.078
	-1.695
	-0.661

	21
	-0.804
	-2.035
	-0.840

	22
	 2.483
	-1.100
	-1.210

	23
	 3.323
	 0.298
	-0.558

	24
	-2.502
	-1.130
	-1.219

	25
	-3.318
	 0.265
	-0.585


Table S2: Theoretical coordinates of 26EP (II)
[image: Immagine che contiene bacca

Descrizione generata automaticamente con attendibilità bassa]
	
	B3LYP-D3(BJ)/def2-TZVP

	
	a/Å
	b/Å
	c/Å

	 1
	 0.015
	-2.343
	 0.003

	 2
	-1.147
	-1.650
	-0.307

	 3
	-1.184
	-0.259
	-0.310

	 4
	-0.007
	 0.427
	 0.004

	 5
	 1.179
	-0.243
	 0.316

	 6
	 1.166
	-1.636
	 0.313

	 7
	 0.022
	-3.425
	 0.004

	 8
	-2.051
	-2.194
	-0.555

	 9
	 2.079
	-2.167
	 0.559

	10
	 2.452
	 0.512
	 0.602

	11
	-2.453
	 0.491
	-0.610

	12
	-3.152
	 1.001
	 0.655

	13
	-4.069
	 1.538
	 0.404

	14
	-3.413
	 0.171
	 1.314

	15
	-2.501
	 1.680
	 1.207

	16
	-0.075
	 1.798
	-0.013

	17
	 0.766
	 2.168
	 0.269

	18
	-2.232
	 1.338
	-1.262

	19
	-3.129
	-0.167
	-1.158

	20
	 2.258
	 1.362
	 1.269

	21
	 3.158
	 1.004
	-0.668

	22
	 2.513
	 1.657
	-1.259

	23
	 4.068
	 1.556
	-0.424

	24
	 3.430
	 0.158
	-1.300

	25
	 3.127
	-0.137
	 1.160


Table S3: Theoretical coordinates of 26EP (III)
[image: Immagine che contiene oggetti in metallo, arte

Descrizione generata automaticamente]
	
	B3LYP-D3(BJ)/def2-TZVP

	
	a/Å
	b/Å
	c/Å

	 1
	 0.262
	-2.213
	 0.045

	 2
	-1.019
	-1.717
	-0.140

	 3
	-1.255
	-0.351
	-0.267

	 4
	-0.156
	 0.509
	-0.201

	 5
	 1.150
	 0.038
	-0.017

	 6
	 1.336
	-1.336
	 0.105

	 7
	 0.426
	-3.278
	 0.140

	 8
	-1.861
	-2.397
	-0.192

	 9
	 2.333
	-1.728
	 0.249

	10
	 2.289
	 1.031
	 0.040

	11
	-2.647
	 0.194
	-0.436

	12
	-3.230
	 0.747
	 0.870

	13
	-4.240
	 1.130
	 0.714

	14
	-3.275
	-0.031
	 1.633

	15
	-2.613
	 1.560
	 1.252

	16
	-0.418
	 1.850
	-0.328

	17
	 0.404
	 2.347
	-0.300

	18
	-2.642
	 0.985
	-1.188

	19
	-3.292
	-0.602
	-0.814

	20
	 2.296
	 1.621
	-0.885

	21
	 3.681
	 0.442
	 0.241

	22
	 3.946
	-0.236
	-0.569

	23
	 4.426
	 1.238
	 0.268

	24
	 3.747
	-0.109
	 1.179

	25
	 2.097
	 1.747
	 0.851


Table S4: Theoretical coordinates of 26EP (IV)
[image: Immagine che contiene oggetti in metallo, puntina, arte

Descrizione generata automaticamente]
	
	B3LYP-D3(BJ)/def2-TZVP

	
	a/Å
	b/Å
	c/Å

	 1
	 0.243
	 2.212
	 0.040

	 2
	 1.324
	 1.341
	 0.108

	 3
	 1.154
	-0.033
	-0.015

	 4
	-0.147
	-0.514
	-0.206

	 5
	-1.252
	 0.337
	-0.275

	 6
	-1.032
	 1.708
	-0.151

	 7
	 0.399
	 3.279
	 0.134

	 8
	 2.317
	 1.741
	 0.257

	 9
	-1.879
	 2.380
	-0.208

	10
	-2.650
	-0.206
	-0.433

	11
	-3.241
	-0.735
	 0.880

	12
	-4.248
	-1.130
	 0.728

	13
	-2.625
	-1.529
	 1.306

	14
	-3.295
	 0.064
	 1.619

	15
	 2.292
	-1.023
	 0.045

	16
	-0.277
	-1.875
	-0.318

	17
	-1.193
	-2.097
	-0.514

	18
	-2.676
	-0.996
	-1.194

	19
	-3.291
	 0.585
	-0.823

	20
	 2.083
	-1.740
	 0.845

	21
	 3.679
	-0.426
	 0.246

	22
	 3.749
	 0.127
	 1.184

	23
	 4.428
	-1.219
	 0.275

	24
	 3.948
	 0.253
	-0.564

	25
	 2.279
	-1.619
	-0.871


Table S5: Theoretical coordinates of 26EP (V)
[image: Immagine che contiene oggetti in metallo, puntina, arte

Descrizione generata automaticamente]
	
	B3LYP-D3(BJ)/def2-TZVP

	
	a/Å
	b/Å
	c/Å

	 1
	-0.005
	 2.098
	 0.000

	 2
	 1.197
	 1.404
	 0.000

	 3
	 1.228
	 0.014
	 0.000

	 4
	 0.002
	-0.661
	 0.000

	 5
	-1.225
	 0.009
	 0.000

	 6
	-1.205
	 1.402
	-0.000

	 7
	-0.007
	 3.180
	 0.000

	 8
	 2.127
	 1.956
	 0.000

	 9
	-2.137
	 1.950
	-0.000

	10
	-2.505
	-0.796
	-0.000

	11
	 2.503
	-0.793
	 0.000

	12
	 0.066
	-2.031
	 0.000

	13
	-0.822
	-2.399
	-0.000

	14
	-2.511
	-1.457
	-0.876

	15
	 2.488
	-1.461
	 0.866

	16
	 3.796
	 0.012
	-0.000

	17
	 3.875
	 0.650
	 0.882

	18
	 4.656
	-0.658
	 0.000

	19
	 3.875
	 0.650
	-0.882

	20
	 2.488
	-1.462
	-0.866

	21
	-2.511
	-1.457
	 0.876

	22
	-3.801
	 0.007
	-0.000

	23
	-4.661
	-0.662
	-0.000

	24
	-3.873
	 0.645
	 0.882

	25
	-3.873
	 0.645
	-0.882


Table S6: Experimental rotational transition frequencies of 26EP (I)
	J’
	K-1’
	K+1’
	v’
	J’’
	K-1’’
	K+1’’
	v’’
	Frequency (MHz)
	Residual (MHz)

	4
	1
	4
	0
	3
	1
	3
	1
	5398.584
	-0.007

	4
	0
	4
	0
	3
	0
	3
	1
	5549.691
	-0.005

	4
	1
	4
	1
	3
	1
	3
	0
	5600.033
	0.007

	4
	0
	4
	1
	3
	0
	3
	0
	5751.138
	0.006

	4
	2
	3
	0
	3
	2
	2
	1
	5933.843
	-0.005

	4
	3
	2
	0
	3
	3
	1
	1
	6062.907
	-0.009

	4
	3
	1
	0
	3
	3
	0
	1
	6105.633
	-0.008

	4
	2
	3
	1
	3
	2
	2
	0
	6135.308
	0.005

	4
	3
	2
	1
	3
	3
	1
	0
	6264.384
	0.007

	4
	3
	1
	1
	3
	3
	0
	0
	6307.108
	0.007

	4
	1
	3
	0
	3
	1
	2
	1
	6334.871
	-0.001

	4
	2
	2
	0
	3
	2
	1
	1
	6358.798
	-0.002

	4
	1
	3
	1
	3
	1
	2
	0
	6536.332
	0.002

	4
	2
	2
	1
	3
	2
	1
	0
	6560.264
	0.003

	5
	1
	5
	0
	4
	1
	4
	1
	6713.476
	0

	5
	0
	5
	0
	4
	0
	4
	1
	6803.008
	-0.005

	5
	1
	5
	1
	4
	1
	4
	0
	6914.967
	0.008

	5
	0
	5
	1
	4
	0
	4
	0
	7004.497
	0

	5
	2
	4
	0
	4
	2
	3
	1
	7377.387
	-0.001

	5
	2
	4
	1
	4
	2
	3
	0
	7578.837
	0.005

	5
	4
	2
	0
	4
	4
	1
	1
	7611.722
	-0.009

	5
	3
	3
	0
	4
	3
	2
	1
	7613.023
	-0.003

	5
	4
	1
	0
	4
	4
	0
	1
	7618.343
	-0.009

	5
	3
	2
	0
	4
	3
	1
	1
	7751.951
	-0.002

	2
	0
	2
	0
	1
	0
	1
	1
	2884.442
	-0.007

	2
	1
	2
	1
	1
	1
	1
	0
	2894.1
	0.008

	2
	0
	2
	1
	1
	0
	1
	0
	3085.917
	0.006

	2
	1
	1
	0
	1
	1
	0
	1
	3182.139
	-0.006

	2
	1
	1
	1
	1
	1
	0
	0
	3383.617
	0.006

	3
	1
	3
	0
	2
	1
	2
	1
	4059.143
	-0.009

	3
	0
	3
	0
	2
	0
	2
	1
	4259.22
	-0.006

	3
	1
	3
	1
	2
	1
	2
	0
	4260.612
	0.007

	3
	2
	2
	0
	2
	2
	1
	1
	4456.44
	-0.008

	3
	0
	3
	1
	2
	0
	2
	0
	4460.685
	0.006

	3
	2
	1
	0
	2
	2
	0
	1
	4653.66
	-0.006

	3
	2
	2
	1
	2
	2
	1
	0
	4657.917
	0.007

	3
	1
	2
	0
	2
	1
	1
	1
	4786.052
	-0.004

	3
	2
	1
	1
	2
	2
	0
	0
	4855.136
	0.006

	3
	1
	2
	1
	2
	1
	1
	0
	4987.523
	0.004

	5
	1
	4
	0
	4
	1
	3
	1
	7798.279
	0.004

	5
	4
	2
	1
	4
	4
	1
	0
	7813.198
	0.008

	5
	3
	3
	1
	4
	3
	2
	0
	7814.484
	0.005

	5
	4
	1
	1
	4
	4
	0
	0
	7819.819
	0.008

	5
	3
	2
	1
	4
	3
	1
	0
	7953.413
	0.004

	5
	1
	4
	1
	4
	1
	3
	0
	7999.724
	0

	2
	1
	2
	0
	1
	0
	1
	0
	3506.473
	0

	2
	1
	2
	1
	1
	0
	1
	1
	3506.473
	0.003

	2
	2
	1
	1
	1
	1
	0
	1
	5422.202
	0

	2
	2
	1
	0
	1
	1
	0
	0
	5422.202
	-0.001

	2
	2
	0
	0
	1
	1
	1
	0
	5719.899
	0

	2
	2
	0
	1
	1
	1
	1
	1
	5719.899
	-0.001

	4
	3
	1
	0
	4
	2
	2
	0
	3711.632
	0.004

	4
	3
	1
	1
	4
	2
	2
	1
	3711.632
	0.005

	4
	2
	3
	0
	4
	1
	4
	0
	3806.178
	0.018

	4
	2
	3
	1
	4
	1
	4
	1
	3806.178
	0.003

	3
	0
	3
	1
	2
	1
	2
	1
	3838.658
	0

	3
	0
	3
	0
	2
	1
	2
	0
	3838.658
	-0.004

	4
	3
	2
	0
	4
	2
	3
	0
	4336.657
	0.004

	4
	3
	2
	1
	4
	2
	3
	1
	4336.657
	0

	5
	2
	4
	1
	5
	1
	5
	1
	4470.031
	-0.002

	5
	2
	4
	0
	5
	1
	5
	0
	4470.092
	0.005

	5
	3
	3
	0
	5
	2
	4
	0
	4572.294
	0

	5
	3
	3
	1
	5
	2
	4
	1
	4572.294
	-0.005

	3
	1
	3
	1
	2
	0
	2
	1
	4681.169
	0.002

	3
	1
	3
	0
	2
	0
	2
	0
	4681.169
	-0.003

	6
	3
	4
	0
	6
	2
	5
	0
	4937.141
	0.003

	6
	3
	4
	1
	6
	2
	5
	1
	4937.141
	-0.004

	4
	0
	4
	1
	3
	1
	3
	1
	5329.204
	0.013

	4
	0
	4
	0
	3
	1
	3
	0
	5329.204
	0.001

	6
	4
	2
	0
	6
	3
	3
	0
	5333.26
	0.003

	6
	4
	2
	1
	6
	3
	3
	1
	5333.26
	0.004

	7
	3
	5
	0
	7
	2
	6
	0
	5440.826
	0.004

	7
	3
	5
	1
	7
	2
	6
	1
	5440.826
	-0.008

	5
	4
	1
	0
	5
	3
	2
	0
	5589.606
	0.005

	5
	4
	1
	1
	5
	3
	2
	1
	5589.606
	0.004

	5
	4
	2
	0
	5
	3
	3
	0
	5771.156
	0.009

	5
	4
	2
	1
	5
	3
	3
	1
	5771.156
	0.006

	4
	4
	1
	0
	4
	3
	2
	0
	5772.436
	-0.003

	4
	4
	1
	1
	4
	3
	2
	1
	5772.436
	-0.006

	6
	4
	3
	0
	6
	3
	4
	0
	5808.427
	0.01

	6
	4
	3
	1
	6
	3
	4
	1
	5808.427
	0.006

	4
	1
	4
	1
	3
	0
	3
	1
	5820.526
	0.006

	4
	1
	4
	0
	3
	0
	3
	0
	5820.526
	-0.007

	5
	1
	4
	1
	4
	2
	3
	1
	6490.31
	0.003

	5
	1
	4
	0
	4
	2
	3
	0
	6490.31
	0

	3
	2
	2
	1
	2
	1
	1
	1
	6696.505
	0.001

	3
	2
	2
	0
	2
	1
	1
	0
	6696.505
	0

	5
	0
	5
	0
	4
	1
	4
	0
	6733.618
	0.006

	5
	0
	5
	1
	4
	1
	4
	1
	6733.618
	-0.056

	5
	1
	5
	0
	4
	0
	4
	0
	6984.309
	0.01

	5
	1
	5
	1
	4
	0
	4
	1
	6984.353
	-0.006

	3
	2
	1
	1
	2
	1
	2
	1
	7680.939
	0.001

	3
	2
	1
	0
	2
	1
	2
	0
	7680.939
	0.003

	4
	2
	3
	1
	3
	1
	2
	1
	7844.298
	0.008

	4
	2
	3
	0
	3
	1
	2
	0
	7844.298
	0.002

	6
	2
	4
	0
	6
	2
	5
	1
	2188.735
	0.007

	6
	2
	4
	1
	6
	2
	5
	0
	2390.155
	-0.005

	4
	1
	3
	1
	4
	1
	4
	0
	2498.201
	0.006

	2
	1
	2
	0
	1
	1
	1
	1
	2692.623
	-0.008

	7
	2
	5
	0
	7
	2
	6
	1
	3315.517
	0.009

	5
	1
	4
	0
	5
	1
	5
	1
	3381.509
	0

	3
	2
	2
	0
	3
	0
	3
	1
	3491.386
	-0.005

	7
	2
	5
	1
	7
	2
	6
	0
	3516.912
	-0.013

	5
	1
	4
	1
	5
	1
	5
	0
	3583
	-0.004

	3
	2
	2
	1
	3
	0
	3
	0
	3692.846
	0.001

	4
	2
	3
	0
	4
	0
	4
	1
	3875.556
	-0.005

	4
	2
	3
	1
	4
	0
	4
	0
	4076.997
	0

	5
	2
	4
	0
	5
	0
	5
	1
	4449.891
	0.002

	6
	1
	5
	0
	6
	1
	6
	1
	4526.889
	0.002

	8
	2
	6
	0
	8
	2
	7
	1
	4563.711
	0.008

	5
	2
	4
	1
	5
	0
	5
	0
	4651.384
	0.004

	6
	1
	5
	1
	6
	1
	6
	0
	4728.343
	0.005

	8
	2
	6
	1
	8
	2
	7
	0
	4765.064
	-0.019

	6
	2
	5
	0
	6
	0
	6
	1
	5177.248
	0.001

	6
	2
	5
	1
	6
	0
	6
	0
	5378.701
	0.006

	6
	3
	4
	0
	6
	1
	5
	1
	5451.293
	0

	5
	3
	3
	0
	5
	1
	4
	1
	5459.372
	-0.004

	4
	3
	2
	0
	4
	1
	3
	1
	5644.614
	-0.003

	6
	3
	4
	1
	6
	1
	5
	0
	5652.719
	-0.006

	7
	1
	6
	0
	7
	1
	7
	1
	5654.995
	0.004

	5
	3
	3
	1
	5
	1
	4
	0
	5660.82
	-0.001

	7
	3
	5
	0
	7
	1
	6
	1
	5681.273
	0.001

	9
	2
	7
	0
	9
	2
	8
	1
	5839.317
	0.006

	4
	3
	2
	1
	4
	1
	3
	0
	5846.073
	0

	7
	1
	6
	1
	7
	1
	7
	0
	5856.425
	0

	7
	3
	5
	1
	7
	1
	6
	0
	5882.673
	-0.011

	7
	2
	6
	0
	7
	0
	7
	1
	6011.018
	0

	9
	2
	7
	1
	9
	2
	8
	0
	6040.805
	-0.038

	8
	3
	6
	0
	8
	1
	7
	1
	6150.162
	-0.002

	7
	2
	6
	1
	7
	0
	7
	0
	6212.456
	0.005

	2
	2
	0
	0
	1
	0
	1
	1
	6332.272
	-0.005

	8
	3
	6
	1
	8
	1
	7
	0
	6351.525
	-0.014

	8
	2
	7
	1
	8
	0
	8
	0
	7112.973
	0.004

	10
	2
	8
	0
	10
	2
	9
	1
	7065.359
	0.01

	9
	3
	7
	1
	9
	1
	8
	0
	7014.066
	-0.02

	9
	4
	6
	0
	9
	2
	7
	1
	7269.983
	0.023

	8
	4
	5
	0
	8
	2
	6
	1
	7446.408
	0.017

	9
	4
	6
	1
	9
	2
	7
	0
	7471.336
	-0.026

	10
	3
	8
	0
	10
	1
	9
	1
	7611.433
	0.019

	8
	4
	5
	1
	8
	2
	6
	0
	7647.789
	-0.024

	9
	1
	8
	0
	9
	1
	9
	1
	7766.344
	0.019






Table S7: Experimental rotational transition frequencies of 13C1-26EP(I)

	J’
	K-1’
	K+1’
	v’
	J’’
	K-1’’
	K+1’’
	v’’
	Frequency (MHz)
	Residual (MHz)

	4
	1
	3
	1
	3
	1
	2
	0
	6517.097
	0.003

	4
	1
	3
	0
	3
	1
	2
	1
	6315.548
	-0.006

	4
	0
	4
	1
	3
	0
	3
	0
	5712.215
	-0.021

	4
	1
	4
	1
	3
	1
	3
	0
	5568.305
	0.007

	4
	0
	4
	0
	3
	0
	3
	1
	5510.692
	-0.004

	4
	1
	4
	0
	3
	1
	3
	1
	5366.777
	0.018

	5
	1
	5
	0
	4
	1
	4
	1
	6671.259
	-0.028

	5
	0
	5
	0
	4
	0
	4
	1
	6753.56
	0.005

	5
	1
	5
	1
	4
	1
	4
	0
	6872.82
	-0.007

	5
	0
	5
	1
	4
	0
	4
	0
	6955.12
	0.025

	3
	1
	3
	0
	2
	1
	2
	1
	4037.165
	0.005

	3
	0
	3
	1
	2
	0
	2
	0
	4435.395
	0.01

	3
	1
	2
	0
	2
	1
	1
	1
	4776.311
	0.003

	4
	2
	3
	0
	3
	2
	2
	1
	5913.006
	0.013

	5
	2
	4
	0
	4
	2
	3
	1
	7347.098
	-0.001

	5
	2
	4
	1
	4
	2
	3
	0
	7548.625
	-0.013










Table S8: Experimental rotational transition frequencies of 13C2-26EP(I)

	J’
	Ka’
	Kc’
	J’’
	Ka’’
	Kc’’
	ν/MHz
	∆νo−c

	3
	1
	3
	2
	1
	2
	4140.636
	0.007

	3
	0
	3
	2
	0
	2
	4339.139
	0.017

	3
	1
	2
	2
	1
	1
	4870.592
	-0.007

	4
	1
	4
	3
	1
	3
	5472.829
	0.002

	4
	0
	4
	3
	0
	3
	5621.036
	-0.012

	4
	1
	3
	3
	1
	2
	6411.93
	0.006

	2
	0
	2
	1
	0
	1
	2972.711
	-0.002

	3
	2
	2
	2
	2
	1
	4540.233
	0.004

	4
	2
	2
	3
	2
	1
	6442.742
	-0.002

	5
	1
	5
	4
	1
	4
	6780.369
	-0.004

	5
	0
	5
	4
	0
	4
	6867.018
	0

	5
	2
	4
	4
	2
	3
	7447.318
	-0.005

	5
	3
	3
	4
	3
	2
	7687.22
	0.001




Table S9: Experimental rotational transition frequencies of 13C3-26EP(I)
	J’
	Ka’
	Kc’
	J’’
	Ka’’
	Kc’’
	ν/MHz
	∆νo−c

	2
	0
	2
	1
	0
	1
	2978.485
	0.004

	3
	1
	3
	2
	1
	2
	4150.979
	0.005

	3
	0
	3
	2
	0
	2
	4350.96
	0.009

	3
	2
	2
	2
	2
	1
	4546.344
	0.013

	3
	2
	1
	2
	2
	0
	4741.706
	-0.004

	3
	1
	2
	2
	1
	1
	4874.712
	0.01

	4
	1
	4
	3
	1
	3
	5487.844
	0

	4
	0
	4
	3
	0
	3
	5639.443
	0.006

	4
	2
	3
	3
	2
	2
	6020.55
	0.005

	4
	1
	3
	3
	1
	2
	6420.408
	0

	4
	2
	2
	3
	2
	1
	6442.051
	-0.004

	5
	1
	5
	4
	1
	4
	6800.358
	-0.009

	5
	0
	5
	4
	0
	4
	6890.493
	-0.001

	5
	2
	4
	4
	2
	3
	7461.22
	-0.008

	5
	1
	4
	4
	1
	3
	7881.649
	-0.01











Table S10: Experimental rotational transition frequencies of 13C4-26EP(I)
	J’
	K-1’
	K+1’
	v’
	J’’
	K-1’’
	K+1’’
	v’’
	Frequency (MHz)
	Residual (MHz)

	5
	0
	5
	1
	4
	0
	4
	0
	7002.868
	0.017

	5
	1
	5
	1
	4
	1
	4
	0
	6913.56
	-0.007

	5
	0
	5
	0
	4
	0
	4
	1
	6802.084
	0.005

	5
	1
	5
	0
	4
	1
	4
	1
	6712.78
	-0.014

	4
	1
	3
	1
	3
	1
	2
	0
	6534.693
	-0.021

	4
	1
	3
	0
	3
	1
	2
	1
	6333.938
	-0.003

	4
	1
	4
	1
	3
	1
	3
	0
	5598.838
	0.006

	4
	0
	4
	0
	3
	0
	3
	1
	5548.936
	-0.008

	3
	0
	3
	0
	2
	0
	2
	1
	4258.738
	0.005

	3
	1
	3
	1
	2
	1
	2
	0
	4259.63
	0.005

	3
	0
	3
	1
	2
	0
	2
	0
	4459.501
	-0.004

	3
	1
	2
	0
	2
	1
	1
	1
	4785.497
	0.02

	3
	1
	2
	1
	2
	1
	1
	0
	4986.26
	0.009



Table S11: Experimental rotational transition frequencies of 13C5-26EP(I)
	J’
	Ka’
	Kc’
	J’’
	Ka’’
	Kc’’
	ν/MHz
	∆νo−c

	3
	1
	3
	2
	1
	2
	4151.059
	0.004

	3
	0
	3
	2
	0
	2
	4351.04
	0.006

	3
	1
	2
	2
	1
	1
	4874.792
	0.007

	4
	1
	4
	3
	1
	3
	5487.956
	0.005

	2
	0
	2
	1
	0
	1
	2978.537
	0.002

	3
	2
	1
	2
	2
	0
	4741.796
	0.005

	4
	0
	4
	3
	0
	3
	5639.549
	0.001

	4
	2
	3
	3
	2
	2
	6020.664
	0.01

	4
	3
	2
	3
	3
	1
	6148.507
	0.007

	4
	1
	3
	3
	1
	2
	6420.517
	-0.003

	4
	2
	2
	3
	2
	1
	6442.163
	0

	5
	1
	5
	4
	1
	4
	6800.497
	-0.004

	5
	0
	5
	4
	0
	4
	6890.627
	-0.005

	5
	2
	4
	4
	2
	3
	7461.357
	-0.008

	5
	3
	3
	4
	3
	2
	7694.924
	0

	5
	3
	2
	4
	3
	1
	7831.817
	-0.01

	5
	1
	4
	4
	1
	3
	7881.799
	-0.003













Table S12: Experimental rotational transition frequencies of 13C6-26EP(I)
	J’
	Ka’
	Kc’
	J’’
	Ka’’
	Kc’’
	ν/MHz
	∆νo−c

	2
	0
	2
	1
	0
	1
	2972.772
	-0.009

	3
	1
	3
	2
	1
	2
	4140.701
	0.006

	3
	0
	3
	2
	0
	2
	4339.166
	-0.006

	3
	1
	2
	2
	1
	1
	4870.786
	0.008

	4
	1
	4
	3
	1
	3
	5472.901
	0.005

	4
	0
	4
	3
	0
	3
	5621.087
	0.012

	4
	2
	3
	3
	2
	2
	6011.211
	-0.003

	4
	1
	3
	3
	1
	2
	6412.113
	-0.001

	4
	2
	2
	3
	2
	1
	6443.069
	0.002

	5
	1
	5
	4
	1
	4
	6780.436
	-0.004

	5
	0
	5
	4
	0
	4
	6867.037
	-0.001

	5
	2
	4
	4
	2
	3
	7447.489
	-0.007



Table S13: Experimental rotational transition frequencies of 13C10-26EP(I)
	J’
	Ka’
	Kc’
	J’’
	Ka’’
	Kc’’
	ν/MHz
	∆νo−c

	2
	0
	2
	1
	0
	1
	2957.249
	0.01

	3
	1
	3
	2
	1
	2
	4122.758
	-0.009

	3
	0
	3
	2
	0
	2
	4322.628
	0.027

	3
	1
	2
	2
	1
	1
	4836.163
	0.01

	4
	1
	4
	3
	1
	3
	5451.596
	-0.001

	4
	0
	4
	3
	0
	3
	5605.048
	0

	4
	3
	1
	3
	3
	0
	6139.493
	0.004

	4
	1
	3
	3
	1
	2
	6372.095
	0.016

	4
	2
	2
	3
	2
	1
	6385.782
	-0.012

	5
	1
	5
	4
	1
	4
	6756.531
	0.009

	5
	0
	5
	4
	0
	4
	6849.085
	-0.012

	5
	2
	4
	4
	2
	3
	7407.585
	-0.005

	5
	1
	4
	4
	1
	3
	7826.766
	-0.018



Table S14: Experimental rotational transition frequencies of 13C11-26EP(I)
	J’
	Ka’
	Kc’
	J’’
	Ka’’
	Kc’’
	ν/MHz
	∆νo−c

	2
	0
	2
	1
	0
	1
	2944.489
	0.013

	3
	1
	3
	2
	1
	2
	4105.498
	0.001

	3
	0
	3
	2
	0
	2
	4303.918
	0

	3
	2
	2
	2
	2
	1
	4492.371
	0.012

	3
	1
	2
	2
	1
	1
	4814.812
	0

	4
	1
	4
	3
	1
	3
	5428.762
	0.002

	4
	0
	4
	3
	0
	3
	5580.941
	0.009

	4
	2
	3
	3
	2
	2
	5950.157
	0.003

	4
	1
	3
	3
	1
	2
	6343.865
	-0.002

	4
	2
	2
	3
	2
	1
	6358.264
	-0.004

	5
	1
	5
	4
	1
	4
	6728.243
	-0.001

	5
	0
	5
	4
	0
	4
	6819.902
	-0.01

	5
	2
	4
	4
	2
	3
	7375.627
	-0.007




Table S15: Experimental rotational transition frequencies of 13C15-26EP(I)
	J’
	Ka’
	Kc’
	J’’
	Ka’’
	Kc’’
	ν/MHz
	∆νo−c

	2
	0
	2
	1
	0
	1
	2957.249
	0.001

	3
	1
	3
	2
	1
	2
	4122.782
	0

	3
	0
	3
	2
	0
	2
	4322.628
	0.006

	3
	1
	2
	2
	1
	1
	4836.163
	0.004

	4
	1
	4
	3
	1
	3
	5451.622
	0.001

	4
	0
	4
	3
	0
	3
	5605.092
	0.009

	4
	2
	3
	3
	2
	2
	5975.934
	0.016

	4
	1
	3
	3
	1
	2
	6372.095
	0.001

	4
	2
	2
	3
	2
	1
	6385.782
	-0.004

	5
	1
	5
	4
	1
	4
	6756.531
	-0.021

	5
	0
	5
	4
	0
	4
	6849.146
	0.006

	5
	2
	4
	4
	2
	3
	7407.617
	0.004

	5
	1
	4
	4
	1
	3
	7826.798
	-0.016



Table S16: Experimental rotational transition frequencies of 13C16-26EP(I)
	J’
	Ka’
	Kc’
	J’’
	Ka’’
	Kc’’
	ν/MHz
	∆νo−c

	4
	1
	4
	3
	1
	3
	5429.261
	-0.007

	4
	0
	4
	3
	0
	3
	5581.42
	0.001

	4
	1
	3
	3
	1
	2
	6344.536
	-0.006

	5
	1
	5
	4
	1
	4
	6728.856
	-0.003

	3
	1
	3
	2
	1
	2
	4105.904
	0.011

	3
	0
	3
	2
	0
	2
	4304.32
	0

	3
	1
	2
	2
	1
	1
	4815.351
	0.002

	4
	2
	3
	3
	2
	2
	5950.779
	0.003

	4
	2
	2
	3
	2
	1
	6359.04
	-0.002

	5
	0
	5
	4
	0
	4
	6820.498
	-0.001

	5
	2
	4
	4
	2
	3
	7376.389
	0.004

	5
	3
	2
	4
	3
	1
	7731.999
	0














Table S17: Experimental rotational transition frequencies of 26EP(II)
	J’
	K-1’
	K+1’
	v’
	J’’
	K-1’’
	K+1’’
	v’’
	Frequency (MHz)
	Residual (MHz)

	4
	1
	4
	0
	3
	1
	3
	1
	5254.481
	-0.005

	4
	1
	4
	1
	3
	1
	3
	0
	5423.381
	0

	4
	0
	4
	0
	3
	0
	3
	1
	5437.769
	-0.004

	4
	0
	4
	1
	3
	0
	3
	0
	5606.668
	0

	4
	1
	3
	0
	3
	1
	2
	1
	6144.101
	-0.001

	4
	1
	3
	1
	3
	1
	2
	0
	6313.002
	-0.005

	3
	1
	3
	0
	2
	1
	2
	1
	3947.886
	-0.005

	3
	1
	3
	1
	2
	1
	2
	0
	4116.795
	0.001

	3
	0
	3
	0
	2
	0
	2
	1
	4161.954
	-0.002

	3
	0
	3
	1
	2
	0
	2
	0
	4330.861
	0

	3
	1
	2
	0
	2
	1
	1
	1
	4630.249
	0

	3
	1
	2
	1
	2
	1
	1
	0
	4799.158
	0.001

	2
	1
	2
	0
	1
	1
	1
	1
	2619.198
	-0.001

	2
	1
	2
	1
	1
	1
	1
	0
	2788.111
	0.003

	2
	0
	2
	0
	1
	0
	1
	1
	2808.149
	-0.002

	2
	0
	2
	1
	1
	0
	1
	0
	2977.062
	0.002

	2
	1
	1
	0
	1
	1
	0
	1
	3077.069
	0

	2
	1
	1
	1
	1
	1
	0
	0
	3245.986
	0.006

	3
	2
	2
	0
	2
	2
	1
	1
	4314.428
	0

	3
	2
	1
	0
	2
	2
	0
	1
	4466.901
	0

	3
	2
	2
	1
	2
	2
	1
	0
	4483.34
	0.004

	3
	2
	1
	1
	2
	2
	0
	0
	4635.812
	0.002

	4
	2
	3
	0
	3
	2
	2
	1
	5749.387
	0

	4
	3
	2
	0
	3
	3
	1
	1
	5849.091
	0.003

	4
	3
	1
	0
	3
	3
	0
	1
	5875.209
	0.002

	4
	2
	3
	1
	3
	2
	2
	0
	5918.29
	0

	4
	3
	2
	1
	3
	3
	1
	0
	6018
	0.006

	4
	3
	1
	1
	3
	3
	0
	0
	6044.12
	0.006

	4
	2
	2
	0
	3
	2
	1
	1
	6091.925
	-0.001

	4
	2
	2
	1
	3
	2
	1
	0
	6260.827
	-0.004

	5
	1
	5
	0
	4
	1
	4
	1
	6539.382
	0

	5
	0
	5
	0
	4
	0
	4
	1
	6665.029
	-0.002

	5
	1
	5
	1
	4
	1
	4
	0
	6708.26
	0

	5
	0
	5
	1
	4
	0
	4
	0
	6833.908
	-0.001

	5
	2
	4
	0
	4
	2
	3
	1
	7158.393
	0

	5
	2
	4
	1
	4
	2
	3
	0
	7327.283
	-0.006

	5
	4
	2
	0
	4
	4
	1
	1
	7335.634
	0.01

	5
	4
	1
	0
	4
	4
	0
	1
	7338.86
	0.01

	5
	3
	3
	0
	4
	3
	2
	1
	7344.321
	0.001

	5
	3
	2
	0
	4
	3
	1
	1
	7431.63
	0.003

	5
	4
	2
	1
	4
	4
	1
	0
	7504.542
	0.012

	5
	4
	1
	1
	4
	4
	0
	0
	7507.765
	0.009

	5
	3
	3
	1
	4
	3
	2
	0
	7513.219
	-0.002

	5
	1
	4
	0
	4
	1
	3
	1
	7596.701
	-0.001

	5
	3
	2
	1
	4
	3
	1
	0
	7600.528
	-0.001

	5
	2
	3
	0
	4
	2
	2
	1
	7737.142
	-0.003

	5
	1
	4
	1
	4
	1
	3
	0
	7765.591
	-0.012

	6
	1
	6
	0
	5
	1
	5
	1
	7806.247
	0.002

	6
	0
	6
	0
	5
	0
	5
	1
	7879.665
	0.003

	5
	2
	3
	1
	4
	2
	2
	0
	7906.031
	-0.017

	6
	1
	6
	1
	5
	1
	5
	0
	7975.199
	0

	3
	1
	3
	1
	2
	0
	2
	1
	4702.043
	0.005

	3
	1
	3
	0
	2
	0
	2
	0
	4702.043
	0.001

	4
	0
	4
	1
	3
	1
	3
	1
	5066.585
	-0.001

	4
	0
	4
	0
	3
	1
	3
	0
	5066.585
	-0.006

	5
	0
	5
	1
	4
	1
	4
	1
	6477.122
	0

	5
	0
	5
	0
	4
	1
	4
	0
	6477.122
	-0.01




Table S18: Experimental rotational constants for 26EP (conformer I)
	
	C1
	C2
	C3
	C4
	C5
	C6
	C9
	C10
	C11
	C12

	A / MHz
	1593.8(1)
	1594.29(6)
	1581.0(1)
	1567.3(1)
	1581.2(1)
	1594.26(7)
	1593.38(7)
	1583.6(1)
	1593.42(8)
	1583.67(9)

	B / MHz
	881.734(5)
	879.564(3)
	879.686(5)
	881.848(4)
	879.643(4)
	879.550(41)
	872.002(4)
	868.085(5)
	872.002(4)
	868.190(5)

	C / MHz
	637.068(4)
	635.906(3)
	633.769(4)
	632.714(3)
	633.766(4)
	635.893(3)
	631.924(3)
	629.367(4)
	631.927(3)
	629.423(4)

	ΔE / MHz
	100.38(1)
	
	
	100.76(1)
	
	
	
	
	
	

	σ[b] / kHz
	11
	6
	6
	13
	7
	7
	12
	7
	9
	5

	N[c]
	13
	17
	12
	16
	13
	15
	13
	13
	13
	12
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