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Relative energies of the calculated conformers of τ-type model euglobal structures with the same terpene moieties as the calculated ε- and ζ-isomer euglobals. 
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 as explained in section 3.3.1, 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 


	
Relative energy (kcal mol-1)


	
	
DFT

	
HF

	
MP2


	M1*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M1*–τ-b-q-w-x-u
	16.140
	16.701
	15.408

	M1*–τ-a-m-q-r-j
	16.225
	15.022
	14.957

	M1*–τ-c-n-p-r-x
	16.542
	15.405
	15.210

	M1*–τ-b-m-w-y
	17.714
	18.126
	17.100

	M1*–τ-b-n-w-x
	17.887
	18.430
	16.998

	M1*–τ-c-n-w-x
	17.911
	18.512
	17.242

	M1*–τ-c-m-w-y
	18.964
	19.491
	17.998

	M1*–τ-q-r-x-j-u
	31.795
	31.098
	29.659

	M1*–τ-w-x-k-u
	32.101
	33.024
	30.519

	
	
	
	

	M2*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M2*–τ-b-q-w-x-u
	15.717
	16.267
	14.742

	M2*–τ-c-n-p-r-x
	15.885
	14.824
	14.307

	M2*–τ-a-m-q-r-j
	16.283
	15.248
	15.013

	M2*–τ-a-m-w-k
	16.795
	17.492
	16.016

	M2*–τ-c-n-w-x
	17.256
	17.819
	16.427

	M2*–τ-b-n-w-x
	17.387
	17.890
	16.315

	M2*–τ-b-m-w-y
	17.536
	17.964
	16.795

	M2*–τ-c-m-p-r-y
	17.602
	16.661
	15.779

	M2*–τ-c-m-w-y
	18.570
	19.197
	17.434

	M2*–τ-w-x-k-u
	31.626
	32.517
	29.778

	
	
	
	

	M3*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M3*–τ-c-n-p-r-x
	15.492
	14.211
	13.818

	M3*–τ-a-m-q-r-j
	16.035
	14.836
	14.862

	M3*–τ-c-n-w-x
	17.028
	17.489
	15.953

	M3*–τ-b-n-w-x
	17.092
	17.550
	15.816

	M3*–τ-b-m-w-y
	17.650
	18.077
	16.997

	M3*–τ-c-m-p-r-y
	17.714
	16.558
	16.128

	M3*–τ-c-m-w-y
	18.880
	19.375
	17.911

	M3*–τ-w-x-k-u
	31.387
	32.006
	30.008

	M3*–τ-m-r-y-j
	32.042
	31.182
	29.305

	
	
	
	

	M4*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M4*–τ-c-n-p-r-x
	15.765
	13.729
	13.567

	M4*–τ-b-q-w-x-u
	15.951
	15.406
	14.354

	M4*–τ-a-m-w-k
	16.857
	17.337
	15.821

	M4*–τ-c-m-p-r-y
	17.342
	16.321
	15.531

	M4*–τ-b-m-w-y
	17.672
	17.911
	16.850

	M4*–τ-b-n-w-x
	17.708
	17.121
	15.881

	M4*–τ-c-n-w-x
	17.748
	17.111
	16.071

	M4*–τ-c-m-w-y
	18.810
	19.069
	17.543

	M4*–τ-m-r-y-j
	31.916
	31.293
	29.604

	M4*–τ-w-x-k-u
	31.791
	31.326
	29.105

	
	
	
	

	M5*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M5*–τ-b-q-w-x-u
	15.620
	16.136
	14.727

	M5*–τ-c-n-p-r-x
	16.136
	14.943
	14.671

	M5*–τ-a-m-q-r-j
	16.446
	15.268
	15.164

	M5*–τ-b-n-w-x
	17.322
	17.815
	16.352

	M5*–τ-c-n-w-x
	17.392
	17.917
	16.317

	M5*–τ-b-m-w-y
	17.685
	18.130
	16.933

	M5*–τ-c-m-p-r-y
	18.130
	17.029
	16.401

	M5*–τ-n-r-x-j
	31.438
	30.743
	29.258

	M5*–τ-q-r-x-j-u
	31.489
	30.668
	29.213

	M5*–τ-w-x-k-u
	31.599
	32.433
	30.260

	M5*–τ-m-r-y-j
	32.461
	31.691
	29.931

	
	
	
	

	M6*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M6*–τ-c-n-p-r-x
	15.657
	14.313
	13.841

	M6*–τ-a-m-q-r-j
	15.970
	14.864
	14.784

	M6*–τ-a-m-w-k
	16.797
	17.366
	15.941

	M6*–τ-c-n-w-x
	17.223
	17.610
	16.064

	M6*–τ-b-m-w-y
	17.618
	18.061
	16.986

	M6*–τ-c-m-p-r-y
	17.637
	16.547
	15.972

	M6*–τ-c-m-w-y
	18.788
	19.359
	17.826

	M6*–τ-n-r-x-j
	31.054
	30.150
	28.520

	M6*–τ-q-r-x-j-u
	31.062
	30.126
	28.511

	M6*–τ-w-x-k-u
	31.503
	32.051
	30.451

	
	
	
	

	M7*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M7*–τ-b-q-w-x-u
	16.276
	16.894
	15.427

	M7*–τ-a-m-q-r-j
	16.375
	15.161
	15.045

	M7*–τ-c-n-p-r-x
	17.000
	15.934
	15.564

	M7*–τ-b-m-w-y
	17.757
	18.190
	16.948

	M7*–τ-a-m-p-r-k
	17.837
	16.686
	16.174

	M7*–τ-b-n-w-x
	18.097
	18.787
	17.308

	M7*–τ-c-m-p-r-y
	18.211
	17.063
	16.405

	M7*–τ-c-n-w-x
	18.279
	18.953
	17.548

	M7*–τ-w-x-k-u
	32.322
	33.293
	30.829

	
	
	
	

	M8*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M8*–τ-a-m-q-r-j
	16.044
	14.850
	14.712

	M8*–τ-b-q-w-x-u
	16.234
	16.926
	15.412

	M8*–τ-c-n-p-r-x
	16.520
	15.500
	15.064

	M8*–τ-b-m-w-y
	17.602
	18.058
	16.868

	M8*–τ-b-n-w-x
	17.990
	18.676
	17.036

	M8*–τ-c-m-w-y
	18.902
	19.397
	17.847

	M8*–τ-q-r-x-j-u
	31.723
	31.095
	29.461

	M8*–τ-n-r-x-j
	31.797
	31.247
	29.569

	M8*–τ-w-x-k-u
	32.184
	33.095
	30.627

	
	
	
	

	M9*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M9*–τ-a-m-q-r-j
	16.044
	14.850
	14.712

	M9*–τ-c-n-p-r-x
	16.520
	15.500
	15.064

	M9*–τ-a-m-w-k
	16.893
	17.391
	15.969

	M9*–τ-b-m-w-y
	17.602
	18.066
	16.868

	M9*–τ-c-m-w-y
	18.902
	19.397
	17.847

	M9*–τ-q-r-x-j-u
	31.723
	31.144
	29.715

	M9*–τ-w-x-k-u
	32.184
	33.095
	30.627

	
	
	
	

	M10*–τ-a-b-m-q-w
	0.000
	0.000
	0.000

	M10*–τ-c-n-p-r-x
	14.897
	13.731
	12.941

	M10*–τ-b-q-w-x-u
	15.224
	15.629
	13.598

	M10*–τ-c-n-w-x
	16.662
	17.152
	15.327

	M10*–τ-b-n-w-x
	16.778
	17.191
	15.099

	M10*–τ-n-r-x-j
	30.319
	29.601
	27.540

	M10*–τ-q-r-x-j-u
	30.474
	29.644
	27.542

	M10*–τ-w-x-k-u
	31.063
	31.916
	29.782





