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Fig. S1. Optimized structure of the [Me;NH]'[X]- salts (Ia-VIa).
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salts (Ia-VIa) at DFT-D3(BJ)/def2-TZVPP level of theory with PBEO functional.

PBE(-D3(BJ)

jargyasppasigasiiasilariasiiasia i i ONONONONONONONONONONONG!

Cartesian coordinates for optimized structures of the tricyclic twisted amide salts (I-VI)

at DFT-D3(BJ)/def2-TZVPP level of theory with PBE and PBEO functionals and [Me;NH]"[X]
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PBE-D3(BJ)

1+
C -0.249059 -1.905200 -1.644162
C -1.669298 -2.449981 -1.423849
C -0.094790 -0.392664 -1.464594
C -2.135321 -2.596750 0.041923
C -3.628917 -2.806165 0.133209
C -0.695917 1.380548 0.325604
C -4.,492697 -1.8710064 0.553606
C -2.673719 -0.167296 0.502986
C -4.,103724 -0.467905 0.947162
C -1.809252 -1.367855 0.933389
C -0.359704 -1.061522 0.979086
C -2.037174 1.119399 1.024363
H 0.032431 -2.097407 -2.690101
H -2.380870 -1.815987 -1.974739
H -1.739750 -3.441695 -1.891828
H -0.955350 0.136104 -1.888674
H 0.809193 -0.027918 -1.966974
H 0.497114 -2.449776 -1.043329
H -0.829079 1.901130 -0.630125
H -2.694379 -0.123587 -0.597963
H -3.997783 -3.791348 -0.159683
H 1.039574 0.206103 0.185145
H -1.621256 -3.467030 0.480898
H -5.553606 -2.119594 0.615106
H -2.681621 1.991200 0.846933
H -0.019148 1.973698 0.950977
H -2.067580 -1.650102 1.967430
H -4.207944 -0.334191 2.039152
H -1.894488 1.048049 2.113853
N 0.039573 0.076291 -0.008898
0 0.521849 -1.521687 1.640409
H -4.801776 0.251092 0.491125
1* BFs
C -0.012699 -2.014788 -1.570957
C -1.470152 -2.478242 -1.423467
C 0.232761 -0.522273 -1.339061
C -2.006178 -2.604388 0.021269
C -3.511606 -2.719057 0.043597
C -0.298592 1.226552 0.468438
C -4.331055 -1.734376 0.441690
C -2.399847 -0.155116 0.501035
C -3.864128 -0.367794 0.878894
C -1.630746 -1.413872 0.934234
C -0.152256 -1.202106 1.029958
C -1.696024 1.066591 1.083722
H 0.3020098 -2.198658 -2.608570
H -2.115980 -1.790208 -1.991298
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.358503
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.603180
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.164315
.827015
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.789430
. 764678
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.510364
. 734697
.045725
.533773
.439563
.034386
.300236
.009965
.045526
.266113
.249885
.185658
.911132
.071095
.758296
.439623
.919665
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.418878
.133160
.366535
.377758
.402254
.327900
.132061
.572089
.313407
.363767
.260279
.411653
.827800
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.055048
.278517
.926414
.924385
.405123
.783189
.248014
.396646
.631186
.842747
.072961
.014696
.287231
.112353
.164589
.317866
.459643

.146879
179111
.093712
.155165
.067710
.301446
.036329
.192384
.342912
.932316
.231699
.693798
.080438
.943663
.525460
.758227
.420241
.340401
.705630
.883542
.328807
.638996
. 799801
.119273
.277101
.982933
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.365808
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.973303
.676474
.023074
.207128
.475572
.553666

.206712
.697843
.205916
.177394
.669642
.837316
.543076
. 754828
.158702
.849114
.375782
.057073
.057425
.315241
.921457
.365792
.269998
.422602
.187556
.831002
.037946
.469505
.660161
.601031
.695248
174461
.058309
.210964
. 756929
.020607
.306873
.478859
.887397

.233915
.679328
.000522
.161515
.654722
. 715503
.527255

.263650
.189172
.842034
.962453
.807378
. 735871

.961777
.302818
.500271
.527842
.755650
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.616122
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.337178
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.531411

.085412
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.881716
.255884
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