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Supplementary Material (1)
Table 1 Constrained optimisation at the HF/3-21G level. The H17-O21 distance is stepwise shortened from 1.75 to 1.00 Å. The step size is 0.05 Å.








r(1-18)/Å
r(18-19)/Å
r(7-17)/Å
r(17-21)/Å
r(1-2)/Å
E(3-21G)/a.u.








1.571*
1.007
0.979
1.769
1.463
-530.713028

1.569
1.007
0.980
1.750
1.464
-530.713014

1.563
1.009
0.983
1.700
1.466
-530.712841

1.558
1.010
0.986
1.650
1.467
-530.712433

1.551
1.012
0.991
1.600
1.469
-530.711736

1.544
1.014
0.996
1.550
1.471
-530.710693

1.535
1.016
1.003
1.500
1.474
-530.709237

1.525
1.019
1.011
1.450
1.476
-530.707293

1.512
1.022
1.023
1.400
1.480
-530.704786

1.497
1.027
1.037
1.350
1.484
-530.701641

1.477
1.033
1.055
1.300
1.488
-530.697803

1.451
1.041
1.078
1.250
1.494
-530.693524

1.415
1.055
1.110
1.200
1.502
-530.688056

1.354
1.083
1.155
1.150
1.516
-530.682418

0.985
1.692
1.419
1.100
2.153
-530.682339

0.980
1.733
1.514
1.050
2.230
-530.684812

0.978
1.757
1.598
1.000
2.277
-530.685713

0.978*
1.754
1.588
1.006
2.272
-530.685735

* HF/3-21G 1 and 3 minima (Fig. 1) in italics.

Supplementary material (2)
Table 2 Constrained optimisation at the HF/3-21G level. The O1-H18 distance is stepwise shortened from 1.60 to 1.00 Å. The step size is 0.05 Å.








r(1-18)/Å
r(18-19)/Å
r(7-17)/Å
r(17-21)/Å
r(1-2)/Å
E(3-21G)/ a.u.








1.600
1.003
0.978
1.773
1.462
-530.712985

1.550
1.010
0.979
1.766
1.464
-530.713006

1.500
1.018
0.979
1.759
1.466
-530.712745

1.450
1.029
0.981
1.749
1.468
-530.712152

1.400
1.042
0.982
1.738
1.471
-530.711167

1.350
1.059
0.983
1.725
1.473
-530.709738

1.300
1.080
0.985
1.710
1.477
-530.707831

1.250
1.107
0.987
1.691
1.482
-530.705439

1.200
1.142
0.991
1.668
1.489
-530.702601

1.150
1.187
0.995
1.641
1.497
-530.699388

1.100
1.243
1.001
1.608
1.508
-530.695842

1.050
1.310
1.008
1.571
1.522
-530.691825

1.000
1.386
1.018
1.530
1.540
-530.686820

Supplementary Material (3)
Table 3 Constrained optimisation at the HF/3-21G level. The O1-C2 distance is stepwise elongated from 1.45 to 2.30 Å. The step size is 0.05 Å.








r(1-18)/Å
r(18-19)/Å
r(7-17)/Å
r(17-21)/Å
r(1-2)/Å
E(3-21G)/a.u.








1.575
1.006
0.978
1.775
1.450
-530.71294

1.559
1.010
0.980
1.754
1.500
-530.71245

1.543
1.014
0.981
1.734
1.550
-530.71005

1.526
1.018
0.983
1.715
1.600
-530.70626

1.508
1.024
0.985
1.696
1.650
-530.70149

1.485
1.031
0.987
1.673
1.700
-530.69609

1.458
1.040
0.991
1.649
1.750
-530.69035

1.426
1.052
0.995
1.621
1.800
-530.68450

1.376
1.075
1.002
1.584
1.850
-530.67881

0.994
1.634
1.459
1.040
1.900
-530.68199

0.990
1.658
1.487
1.030
1.950
-530.68284

0.987
1.679
1.509
1.024
2.000
-530.68364

0.984
1.697
1.529
1.019
2.050
-530.68434

0.982
1.713
1.545
1.015
2.100
-530.68490

0.981
1.727
1.560
1.012
2.150
-530.68532

0.980
1.739
1.572
1.009
2.200
-530.68559

0.979
1.750
1.583
1.007
2.250
-530.68572

0.978
1.760
1.593
1.005
2.300
-530.68572


