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Section S1. Cartesian coordinates of stationary points discussed in the paper and their

total energies (geometries were optimized in gas phase by PBE/TZV2p; energies are given in

a.u., coordinates are given in A)
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-0.44178093
0.50089095
0.24647603
-0.94650236
-1.89830127
-1.62829893
-0.25284300
-1.36190930
-1.27840864
-0.04448405
1.05149413
0.97333988
-0.17572696
-0.32472303
-0.14798237
-0.06712297
1.47840690
1.01469883

-1.85733980
-0.32294343

1.84033049

-3.67808271

1.76882958
1.14405486
0.02241915

Rotation

2.22512369
-0.32264337
-0.10368978

0.78716630

1.53351325

1.37455365

0.50250185
-1.26096344
-1.51192388
-2.25360087
-2.79006631
-2.62828582
-1.91089858

3.71373664

4.85890662

2.42199003

2.22701823
-0.56758574

0.93144793
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-3.54873050
-1.68560526
0.19162692
1.15305768
3.21146847
3.90843591
2.40362664
0.14917104
-0.58644788
0.56194021
-0.81661683

4-TS(rot)
E = -236.369838 EO0 = -236.149751
-0.89930309 0.17989222 1.82266580

24

6
6
6
6
6
6
6
6
6
6
6
6
6
6
8
8

-0.06660712

-1.11862841
-2.80108878
-2.34120728
-2.33818909
-2.16775836
0.05813424
2.00777155
2.14544757
3.01279086
2.90560144
2.02086250

1.81542684

2.25229250
1.98318862
0.48761534
-1.11407461
-2.40326519

-3.35576526
-3.08801835
-1.82808230

2.42193652

-2.36610032

-2.12350830

1.98080187

-0.42596096 -0.20337916 -0.42573580

-1.48386508
-2.66933134
-2.79194984
-1.75801175
-0.58176887
0.68835385
0.58822102
1.58992623
2.74303857
2.85688086
1.85439745
-1.69777211
-2.20782105
1.40800616

0.75108260
0.47686917
-0.77290857
-1.72029736
-1.47046713
0.17650874
1.36989284
1.78094091
1.01023491
-0.18638371
-0.59524850
0.52226741
0.74645293
-1.10457524

-0.20221225
0.51158050
1.16543696
1.03352454
0.25194668

-1.35315444
-2.11171546
-2.99182618
-3.16835511

-2.45829258
-1.57311879
3.44080884
4.46771256
3.25983488
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0.50717883
-1.37848681
-3.42454548
-1.82566752

0.33324937
-0.29438242

1.45981789

3.73620919

2.00653760

0.45642937

3.52955623
-3.65558210

1.30363786

0.09961625

-0.58453616
1.75063482
1.25074393

-2.66620250

-2.52347511
2.00196525
2.71158939

-0.81978085

-1.55393173
2.85472354
1.33061485

-0.99488540

-2.25471894

-3.27905115

2.72378007
-0.61183158
0.63383340
1.57158240
0.17006307
-2.04343004
-3.54662944
-2.58654039
-1.09319036
2.07475518
-3.85271037
1.79046771
0.30844184
0.81150763



