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Molecular structures
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1.2 Pentalene P
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1.3 Molecule 1
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H -2.8765648 0.0000000 -2.7190699
H -5.6672152 0.0000000 -0.8462555
H -5.7055999 0.0000000 1.7921594
H -3.1827912 0.0000000 2.7349182
H 0.0000000 0.0000000 2.0144132
1.4 Molecule 2

H 2.6714823 -5.0132990 0.0000000
C 2.1417717 -1.8699621 0.0000000
H 3.2100287 -1.6959719 0.0000000
H 1.6213625 4.2446684 0.0000000
H 0.2900636 -6.1460158 0.0000000
C 0.4931062 -5.0846957 0.0000000
C 1.7185043 -4.5071190 0.0000000
C 1.5003967 -3.0616581 0.0000000
C 1.1310058 -0.7933877 0.0000000
C 1.2996171 0.5895335 0.0000000
H 2.2901971 1.0295639 0.0000000
C 0.1596995 1.3835861 0.0000000
C -0.0553300 2.8336120 0.0000000
C 0.5601368 4.0382236 0.0000000
H -2.6714823 5.0132990 0.0000000
H -1.6213625 -4.2446684 0.0000000
C -0.5601368 -4.0382236 0.0000000
C 0.0553300 -2.8336120 0.0000000
C -0.1596995 -1.3835861 0.0000000
C -1.2996171 -0.5895335 0.0000000
H -2.2901971 -1.0295639 0.0000000
C -1.1310058 0.7933877 0.0000000
C -2.1417717 1.8699621 0.0000000
H -3.2100287 1.6959719 0.0000000
C -1.5003967 3.0616581 0.0000000
C -1.7185043 4.5071190 0.0000000
C -0.4931062 5.0846957 0.0000000
H -0.2900636 6.1460158 0.0000000
1.5 Molecule 3

C 2.5170999 0.2032691 0.0000000
C 1.4705771 1.1355879 0.0000000
C 0.1274769 0.7145928 0.0000000
C -0.1274769 -0.7145928 0.0000000
C 2.2639926 -1.1744425 0.0000000
C 0.9612153 -1.6204081 0.0000000
C -0.9612153 1.6204081 0.0000000
C -2.2639926 1.1744425 0.0000000
C -1.4705771 -1.1355879 0.0000000
C -2.5170999 -0.2032691 0.0000000
C -3.8086083 -0.9238234 0.0000000
C -2.1048129 -2.4639903 0.0000000
C -3.5531927 -2.2508408 0.0000000
C -1.8848296 -3.7998307 0.0000000
C -3.2030966 -4.4830778 0.0000000
C -4.1963007 -3.5633122 0.0000000
C 2.1048129 2.4639903 0.0000000
C 3.8086083 0.9238234 0.0000000
C 3.5531927 2.2508408 0.0000000
C 1.8848296 3.7998307 0.0000000
C 4.1963007 3.5633122 0.0000000
C 3.2030966 4.4830778 0.0000000
H 5.2577530 3.7578700 0.0000000
H 3.3271308 5.5562921 0.0000000
H 0.9394289 4.3231225 0.0000000
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Calculated NMR shieldings
At the B3LYP/def2-TZVP level, the 'H NMR shielding for tetramethylsilan (TMS) and H,0 are 31.91 ppm and 31.79 ppm, respectively.
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11 c 2 40.30587916
12 c 2 46.15761879
19 h 2 26.28262303
20 h 2 26.24752071
21 h 2 26.40406223
22 h 2 26.28808397
23 h 1 26.38626378
28 h 1 26.20188799
2.4 Molecule 2
No. Type Mult. Isotropic
1 h 2 26.47919378
2 c 2 39.00653360
3 h 2 26.29375921
4 h 2 26.44060862
5 h 2 26.30048536
6 c 2 38.66223512
7 ¢} 2 53.61460671
8 c 2 20.49532800
9 c 2 24.06033770
10 c 2 61.27065615
11 h 2 26.29120791
12 c 2 37.59372503
13 c 2 28.21658244
14 c 2 48.67289106
2.5 Molecule 3
No. Type Mult. Isotropic
1 ¢} 2 27.94610710
2 c 2 38.44682643
3 c 2 45.34415878
5 c 2 56.29664215
6 c 2 55.66062778
11 c 2 37.08845813
12 c 2 25.88216847
13 c 2 19.25610605
14 c 2 42.68235102
15 c 2 38.15818184
16 c 2 51.52530803
23 h 2 26.73675520
24 h 2 26.58254771
25 h 2 26.43147339
26 h 2 26.40822108
27 h 2 25.68347899
28 h 2 25.45164278

3 Current strengths

Current strengths calculated for the molecular structure of molecule 1 with phenyl substituents. The molecular structure repored in
Ref. 1 of the paper was used. The current density was calculated at the B3LYP/def2-TZVP level.

Plane Diatropic Paratropic Net Current
b: 9.92 -7.46 2.46
c: 5.14 -14.49 -9.35
d: 8.32 -8.58 -0.27
e: 5.53 -15.16 -9.63
g: 8.30 -9.23 -0.93

Current strengths calculated for the molecular structure of molecule 3 with phenyl substituents. The molecular structure repored in
Ref. 1 of the paper was used. The current density was calculated at the B3LYP/def2-TZVP level.

Plane Diatropic Paratropic Net Current
a: 8.06 -7.80 0.26
b: 11.38 -7.63 3.75
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