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Table S1. NICS values at the center of each fused benzene ring. Values in ppm.

Ring N° 0 2+

1 -2.94 -7.91

2 -9.11 -6.56

3 -3.00 3.57

4 -9.46 -5.46

5 -2.96 -5.55

6 -9.29 -5.95

7 -2.82 0.17

8 -9.46 -5.14

9 -3.13 -1.91
10 -9.33 -5.73
11 -3.02 -3.05
12 -9.36 -5.39
13 -3.01 0.14
14 -9.37 -5.39
15 -2.98 -3.78
16 -9.35 -5.26
17 -3.04 0.55
18 -9.50 -5.18
19 -3.05 -3.16
20 -9.41 -5.22
21 -2.99 -0.29
22 -9.47 -4.94
23 -2.98 -1.62
24 -9.41 -5.18
25 -2.97 -1.74
26 -9.46 -4.96
27 -3.00 -0.26
28 -9.40 -5.26
29 -3.03 -3.27
30 -9.45 -5.22
31 -3.07 0.53
32 -9.37 -5.27
33 -2.98 -3.75
34 -9.37 -5.40
35 -3.05 0.12
36 -9.35 -5.34
37 -3.05 -3.11
38 -9.36 -5.72
39 -3.22 -1.98
40 -9.38 -5.11
41 -2.87 0.28
42 -9.27 -5.99
43 -2.93 -5.54
44 -9.23 -5.50

-2



45 -2.86 3.48
46 -9.06 -6.60
47 -2.94 -8.15
48 -9.14 -6.98
49 -2.99 4.02
50 -9.12 -6.67

Table S2. NICS values at the center of each fused benzene ring, at different levels of theory involving
PBEO/TZ2P, CAM-B3LYP/TZ2P and M06-2X/TZ2P. Values in ppm. Numeration given on Table Sl

schematic.
Ring N° PBEO CAM-B3LYP MO06-2X
2+ 0 2+ 0 2+

1 -2.94 -7.91 -3.42 -8.92 -10.64 -32.28
2 -9.11 -6.56 -10.61 -7.39 -32.98 -26.77
3 -3.00 3.57 -3.49 4.02 -10.86 14.57
4 -9.46 -5.46 -11.02 -6.15 -34.25 -22.28
5 -2.96 -5.55 -3.45 -6.26 -10.72 -22.65
6 -9.29 -5.95 -10.82 -6.71 -33.63 -24.28
7 -2.82 0.17 -3.28 0.19 -10.21 0.69
8 -9.46 -5.14 -11.02 -5.79 -34.25 -20.98
9 -3.13 -1.91 -3.65 -2.15 -11.33 -7.79
10 -9.33 -5.73 -10.87 -6.46 -33.78 -23.38
11 -3.02 -3.05 -3.52 -3.44 -10.93 -12.45
12 -9.36 -5.39 -10.90 -6.08 -33.89 -22.00
13 -3.01 0.14 -3.51 0.16 -10.90 0.57
14 -9.37 -5.39 -10.91 -6.08 -33.92 -22.00
15 -2.98 -3.78 -3.47 -4.26 -10.79 -15.43
16 -9.35 -5.26 -10.89 -5.93 -33.85 -21.47
17 -3.04 0.55 -3.54 0.62 -11.01 2.24
18 -9.50 -5.18 -11.07 -5.84 -34.39 -21.14
19 -3.05 -3.16 -3.55 -3.56 -11.04 -12.90
20 -9.41 -5.22 -10.96 -5.88 -34.07 -21.30
21 -2.99 -0.29 -3.48 -0.33 -10.83 -1.18
22 -9.47 -4.94 -11.03 -5.57 -34.29 -20.16
23 -2.98 -1.62 -3.47 -1.83 -10.79 -6.61
24 -9.41 -5.18 -10.96 -5.84 -34.07 -21.14
25 -2.97 -1.74 -3.46 -1.96 -10.75 -7.10
26 -9.46 -4.96 -11.02 -5.59 -34.25 -20.24
27 -3.00 -0.26 -3.49 -0.29 -10.86 -1.06
28 -9.40 -5.26 -10.95 -5.93 -34.03 -21.47
29 -3.03 -3.27 -3.53 -3.69 -10.97 -13.34
30 -9.45 -5.22 -11.01 -5.88 -34.21 -21.30
31 -3.07 0.53 -3.58 0.60 -11.11 2.16
32 -9.37 -5.27 -10.91 -5.94 -33.92 -21.51
33 -2.98 -3.75 -3.47 -4.23 -10.79 -15.30

B




34 -9.37 -5.40 -10.91 -6.09 -33.92 -22.04
35 -3.05 0.12 -3.55 0.14 -11.04 0.49
36 -9.35 -5.34 -10.89 -6.02 -33.85 -21.79
37 -3.05 -3.11 -3.55 -3.51 -11.04 -12.69
38 -9.36 -5.72 -10.90 -6.45 -33.89 -23.34
39 -3.22 -1.98 -3.75 -2.23 -11.66 -8.08
40 -9.38 -5.11 -10.93 -5.76 -33.96 -20.85
41 -2.87 0.28 -3.34 0.32 -10.39 1.14
42 -9.27 -5.99 -10.80 -6.75 -33.56 -24.45
43 -2.93 -5.54 -3.41 -6.24 -10.61 -22.61
44 -9.23 -5.50 -10.75 -6.20 -33.42 -22.45
45 -2.86 3.48 -3.33 3.92 -10.35 14.20
46 -9.06 -6.60 -10.55 -7.44 -32.80 -26.93
47 -2.94 -8.15 -3.42 -9.19 -10.64 -33.26
48 -9.14 -6.98 -10.65 -7.87 -33.09 -28.49
49 -2.99 4.02 -3.48 4.53 -10.83 16.41
50 -9.12 -6.67 -10.62 -7.52 -33.02 -27.22
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Figure S1. Calculated 1H-NMR values referenced to CsHg in CDCl; (7.36 ppm).

H1 ->

Table S3. Calculated 1H-NMR values referenced to CsHg in CDCl; (7.36 ppm)

H1 9.3 H19 |79 H37 |89 HSS | 7.8 H73 | 9.1 H91 |92
H2 8.0 H20 |92 H38 | 7.7 HS6 | 8.8 H74 | 7.8 H92 |79
H3 8.0 H21 | 9.1 H39 |89 HS7 | 8.8 H75 | 9.0 H93 |93
H4 9.3 H22 |79 H40 | 7.7 HS8 | 7.7 H76 | 7.8 H94 |79
HS 9.2 H23 | 9.1 H41 | 8.8 HS9 | 8.7 H77 | 9.1 H9S |79
He 7.9 H24 |78 H42 | 7.7 He60 | 7.7 H78 |79 H9 |9.2
H7 9.3 H25 | 9.0 H43 | 7.7 He1l |89 H79 | 7.8 H97 |93
HS8 7.9 H26 | 7.7 H44 | 8.8 He62 | 7.7 H80 | 9.1 H98 | 8.0
H9 9.2 H27 | 7.8 H45 | 8.8 He63 | 7.7 H81 |92 H99 |93
H10 | 7.8 H28 | 9.1 H46 | 7.8 Hé64 | 9.0 H82 | 7.8 H100 | 8.0
H11 |79 H29 | 9.1 H47 | 8.7 Heé5 | 8.9 H83 |9.2
H12 |92 H30 | 7.8 H48 | 7.8 He6 | 7.7 H84 |79
H13 |92 H31 | 9.0 H49 | 89 He67 | 8.9 H85 |9.2
H14 | 8.0 H32 |78 HS0 | 7.7 He68 | 7.6 H86 | 8.0
H15 |92 H33 |89 HS1 |89 H69 | 9.0 H87 |79
H16 |79 H34 |77 HS2 | 7.7 H70 | 7.8 H88 |9.2
H17 |92 H35 | 7.6 HS3 | 8.8 H71 | 7.8 H89 |92
H18 | 7.8 H36 | 8.8 H54 |78 H72 | 9.1 H90 | 7.8

-5




Table S4. Coordinates for optimized geometries. Values in A.
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.745556176
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.844143349
.849918964
.648744841
.896919660
.732724068
.850902963
.474394616
.448488099
.696718082
.098722840
.439212969
.191648480
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.699152736
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.813124829
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.554582410
.735727572
.753662550
.698791234
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.960086913
.562828370
.023682929
.276320381
.743818575
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.352320111
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4.927201090
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1.655169675
2.634165450
0.814758832
2.241738943
0.300201729
0.332232987
1.512845570
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.388786263
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.640610958
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.924778479
.735801112
.355633959
.417677198
.973546384
.794075529
.863995866
.500073809
.967335313
.640459513
.431494500
.397921970
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.841020225
.322965052
.679063166
.607016317
.016179191
.342260647
.568159624
.047710840
.589917470

-1

2

-2

-2

.429403186
-1.
-6.
-6.
.656910763
-5.
-1.
-5.
-1.
-1.
-5.
-5.
-2.
.571812443
.232986610
.862527399
.523832903
.052279500
.742788753
.052279500
.742788753
.862527399
.232986610
.523832903
.571812443
.149069487
.134829943
.944986899
.866342638
.376942907
.024289512
.178314472
.771113281
.656910763
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.119995144
.375193082
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.000892649
.429403186
.419239361
.390072325
.042401469
.850931421
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718256767
375193082

771113281
024289512
376942907
178314472
944986899
134829943
866342638
149069487

487443016

.952269527
-2.
-2.
.589593639
-2.
.391510319
.238080386
3.
.843053729
-3.
-3.
.757689771
.580389093
.836290204
-2.

2.
.789045100
-3.
-3.
.899018430
-2.
.153809370

835113076
404336230

008527598

115850407

666679197
540865512

600235209
853303390

616767802
704359088

365236980

.567559258
.972124516
.810381114
.191232751
.785881436
.288478762
.753516084
.667712632
.023084056
.125228806
.757931194
.456003579
.073506261
.684620190
.454263548
.350647501
.683625706
.671908101
.185553803
.671908101
.185553803
.350647501
.454263548
.683625706
.684620190
.073506261
.757931194
.125228806
.456003579
.667712632
.753516084
.023084056
.288478762
.785881436
.810381114
.972124516
.191232751
.870464727
.349887937
.567559258
.184738474
.035765722
.987321666
.975515620
.401245934
.186496537
.177364754
.838905243
.153239950
.302619205
.315944159
.053614752
.389949604
.715477609
.142314302
.462476204
.069441340
.572451827
-12.526376460
-12.722185611
-13.700145315
-14.253808797
-14.279094421
-13.493049889
-14.659719143
-14.800845053
-15.138476548

e e i e e e e e e e e e e e
DOOBRNOOBROURAANONROUOU KRR OO R ®ONOO-J®Oo I

w30 03

[ |
[ N e A N R O E (R B B |
P B 00 O WOow-JoUd O W O o

—13 -



