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1. Complete refs. 21 and 22

(21) Gaussian 03, Revision D.02, Frisch, M. J.; Trucks, G. W.; Schlegel, H. B.; Scuseria, G. E.;
Robb, M. A.; Cheeseman, J. R.; Montgomery, Jr., J. A.; Vreven, T.; Kudin, K. N.; Burant, J. C.;
Millam, J. M.; Iyengar, S. S.; Tomasi, J.; Barone, V.; Mennucci, B.; Cossi, M.; Scalmani, G.; Rega,
N.; Petersson, G. A.; Nakatsuji, H.; Hada, M.; Ehara, M.; Toyota, K.; Fukuda, R.; Hasegawa, J.;
Ishida, M.; Nakajima, T.; Honda, Y.; Kitao, O.; Nakai, H.; Klene, M.; Li, X.; Knox, J. E.; Hratchian,
H. P.; Cross, J. B.; Bakken, V.; Adamo, C.; Jaramillo, J.; Gomperts, R.; Stratmann, R. E.; Yazyev,
O.; Austin, A. J.; Cammi, R.; Pomelli, C.; Ochterski, J. W.; Ayala, P. Y.; Morokuma, K.; Voth, G.
A.; Salvador, P.; Dannenberg, J. J.; Zakrzewski, V. G.; Dapprich, S.; Daniels, A. D.; Strain, M. C,;
Farkas, O.; Malick, D. K.; Rabuck, A. D.; Raghavachari, K.; Foresman, J. B.; Ortiz, J. V.; Cui, Q.;
Baboul, A. G.; Clifford, S.; Cioslowski, J.; Stefanov, B. B.; Liu, G.; Liashenko, A.; Piskorz, P.;
Komaromi, I.; Martin, R. L.; Fox, D. J.; Keith, T.; Al-Laham, M. A.; Peng, C. Y.; Nanayakkara, A.;
Challacombe, M.; Gill, P. M. W.; Johnson, B.; Chen, W.; Wong, M. W.; Gonzalez, C.; and Pople, J.
A.; Gaussian, Inc., Wallingford CT, 2004.

(22) Gaussian 09, Revision B.01, Frisch, M. J.; Trucks, G. W.; Schlegel, H. B.; Scuseria, G. E.;
Robb, M. A.; Cheeseman, J. R.; Scalmani, G.; Barone, V.; Mennucci, B.; Petersson, G. A.;
Nakatsuji, H.; Caricato, M.; Li, X.; Hratchian, H. P.; Izmaylov, A. F.; Bloino, J.; Zheng, G.;
Sonnenberg, J. L.; Hada, M.; Ehara, M.; Toyota, K.; Fukuda, R.; Hasegawa, J.; Ishida, M.;
Nakajima, T.; Honda, Y.; Kitao, O.; Nakai, H.; Vreven, T.; Montgomery, Jr., J. A.; Peralta, J. E.;
Ogliaro, F.; Bearpark, M.; Heyd, J. J.; Brothers, E.; Kudin, K. N.; Staroverov, V. N.; Kobayashi, R.;
Normand, J.; Raghavachari, K.; Rendell, A.; Burant, J. C.; Iyengar, S. S.; Tomasi, J.; Cossi, M.;
Rega, N.; Millam, N. J.; Klene, M.; Knox, J. E.; Cross, J. B.; Bakken, V.; Adamo, C.; Jaramillo, J.;
Gomperts, R.; Stratmann, R. E.; Yazyev, O.; Austin, A. J.; Cammi, R.; Pomelli, C.; Ochterski, J. W_;
Martin, R. L.; Morokuma, K.; Zakrzewski, V. G.; Voth, G. A.; Salvador, P.; Dannenberg, J. J.;
Dapprich, S.; Daniels, A. D.; Farkas, O.; Foresman, J. B.; Ortiz, J. V.; Cioslowski, J.; Fox, D. J.
Gaussian, Inc., Wallingford CT, 2009.
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2. Tables of calculated (M06/pcS-2) and experimental BC chemical shifts for the compounds of
Figure 1

2-1 2-2 3-1

C 6ex}o 6calc C 8exp 6calc C 8exp 8calc
32| 20.917 | 23.6608 32| 20.952 | 23.5019 24 | 27.482 | 24.7434
16 | 22.086 | 26.4435 16 | 21.633 | 26.0016 20 | 23.356 | 25.0578
20 | 21.832 | 27.1022 30 | 24.008 | 26.3849 32| 20.919 | 25.2158
30 | 24.017 | 27.3425 15| 24.236 | 28.2586 16 | 23.139 | 26.332
15| 25.017 | 28.2598 20 | 22.049 | 29.2304 30| 24.019 | 27.7165
24 | 28.947 | 30.2931 4 | 26.636 | 29.3307 15| 25.316 | 28.8016
S5 | 28,972 | 30.5968 24 | 28.969 | 31.8074 5 | 28.987 | 31.0378
4 | 26.756 | 33.2572 23| 30.029 | 33.3004 4 26.75 | 32.9958
9 | 31.436 | 34.5286 S5 | 28.999 | 33.5597 23| 28.079 | 33.1082
8 31.04 | 34.6104 9 | 33.706 | 36.0127 8 | 31.052 | 34.986
23| 30.014 | 34.8918 8 | 31.018 | 36.5782 9 | 31.435 | 35.2871
19 | 37.242 | 40.676 19| 37.127 | 44.3612 19 | 40.311 | 47.9452
7 | 45.358 | 50.6556 7 45.28 | 48.6624 7 | 45.285 | 50.1819
21 | 50.975 | 52.573 6 50.65 | 55.2369 6 | 48.295 | 53.1089
6 | 48.229 | 53.3483 3 | 52.124 | 56.6108 18 | 53.357 | 54.041
3 52.214 | 56.0976 21| 51.00 | 57.5673 3 52.093 | 56.9039
18 | 56.581 | 59.0668 10 | 52.429 | 60.4519 21| 57.181 | 58.6066
10 | 52.823 | 61.399 18 | 56.542 | 60.5397 10 | 53.049 | 60.1298
17| 51.868 | 61.936 17| 51.496 | 61.5135 14 | 58.572 | 63.9853
14| 57.735 | 64.7792 14| 57.326 | 62.9301 17| 55.127 | 65.5417
13| 69.472 | 78.0019 13| 68.864 | 76.6904 13| 70.641 | 77.8206
28 | 73.198 | 78.9325 22| 73.274 | 78.0103 22| 73.326 | 78.9755
29| 78.515 | 82.3969 28 | 71.121 | 78.7182 28 | 73.345 | 81.4635
22 | 73.395 | 84.0094 29| 78.03 | 82.0264 29 | 78.561 | 82.4491
26 | 76.792 | 86.136 25| 79.015 | 93.8086 25| 83.024 | 92.9225
25| 79.005 | 91.6937 26 | 76.72 | 93.9079 26 | 81.468 | 95.4221
1 | 111.513 | 123.843 1 | 111.467 | 124.528 1 111.49 | 124.996
12| 113.759 | 125.595 12| 114319 | 126.534 121 113.772 | 125.779
2 | 144.688 | 162.454 2 | 144.748 | 162.59 2 | 144.724 | 161.872
11 | 158.199 | 184.619 11| 157.541 | 184.743 11| 157.992 | 184.282
31| 172.152 | 188.179 31| 172.052 | 188.45 31| 172.159 | 188.296
27 | 198918 | 217.73 27 1 200.249 | 218.464 27 1200.354 | 216.102
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3. Correlation graphs

3(C),,./ ppm
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8(C)(zalc / ppm

3(C),,../ Ppm
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3(C),,../ ppm

3(C),,../ Ppm
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8(C),,,. / PPM

3(C),,./ ppm
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3(C)_,./ ppm
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4. Cartesian coordinates and SCF energy in
hartrees (B3LYP/6-31G*%*)

2-1 (E=-1773.687646)
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