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General procedure for the synthesis of Cgo-fused tetrahydroisoquinolines 2a-2h:
To a solution of Cgy (36.0 mg, 0.05 mmol) in o-dichlorobenzene (4 mL) was sequentially
added N-benzyl sulfonamide la (1b-1h, 0.25 mmol), K,S,05 (67.5 mg, 0.25 mmol),
mesitylenesulfonic acid dihydrate (24.6 mg, 0.10 mmol) and Pd(OAc), (1.1 mg, 0.005
mmol; 2.2 mg, 0.01 mmol for 1d). The reaction mixture was stirred at 100 °C (80 °C for
1d) for a desired time (monitored by TLC to prevent overreaction). The reaction solution
was filtered through a silica gel plug to remove any insoluble material. After evaporation
in vacuo, the residue was separated on a silica gel column with carbon disulfide as the
eluent to give unreacted Cg, subsequent elution with carbon disulfide/dichloromethane
to give product 2a (2b-2h).

General procedure for the synthesis of Cgp-fused indanes 3a-3h: To a solution of
Ceo-fused tetrahydroisoquinoline 2a (2b-2h, 0.0125 mmol) in o-dichlorobenzene (4 mL)
was added mesitylenesulfonic acid dihydrate (8.9 mg, 0.0375 mmol). After being stirred
at 100 °C for a designated time (monitored by TLC to prevent overreaction), the reaction
mixture was filtered through a silica gel plug in order to remove any insoluble material
and evaporated in vacuo. The residue was separated on a silica gel column with carbon
disulfide/dichloromethane as  the eluent to give unreacted Cgo-fused
tetrahydroisoquinoline 2a (2b-2h) and Cg-fused indane 3a (3b-3h).

Synthesis of Cgo-fused indanes 4a and 4b: To a solution of Cg-fused fulleroindane
3a (14.7 mg, 0.015 mmol) in a mixture solvent of o-dichlorobenzene (4.5 mL)/benzene or
mesitylene (1.5 mL) was added FeCl; (7.3 mg, 0.045 mmol). The reaction mixture was
stirred in a 15 mL sealed tube at 130 °C for 1 h. The reaction solution was filtered
through a silica gel plug to remove any insoluble material. After evaporation in vacuo,
the product was separated on a silica gel column with carbon disulfide as the eluent to
afford Ceo-fused indane 4a (9.0 mg, 68%) or Cgo-fused indane 4b (11.4 mg, 82%).

Synthesis of Cgo-fused indane 4c: To a solution of Cg-fused fulleroindane 3a (14.7
mg, 0.015 mmol) in o-dichlorobenzene (6 mL) was added FeCls (7.3 mg, 0.045 mmol)
and Et3;SiH (24.0 pL, 0.15 mmol). The reaction mixture was stirred in a 15 mL sealed
tube at 130 °C for 12 h. After the reaction solution was evaporated in vacuo, the product
was separated on a silica gel column with carbon disulfide as the eluent to afford
Ceo-fused indane 4c (8.5 mg, 70%).
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Spectral data of 2a: 'H NMR (300 MHz, CS,/CDCls) & 8.14 (d, 7.5 Hz, 1H), 7.74 (d,
J=1.5Hz, 1H), 7.69 (d, J = 8.3 Hz, 2H), 7.54 (td, J= 7.5, 1.0 Hz, 1H), 7.47 (td, J = 7.5,
1.5 Hz, 1H), 7.08 (d, J= 8.3 Hz, 2H), 6.02 (d, /= 16.4 Hz, 1H), 5.77 (d, /= 16.4 Hz, 1H),
2.33 (s, 3H); °C NMR [75 MHz, CS,/CDCl; with Cr(acac)s as relaxation reagent] (all
1C unless indicated) & 158.76, 151.86, 150.70, 148.20, 147.98, 147.49, 147.09, 146.36
(2C), 146.28, 145.97 (3C), 145.94 (2C), 145.69, 145.60, 145.37 (3C), 145.31, 145.20,
145.16, 145.06, 144.99, 144.62, 144.46, 144.42, 144.32 (2C), 143.89, 143.28, 142.85,
142.79 (aryl C), 142.68, 142.55, 142.53, 142.47, 142.37, 142.12 (4C), 142.01, 141.92,
141.61, 141.39 (2C), 141.09, 140.27, 140.05 (2C), 139.79, 138.92, 138.38 (aryl C),
138.37, 138.07, 138.04, 136.68 (aryl C), 136.65, 136.19, 135.84 (aryl C), 131.66, 128.82
(2C, aryl C), 128.74 (aryl C), 128.24 (2C, aryl C), 127.81 (aryl C), 127.62 (aryl C),
127.51 (aryl C), 79.99 (sp>-C of Cgp), 63.74 (sp>-C of Cy), 48.84 (CH,), 21.42 (CH3);
FT-IR v/iem™ (KBr) 2919, 1505, 1434, 1333, 1154, 1083, 1037, 888, 808, 745, 667, 524;
UV-vis (CHCI3) Amax/nm (log €) 257 (4.96), 319 (4.55), 434 (3.38), 693 (2.39); (-)ESI
MS m/z caled for C74H3NO,S [M] 979.0667, found 979.0673.

Spectral data of 2b: 'H NMR (300 MHz, CS,/CDCl5) & 8.07 (d, J = 1.8 Hz, 1H), 7.74
(d, J= 8.4 Hz, 2H), 7.69 (d, J= 8.1 Hz, 1H), 7.51 (dd, J= 8.1, 1.8 Hz, 1H), 7.12 (d, J =
8.4 Hz, 2H), 5.99 (d, J = 16.4 Hz, 1H), 5.76 (d, J = 16.4 Hz, 1H), 2.36 (s, 3H); °C NMR
[75 MHz, CS,/CDCI; with Cr(acac); as relaxation reagent] (all 1C unless indicated) &
157.95, 151.06, 150.29, 148.17, 148.10, 147.61, 146.76, 146.46 (2C), 146.41, 146.12,
146.08 (4C), 145.77, 145.62, 145.47, 145.44 (2C), 145.32, 145.28, 145.21, 145.15 (2C),
144.87, 144.54, 144.44, 144.42, 14438, 143.82, 143.25 (aryl C), 143.13, 142.96, 142.77,
142.68, 142.63, 142.57, 142.49, 142.21 (3C), 142.09, 142.00 (2C), 141.72, 141.52,
141.48, 141.23, 140.31, 140.21, 140.16, 139.93, 139.22, 138.77 (aryl C), 138.27, 138.05
(aryl C), 137.92, 136.51, 136.48, 134.95 (aryl C), 134.28 (aryl C), 131.91, 129.08 (aryl
C), 129.01 (2C, aryl C), 128.24 (2C, aryl C), 127.69 (aryl C), 127.66 (aryl C), 79.99
(sp>-C of Cgp), 63.43 (sp>-C of Cy), 48.49 (CH,), 21.47 (CH3); FT-IR v/em™ (KBr) 2921,

S3



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

1510, 1345, 1160, 1084, 1039, 813, 668, 563, 526; UV-vis (CHCl3) Amax/nm (log &) 257
(4.99), 317 (4.58), 435 (3.33), 693 (2.44); (-)ESI MS m/z caled for C74H 2> CINO,S [M]
1013.0277, found 1013.0282.

Spectral data of 2c: 'H NMR (300 MHz, CS,/CDCls) & 7.92 (s, 1H), 7.73 (d, J= 7.8
Hz, 2H), 7.65 (d, J = 7.6 Hz, 1H), 7.36 (d, /= 7.6 Hz, 1H), 7.09 (d, J = 7.8 Hz, 2H), 6.01
(d, J=16.4 Hz, 1H), 5.76 (d, J = 16.4 Hz, 1H), 2.45 (s, 3H), 2.34 (s, 3H); °C NMR [75
MHz, CS,/CDCIl; with Cr(acac); as relaxation reagent] (all 1C unless indicated) 6 158.91,
151.96, 150.87, 148.47, 148.03, 147.54, 147.23, 146.40 (2C), 146.33, 146.02 (30C),
145.99 (2C), 145.72, 145.66, 145.41 (4C), 145.24, 145.20, 145.11, 145.02, 144.65,
144.52, 144.48, 144.37 (2C), 143.95, 143.41, 14291, 142.73, 142.72 (aryl C), 142.60,
142.58, 142.51, 142.42, 142.25, 142.17 (3C), 142.11, 141.97, 141.65, 141.44 (20C),
141.11, 140.32, 140.13, 140.07, 139.81, 138.96, 138.53 (aryl C), 138.46 (aryl C), 138.11,
138.08, 136.70, 136.43 (aryl C), 136.22, 132.95 (aryl C), 131.68, 128.81 (2C, aryl C),
128.30 (2C, aryl C), 128.27 (aryl C), 128.21 (aryl C), 127.85 (aryl C), 80.04 (sp’-C of
Ceo), 63.80 (sp>-C of Cygp), 48.73 (CH>), 21.59 (CH3), 21.45 (CH3); FT-IR v/em™ (KBr)
2922, 1510, 1343, 1159, 1086, 1035, 810, 665, 562, 523; UV-vis (CHCI3) Amax/nm (log ¢)
257 (4.98), 318 (4.55), 435 (3.33), 693 (2.50); (-)ESI MS m/z calcd for C75sHsNO,S [M]
993.0823, found 993.0819.

Spectral data of 2d: "H NMR (300 MHz, CS,/CDCls) & 7.67 (d, J = 8.3 Hz, 2H), 7.60
(d, J=8.2 Hz, 1H), 7.57 (d, J = 2.4 Hz, 1H), 7.06 (d, J = 8.3 Hz, 2H), 7.01 (dd, J= 8.2,
2.4 Hz), 591 (d, J=16.4 Hz, 1H), 5.68 (d, J = 16.4 Hz, 1H), 3.83 (s, 3H), 2.33 (s, 3H);
*C NMR [75 MHz, CS,/CDCl; with Cr(acac)s as relaxation reagent] (all 1C unless
indicated) & 160.00 (aryl C), 158.75, 151.80, 150.76, 148.36, 148.11, 147.62, 147.07,
146.46 (2C), 146.38, 146.08 (5C), 145.79, 145.69, 145.47, 145.45, 145.42, 145.36,
145.28 (2C), 145.17, 145.10, 144.73, 144.58, 144.51, 144.42 (2C), 143.94, 143.46,
143.15 (aryl C), 142.94, 142.78, 142.63, 142.61, 142.55, 142.47, 142.20 (4C), 142.12,
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142.01, 141.70, 141.49, 141.47, 141.13, 140.35, 140.17, 140.11, 139.84, 139.11, 138.18
(aryl C), 138.18, 138.11, 138.01 (aryl C), 136.75, 136.24, 131.87, 128.97 (2C, aryl C),
128.82 (aryl C), 128.34 (2C, aryl C), 128.04 (aryl C), 114.80 (aryl C), 112.11 (aryl C),
79.96 (sp>-C of Cy), 63.96 (sp-C of Cgp), 55.27 (OCH3), 48.55 (CHy), 21.42 (CH3);
FT-IR v/cm™ (KBr) 2921, 1500, 1436, 1332, 1244, 1154, 1086, 1037, 808, 665, 558, 524;
UV-vis (CHCl3) Amax/nm (log &) 257 (5.00), 317 (4.54), 435 (3.38), 692 (2.46); (-)ESI
MS m/z calcd for C75sHsNO3S [M] 1009.0773, found 1009.0777.

Spectral data of 2e: 'H NMR (300 MHz, CS,/CDCls) & 7.83 (s, 1H), 7.71 (d, J=8.3
Hz, 2H), 7.49 (s, 1H), 7.08 (d, J = 8.3 Hz, 2H), 5.95 (d, J = 16.2 Hz, 1H), 5.69 (d, J =
16.2 Hz, 1H), 2.46 (s, 3H), 2.34 (s, 3H), 2.33 (s, 3H); °C NMR [75 MHz, CS,/CDCl;
with Cr(acac)s as relaxation reagent] (all 1C unless indicated) 6 159.12, 152.04, 150.85,
148.32, 147.97, 147.47, 147.16, 146.32 (2C), 146.23, 145.93 (5C), 145.65, 145.59,
145.32 (4C), 145.12 (2C), 145.03, 144.93, 144.49, 144.45 (2C), 144.28, 144.27, 143.84,
143.38, 142.87 (aryl C), 142.82, 142.63, 142.48 (2C), 142.42, 142.32, 142.20, 142.11,
142.07 (3C), 141.88, 141.55, 141.36 (2C), 141.02, 140.23, 140.04 (2C), 139.66, 138.90,
138.25 (aryl C), 138.08, 138.01, 137.12 (aryl C), 136.71, 136.06, 136.01 (aryl C), 133.79
(aryl C), 133.06 (aryl C), 131.48, 129.07 (aryl C), 128.71 (2C, aryl C), 128.60 (aryl C),
128.24 (2C, aryl C), 80.03 (sp’-C of Cy), 63.50 (sp’-C of Cq), 48.55 (CHy), 21.34
(CH3), 19.78 (CH3), 19.28 (CH3); FT-IR viem™ (KBr) 2922, 1508, 1443, 1342, 1158,
1080, 1032, 882, 808, 664, 563, 525; UV-vis (CHCl3) Amax/nm (log &) 258 (5.04), 318
(4.63), 437 (3.43), 695 (2.46); (-)ESI MS m/z calcd for C7H17NO,S [M] 1007.0980,
found 1007.0983.

Spectral data of 2f: 'H NMR (300 MHz, CS,/CDCl3) & 8.15 (d, 7.8 Hz, 1H), 7.84 (d,
J="1.5Hz, 2H), 7.76 (d, J= 7.2 Hz, 1H), 7.56 (td, J= 7.5, 1.0 Hz, 1H), 7.48 (td, J = 7.5,
1.5 Hz, 1H), 7.41 (t, J= 7.5 Hz, 1H), 7.30 (t, J = 7.5 Hz, 2H), 6.06 (d, J = 16.5 Hz, 1H),
5.82 (d, J = 16.5 Hz, 1H); °C NMR [75 MHz, CS,/CDCl; with Cr(acac); as relaxation
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reagent] (all 1C unless indicated) & 158.77, 151.93, 150.65, 148.11, 148.05, 147.62,
147.17, 146.49 (2C), 146.39, 146.11 (5C), 145.84, 145.69, 145.50 (2C), 145.42, 145.35,
145.32, 145.29, 145.19, 145.11, 144.74, 144.58, 144.54, 144.41 (2C), 143.89, 143.36,
142.98, 142.80, 142.68, 142.66, 142.60, 142.51, 142.24 (4C), 142.12, 142.04, 141.75,
141.52 (2C), 141.22 (aryl C), 141.22, 140.37, 140.18, 140.12, 139.91, 139.06, 138.23
(2C), 136.82 (aryl C), 136.82, 136.21, 135.85 (aryl C), 132.30 (aryl C), 131.77, 129.03
(aryl O), 128.34 (2C, aryl C), 128.27 (2C, aryl C), 127.90 (aryl C), 127.78 (aryl C),
127.66 (aryl C), 80.10 (sp’-C of Ceo), 63.88 (sp>-C of Cg), 48.96 (CH,); FT-IR v/em'
(KBr) 2924, 1509, 1439, 1333, 1162, 1085, 1036, 808, 742, 523; UV-vis (CHCI;)
Jmax/nm (log €) 258 (5.03), 318 (4.62), 434 (3.43), 693 (2.44); (-)ESI MS m/z calcd for
C73H11NO,S [M] 965.0510, found 965.0512.

Spectral data of 2g: 'H NMR (300 MHz, CS,/CDCls) & 8.13 (d, J = 7.5 Hz, 1H),
7.76-7.72 (m, 3H), 7.55 (td, J= 7.5, 1.2 Hz, 1H), 7.49 (td, J= 7.5, 1.5 Hz, 1H), 7.26 (d, J
= 8.7 Hz, 2H), 6.06 (d, J = 16.5 Hz, 1H), 5.78 (d, J = 16.5 Hz, 1H); °C NMR [75 MHz,
CS,/CDCl; with Cr(acac); as relaxation reagent] (all 1C unless indicated) & 158.39,
151.74, 150.34, 148.03, 147.93, 147.55, 146.93, 146.41 (2C), 146.32, 146.05 (3C),
146.00 (2C), 145.80, 145.53, 145.45, 145.44, 145.27 (2C), 145.22 (2C), 145.11, 145.02,
144.67, 144.48, 144.43, 144.35 (2C), 143.70, 143.18, 142.91, 142.73, 142.62, 142.58,
142.54, 142.47, 142.19 (3C), 142.14, 141.99, 141.95, 141.71, 141.54, 141.44, 141.11,
140.26, 140.12, 140.04, 139.92, 139.42 (aryl C), 139.05, 138.96 (aryl C), 138.29, 137.78,
136.68, 136.65 (aryl C), 135.89, 135.68 (aryl C), 131.66, 129.50 (2C, aryl C), 128.98
(aryl C), 128.45 (2C, aryl C), 127.88 (aryl C), 127.74 (aryl C), 127.61 (aryl C), 80.01
(sp>-C of Cg), 63.81 (sp’-C of Cg), 49.00 (CH,); FT-IR v/em™ (KBr) 2921, 1508, 1336,
1157, 1086, 1036, 889, 810, 748, 619, 525; UV-vis (CHCl3) Ama/nm (log €) 258 (5.00),
319 (4.57), 434 (3.44), 693 (2.58); (-)ESI MS m/z caled for C3H ;o CINO,S [M]
999.0121, found 999.0114.

Spectral data of 2h: 'H NMR (300 MHz, CS,/CDCl;) & 8.41-8.38 (m, 1H), 7.77-7.74
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(m, 1H), 7.64-7.56 (m, 2H), 6.02 (d, J = 16.5 Hz, 1H), 5.60 (d, J = 16.5 Hz, 1H), 2.95 (s,
3H); *C NMR [75 MHz, CS,/CDCl; with Cr(acac); as relaxation reagent] (all 1C unless
indicated) 6 157.86, 151.92, 150.32, 148.91, 148.12, 147.75, 146.73, 146.49 (3C), 146.19
(3C), 146.12 (2C), 145.80, 145.59 (2C), 145.52, 145.38 (4C), 145.19 (2C), 144.91,
144.55 (2C), 144.46, 144.39, 144.04, 143.43, 143.01, 142.79 (2C), 142.63 (3C), 142.49,
142.37 (2C), 142.17, 142.07, 142.01, 141.87, 141.79, 141.60, 141.11, 140.96, 140.35,
140.25, 140.17, 139.25, 139.08, 136.62 (aryl C), 136.33, 135.83, 135.68 (aryl C), 135.23,
132.21, 129.27 (aryl C), 128.27 (aryl C), 127.99 (aryl C), 127.95 (aryl C), 79.97 (sp’-C of
Ceo), 63.54 (sp>-C of Cg), 49.06 (CH>), 42.36 (CH3); FT-IR v/em™ (KBr) 2923, 2854,
1505, 1449, 1332, 1152, 1072, 1036, 953, 801, 745, 520; UV-vis (CHCl3) Amax/nm (log ¢)
257 (4.99), 317 (4.57 ), 433 (3.37), 692 (2.37); (-)ESI MS m/z calcd for C¢sHoNO,S [M]
903.0354, found 903.0351.

Spectral data of 3a: '"H NMR (400 MHz, CS,/DMSO0O-ds/CDCl3) 6 9.32 (d, /= 9.6 Hz,
1H), 8.03 (d, /= 7.6 Hz, 1H), 7.78 (d, J = 8.0 Hz, 2H), 7.59 (t,J = 7.6 Hz, 1H), 7.51 (t, J
=17.5,0.9 Hz, 1H), 7.45 (d,J=17.6, 1.5 Hz, 1H), 7.15 (d, J= 8.0 Hz, 2H), 6.75 (d, J=9.6
Hz, 1H), 236 (s, 3H); D,O exchange experiment: 'H NMR (400 MHz,
CS,/DMSO-ds/CDCl3) 6 8.31 (d, J=9.6 Hz, 0.18H, NH), 8.07 (d, J= 7.6 Hz, 1H), 7.82
(d, J = 8.0 Hz, 2H), 7.65-7.54 (m, 3H), 7.15 (d, J = 8.0 Hz, 2H), 6.81 (m, 1H), 2.36 (s,
3H); BC NMR [75 MHz, CS,/DMSO-ds/CDCIl; with Cr(acac); as relaxation reagent]
(all 1C unless indicated) 6 156.38, 154.57, 152.30, 152.94, 146.69, 146.59, 146.58,
145.87, 145.57, 145.54, 145.53, 145.48, 145.40, 145.30, 145.28 (3C), 145.11, 145.08,
144.88, 144.65, 144.61, 144.52 (3C), 144.48, 144.40, 144.36, 143.91, 143.88, 143.71,
143.64, 142.49 (aryl C), 142.36, 142.30, 141.97, 141.89, 141.83 (2C), 141.68, 141.61
(2C), 141.40, 141.38, 141.31, 141.26, 141.09, 141.02 (2C), 140.97, 140.91, 140.80,
139.86, 139.68 (aryl C), 139.57, 139.27 (aryl C), 138.55, 138.35, 135.99, 134.91, 134.57,
133.71, 129.81 (aryl C), 129.21 (2C, aryl (), 129.15 (aryl C), 126.63 (aryl C), 126.45 (2C,
aryl C), 125.13 (aryl C), 74.93 (sp’-C of Cg), 73.52 (sp>-C of Cy), 68.36 (CH), 20.98
(CH3); FT-IR v/em™ (KBr) 3243, 2921, 2852, 1452, 1420, 1337, 1288, 1161, 1083, 810,
747, 666, 558, 527; UV-vis (CHCI3) Amax/nm (log €) 258 (4.98), 312 (4.52), 430 (3.56),
700 (2.46); MALDI FT-ICR MS m/z calcd for Cs;H¢N [M-MePhSO,] 824.0500, found
824.0495.
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Spectral data of 3b: 'H NMR (400 MHz, CS2/DMSO-ds) 8 9.52 (d, J = 9.6 Hz, 1H),
8.00 (d, J=2.0 Hz, 1H), 7.75 (d, J = 8.4 Hz, 2H), 7.49 (dd, J = 8.0, 2.0 Hz, 1H), 7.41 (d,
J=28.0Hz), 7.15 (d, J= 8.4 Hz, 2H), 6.67 (d, J = 9.6 Hz, 1H), 2.36 (s, 3H); °C NMR [75
MHz, CS,/DMSO-d¢/CDCI; with Cr(acac); as relaxation reagent] (all 1C unless
indicated) 6 155.55, 153.41, 152.23, 152.00, 146.41, 146.33, 146.08, 145.32, 145.30,
145.26, 145.24, 145.14, 145.03 (2C), 145.01 (2C), 144.99, 144.76, 144.71, 144.51,
144.38, 144.34, 144.31, 144.28, 144.23 (2C), 144.14, 144.12, 143.61 (2C), 143.39,
143.32, 142.72 (aryl C), 142.09, 142.03, 141.82 (aryl C), 141.74, 141.63, 141.57 (2C),
141.40, 141.33, 141.25, 141.08, 141.03 (2C), 140.99, 140.86, 140.72, 140.65, 140.62,
140.51, 139.66, 139.32, 139.11 (aryl C), 138.33, 138.22 (aryl C), 138.09, 135.72, 135.14
(aryl C), 134.99, 134.43, 133.28, 129.06 (aryl C), 128.77 (2C, aryl C), 127.86 (aryl C),
126.32 (2C, aryl C), 124.66 (aryl C), 74.70 (sp>-C of Cg), 72.63 (sp’-C of Ce), 67.46
(CH), 20.81 (CH3); FT-IR v/em™ (KBr) 3269, 2921, 1428, 1336, 1160, 1084, 811, 662,
564, 525; UV-vis (CHCI3) Amax/nm (log €) 255 (4.97), 312 (4.50), 430 (3.52), 698 (2.48);
MALDI FT-ICR MS m/z caled for Ce;HsCIN [M-MePhSO,] 858.0111, found
858.0116.

Spectral data of 3c: 'H NMR ((400 MHz, CS,/DMSO-de¢/CDCl3) 6 9.34 (d, J=9.4
Hz, 1H), 7.83 (s, 1H), 7.76 (d, J= 8.0 Hz, 2H), 7.31 (dd, J = 7.8, 0.8 Hz, 1H), 7.28 (d, J =
7.8 Hz), 7.16 (d, J = 8.0 Hz, 2H), 6.67 (d, J = 9.4 Hz, 1H), 2.51 (s, 3H), 2.36 (s, 3H);
FT-IR v/em™ (KBr) 3260, 2922, 1434, 1325, 1261, 1157, 1093, 1026, 805, 662, 525;
UV-vis (CHCl3) Amax/nm (log &) 256 (4.97), 312 (4.50), 430 (3.48), 700 (2.52); MALDI
FT-ICR MS m/z calcd for CesHsN [M-MePhSO;] 838.0657, found 838.0663.
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Spectral data of 3d: 'H NMR (400 MHz, CS2/DMSO-ds) 6 9.25 (d, J = 9.6 Hz, 1H),
7.74 (d, J = 8.2 Hz, 2H), 7.43 (d, J = 2.4 Hz, 1H), 7.30 (d, /= 8.6 Hz, 1H), 7.13 (d, J =
8.2 Hz, 2H), 7.03 (dd, J = 8.6, 2.4 Hz, 1H), 6.60 (d, J = 9.6 Hz, 1H), 3.87 (s, 3H), 2.37 (s,
3H); °C NMR [75 MHz, CS,/DMSO-d with Cr(acac); as relaxation reagent] (all 1C
unless indicated) & 160.19 (aryl C), 155.60, 153.52, 152.46, 152.16, 145.96, 145.89,
145.83, 145.05, 144.87, 144.84 (2C), 144.80, 144.69, 144.59, 144.57 (2C), 144.55,
144.38, 144.35, 144.19, 143.97, 143.88, 143.86, 143.81 (2C), 143.76, 143.71, 143.68,
143.23 (2C), 142.96, 14291, 141.67, 141.61, 141.61 (aryl C), 141.30, 141.18, 141.14,
141.12, 141.00, 140.94 (3C), 140.74 (2C), 140.58, 140.54, 140.37, 140.25, 140.24,
140.21, 140.07, 139.19, 139.07 (aryl C), 138.83, 137.93, 137.64, 135.29, 134.48, 133.86,
132.88, 130.48 (aryl C), 128.23 (2C, aryl C), 127.00 (aryl C), 126.00 (2C, aryl C), 115.97
(aryl C), 107.93 (aryl C), 74.64 (sp>-C of Cq), 72.61 (sp>-C of Cy), 67.17 (CH), 54.34
(OCH3), 20.52 (CH3); FT-IR v/em™ (KBr) 3254, 2924, 2853, 1457, 1263, 1158, 1090,
1025, 804, 662, 526; UV-vis (CHCl3) Amax/nm (log €) 256 (4.98), 312 (4.52), 435 (3.48),
698 (2.40); MALDI FT-ICR MS m/z calcd for C4sHsNO [M-MePhSO,] 854.0606, found
854.0612.

Spectral data of 3e: '"H NMR (400 MHz, CS,/DMSO-ds/CDCl3) 6 9.08 (d, J=9.6 Hz,
1H), 7.82 (d, J = 8.0 Hz, 2H), 7.78 (s, 1H), 7.20 (d, J = 8.0 Hz, 2H), 7.06 (s, 1H), 6.70 (d,
J = 9.6 Hz, 1H), 2.41 (s, 3H), 2.39 (s, 3H), 2.36 (s, 3H); °C NMR [75 MHz,
CS,/DMSO-ds/CDCIl; with Cr(acac); as relaxation reagent] (all 1C unless indicated) o
156.41, 154.50, 152.30, 152.95, 146.47, 146.42, 146.38, 145.69, 145.34, 145.31 (30C),
145.20, 145.10, 145.08 (3C), 144.89, 144.86, 144.73, 144.43, 144.39, 144.30 (30),
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144.26, 144.19 (2C), 143.72, 143.70, 143.53, 143.46, 142.17, 142.12, 141.84 (aryl C),
141.79, 141.69, 141.63 (2C), 141.53, 141.48, 141.41, 141.32, 141.22, 141.10, 141.06,
140.90, 140.79, 140.78, 140.73, 140.61, 139.66, 139.47 (aryl C), 139.33, 138.44 ( aryl C),
138.44, 138.16, 138.08 (aryl C), 137.34 (aryl C), 136.94 (aryl C), 135.81, 134.65, 134.22,
133.48, 128.83 (2C, aryl C), 127.07 (aryl C), 126.46 (2C, aryl C), 125.47 (aryl C), 75.03
(sp>-C of Cgo), 73.06 (sp°-C of C), 68.06 (CH), 20.85 (CHs), 19.45 (CHs), 19.38 (CHs);
FT-IR viem' (KBr) 3250, 2923, 2854, 1447, 1328, 1156, 1089, 806, 663, 563, 524
UV-vis (CHCl3) Amax/nm (log &) 256 (4.99), 311 (4.51), 430 (3.50), 700 (2.46); MALDI
FT-ICR MS m/z caled for CeeH 0N [M-MePhSO,] 852.0813, found 852.0820.

Spectral data of 3f: 'H NMR (400 MHz, CS,/DMSO-d¢) & 9.51 (d, J = 9.2 Hz, 1H),
8.02 (d, J=17.6 Hz, 1H), 7.92 (d, /= 7.2 Hz, 2H), 7.58 (t, J= 7.0 Hz, 1H), 7.50-7.34 (m,
5H), 6.74 (d, J= 9.2 Hz, 1H); °C NMR [75 MHz, CS,/DMSO-ds/CDCl; with Cr(acac)s
as relaxation reagent] (all 1C unless indicated) & 156.04, 154.14, 152.87, 152.59, 146.35,
146.31, 146.28, 145.47, 145.25, 145.21, 145.18 (2C), 145.07, 144.99, 145.96 (20C),
145.94, 144.75, 144.71, 144.48, 144.34 (2C), 144.20 (3C), 144.15, 144.13, 144.08,
143.62, 143.60, 143.37, 143.29, 142.04, 141.99 (aryl C), 141.99, 141.64, 141.56, 141.51
(20), 141.37, 141.32, 141.30, 141.10, 141.07, 140.98, 140.93, 140.78, 140.70, 140.66
(3C), 140.59, 139.56, 139.42 (aryl C), 139.23, 138.42, 138.16, 135.68, 134.70, 134.26,
133.34, 131.38 (aryl C), 129.36 (aryl C), 128.72 (aryl C), 128.23 (2C, aryl C), 126.41
(aryl €), 126.15 (2C, aryl C), 124.70 (aryl C), 74.55 (sp>-C of Cgp), 73.11 (sp>-C of Cy),
68.08 (CH); FT-IR v/em™ (KBr) 3245, 2923, 2854, 1446, 1330, 1261, 1157, 1091, 1027,
804, 745, 676, 550, 521; UV-vis (CHCl3) Amax/nm (log &) 257 (4.97), 312 (4.47), 430
(3.49), 700 (2.50).MALDI FT-ICR MS m/z calcd for Ce;HgN [M-PhSO,] 824.0500,
found 824.0506.
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Cl

Spectral data of 39: 'H NMR (400 MHz, CS,/DMSO-d) 8 9.55 (d, J = 10.0 Hz, 1H),
8.03 (d, J=7.5 Hz, 1H), 7.85 (d, J = 8.6 Hz, 2H), 7.60 (t, J = 7.8 Hz, 1H), 7.54 (t, J = 7.4
Hz, 1H), 7.50 (d, J = 7.6 Hz, 1H), 7.31 (d, J = 8.6 Hz, 2H), 6.74 (d, J = 10 Hz, 1H); °C
NMR [75 MHz, CS,/DMSO-ds/CDCIl; with Cr(acac)s; as relaxation reagent] (all 1C
unless indicated) & 156.09, 154.22, 153.02, 152.53, 146.52, 146.44, 146.19, 145.80,
145.60, 145.41, 145.38, 145.35, 145.24, 145.15 (2C), 145.13 (2C), 145.11, 144.90,
144.87, 144.67, 144.50, 144.47, 144.37 (3C), 144.31, 144.25, 143.77, 143.75, 143.55,
143.48, 142.23, 142.23 (aryl C), 142.17, 141.82, 141.74, 141.69 (2C), 141.56, 141.47
(2C), 141.25, 141.22, 141.15, 141.11, 140.94, 140.85 (3C), 140.81, 140.73, 139.73,
139.44 (aryl C), 139.42, 138.51, 138.20, 137.70 (aryl C), 135.94, 134.85, 134.38, 133.57,
129.65 (aryl C), 129.03 (aryl C), 128.60 (2C, aryl C), 127.99 (2C, aryl C), 126.55 (aryl
C), 124.93 (aryl C), 74.68 (sp>-C of Cy), 73.32 (sp’-C of Cy), 68.27 (CH); FT-IR v/em™
(KBr) 3251, 2924, 2854, 1458, 1417, 1262, 1164, 1091, 1026, 804, 751, 554, 524;
UV-vis (CHCI3) Amax/nm (log €) 256 (4.98), 312 (4.49), 430 (3.56), 698 (2.53). MALDI
FT-ICR MS m/z caled for Cs7HgN [M-CIPhSO,] 824.0500, found 824.0496

Spectral data of 3h: 'H NMR (400 MHz, CS,/DMSO-ds) & 8.84 (d, J = 9.8 Hz, 1H),
8.08-8.05 (m, 1H), 7.96-7.93 (m, 1H), 7.66-7.61 (m, 2H), 6.83 (d, J = 9.8 Hz, 1H), 3.07
(s, 3H); BC NMR [75 MHz, CS,/DMSO-ds/CDCIl; with Cr(acac)s as relaxation reagent]
(all 1C unless indicated) & 156.32, 154.21, 152.90, 152.68, 146.48, 146.43, 146.40,
145.51, 145.33, 145.28 (2C), 145.17, 145.07 (4C), 144.95, 144.80, 144.78, 144.53,
144.50, 144.46, 144.34, 144.30 (4C), 144.19, 143.70, 143.67, 143.51, 143.41, 142.20,
142.17, 141.76, 141.69, 141.65 (2C), 141.46, 141.43, 141.40, 141.26, 141.18, 141.12,
141.05, 140.98, 140.91 (2C), 140.85, 140.82, 140.79, 139.87 (aryl C), 139.72, 139.40,
139.00, 138.63, 136.00, 134.79, 134.39, 133.55, 129.35 (aryl C), 128.78 (aryl C), 126.78
(aryl C), 124.76 (aryl C), 74.68 (sp>-C of Cep), 73.26 (sp>-C of Cg), 67.97 (CH), 41.93
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(CH3); FT-IR viem™! (KBr) 3272, 2925, 2854, 1455, 1262, 1095, 1023, 802, 521; UV-vis
(CHCIl3) Amax/nm (log &) 257 (4.99), 317 (4.57 ), 433 (3.37), 692 (2.37). MALDI FT-ICR
MS m/z calcd for Ce7HgN [M-MeSO,] 824.0500, found 824.0498.

Spectral data of 4a: 'H NMR (400 MHz, CS,/CDCls) & 8.17 (d, 7.6 Hz, 1H), 7.68 (bs,
1H), 7.62 (tt, 7.4, 1.2 Hz, 1H), 7.51 (td, 7.4, 1.2 Hz, 1H), 7.50 (d, 7.6 Hz, 2H), 7.38 (bs,
2H), 7.28 (tt, 7.4, 1.2 Hz, 1H), 6.50 (s, 1H); °C NMR [75 MHz, CS,/CDCl; with
Cr(acac); as relaxation reagent] (all 1C unless indicated) 6 157.90, 154.85, 154.62,
153.97, 147.32, 147.20, 146.20, 146.12, 146.05, 145.96, 145.92 (3C), 145.89, 145.84,
145.80, 145.68, 145.58, 145.42, 145.25, 145.16, 145.12, 145.07, 145.04, 144.95 (20),
144.93 (2C), 144.45, 144.31, 144.28, 144.25, 143.21, 143.10, 143.00 (2C), 142.47 (20),
142.43, 142.41, 142.24, 142.10, 142.09, 142.06, 142.02, 141.97, 141.92 (2C), 141.73
(2C), 141.63 (2C), 141.56, 140.50, 140.27, 139.91, 139.15, 135.87, 135.24, 135.00,
134.22, 129.36 (aryl C), 128.95 (aryl C), 127.70 (aryl C), 127.52 (aryl C), 125.66 (aryl C),
76.14 (sp>-C of Cyp), 75.68 (sp>-C of Cy), 64.56 (CH) (Note: 4C of the phenyl ring were
absent due to slow rotation); FT-IR viem™ (KBr) 2921, 2853, 1451, 1425, 1182, 1029,
743, 698, 579, 524; UV-vis (CHCI3) Amax/nm (log €) 257 (4.96), 308 (4.54), 430 (3.53),
702 (2.45); MALDI FT-ICR MS m/z calcd for C73H;¢ [M'] 886.8605, found 886.8610.

Spectral data of 4b: 'H NMR (400 MHz, CS,/CDCl5) & 8.17 (d, 7.6 Hz, 1H), 7.58 (t,
7.4 Hz, 1H), 7.51 (dt, 7.6, 1.2 Hz, 1H), 7.41 (d, 8.0 Hz, 2H), 7.04 (s, 1H), 6.91 (s, 1H),
6.82 (s, 1H), 2.67 (s, 1H), 2.29 (s, 1H), 2.26 (s, 1H), °C NMR [75 MHz, CS,/DMSO-d;
with Cr(acac)s as relaxation reagent] (all 1C unless indicated) 6 156.99, 153.38, 153.35,
153.26, 146.16, 146.06, 145.44, 145.19, 145.01, 144.96, 144.86, 144.83 (2C), 144.79,
144.77, 144.72, 144.54, 144.51, 144.46, 144.19, 144.08, 144.03, 144.00 (3C), 143.96,
143.90, 143.85, 143.39, 143.26, 143.21, 143.16, 141.94 (2C), 141.87, 141.46, 141.43
(20), 141.38, 141.21, 141.02, 140.99 (2C), 140.89, 140.83, 140.81, 140.75, 140.72,
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140.67, 140.56, 140.42, 139.58, 139.55, 139.34, 138.44, 138.35, 136.87 (aryl C), 136.46
(aryl C), 136.02 (aryl C), 135.35, 134.57, 133.85, 133.42, 132.52 (aryl C), 131.07 (aryl
C), 128.80 (aryl C), 128.35 (aryl C), 127.43 (aryl C), 125.10 (aryl C), 125.04 (aryl C),
75.17 (sp>-C of Cgp), 74.85 (sp’-C of Cg), 57.99 (CH), 22.87 (CH3), 21.56 (CH3), 20.11
(CH3); FT-IR v/em™ (KBr) 2919, 2850, 1451, 1428, 1374, 1263, 1184, 1028, 852, 746,
592, 526; UV-vis (CHCI3) Ama/nm (log ) 257 (4.96), 308 (4.54), 430 (3.53), 700 (2.45);
MALDI FT-ICR MS m/z caled for C76H 6 [M] 928.1252, found 928.1256.

Spectral data of 4c: 'H NMR (400 MHz, CS,/CDCl3) & 8.13-8.08 (m, 1H), 7.77-7.74
(m, 1H), 7.60-7.56 (m, 2H), 5.14 (s, 2H); °C NMR [75 MHz, CS,/DMSO-ds with
Cr(acac); as relaxation reagent] (all 2C unless indicated) 6 156.26, 152.73, 146.30 (1C),
146.18 (1C), 145.07, 145.03, 145.01, 144.91 (4C), 144.77, 144.33, 144.17, 144.12 (4C),
143.45, 143.32, 142.09, 141.96, 141.54, 141.48, 141.28, 141.19, 141.09, 140.97, 140.85,
140.67, 140.43 (1C, aryl C), 139.52, 139.99, 138.67 (1C, aryl C), 134.08, 133.84, 128.46
(1C, aryl C), 127.77 (1C, aryl C), 125.79 (1C, aryl C), 125.11 (1C, aryl C), 75.36 (sp>-C
of Cgp), 68.04 (sp’-C of Cgp), 46.69 (CH,); FT-IR v/em™ (KBr) 2920, 2851, 1454, 1428,
1183, 1103, 1032, 740, 524; UV-vis (CHCl3) Amax/nm (log €) 257 (4.99), 317 (4.57), 433
(3.37), 692 (2.37); MALDI FT-ICR MS m/z caled for Ce;He [M7] 810.0470, found
810.0466.

S13



Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

CHANNEL £1

t Data Farameters

arren

ppm

S14

190 180 170 160 150 140 130 120 110 100 S0 80 70 60 50 40 30 20

E

. & BT T2
0000 6€8° 8%
PEFL*ES
BEL'S9L
P 19T LL
i 786" LL
mmm-H 9867 6L
SOCLZT
9719°LZT
o 608°LZT
0gE T— —To°¢t 8£Z° 82T
3 15L° 821
8187821
Feo 199°TET
LEG SET
¥8T"9ET
£89°9ET
Ee 6E0°BET
ZvL'g TLO"8ET
LEL'S SLE"BET
£66°G 226°8ET
L¥0°9 L w 06L*GET
S90°L 850" 0P T
Z60°L TLZ 0PT
921 — T 980° 191
9pp° L M bo—gere 667151
0ShL —=8 2 £19° 171
TLF L BI&"TFT
SLY*L S00°ZHT
. ) bz T
- Zis? .
6ES L ELT 6L9°ZFT
€95 L 5 Fo 0071 T6L° 20T
P95 L & —~E8°0 LEB THT
L9G° L n SLZTEFT
SLO"L it S88°EPT
oL L Fo BIE BRI
£TL L £ZH BT
LBL L L2 £9% BT
9218 - » 979 FpT
621°8 . SBE BT
Z6T'8 L9 L— - B S50°GHT
pST*8 0L 74— F e 96T GHT
S YLE SHT
3 §SE79PT

EN.NS\




Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

000°0 ——

L8b°1

e9e’ e —

ggzL"S

€806 —=
996G ——
0zo'9 —

80T L
9ET°L
EVE L
LEF L
£06°L
FEsS L
0ES L
2L9°L
669°L
TeL L
6FLTL
890°8
FLO'8

NN

J\—n—

ppm

"9ET

"gET

“TIRT
“TRT
“TRT

TERT

TZRI

T

50

T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60

30 20 ppm

40

S15



Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

THANN;

ccessing pa

687F° T2
€665 T2
TTEL 8D
BEEL'EY
08EL" 9L
009T"LL
6T8S"LL
$8£0° 08
TeF8°LCT
. 8802921
TR = s | p692° 821
: - ¥CEZ 82T
1608821
BSLY'TET
TLFE"CET
8022 95T
ZOER"9ET
BLEY'YET
I T6LO"9ET
I 9857 9T
I 6ZEG"BET
1956°8€T
y608'6ET
ZZLO'0FT
SSTT OFT
I FOTE OFT
I 980T " THT
SEFF IFT
€259 TPT
0596 THT
980T ' ZFT
BOLT ZFT
PEPC CRT
9STF "ZFT
PZTS THT
£085°2FT
EGTIL ZFT
ZLO6 2P
980 EFT
BOGE EFT
EELE BT
LEES " FEFT
EEFO PRI
LDZOSFHT
S90T SHT
LLBT ST
90FC SFI

I LLOP SFT
t mahm.mmu\\n

|
Ppm

ppm

50 40 30 20

T T T T T T T T T J 70 60
S16

190 180 170 160 150 140 130 120 110 100 90 80




Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

gee”
rAA N

628"

9r9”
0oL
£88°
LEG®

686°
L66"
910"
veo”
9k0”
€L0”
g1e’
696°
bLG"
186"
609°
969"
va9-”

\

/

ol o o o ol o T AT AT T T

A2

30 25 20 15 10 05 ppm

3.5

.
@
o

=
=]
o

g

“TRT
TERT
KA

A A

eVl
"ZRT
TERT
TZRI
4 o
“ERT
TEFT
TERT
PRI
TFRI
PRI
“FRT
ORI
"SI
"9vT

97T
26T

T T T T T T T T T T T

190 180 170 160 150 140 130 120 110 100 90 80

ppm

50 40 30 20

70 60

S17



Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

o
i
2

E
a
o

1
ppm

T T T T T T T T T T T
80 70 60 50 40 30 20

T
190 180 170 160 150 140 130 120 110 100 90

S18



ppm

e

AN

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

LEe"8v
BB ED
6EL 9L
9T LL
EBE LL
F0T"08
6S9°LET
BLLTLEZT
B6B"LZT
FLEBET
LEE"BET
LZ0"6ZT
ELLVTER
C6Z LT
£CB°SET
LOZ 9ET
€ZBT9ET
0EZ'BET
FO0"6ET
0T6"6ET
0ZT°0FT
LLT OFT
ZLETOFRT
BIZ TFT
BIS " TPT
SPLTTFT
[4- D4 Ao
6IT"2ZFT
BEZ EFT
90G7EFT
T09 2T
6L97ZHT
BEL TPT
0BG EWT
CIETERT
68"
PIb"
BES”
£8G"
€bL”
901"
981"
AT
(445
eZhk°s
106°S
BE9 SV
BEB 'SP
EPETEZET

™
s

-
—

e T R
R R = ]

R R R e

o

5

o

ppm

20

30

50 40

70 60

T T 80
S19

190 180 170 160 150 140 130 120 110 100 90




Ppm

-

TRV T Ty}

/Y

|

\

/

WO

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

6667
908"
T6EL"
609T"
0E8s”
¥600

5809

FREL"
SSLL"LE
"LET
gELE "
‘g2l
TLRFE"
PLBE "
EPLE"
LO9% "
266% "
T6ES”
9L89"
2089 °
P168°
09%9°
LLLS"
68BLL"
068Z"
G296°
LEFO®
091P”
L0Z6"
SBED”
1611
[4%: k4
060T"
LTBD"
LBES”
*IFT
344N
GLB6"
6EET”
0E8T"
‘CRI
99€S8”
T6LG"
ELT9"

rAae

TeE8

080%

0zZTL

£29¥

9ceL
9770

109"
T06E°

aF
£9
S
LL
LL
‘o8
LZT
LZT
Let

LEZT

8zt
8¢t
82T
62T
621
62T
TET
SET
SET
9tT
9ET
LET
8ET
8ET
6ET
6ET
6ET
okt
OFT
0%t
TFT
TFT

rT

%1
TFT
[4 4

(A 4

[4 A
Zrl
Zh1
971
97T
261

CHANNE

ppm

30 20

60 50 40

S20

T T T T

T

190 180 170 160 150 140 130 120 110 100 90 80 70




Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

000" 0——

e T —
PIS™T

Sk6 2 —

L

i

J.,

U

ppm

S9E"2Z¥
090°6F
FEGTED
OFL 9L
9T LL
PBGTLL
G96°6L
IS6°LET
T66°LZT
Te0"8eT
TLZ2 BeT
oLz ezt
LOZ EET
CETTCET
T89°GET
6ZB°SET
TEE"9ET
LT9°SET
£BO76ET
0SZ°6ET
LT 0FT
16Z°0FT
6PETOFT
FEET0FT
60T THT
865" TIFT
6BLTIFT
CLBTTIPT
ET0"EFT
S90°ZFT
LIT ZFT
F9E"CRT
E6F CPT
TE9"EFT
E6L"ZFT
600°EFT
PEF ERT
BEQ"FFT
SBE"FPT
8GP FFT
LES PRI
606 FFT
Z6T SFT
SLE"SPT
911 9%1
6BT 9FT
88F 9FT
EQE"EZ6T

190 180 170 160 150 140 130 120 110 100 90

ppm

80 70 60 50 40 30 20

S21



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

-
MTUMOODMTMONDMNWOWYEM s Rl RN w =
NOTHAEON=M O A DD DO T WM © 04 OV Oh Q0 00~ U — oo
MO OO OU WS S S~ W T T T T T o B
............................ . oo
L o e el e e e e el e el el e e T T+ ] L I I I I I — [

<= CHCls DMSO

NEO AN A OO AT NOrENAMNO W o s oy B
OO0 00 A2 0 o 0T 0y O 00 00D U R D Y OO - P~ U} S S0 ™
RS R=R =01 RN R R TR T T FT N e wy U U U W W0 W )

== O8O0 4

<= CHCls <= HDO
DMSO

EIIL | 1 f W

I
9 8 7 6 5 4 3 2 1 0 ppm

S22



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

N nm

190 180 170 160 150 140 130 120 110 100 9 80 70 60 S0 40 30 20 ppm

0.012

DMSO

S23



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

190 180 170 160 150 140 130 120 110 100 90 80 70 60 S0 40 30 20 ppm

oy WL N0 0O A ;AN o
uwy oy =Ny OO WD 0w Uy o WO U e e o~
” ™ WM A AL WD LTI s s s ] o
oo Dl Tt ol o ol ol Y 300 O 00 00O 4

e e
I \V/ N7
<= CHCl:
DMSO
T R L] M adeiad |
7.8 7.3 ppm

<<= CHCl:

I
9 8 7 6 5 4 3 2 1 ppm

S24



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

1,221
)

DMSO |

PR VI G e

T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

S25



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

T T T T I T T I
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

S26



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

T T I I 1 T I T
190 180 170 160 150 140 130 120 110 100 S0 80 70 60 50 40 30 20 ppm

S27



Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2012

ppm

82 1T—

TIe z— HVJL

DMSO

L8y L
@om.ﬁ/
vzs" /.
ZHS T L—
196" L—7

€8S L
wom.w\

29 L

1
w
n

0000 [~ === [~ [~ [~ [~~~ =060

V TS\
8 7
|

LEST
29¢”

o
2
7.7 76 75 74

50 40 30 20 ppm

70 60

80
S28

140 130 120 110 100 90

T
170 160 150

190 180




Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

2.424
2.420
2.415
2.350

—3.088

T T 1 I T 1
8.1 8.0 ~ ° T.7 7.6 ppm

1.228
-0.001

3.01=, |

1
o

1 ppm

L PeT——

T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50

S29

T T T

40 30 20 ppm



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

SO~ TNNTOONODNNOYADO AN AROO AT NN WD AN m™m ™ O
FEMMNOOO NN AONRONO-- WD NN O uw ™ O
WWOWWODODONOMOMmMmOWWm=L Moo NN ™ oo
o ol Bl el el el e el >~~~ W — oo

—— AV
P 1 1 A _
T T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
|2
2 et (O O] o
(=101 (s"] |{"J oo o
alalalalalail B
SO OMONNOEF OO AANOMON O A TOO AN ARDO A OO WO o X
MPPUHTOHN O ADO DA AL AROFMNOTONND AU MAH AN DO AN O D™ -
FTOONMNODWILTN A A0 MANCNNOODLDLPLTNOOOCNRAOEONNNN OO W W0 WM e WD |
P .. P T T R e e = TS B el
OO OWWOE PSP L0 AAAAACS OO 00U LI o] L
LA Ta IR IR RS S S IS S S RS RS RS B - ol - - - G- G - = UL S S B S S S - S GBS S S s T T T T I s T I I I B I il e T = LY = I T S
A A A AAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA A A A A A A WO 3
e —— X
T e ———— =
:
i

T T T T T T T T T T T T T T T T T T 1

T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

S30



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

o oo =
= =
o -
.00
== CHANNEL
&,
i it
-
| 4b
Hi |
WL
.I"u\-ud'.ﬁ"_
1 JL_J.U Moo VA N S
..... sy
9 8 7 6 5 4 3 2 1 ppm
UL I\ Ak
2 8_3|
ol edled

Lo B UL
3ebsay

~—~loocaclo

40 30 20 ppm

100 90 80 70 60 50

190 180 170 160 150 140 130 120 110

S31



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

i i
N/72R\V4 Wi/
| \ ._JU M
T T T Ty T T

1.92 - &

T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppn

S32



	Supporting Information
	Palladium-catalysed heteroannulation of [60]fullerene with N-benzyl sulfonamides and subsequent functionalisation
	Table of contents

