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Figure S1."°C NMR chemical shifts (CS) and nucleus independent chemical shifts (NICS) of the finite-length open-ended (5,5) SWCNTSs C40—Cs.
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1 203.92 A -12.52 -6.14
2 120.51 B -11.74 -8.79

Coo
cs NICS(0) NICS(1) cs NICS(0) NICS(1) cs NICS(0) NICS(1)
1 200.55 A -19.87 -10.17 1 198.86 A -1545 -7.59 1199.36 A -17.55 -10.90
2 12219 B -820 -6.74 2 12076 B -9.96 -8.36 2 108.89 B 2.26 -1.52
3 13495 C -1.32 -0.82 313307 C 011 -2.05 313748 C 4.28 -0.94
4 133.67 4 127.36 4 126.46 D -6.57 -8.92
5 106.07
CS NICS(0) NICS(1) CS NICS(0) NICS(1) csS NICS(0) NICS(1)
1 20050 A -19.13 -9.79 1 199.57 A -15.12 -7.48 199.52 A -15.51 -9.90
2 12117 B -6.35 -565 2 11949 B -8.02 -7.27 10537 B 364 -1.29
3 13560 C 250 0.11 313436 C 298 -0.27 13764 C 7.63 0.58
4 13080 D -8.15 -7.27 412869 D 0.29 -1.90 12617 D -3.24 -7.43
5 119.70 5 12145 E -9.84 -8.87 10261 E 527 -0.59
6 120.98 122.79




Ci40

CcSs NICS(0) NICS(1) Cs NICS(0) NICS(1) CS NICS(0) NICS(1)
1 20068 A -17.86 -9.31 1 20001 A -14.81 -7.40 1199.72 A -13.44 -8.98
2 11857 B -4.86 —4.91 2 118.26 B -6.38 -6.38 210237 B b5.22 -0.89
3 136.04 C 4.22 0.84 3 13558 C 4.68 0.64 3 138.03 C 1070 1.89
4 130.50 D -6.31 -6.50 4 12941 D 066 -2.02 4 12618 D 032 -5.89
5 118.20 E -5.98 -6.13 5 11987 E -7.99 -7.96 5 9877 E 7.26 -0.30
6 12040 F 4.13 1.21 6 12160 F 3.66 0.10 6 12229 F 9.72 1.19
7 127.26 7 122.96 712109 G 1.02 -5.77
8 98.07
CS NICS(0) NICS(1) @ ) y Ccs NICS(0) NICS(1) cs NICS(0) NICS(1)
1 20084 A -16.72 -8.80 1 d & 1 200.37 A -14.59 -7.36 119981 A -1151 -7.84
2 116.58 B -3.24 -4.30 2 117.28 B -512 -5.69 2 9961 B 6.84 -0.48
3 13654 C 451 1.32 3 136.01 C 5.80 1.21 313851 C 1349 250
4 13017 D -4.36 -570 412975 D 091 -212 412442 D 383 -4.50
5 11583 E -3.96 -5.26 5 11837 E -6.29 -7.11 5 9557 E 9.53 0.22
6 12054 F 6.13 2.00 6 121.31 F 5.82 1.22 6 12209 F 13.96 215
712673 G 371 -524 7 12380 G 4.28 0.09 711882 G 561 -4.14
8 118.58 8 121.35 H -6.11 -T.17 8 9321 H 1276 1.97
9 121.36 9 119.86




Figure S2. The HOMOs and the LUMOs of open-ended SWCNTSs C4p—C5o.

s BE o= 38

HOMO of C40 LUMO of C4() HOMO of C5() LUMO of C5() LUMO of C60

HOMO of C]]o LUMO of C110 HOMO 0fC120 LUMO of C120 HOMO of C130 LUMO of C130








