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Figure S1. The 400 MHz 'H NMR spectrum of 1.
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Figure S2. The 100 MHz *C NMR spectrum of 1.
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Figure S3. The 100 MHz "°C DEPT spectrum of 1.
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Figure S4. The 400 MHz 'H NMR spectrum of 2.
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Figure S5. The 100 MHz °C NMR spectrum of 2.
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Figure S6. The 100 MHz "°C DEPT spectrum of 2.
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1’ neutral rb3lyp/6-31g(d) Charges
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Charges Charges (H-included)

ChelpG MKS NPA ChelpG MKS NPA

-0,0861 -0,1240 -0,2254 0,0057 -0,0022 0,0128
-0,0754 -0,1193 -0,2348 0,0084 0,0004 0,0033
-0,1484 -0,1922 -0,2086 -0,0347 -0,0537 0,0240
0,0226 00,1277 -0,0355 0,0226 00,1277 -0,0355
0,0682 0,0006 -0,0355 0,0682 0,0006 -0,0355
-0,1573 -0,1586 -0,2140 -0,0463 -0,0287 0,0228
0,0005 -0,1311 -0,0186 0,0005 -0,1311 -0,0186
0,0833 0,1471 -0,0514 0,0833 0,1471 -0,0514
-0,0211 0,0383 -0,0293 -0,0211 0,0383 -0,0293
-0,1069 -0,1869 -0,2168 -0,0113 -0, 0550 0,0201
-0,1027 -0,0979 -0,2205 -0,0080 0,0203 0,0181
-0,0894 -0,1429 -0,2363 0,0059 -0,0176 0,0039
-0,1003 -0,1736 -0,2046 -0,0376 -0,0411 0,0396
-0,2047 -0,1656 -0,1758 -0,1101 -0,0592 0,0580
0,2384 0,1636 -0,0526 0,2384 0,1636 -0,0526
-0,1530 -0,1537 -0,2197 -0,0731 -0,0346 0,0346
0,0091 -0,0535 -0,2127 0,1086 0,0668 0,0580
-0,0600 -0,0212 -0,3338 -0,0600 -0,0212 -0,3338
-0,0564 -0,1508 -0,1988 0,0500 -0,0081 0,0632
-0,2061 -0,1489 -0,2081 -0,0794 -0,0141 0,0362
0,8666 0,7871 2,3430 0,8666 0,7871 2,3430
-0,3399 -0,2165 -0,7271 -0,3399 -0,2165 -0,7271
-0,0653 -0,2948 -0,4840 0,1713 0,1203 0,2240
-0,0442 -0,3006 -0,4849 0,1373 0,0945 0,2142
-0,4763 -0,4402 -0,9405 -0,4763 -0,4402 -0,9405
-0,4692 -0,4435 -0,9512 -0,4692 -0,4435 -0,9512



Supplementary Material (ESI) for New Journal of Chemistry
This journal is (c) The Royal Society of Chemistry and
The Centre National de la Recherche Scientifique, 2007

1’ radical-cation ub3lyp/6-31g(d) Charges

Charges Charges (H-included)
ChelpG MKS NPA ChelpG MKS NPA
c 1 0,0233 -0,0213 -0,0253 0,1284 0,1165 0,1036
c 2 -0,1047 -0,1309 -0,1356 0,0162 0,0165 -0,0040
c 3 -0,0739 -0,0969 -0,0355 0,0444 0,0421 0,0867
c 4 -0,0051 0,0040 -0,0297 -0,0051 0,0040 -0,0297
CcC 5 0,0839 0,0887 0,0106 0,0839 0,0887 0,0106
c 6 -0,1541 -0,1737 -0,0957 -0,0174 -0,0144 0,0330
c 7 0,1225 0,1344 0,0987 0,1225 0,1344 0,0987
cC 8 0,0001 0,0220 -0,0421 0,0001 0,0220 -0,0421
c 9 00,0040 -0,0048 -0,0040 00,0040 -0,0048 -0,0040
c 10 -0,0967 -0,1179 -0,0812 00,0247 0,0251 0,0471
c 11 -0,0004 -0,0254 -0,0443 0,1103 0,1111 0,0852
¢ 12 -0,1401 -0,1507 -0,1302 -0,0090 0,0008 0,0012
Cc 13 0,0089 -0,0877 -0,0382 0,0787 0,0528 0,0871
C 14 -0,1566 -0,2111 0,0615 -0,0331 -0,0604 0,1867
Cc 15 0,2086 0,2187 -0,0307 0,2086 0,2187 -0,0307
C 16 -0,0490 -0,1031 -0,0405 0,0144 0,0189 0,0888
c 17 -0,0786 -0,1246 -0,1305 0,0740 0,0424 0,0109
cC 18 -0,0416 -0,0147 -0,0564 -0,0416 -0,0147 -0,0564
cC 19 -0,0424 -0,1160 -0,1262 0,0970 0,0557 0,0148
c 20 -0,1601 -0,1504 -0,0372 -0,0195 0,0064 0,0906
S 21 0,9262 0,8938 1,1823 0,9262 0,8938 1,1823
N 22 -0,2787 -0,1338 -0,3133 -0,2787 -0,1338 -0,3133
C 23 -0,0966 -0,3192 -0,2403 0,1888 0,1301 0,1337
C 24 -0,0697 -0,3140 -0,2401 0,1866 0,1286 0,1322
O 25 -0,4513 -0,4378 -0,4558 -0,4513 -0,4378 -0,4558
O 26 -0,4530 -0,4428 -0,4572 -0,4530 -0,4428 -0,4572
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1’ radical-cation ub3lyp/6-31g(d) Spin Density

Spin Density Spin Density
(H included)
Mulliken NPA Mulliken NPA

B - o B - o
C 1 0,1171 0,1038 0,1118 0,1007
c 2 -0,0519 -0,0383 -0,0502 -0,0373
C 3 0,0981 0,0859 0,0940 0,0832
Cc 4 -0,0155 -0,0020 -0,0155 -0,0020
C 5 0,0368 0,0340 0,0368 0,0340
C 6 -0,0017 0,0015 -0,0018 0,0015
C 7 0,1357 0,1248 0,1357 0,1248
C 8 -0,0173 -0,0079 -0,0173 -0,0079
C 9 0,004¢6 0,0091 0,0046 0,0091
CcC 10 0,0264 0,0245 0,0254 0,0238
Cc 11 0,0813 0,0731 0,0775 0,0709
c 12 -0,0372 -0,0265 -0,0361 -0,0258
c 13 0,0942 0,0826 0,0901 0,0800
Cc 14 0,2218 0,2095 0,2147 0,2068
CcC 15 -0,0008 0,0115 -0,0008 0,0115
C 16 0,1031 0,0927 0,0982 0,0897
cC 17 -0,0593 -0,0432 -0,0572 -0,0419
Cc 18 0,1595 0,1389 0,1595 0,1389
C 19 -0,0545 -0,0399 -0,0526 -0,0388
Cc 20 0,0931 0,0838 0,0889 0,0811
S 21 -0,0166 -0,0096 -0,0166 -0,0096
N 22 0,0833 0,0801 0,0833 0,0801
cC 23 -0,0033 -0,0014 0,0052 0,0058
CcC 24 -0,0034 -0,0016 0,0047 0,0054
O 25 0,0086 0,0079 0,0086 0,0079
O 26 0,0089 0,0081 0,0089 0,0081
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2’ neutral rb3lyp/6-31g(d) Charges

Charges Charges (H-included)
ChelpG MKS NPA ChelpG MKS NPA
C 1 0.0993 0.0423 -0.2418 0.0993 0.0423 -0.2418
C 2 -0.1455 -0.0448 -0.0788 -0.1455 -0.0448 -0.0788
C 3 -0.0381 -0.1455 -0.2563 0.0607 0.0038 -0.0074
C 4 -0.2657 -0.3025 -0.4350 -0.0727 -0.0750 -0.1767
S 5 0.0045 0.0367 0.4855 0.0045 0.0367 0.4855
C 6 0.0200 0.0239 -0.2342 0.0200 0.0239 -0.2342
C 7 -0.0662 -0.0814 -0.0967 -0.0662 -0.0814 -0.0967
C 8 0.1558 0.1244 -0.0147 0.1558 0.1244 -0.0147
S 9 0.0189 0.0477 0.4893 0.0189 0.0477 0.4893
C 10 -0.2626 -0.3167 -0.4366 -0.0657 -0.0910 -0.1769
C 11 -0.0603 -0.0934 -0.2558 0.0390 0.0549 0.0006
C 12 -0.2603 -0.2589 -0.1625 -0.1281 -0.1121 0.0750
c 13 0.2538 0.1760 -0.0555 0.2538 0.1760 -0.0555
C 14 -0.1084 -0.1224 -0.2176 -0.0303 -0.0012 0.0357
C 15 -0.0847 -0.1108 -0.1993 0.0297 0.0179 0.0637
C 16 -0.0674 -0.0826 -0.3310 -0.0674 -0.0826 -0.3310
c 17 0.0432 -0.0320 -0.2123 0.1354 0.0931 0.0587
C 18 -0.2689 -0.1949 -0.2044 -0.1364 -0.0606 0.0400
S 19 0.8700 0.8477 2.3433 0.8700 0.8477 2.3433
N 20 -0.3445 -0.2376 -0.7271 -0.3445 -0.2376 -0.7271
C 21 -0.0560 -0.2633 -0.4849 0.1378 0.1051 0.2146
C 22 -0.0195 -0.2769 -0.4841 0.1801 0.1239 0.2248
O 23 -0.4719 -0.4575 -0.9504 -0.4719 -0.4575 -0.9504
O 24 -0.4764 -0.4537 -0.9402 -0.4764 -0.4537 -0.9402
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radical-cation ub3lyp/6-31g(d) Charges

ChelpG

0.
0.

-0

0816
0204
.0760
.1325

.1257
.0110
.0833
.0118
.1342

.1414
.0581
L1213

.0994
.0001

.1443
.0117

.0004

.1537

.8901

.3478
.0759
.0252
.4579
.4640

Charges
MKS

0.0476
0.0943

-0.
-0.

1665
1676

0.1539

-0.

0118

0.0858

-0.

0134

0.1718

-0.
-0.
-0.

1890
1057
1347

0.0733

.0342
.1782
.0265
.0514
.1368

0.8730

-0.
-0.
-0.
-0.
-0.

1752
3867
3793
4454
4470

-0

NPA
.2035

0.0411

-0
-0

-0.
-0.
-0.

.2607
.3053
.5593
.2020
.0279
.1023
.5641
3074
2557
0620
.0988
.2114
.1976
.2823
L2112
.1748
.3513
.7320
.4846
.4836
.9338
.9301

Charges (H-included)

ChelpG
.0816
.0204
.0651
.0869
.1257
.0110
.0833
.0118
.1342
.0841
.0590
.0216
.0994
.0577
.0036
.0117
.1175
.0305
.8901
.3478
.1606
.2056
-0.4579
-0.4640

| 1 [
OOOOOOOOOOOOOOOOOOOOOO

-0
-0

MKS

.0476
.0943
.0214
.0823
.1539

.0118

.0858

.0134

.1718
.0617
.0670
.0226
.0733
.0720

.0228
.0265

.0926
.0054
.8730

.1752

.0950
.1223

.4454
.4470

-0

NPA
.2035

.0411
.0195

.0181

.5593

.2020

.0279

.1023

.5641

.0196

.0302
.1899

.0988

.0369
.0764

.2823

.0736
.0786
.3513

.7320

.2296
.2443

.9338
.9301
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2’ radical-cation ub3lyp/6-31g(d) Spin Density

Spin Density Spin Density
(H included)
Mulliken NPA Mulliken NPA

B - o B - o
C 1 0.1142 0.1177 0.1142 0.1177
c 2 0.2294 0.2056 0.2294 0.2056
C 3 -0.0980 -0.0741 -0.0949 -0.0723
Cc 4 0.3342 0.3089 0.3182 0.2995
S 5 -0.0416 -0.0379 -0.0416 -0.0379
C 6 0.0985 0.1053 0.0985 0.1053
C 7 0.2332 0.2079 0.2332 0.2079
C 8 -0.0517 -0.0257 -0.0517 -0.0257
S 9 -0.0389 -0.0351 -0.0389 -0.0351
CcC 10 0.3426 0.3169 0.3262 0.3073
C 11 -0.0925 -0.0701 -0.0896 -0.0684
c 12 0.0037 0.0025 0.0032 0.0020
CcC 13 -0.0019 -0.0017 -0.0019 -0.0017
C 14 -0.0010 -0.0011 -0.0012 -0.0011
CcC 15 0.0008 0.0006 0.0008 0.0006
C 16 -0.0028 -0.0024 -0.0028 -0.0024
c 17 0.0010 0.0007 0.0009 0.0007
C 18 -0.001e -0.0015 -0.0015 -0.0014
S 19 0.0002 0.0001 0.0002 0.0001
N 20 -0.0003 -0.0003 -0.0003 -0.0003
c 21 0.0000 0.0000 0.0000 0.0000
c 22 0.0000 0.0000 0.0000 0.0000
O 23 -0.0001 -0.0001 -0.0001 -0.0001
O 24 -0.0003 -0.0003 -0.0003 -0.0003
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3 neutral rb3lyp/6-31g(d) Charges
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(No e RN IO WU IS NN VO RN \O I o

10
11
12
13
14
15
16
17
18

ChelpG
-0.0783
-0.0716
-0.1398

0.0492

0.0198
-0.1158

0.0762

0.0492

0.0199
-0.1157
-0.0787
-0.0710
-0.1401
-0.2387

0.4276
-0.4470

0.4277
-0.4471

Charges
MKS
-0.1106
-0.0960
-0.2128
0.2231
-0.0084
-0.1425
-0.1643
0.2123
-0.0079
-0.1433
-0.1031
-0.1061
-0.2038
-0.2336
0.4393
-0.4391
0.4410
-0.4382

NPA
-0.2009
-0.2330
-0.1802
-0.0693
-0.0183
-0.2140
0.1026
-0.0693
-0.0182
-0.2140
-0.2009
-0.2330
-0.1802
-0.2416
0.2794
-0.2852
0.2794
-0.2852

Charges (H-included)

ChelpG
0.0207
0.0270
-0.0068
0.0492
0.0198
-0.0093
0.0762
0.0492
0.0199
-0.0092
0.0204
0.0275
-0.0072
-0.2387
0.4276
-0.4470
0.4277
-0.4471

3 radical-cation ub3lyp/6-31g(d) Charges

C
C
Cc

1
2
3

ChelpG
-0.0858

0.1077
-0.1815

Charges
MKS
-0.1168
0.0790
-0.2173

NPA
-0.1086
0.0846
-0.1268

MKS
0.0156
0.0297
-0.0499
0.2231
-0.0084
-0.0120
-0.1643
0.2123
-0.0079
-0.0118
0.0215
0.0205
-0.0377
-0.2336
0.4393
-0.4391
0.4410
-0.4382

NPA
0.0428
0.0136
0.0787
-0.0693
-0.0183
0.0277
0.1026
-0.0693
-0.0182
0.0277
0.0428
0.0136
0.0788
-0.2416
0.2794
-0.2852
0.2794
-0.2852

Charges (H-included)

ChelpG

0.0540

0.2259
-0.0253

MKS
0.0516
0.2221

-0.0411

NPA
0.0307
0.2185
0.0165
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3 radical-cation ub3lyp/6-31g(d) Spin Density

o HoNoNoNONONONONONO NN NI NONONQ!

4
5
6
7
8
9

10
11
12
13
14
15
16
17
18

0
0
-0
-0
0
0
-0
-0
0
-0
-0

Mulliken

-0
0

-0
0

o

.1605
.0461
.0598
.0447
.1685
. 0455
.0590
.0946
.1214
.1986
.1082
.3956
.3571
.3906
.3551

0
0
-0
-0
0
0
-0
-0
0
-0
-0

.2768
.0473
.1019
.2359
.2845
.0336
.0951
.1157
.0752
.2221
.1268
.4123
.3496
.4137
.3492

Spin Density

.0421
.2931
.0838
.1557
.1158
.0909
.0405
.1559
.1157
.0908
.0420
.2930
.0838
.0084
.0021
.0026
.0021
.0026

NPA

(b - a)

-0
0
-0

0.

o

.0237
.2600
.0611
1353
.1144
.0882
.0174
.1354
.1144
.0881
.0237
.2599
.0611
.0070
.0017
.0025
.0017
.0025

0.
0.
-0
0.
0.
0.
-0
-0
0.

0731
0719
.0362
0104
0732
0719
.0363
.1085
0846

-0.1268
-0.0766

0.

1263

-0.1005

0.

1263

-0.1004

Mulliken

-0
0

-0
0

o

0.1605
0.0461
0.0779
-0.0447
0.1685
0.0455
0.0792
0.0476
0.2369
-0.0379
-0.1082
0.3956
-0.3571
0.3906
-0.3551

Spin Density
(H included)

.0413
.2803
.0813
.1557
.1158
.0862
.0405
.1559
.1157
.0861
.0413
.2803
.0813
.0084
.0021
.0026
.0021
.0026

NPA
(b - a)
-0.0232
0.2524
-0.0596
0.1353
.1144
0.0852
-0.0174
0.1354
0.1144
0.0852
-0.0232
0.2523
-0.0596
0.0070
-0.0017
0.0025
-0.0017
0.0025

o

0.2768
0.0473
0.0621
-0.2359
0.2845
0.0336
0.0686
0.0522
0.2195
-0.0417
-0.1268
0.4123
-0.3496
0.4137
-0.3492

.0731
.0719
.0966
.0104
.0732
.0719
.0965
.0308
.2185
.0165
-0.0766
0.1263
-0.1005
0.1263
-0.1004
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