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Figure 1S. UV-Vis spectrum of 8 in CH,Cl..
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Applied Biosystems Voyager System 6059
Voyager Spec #1[BP = 1187.3, 5454]
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1320.2 1660.6 2001.0

Mass (miz)
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Mode of operation:
Extraction mode:
Polarity:
Acquisition control:

Accelerating voltage:
Grid voltage:

Mirror voitage ratio:
Guide wire 0:
Extraction delay time:

Acqguisition mass range:
Number of laser shots:
Laser intensity:

Laser Rep Rate:
Calibration type:
Calibration matrix:

Low mass gate:

Timed ion selector:

Digitizer start time:

Bin size:

MNumber of data points:
Vertical scale 0:
Vertical offset:

Input bandwidth 0:

Sample well:

Plate ID:

Serial number:
Instrument name:
Plate type filename:
Lab name:

Absolute x-position:

Mirror pressure:
TC2 pressure:
TIS gate width:
TIS fiight length:

Reflector
Delayed
Positive
Manual

20000 V
80%
1.12
0.025%
100 nsec

300 - 2000 Da

100/spectrum

3495

3.0H=z

Default
a-Cyano-4-hydroxycinnamic acic
200 Da

Off

17.472
2 nsec
13727
1000 mV

0%
750 MHz

36

100

6059

Voyager-DE PRO
CWOYAGERYV 00 well plate pit
INT Karisruhe

25250.3
29887.9
173747
-2179.65
96
1.901e-006
2.986e-007
0.00133

15

678
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Applied Biosystems Voyager System 6059

Mode of operation: Reflector
Voyager Spec »1(BP = 1289.2, 23798] Extraction mode: Delayed
Polarity: Positive
Acquisition control Manual
1269.2404 +gcoelerating voltage: 20000 V
100 - 2AE+Grid voltage: et
A3B (9) Mirror voitage ratio: 112
Guide wire 0: 0.012%
Extraction delay time 50 nsec
801 mass range: 300 — 4000 Da
MNumber of laser shots:  100¢spectrum
Laser intensity: 2496
Laser Rep Rate: 3.0Hz
80 Calibration type: Default
Calibration matrix: a-Cyano-4-hydroxycinnamic acic
Low mass gate: 200 Da
Timed ion selector:
701 Digitizer start time: 17.422
Bin size: 0.5 nsec
Number of data points: 91718
‘Vertical scale 0: 1000 mV
&0 Vertical offset: 1%
Input bandwidth 0: 750 MHz
=
2 Sampile well: 29
é 501 Plate ID: 100
- Serial number: 6059
*® Instrument name: Voyager-DE PRO
Plate type filename: C:WOYAGER\100 well plate:pit
40 Lab name: INT Karisruhe
Absolute x-position: 4409.3.9
Absolute y-position: 38405.1
Retlative x-position: 1866.38
30 Relative y-posititon: 1257.6
Shots in spectrum: 50
Source pressure: 3.672e-006
Miirmor pressune: 7.673e-007
TC2 pressure: 0.00133
20+ TIS gate width: 15
TIS flight length: 678 -
10
1331.2429
o L J P N At s b e o P P -
0 T T T 0
299.0 1039.4 1779.8 2520.2 SZ‘BIQ.B 40010
Mass (m/z)
Acquired: 04:19:00, April 27, 2007 Printed: 04:20, April 27, 2007

D:\Data\Rubem\Svetiana\SK102_A3B_0005.dat
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Applied Biosystems Voyager System 6059

Voyager Spec #1[BP = 1290.0, 18651] prodiof opasatn
— 1290.0271 _1.9E+4Cquisition control
Accelerating voltage:
90 ‘Grid voitage:
Mirror voltage ratio:
801 Guide wire 0:
70 Extraction delay time
Acquisition mass range:
2 60 1291.0305 Number of laser shots:
2 Laser intensity:
£ 507 Laser Rep Rate:
= Calibration type:
* 401 Calibration matrix:
Low mass gate:
307 Timed ion selector:
201 Digitizer start time:
Bin size:
107 Number of data points:
- o Vertical scale 0:
1] T T T Vertical offset:
1284 1287 1290 1293 1296 1299 Input bandwidth 0:
Mass (mfz)
Sample well:
1ISO:C88H106NBO Plate ID:
Serial number:
Instrument name:
100- 1291.8516 _100  Plate type filename:
Lab name:
90 i
Absolute x-position:
80 Absolute y-position
Relative x-position
70 Relative y-posititon:
Shots in spectrum
Z 601 Sonme pressure:
-} Mimmor pressure:
5 s04 1292.8548 TC2 pressure:
E TIS gate width:
2 404 TIS flight length:
304
201 1293.8580
10
1294.8612
0 T T T T T 0
1284 1287 1290 1293 1296 1299
Mass (m/z)

Acquired: 04:19:00, April 27, 2007

Di\Data‘\Ruben\Svetlana\SK102_A3B_0004.dat
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20000V
64%
1.12
0.012%
120 nsec

300 — 4000 Da

100/spectrum

2496 . .

3.0 Hz

Default
a-Cyano-4-hydroxycinnamic acic
200 Da

Off

17.4275
0.5 nsec
91717
1000 mVv
1%

750 MHz

29

100

6059

Voyager-DE PRO
C:AVOYAGER\V100 well plate.plt
INT Karisruhe

40551.4
37900.2
-1676.15
752.729
82
4.295e-006
9.197e-007
0.00133
15
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Acquired: 22:19:00, March 20, 2007
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1300.2
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f
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Mode of operation:
Extraction mode:
Polarity:
Acquisition control:

~3.0E+4accelerating voltage:

Grid voltage:

Mimror voitage ratio:
Guide wire 0:
Extraction delay time:

Acquisition mass range:
Number of laser shots:
Laser intensity: .
Laser Rep Rate:
Calibration type:
Calibration matrix:

Low mass gate:

Timed ion selector:

Digitizer start time:
Bin size:

Number of data points:
Vertical scale O:
Vertical offset:

Input bandwidth 0:

Sample well:

Plate 1D:

Serial number:
instrument name:
Plate type filename:
Lab name:

Absolute x-position:
Absolute y-position:
Relative x-position:
Relative y-posititon:
Shaots in spectrum:
Source pressure:
Miror pressure:
TC2 pressure:

TIS gate width:

TIS flight length:

Printed: 22:25, September 04, 2008

Reflector
Delayed
Positive
Manual

20000 v
60%

1.12
0.015%
150 nsec

250 — 2000 Da

100/spectrum

3245

3.0Hz

Default

2,5-Dihydroxybenzoic acid
Da

Voyager-DE PRO

C:WOYAGER\100 well plate.pit

INT Karisruhe

41909.2
33186.5
-318.311
1119.01

96
2.164e-006
2.028e-007
0.00133

15

678



Applied Biosystems Voyager System 6059

Voyager Spec #1[BP = 1183.9, 29950] ek
Polarity.
100- 1183.9338 3.0E+ CQuisition control:
1184.9287 Accelerating voltage:
90 Grid voltage:
Mirror voltage ratio:
80 Guide wire 0:
Extraction delay time:
70
Acquisition mass range:
2 607 1185.9397 Number of laser shots:
2 . Laser intensity:
£ 507 Laser Rep Rate:
; Calibration type:
40 Calibration matrix
Low mass gate
30+ Timed ion selector:
20- 1186.9380 Digitizer start t
101 Bin size:
1187.9244 \urmber of data points
L] T ¥ v T 1]
1180.51903 118243712 1184.35520 1186.27329 1188.19138 1190.10846 o onocendth 0
Mass (m/z)
Sample I
ISO:C80H112N8 Plate ID:
Serial number:
Instrument
100+ 1184.9004 _100  Plate type filename
1185.9036 Lab name:
90
Absolute x-position:
80 Absolute y-position:
Relative x-position:
701 Relative y-posititon:
E Shots in spectrum:
> 60 Source pressure:
E Mirror pressure:
2 504 TC2 pressure:
= 1186.9068 TIS gate width:
® 40 TIS flight length:
304
20
1187.9100
10
1188.9132
o - - [1]
1180.51903 1182.43712 1184.35520 1186.27329 1188.19138 1190.10946
Mass (miz)
Acquired: 22:12:00, March 20, 2007

D-\Data\Ruben\Svetiana\SK102_A4_0001.dat

Figure 3S. MALDI-Tof spectra of AzB (9) and A, (10).
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Reflector
Delayed
Posits
Manual

20000 V
60%
1.12
0.015%
150 nsec

250 — 2000 Da
100/spectrum

3245

3.0 Hz

Defauilt
2,5-Dihydroxybenzoic acid
250 Da

Off

15.937
0.5 nsec
57694
1000 mV
~2.5%
750 MHz

39

100

6059

Voyager-DE PRO
CAVOYAGER\100 well plate.pit
INT Karisruhe

419092
33186.5
-318.311
1118.01
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Figure 4S. 'H NMR spectra of A;B (9) (top) in CDCls.
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Figure 5S. *H NMR spectra of A, (10) in CDCls.
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Figure 6S: 'H NMR spectra of Lithium Phthalocyanine — [A3B-Li5] (2) in Acetone-ds.
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Applied Biosystems Voyager System 6059

- Mode of operation:
Voyager Spec #1[BP = 1301.8, 12079] E 40 ioda:
Potarity.
1007 1301.7491 _4.2E+47cauisition control:
Accelerating voltage:
907 Grid voltage:
Mirror voltage ratio:
80 Guide wire 0:
701 Extraction delay time:
Acquisition mass range:
& 601 Number of laser shots:
c ] Laser intensity:
g 50 Laser Rep Rate:
; 401 Calibration type:
1303.7662 Calibration matrix:
301 Low mass gate:
Timed ion selector:
2] 297.7537 Diotzer sist ina:
B 1066.4438 n size:
10 154.7472 1198.0228lll1309.7442 Number of data points:
o a2 — - N .| Vertical scale 0:
) ! ! ! . ! 0 Vertical offset:
105.0 382.8 660.6 938.4 1216.2 1494.0 input bandwidth 0;
Mass (m/z)
Sample well:
1ISO:C88H104N8OLI2 Plate ID:
Serial number:
Instrument name:
100 1302.8651 100  Plate type filename:
Lab name:
90
Absolute x-position:
80 Absolute y-position:
Relative x-position:
704 Relative y-posititon:
Shots in spectrum:
2 601 Source pressure:
a Mirror pressure:
2 50 TC2 pressure:
£ 1304.8713 TIS gate width:
& 404 TIS flight length:
304
204
10+
1306.8776
0 ' T T v T T 0
105.0 3828 660.6 9384 1216.2 1494.0
Mass (miz)

Acquired: 01:11:00, July 31, 2007
test, 2h
D:\Data\Ruben\Svetlana\SK143_0001.dat

12-SI

Reflector
Delayed
Positive
Manual

20000V
64%
1.12
0.015%
80 nsec

100 — 1500 Da
100/spectrum

2746

3.0Hz

Default
2,5-Dihydroxybenzoic acid
100 Da

Off

10.122
0.5 nsec
57371
1000 mV
-2.5%
750 MHz

45

100

6059

Voyager-DE PRO
C:AVOYAGER\100 well plate.plt
INT Karlsruhe

22476.5
27725.9
568.960
738.417
100
4.51e-006
1.05e-006
0.00133
15

678

Printed: 23:08, August 20, 2008



Applied Biosystems Voyager System 6059

Voyager Spec #1[BP = 1301.8, 12079] Eratemad.  Odoed
Polarity: Positive
1004 1301.7491 4.2E+4\cauisition control: Manual
Accelerating voltage: 20000 V
801 Grid voltage: 64%
Mirror voltage ratio: 112
807 1302.7499 Guide wire 0: 0.015%
70 Extraction delay time: 80 nsec
Acquisition mass range: 100 — 1500 Da
Z 607 Number of laser shots:  100/spectrum
2 Laser intensity: T 2746
g 50 Laser Rep Rate: 3.0Hz
; Calibration type: Default
40 1295.7562 1303.7662 Calibration matrix: 2,5-Dihydroxybenzoic acid
. Low mass gate: 100 Da
30 J Timed ion selector: off
130D.743
20 Digitizer start time: 10.122
16 . 1307.7268 Bin size: 0.5 nsec
1 . Number of data points: 57371
" . . _;‘Il\ Bﬂ_’,{zm A ..1310'7?_‘2__ . R Vertical scale 0: 1000 mV
L T T J T T T T f A Vi ] " 2.
1280 1289 1298 1307 1316 1325 tnﬂ%‘,’;ﬁm -
Mass (m/z)
Sample well: 45
1SO:C88H104N8OLI2 Plate ID: 100
Serial number: 6059
Instrument name: Voyager-DE PRO
100+ 1302.8051 100  Plate type filename:  C\VOYAGER\100 well plate.pit
Lab name: INT Karisruhe
a0
Absolute x-position: 224765
80 Absolute y-position: 277259
Relative x-position: 568.969
70 Relative y-posititon: ~ 738.417
Shots in spectrum: 100
2 601 Source pressure: 4.51e-006
._:n Mirror pressure: 1.05e-006
s 50 1304.8713 TC2 pressure: 0.00133
= TIS gate width: 15
2 40- TIS fiight length: 678
30+
1 13bh 8640 1305.8744
101
1306.8776
0 T T T f} T T T 1]
1280 1289 1298 1307 1316 1325

Mass (miz)

Aﬁluizl':d: 01:11:00, July 31, 2007 Printed: 23:08, August 20, 2008

FUAP el P e o Al AMEsa 4R ARG s

Figure 7S. MALDI-Tof spectra of 2.
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Applied Biosystems Voyager System 6059
Voyager Spec #1[BP = 1957.6, 11897]

1957.5816 (#_',3) ?3[/99

100~ '
raw mixture

% Intensity
g

470.4128

10
B2 5504 B85.8865 1181.3708

1973.5267

1717.67p7

2005.5221
692.76

R 732012014 9461
iy, | _

(#.8)78(4:8)

2732.8888

3403.9750

2439.4174|2781.8362 310744

!-:I

ol 2797 69443119 636

il 3454.5238

(’5 3’2, 78, (%)

4180.2942

833.8909 | 4230.9631

1]
1319.4

Acquired: 04:52:00, May 03, 2007
1nd fraction, no matrix
Dr\Data\Ruben\Svetlana\SK120_0006.dat

2239.8

31 a'u.z
Mass (m/z)

14-SI

Mode of operation:
Extraction mode:
Polarity:
Acquisition control:

- 1.2E+4Accelerating voltage:

Grid voltage:

Mirror voitage ratio:
Guide wire 0:
Extraction delay time:

Acquisition mass range:
Number of laser shots:
Laser intensity:

Laser Rep Rate:
Calibration type:
Calibration matrix:
Low mass gate:

Timed ion selector:

Digitizer start time:

Bin size:

Number of data points:
Wertical scale 0:
Vertical offset:

Input bandwidth O:

Sample well:

Plate 1D:

Serial number:
Instrument name:
Plate type filename:
Lab name:

Absolute x-position:
Absolute y-position:
Relative x-position:
Relative y-posititon:
Shots in spectrum:
Source pressure:
Mirror pressure:
TC2 pressure:

TIS gate width:

TIS flight length:

Reflector
Delayed
Positive
Manual
20000V
62%

1.12
0.027%
100 nsec

400 — 5000 Da
100/spectrum

- 2723

3.0 Hz
Default
Sinapinic acid
400 Da

Off

20.098

2 nsec
25313
1000 mV
0%

750 MHz

52

100

6059

Voyager-DE PRO
C:WOYAGERV00 well plate.pit
INT Karisruhe

7580.79
21088.4
913.291
-819.116
100
2.397e-006
3.144e-007
0.00133

15

678

Printed: 22:31, September 04, 2008



Applied Biosystems Voyager System 6059

100

[AsB-Tb-Pc]’ (1)

T0

% Intensity

Voyager Spec #1[BP = 1959.3, 4511]

1959.3799

1719.4497

1975.3782

T
9.0 12194

39¢

Acquired: 02:34:00, November 28, 2007
(A3B)TbPc
D:\Data\Ruben\Svetlana\SK145-3_0006.dat

15-SI

4501.0

Mode of operation:
Extraction mode:

Potarity:
Acquisition control:

~4511.0Accelerating voltage:

Grid voltage:

Mirmor voltage ratio:
Guide wire 0:
Extraction delay time:

Acquisition mass range:

Number of laser shots:
Laserintensity:

Laser Rep Rate:
Calibration type:
Calibration matrix:
Low mass gate:
Timed ion selector:

Digitizer start time:

Bin size:

Number of data points:
Vertical scale 0:
Vertical offset:

Input bandwidth 0:

Sample well:
Plate 1D:
Serial number:

TC2 pressure: ’
TIS gate width:
TIS flight length:

Reflector
Delayed
Positive
Manual

20000 V
64%
1.12
0.015%
80 nsec

400 — 4500 Da

100/spectrum

2083

3.0 Hz

Defauit
a-Cyano-4-hydroxycinnamic acic
300 Da

Off

20.098

2 nsec
23509
1000 mV
0%

750 MHz

7

100

6059

Voyager-DE PRO
C:\WOYAGER\100 well plate.pit
INT Karisruhe

31140.4
12925.1
-927.073
1177.57

Printed: 22:37, September 04, 2008



Applied Biosystems Voyager System 6059

Voyager Spec #1[BP = 1959.3, 4511] el L
- 1959.3799 _4511.g"\Cauisition control:
“ Accelerating voltage:
901 Grid voltage:
1960.3575 Mirror voltage ratio:
801 Guide wire 0:
Extraction delay time:
70 1958, T
Acquisition mass range:
2 601 MNumber of laser shots:
2 Laser intensity:
£ 507 Laser Rep Rate:
= Calibration type:
= 40 1961.3774 Calibration matrix:
Low mass gate:
30 1962.3581 Timed ion selector:
Digitizer start time:
5 1955.23 Bin size:
ot had Number of data points:
o o Vertical scale 0:
- Vertical .
1942.0 1949.4 1956.8 1964.2 19716 19780 e o
Mass (m/z)
Sample well:
1SO:C120H120N160Tb Plate ID:
Serial number:
Instrument name:
100+ 1960.9110 100 Plate type filename:
Lab name:
%07 Absolute x-position:
80 Absolute y-position:
1 Relative x-position:
70 e Relative y-posititon:
Shots in spectrum:
2 60 Source pressure:
w Mirmor pressure:
5 50 TC2 pressure:
E TIS gate width:
EFTE TIS flight length:
1962.9172
30
20
1963
18 9203
o v T T T 0
19420 1949.4 1956.8 1964.2 1971.6 1979.0
Mass (m/z)

Acquired: 02:34:00, November 28, 2007
{A3B)TbPc
D:\Data\Ruben\Svetlana\SK 145-3_0006.dat

Refiector

Manual

a-Cyano-4-hydroxycinnamic acic
300 Da
Off

20.098

2 nsec
23509
1000 mv
0%

750 MHz

7

100

6059

Voyager-DE PRO
CWOYAGER\100 well plate.pit
INT Karlsruhe

31140.4
12925.1
-927.073
1M77.57

100

Printed: 22:39, September 04, 2008



% Intensity

% Intensity

100

70 ]
60
50
40+
30-
20-

104

Voyager Spel NBP = 2735.1, 6416]

2735.1264

[AsB-Tb-A3B]° (6) |

2776.2088

i it St g IR A ks b e

6416

-t

1007

80
701
60
501
40
301
204

101

04—
153

T T
1116 2079 3042

Mass (m/z)
ISO:(C88H104N8O)2Th

2738.5977

1116 2079 3042

Mass {miz)

17-Sl

P —

>

100

49

0
68

Mode of operation:
Extraction mode:
Polarity:
Acquisition control:

Accelerating voltage:
Grid voltage:

Mirror voltage ratio:
Guide wire 0:
Extraction delay time:

Acquisition mass range:
Number of laser shots:
Laser intensity:

Laser Rep Rate:
Calibration type:
Calibration matrix:

Low mass gate:

Timed ion selector:

Digitizer start time:

Bin size:

Number of data points:
Vertical scale 0:
Vertical offset:

Input bandwidth 0:

Sample well:

Plate ID:

Serial number:
Instrument name:
Plate type filename:
Lab name:

Absolute x-position:
Absolute y-position:
Relative x-position:
Relative y-posititon:
Shots in spectrum:
Source pressure:
Mirror pressure:
TCZ pressure:

TIS gate width:

TIS flight length:

Reflector
Delayed
Paositive
Manual

20000 V
B64%
1.12
0.0013%
100 nsec

100 - 5000 Da

100/spectrum

3316

3.0Hz

Default
a-Cyano-4-hydroxycinnamic acic
Off

Off

10,121
0.5 nsec
121238
1000 mv
-2.5%
750 MHz

44
100

6059

Voyager-DE PRO
CAWOYAGER\V100 well plate.pit
INT Karlsruhe

19247 .4
25851.4
2419.91
-1136.1

68
5.453e-007
9.197e-007
0.002453
15

678



Voyager Spec

)IBP = 27351, 6416]

Mode of operation:
Extraction mode:
Polarity:
Acquisition control:

100" 2735.1264 6416
| Accelerating voltage:
90 Grid voltage:
Mirror voltage ratio:
80+ Guide wire 0:
Extraction delay time:
70
2737.1087 Acquisition mass range:
2 601 (il A Number of laser shots:
@ |?A4 106 Laser intensity:
@ 50 | :
£ | Laser Rep Rate:
= | Calibration type:
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Figure 8S. MALDI-Tof spectra of 1 and 6.
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Table 1S. The MALDI-TOF mass spectral data.

Compound

Mass (m/z)

Calculated value

Measured value

1960.9110
[AsB-Th-Pc]° (1) 1959.3799
(fOf ClonlzoNleoTb)
1301.7491
AsB-Li» (2) 1302.8651
(fOf ngH104N30Li2)
526.1814
PcLi, (4) 526.7666
(fOI’ C32H15N3Li2)
2735.1264
[AsB-Tb-A3B]° (6) 2736.9281
(for C176H208N1602Th)
1291.8516
AsB (9) 1290.0271
(fOf' C33H106N30)
1184.9004
A4 (10) 1183.9338
(for C38H112N8)
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Figure 9S. Paramagnetic 'H NMR spectrum of 1 in CD,Cl,/ 1% hydrazine hydrate.
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Figure 10S. Cylic voltammogram of the complex (1) in CH,Cl, containing 0.1 M (n-BusN)PFs, using
ferrocene as a referent. A scan rate of 0.1 V s was used. Complex 1 exhibiting two quasi-reversible
mono-electronic redox waves and an irreversible oxidation of the pyrene moiety (Pc’= double

deprotonated ligand 9).
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Figure 11S. STEM images of SWNTs bundles decorated by complex 1 (top). The EDX spectrum of the 1*SWNT
hybrids at area 1. The blue curve is the experimental spectrum; the red lines show the energy of bands (down).
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Figure 12S. Plot of 4T against temperature for the powder sample of 1 (top). Temperature dependence of the in-

phase (X', filled marks) and out-of-phase (x"u, open marks) components of the ac molar magnetic susceptibility

of bulk 1 (down).
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Figure 13S. Micro-SQUID hysteresis cycles of the 1*SWNT conjugate recorded for different temperature and

scan rates.
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