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I.

lH, two dimensional J-Resolved, APT, DEPT-135, 13C NMR spectroscopy of
intermediates and selected oligomers.
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II. MALDI-TOF Spectrometry of selected oligomers.

Applied Biosystems Voyager System 6020

- Moda of oparstion: Raflactor
Voyager Spec #1[BP = 752.4, 725] Exractonmods:  Deleyed
Polarity Positive
. 752,44 8725, 0Acquistion control: Manual
{ Arrelerating vnltags: 200N W
90 Grid voltage: T6%
Mirror voltage ratio: 112
BO Guide wire 0 0%
Extraction delay time: 400 nsec
To
75344 | Acquisition mass range: 200 — 2000 Da
z 607 | MNumber of laser shots:  100/specinem
'a;s 1 Laser intensity: 2213
E 50 Laser Rep Rate: 3.0 Hz
E Calibration type: Default
£ a0 Calibration matrix: Sinapinic acid
Low mass gate: 200 Da
30 754 44 Timed ion selector: Off
20 | Digitizer start time: 14.275
6735 Bin size: 0.5 nsec
0 L 75545 B54.47 Mumber of data points: 61227
" Vertical scale 0 200 v
e ; . . ; ; 1 Wertical offset 1%
537.0 §19.8 7026 7854 868.2 951.0 Input bandwidth 0: 750 MHz
Mass (miz)
Sample wall: 43
150:C52HE6802N2 Flate 1D JOOST
Serial nurnber: 5020
N INStument name voyager-DE PRO
100 75253 100 Plate type filename:  CIVOYAGERII00 well plate.pit
Lab name: TUE, SMO
o Absolute x-position: 13160.4
20 Absoisie y-posifion:  27306.3
Relative x-position: 1421.93
a1 Relative y-posititon: 316848
| Shots in spectrum: 100
TEIEF Source pressure: 4.432e-007
Minws pressue 1.015e-007
TC2 prassure: 001278
TIS gate width: 24
TIS flight length: &B1
20 754 53 |
10
755,54
S S SN E— . S )
8 BEE.2 951.0

MALDI-TOF MS spectrum of E-3QPV with DCTB matrix in the reflector positive ion mode together
with a simulated spectrum of the product radical cation.
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Applied Biosystems Voyager System 6020

_ Mode of operation: Reflector
Voyager Spec #1[BP = 966.6, 9383] Extraction mode: Delayed
Polarity: Positive
B56.58 B.4E+3ACquisition control. Manual
100
| Accolerating vellage: 20000 W
20 Grid voltage: TEY
Mirror voltage ratio; 112
B0 957 .58 Guide wire 0 [
| Extraction delay time: 400 nsec
70 1
| Acquisition mass range: 200 -- 2000 Da
= BOY Number of laser shots:  100/spectrum
@ i Lager intensity 203
£ 504 Laser Rep Rate: 3.0Hz
= 1 Calibration type: Default
# 40 Calibration matrix: Sinapinic acid
Low mass gate 200 Da
10 Timed ion selector Off
0 Digitizer start time: 14275
Bin size: 0.5 nsec
10 Wumber of data points: 61227
Vertical scale 0 200 mv
. . . — T — ertical offset; 1%
E‘I:IS.I! 9358 856.6 o774 998.2 1019.0 Input bandwidth 0 750 MHz
Mass (miz)
Sample well: 44
1SO:CHEHE0NZO2 Plate 1D: JOOST
Serial number. &020
Instrurment name: ‘Voyager-DE PRO
100- 95662 100 piate type filename:  CWOYAGERVIOD well plate pl
Lab name: TUE, SMO
b Absolute x-position 174517
B 057,62 Absolute y-position: 27766.2
Relative x-position: 634,234
0 Relative y-posiiton: 8O0 .ETE
Shots in spactrum: 100
Source pressure: 4.304e-007
Mirror pressure; 9 .908e-008
TC2 pressure 0.01257
TIS gate width; 24
TI5 flight length E81
0

Mass (miz)

MALDI-TOF MS spectrum of E,E-5QPV with DCTB matrix in the reflector positive ion mode together
with a simulated spectrum of the product radical cation.
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Applied Biosystems Voyager System 6020

- Mode of operation Reflactar
; = 12 1
Voyager Spec #1[BP = 808.4, 12672] Extraction mods D 4
Pelarity F
100 1160.76 1. 2E+4fcnuisition control M
| Accelerating voltags: 20000 W
a0 | | Grid voltage 7%
| | Mirrar voltage ratic 112
80 Guide wire 0: 0%
| Extraction delay time: 400 nsec
701 |
1 | Acquisition mass ranga: 200 — 2600 Da
z B0 Number of laser shots:  100spectrum
2 | 118277 Laser intensity 7253
3 50§ B Laser Rep Rate 30 Hz
= | = : Default
= oand Sinapinic acid
| | 200 Da
30 I Off
201 1163.78 Digitizer start time 14.275
| Bin size: 0.5 nsec
10 116475 | Mumber of data points: 71796
- LLLLY R T T | Vertical scake O: 200 mv
o ————— Bi— - Vertical offset %
1128.0 11522 11764 Input bandwidth O 780 MHz
Mass (miz)
Sample well; 45
Plate Iy JOOST
Serial number B0
. N Instrument name Voyager-DE PRO
160.72 Plate type flename:  COWOYAGERY 00 wedl plate. pll
[ Lab name: TUE, SMO
|
1
| Absclule x-position 22280
| Absolute y-position 275812
Relative x-position 3 471
Relative y-posititon 503 662
Shots in spectrum 100
Source pressura: 3.79e-007
Mirrar prassure: 8.072e-003
TC2 pressure: 0.01204
16279 TIS gate width: 24
TIS flight length: aa81
1163.73
|
1164.T3

MALDI-TOF MS spectrum of E,E,E-7TQPV with DCTB matrix in the reflector positive ion mode
together with a simulated spectrum of the product radical cation.

II1. Additional electronic spectra of 7QPV as example for the nQPYV series

_nrhal

1 r
‘2/.\

UV-Vis spectra of 7QPYV in chloroform at different concentrations between 1.77 10” to 7.12107 M.
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chloroform
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UV-vis and (inserted) fluorescence spectra of 7QPYV in different solvents.
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Fluorescence spectra of 7QPV at different excitation wavelength; from bottom to top: 300, 320, 340, 360,
380, 400, 420nm. Inserted: excitation spectra at 487nm (solid line) and 517nm as emission wavelength.
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IV.- Theoretical calculations

Cs

C13 Ci15 c20 C21

3C12DSB 3BrPV (3)
Minimum energy (optimized) structure of 3C12DSB and 3BrPV by DFT/6-311+G(d,p).

kJ/mol kJ/mol
80 80
28 28
24 24
76 )
128 -76
. -128
l -180
DSB 3BrPV (3)
kJ/mol
80
28
-24
=76
-128

l -180

3C12DSB
Molecular electrostatic potential (MEP) in gas phase of 3DSB, 3BrPV and 3C12DSB trimers
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