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Optimised geometry (M05-2X/cc-pVVTZ) of donor 26
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E =-1130.9445492

Optimised geometry (M05-2X/cc-pVTZ) of donor 26, in DMF
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Optimised geometry (MO05-2X/cc-pVTZ) of the lowest excited triplet state of donor

26

ORPPRPPRPO~N~NOOOORPR RPN, R,O®
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-4.781178000
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2.849591000
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Optimised geometry (M05-2X/cc-pVTZ) of the lowest excited triplet state of donor

P OoOPRF O

26, in DMF
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0.309671000
0.082350000
1.391150000
-0.161128000
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-0.725762000
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-0.708780000
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S6



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

-0.071641000

0.772526000
-0.991903000
-0.049527000

e ke

E =-1130.934505

-1.177841000
-1.854190000
-1.744080000
-0.764571000

2.414643000
2.297467000
2.291798000
3.420060000

S7



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

'H NMR Spectrum of 19

NAME 07161
EXPNO 1
PROCNO 1
Py 3 S = Date_ 20081110
%) < @ ~ Time 18.44
N ~ ﬂ ~ INSTRUM DRX500
~ P " ~ PROBHD 5 mm DUL 13C-1
PULPROG zg30
™D 65536
SOLVENT cpcl3
NS 16
DS 2
SWH 10288.065
FIDRES 0.156983
20 3.1850996
O OMe RG 203.2
1 DW 48.600
DE 6.00
Me. . TE 300.0
N Me D1 1.00000000
1 TDO 1
====—=== CHANNEL fl ====
OMe o — NUC1 1H
Pl 12.00
PL1 -2.7
SFO1 500.1330885
SI 32768
SF 500.1300084
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
U .
T T T T T T T T T T T T T T 1
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 ppm
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3C NMR Spectrum of 19
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2

1
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20.11
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4
30120.482
1.838408
0.2720244
16384
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6.00

0.0
140.0000000
1.0000000
2.00000000
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15.
500.1320005
32768
125.7577890
EM
0
2.00
0

1.40

S9



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

'H NMR Spectrum of 21

2.9886

NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

Al3114
1

1

20091127
12.55
DRX500

5 mm DUL 13C-1
zg30

65536
CDC13

16

2
10288.065
0.156983
3.1850996
161.3
48.600
6.00

300.0
1.00000000
1

o) o ~ nre- MmN
O < o <O O T~ AN
™M N o MANMOMONN
oy O N OO < < <<
S =~ CRCRCRCRTEE
N Br
I ~
/
NM62
g S
| L
T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6

ppm

-2.70
500.1330885
32768
500.1300084
EM

0
0.30
0

1.00
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3C NMR Spectrum of 21
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Date_
Time
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PROBHD
PULPROG
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SOLVENT

CPDPRG2
NUC2
PCPD2
PL2
PL12
SFO2
ST

SF
WDW
SSB
LB

GB

PC

D97512

1

1

20070316

3.41

spect

5 mm QNP 1H/13
jmod

16384

CDC13
512

4
23980.814
1.463673
0.3416564
16384
20.850
6.00

296.2
145.0000000
1.0000000
4.00000000
0.00689655
0.00001019

CHANNEL f2 ===
waltzlé

17.00
400.1316005
32768
100.6127690
EM

0
1.00
0

1.40
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sec
sec
sec
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dB
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dB
dB
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'H NMR Spectrum of 22

NAME D120544
EXPNO 1
PROCNO 1
Date_ 20090507
o~ — o~ ™M™ oM N A o < @ T O © Time 14.56
m o MmO [CRVRCRE) ™ © coo © INSTRUM spect
© @ - © Yoo I’ - " ™ = PROBHD 5 mm QNP 1H/13
PULPROG zg30
TD 32768
SOLVENT CDC13
NS 16
Ds 2
SWH 8278.146 Hz
FIDRES 0.252629 Hz
AQ 1.9792372 sec
RG 456.1
DW 60.400 usec
DE 6.00 usec
TE 300.2 K
D1 2.00000000 sec
TDO 1
== CHANNEL f1
12.00
1.10 dB
400.1324710 MHz
32768
400.1300053 MHz
J’ EM
s I 0
0.30 Hz
0
4.00

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm
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3C NMR Spectrum of 22

— = ~ ™
I} oo o — © 0 — o ~ ©
. e . Mo o~ <
— S oo AN 8 N NAME D116125
o [faRTo Iy o o ~ ~ 0 o o EXPNO >
~ — — o~~~ ™ ™ PROCNO 7
Date 20081211
Time 21.24
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG jmod
TD 16384
SOLVENT cDC13
NS 512
DS 4
SWH 23980.814 Hz
FIDRES 1.463673 Hz
RO 0.3416564 sec
RG 4597.6
DW 20.850 usec
DE 6.00 usec
TE 300.2 K
CNST2 145.0000000
CNST11 1.0000000
D1 4.00000000 sec
dz0 0.00689655 sec
DELTA 0.00001019 sec
TDO 1
CHANNEL f1
NUC1 13C
Pl 8.00 usec
p2 16.00 usec
PL1 -2.60 dB
SFO1 100.6228298 MHz
=== CHANNEL f2 ===
waltzl6
1H
80.00 usec
0.00 dB
PL12 17.00 dB
SF02 400.1316005 MHz
ST 32768
SF 100.6127690 MHz
WDW EM
5SB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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'H NMR Spectrum of 23

NAME A09000
EXPNO 1
PROCNO 1
SR LS gaen SNNN5825255 2 Date_ 20090226
— O o o~ o~ ™M™ oM NN O OVOY O S~ LW W < Time 13.14
NN — lTo Rt RToNTS) <M M MO W W W — INSTRUM DRX500
© ® © == [EREReRe I SR SRR NN RN NN — PROBHD = 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 10288.065 Hz
FIDRES 0.156983 Hz
AQ 3.1850996 sec
RG .5
DW 48.600 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 12.00 usec
PL1 -2.70 dB
SFO1 500.1330885 MHz
SI 32768
SF 500.1300084 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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3C NMR Spectrum of 23
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1
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140.0000000
1.0000000
2.00000000
0.00714286
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'H NMR Spectrum of 24
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3C NMR Spectrum of 24
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. : s N o~ © N ~ EXPNO 1
S0 o c vy : : PROCNO 1
[IeRTo - oo ~~© oo ©
— — ~ o~ < ™ — Date_ 20090311
Time 22.26
INSTRUM DRX500
PROBHD 5 mm DUL 13C-1
PULPROG jmod
TD 16384
SOLVENT CDC13
NS 1024
DS 4
SWH 30120.482 Hz
FIDRES 1.838408 Hz
AQ 0.2720244 sec
RG 16384
DW 16.600 usec
DE 6.00 usec
TE 300.0 K
CNST2 140.0000000
CNST11 1.0000000
Dl 2.00000000 sec
dz20 0.00714286 sec
NM DELTA 0.00001019 sec
(3] D0 1
Pl 8.00 usec
p2 16.00 usec
PL1 -2.30 dB
SFO1 125.7703643 MHz
CHANNEL f2
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -2.30 dB
PL12 15.00 dB
SFO2 500.1320005 MHz
SI 32768
SF 125.7577890 MHz
WDW EM
SSB 0
LB 2.00 Hz
GB 0
PC 1.40
w " I " e " " ™ A & ' " i h o
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'H NMR Spectrum of 25
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NS 16
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FIDRES 0.156983 Hz
AQ 3.1850996 sec
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DW 48.600 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 12.00 usec
PL1 -2.70 dB
SFO1 500.1330885 MHz
SI 32768
SF 500.1300084 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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3C NMR Spectrum of 25
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The broad NMR spectrum obtained for donor 26 in d-DMF.
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'H NMR Spectrum of 30
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3C NMR Spectrum of 30
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INSTRUM DRX500
PROBHD 5 mm DUL 13C-1
PULPROG jmod
TD 16384
SOLVENT CDC13
NS 1024
Ds 4
SWH 30120.482 Hz
FIDRES 1.838408 Hz
AQ 0.2720244 sec
RG 11585.2
oW 16.600 usec
DE 6.00 usec
TE 300.0 K
CNST2 140.0000000
CNST11 1.0000000
D1 2.00000000 sec
d20 0.00714286 sec
DELTA 0.00001019 sec
TDO 1
CHANNEL f1 =
13cC
8.00 usec
16.00 usec
-2.30 dB
SFO1 125.7703643 MHz
CHANNEL £2
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -2.30 dB
PL12 15.00 dB
SFO2 500.1320005 MHz
ST 32768
SF 125.7577890 MHz
WDW EM
SSB 0
LB 2.00 Hz
GB 0
PC 1.40
T T 1
20 10 ppm
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'H NMR Spectrum of 31
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3C NMR Spectrum of 31
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'H NMR Spectrum of 32
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3C NMR Spectrum of 32
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'H NMR Spectrum of 33
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3C NMR Spectrum of 33
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