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Quantum Chemical Calculation
Methods of calculation

- All calculations were performed by Gaussian 09 code

- CH,Cl, solvent by C-PCM model was applied for all calculations

- Geometry optimizations were done by B3LYP/6-31G(d,p) method

- Excitation energies from ground to excited state were calculated by TD- CAM-B3LYP/6-31G(d,p)
method

Table S1 The calculated HOMO, LUMO and HOMO-LUMO energy gap (Ay.p) of the studied
compounds by B3LYP/6-31G(d,p) in CH,Cl, solvent.

Ee*
Compounds HOMO LUMO Anr eV (nm)
T2B -4.82 -2.69 2.13 2.39 (518)
T5B -4.87 -2.61 2.26 2.70 (459)

2 Excitation energy were calculated by TD-CAM-B3LYP/6-31G(d,p) method in CH,Cl, solvent.

Fig. S1 HOMO and LUMO orbitals.
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CV plots
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Fig. S2 CV and differential pulse CV traces.

S3



AFM images
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Fig. S3 Tapping mode AFM images of the spin-coated thin films.
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OLED EL spectra
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Fig. S4 EL spectra of the OELDs at different applied voltages.
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'H and '3C NMR spectra and MALDI-TOF
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Current Data Parameters
NAME TNO6-21 #
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20131110
Time 21.11
INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG 2930
TD 65536
SOLVENT cDCl3
NS 4
DS 0
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG .43
DW 62.400 usec
DE 10.00 usec
TE 300.4 K
538 1.00000000 sec
TDO 1
= CHANNEL f1l = .
SFO1 500.3660022 MHz
NUC1 18
Pl 11.00 usec
PLW1 13.39999962 W
F2 - Processing parameters
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SF 500.3630153 MHz
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| SSB a
d { { 1B 1.00 Hz
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Current Data Parameters
NAME

TNO6-21
EXPNO z
PROCNO L
F2 - Acquisition Parameters
Date_ 20131114
Time 21.09
INSTRUM spect
PROBHD 5 mm CPPBBO EB
BULPROG zgde
TD 65536
SOLVENT CDC13
NS 300
DS 4
SWH 25252.525
FIDRES 0.385323
BQ 1.2976128
RG 185.01
W 19.800 usec
DE 18.00 usec
TE 303.1 K
Dl 1.50000000 sec
D11 0.03000000 sec
TDO 1
= = CHANNEL fl =

SFO1 125.8276995 MHz
NUC1 13c

Pl 10.00 usec
PLW1 69.00000000 W

= CHANNEL f£2 =

SFO02 500.3650015 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLW2 13.39999962 W
PLW12 0.25334001 W

Processing parameters
32768

125.8163760 MHz
EM

1.00 Hz
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NAME TNOE-25.
EXPNO =
PROCNO i

F2 - Acquisition Parameters

Date_ 20131110
Time 19.35
INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG 2930
TD 65536
SOLVENT cpel3
NS 4
DS 0
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0B9%4465 sec
RG 38.43
DW 62.400 usec
DE 10.00 usec
TE 300.4 K
D1 1.00000000 sec
TDO A
CHANNEL f1 =
500/.3660022 MHz
1H
11.00 usec
13.39999962 W

F2 - Processing parameters

SI 65536

SF 500.3630197 MHz
WDW EM

55B 0

LB 1.00 Hz
GB o

BC 1.00
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Current Data Parameters

NAME TNOE-25 (5TPA)
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20131114
Time 23.12
INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG zgdc

TD 65536
SOLVENT cDC13

NS 256

Ds 4

SWH 25252.525 Hz
FIDRES 0.385323 Hz
RQ 1.2976128 sec
RG 195.01

DW 19.800 usec
DE 18.00 usec
TE 303.1 K
D1 1.50000000 sec
D1l 0.03000000 sec
TDO 1

CHANNEL fl =

125.8276995 MHz
13C

10.00 usec
69.00000000 W

CHANNEL f2 = =
500.3650015 MHz
1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 13.39999962 W
PLW12 0.25334001 w

F2 - Processing parameters
SI

SF 125.8163760 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40



Compound 2
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Current Data Parameters

NAME 11Feb2010
EXPNO

PROCNO 2

F2 - Acquisition Parameters
Date_ 20140402
Time 18.01
INSTRUM av3ioo
PROBHD 5 mm BBO BB-1H
PULPROG zg

TD 32768
SOLVENT CDC13

NS 4

DS 0

SWH 4496.403 Hz
FIDRES 0.137219 Hz
AQ 3.6438515 sec
RG 256

DW 111.200 usec
DE 6.00 usec
TE 300.0

D1 1.00000000 sec

= CHANNEL f1

Pl 16.50 usec
PL1 -6.00 dB
SFO1 300.1313506 MHz

F2 - Processing parameters
SI 16384

SF 300.1300053 MHz
WDW EM

SSB )

LB 1.00 Hz
GB L]

PC 1.00
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Current Data Parameters

NAME 11Feb2010
EXPNO 3730
PROCNO 2
F2 - Acquisition Parameters
Date_ 20140403
Time 10.59
INSTRUM av3oo
PROBHD 5 mm BBO BB-1H
PULPROG zgdc
65536
SOLVENT €DC13
NS 14336
DS 2
S 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 1290.2
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec

NUC1 13c

Pl 7.80 usec
PL1 -3.00 dB
SFO1 75.4752953 MHz

CHANNEL f2 ======
CPDPRG2 waltzlé
NUc2 1H
PCPD2 96.00 usec
PL2 -6.00 dB
PL12 6.00 dB
SFO2 300.1312005 MHz

- Processing parameters
3
75.4677490 MHz
EM
0
1.00 Hz
0
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Compound 3

mo 2 . r

ag 3 i A

Ein & t ¢

’;’J A
I s
_\ T =
Current Data Parameters
NAME 1lnov2011
EXPNO 2983
PROCNO 1
F2 - Acquisition Parameters
Date, 20140520
Time 10.11
INSTRUM avioo
PROBHD 5 mm BBO BB-1H
PULPROG zg
D 32768
SOLVENT CDC13
NS 1
Ds 0
SWH 4496.403 Hz
FIDRES 0.137219 Hz
AQ 3.6438515 sec
RG 406.4
DW 111.200 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
Pl 16.50 usec
PL1 -6.00
SFO1 300.1313506 MHz
F2 - Processing parameters
ST
SF 300.1300053 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00
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Current Data Parameters
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NAME TN-5Br
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20141106
Time 13.30
INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG zgdc

D 65536
SOLVENT CDC13

NS 3670

Ds 4

SWH 25252.525 Hz
FIDRES 0.385323 Hz
AQ 1.2876128 sec
REG 195.01

DW 19.800 usec
DE 18.00 usec
TE 298.1 K
D1 1.50000000 sec
D11 0.03000000 sec
TDO 1

CHANNEL £1
125.8276995 MHz
13C

9.00
69.00000000 W

CHANNEL f2
500.3650015 MHz
1H

CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLW2 13.39999962 W
PLW12 0.26734999 W
FZ - Processing parameters
SI 32768
SF 125.8163760 MHz
wWow EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40



Compound 3
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T2B
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