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General aspects. 'H NMR spectra were recorded on JEOL (400/500 MHz) spectrometers in CDCl; as a
solvent. >C NMR spectra were recorded on JEOL-Lambda (100/125 MHz) spectrometers with complete
proton decoupling. ESI and EI mass spectra analyses were carried out on Waters *TOF and GCT premier
mass spectrometers, respectively. Melting points were determined with a JSGW melting point apparatus.
IR spectra were recorded on a Bruker Vector 22 FT-IR spectrophotometer. The TGA and DSC
measurements were carried out using Mettler-Toledo and SDT Q600 instruments, respectively, at 10
°C/min under a nitrogen gas atmosphere. UV-vis absorption spectra were recorded on a Shimadzu UV-
1800 spectrophotometer. PL. measurements in solution and solid state were carried out using FluoroMax-
4; FM4-3000 spectrofluorimeter, Horiba Scientific. Cyclic voltammetry measurements were performed
using CHI610E electrochemical work-station (CH instruments, Texas, USA). All solvents were distilled
prior to use, and HPLC grade solvents used for UV-vis and PL. measurements were procured from Merck.

Column chromatography was conducted with a silica gel of 100-200u mesh.
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Fig. S1 TGA profiles of ANT1-3.
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Fig. S3 CV profiles of ANT1-3.
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Fig. S4 Plots of external quantum efficiency vs current density (a), external quantum efficiency vs

luminance (b), luminous efficiency vs current density (c), luminous efficiency vs luminance (d), power

efficiency vs current density (e) and power efficiency vs luminance (f) for the devices of configuration A,
refer to text.
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Fig. S5 Plots of external quantum efficiency vs current density (a), external quantum efficiency vs
luminance (b), luminous efficiency vs current density (c), luminous efficiency vs luminance (d), power
efficiency vs current density (e) and power efficiency vs luminance (f) for the devices of configuration B,
refer to text.
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Fig. S6 Plots of external quantum efficiency vs current density (a), external quantum efficiency vs
luminance (b), luminous efficiency vs current density (c), luminous efficiency vs luminance (d), power

efficiency vs current density (e) and power efficiency vs luminance (f) for the devices of configuration C,
refer to text.
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Fig. S7 Plots of external quantum efficiency vs current density (a), external quantum efficiency vs
luminance (b), luminous efficiency vs current density (c), luminous efficiency vs luminance (d), power
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Fig. S8 'H (400 MHz, CDCl3) NMR spectrum of ANT1.




OMe

T T T T
0 1260 le(K 124.0‘ 1230

122

lﬁj\\llﬁﬂ 135.0 134.0‘ 13340 /\132.0 IT.O/\T0.0 TQ.O ‘128.ﬂ|

o €0

Puepunge

190.0 1800 170.0

2000

LLeTl
T6LLPT1
SESE°HTI
00L6'FTT
786371
PEHFLTT
LW LTI
S0PE°8TI
1£7T6T1
S30C°0C1
LIIS0ET
£999°0¢1
TE0rIel
L1Leeel
68T TCT
Rl gal
1825°9¢1
<ITL9tl
SL6L9ET
T T T T
fa] e 0

TOPESS
889¢°SE
[if2: 5

TPPLOL
LIDDLL
LOVT'LL

6BL8°CTT
0SI6'ETT
68FTH1T
LTLYETT
THLLYTT
SLEgYTT
00461
ST96°9TT
P890 LTT
LOPY LTT

SLOL'SET

0556'8ST
SIT6ST
PPLI6ST

S9

X : parts per Million : 13C

Fig. $9 °C NMR (CDCls, 125 MHz) spectrum of ANT1.
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X-ray crystal structure determinations. The crystals of suitable quality were mounted in glass
capillaries, cooled to 0 and 100 K respectively, and the intensity data were collected on a Bruker Nonius
SMART APEX CCD detector system with Mo-sealed Siemens ceramic diffraction tube (A = 0.71073) and
a highly oriented graphite monochromator operating at 50 kV and 30 mA. The data were collected on a
hemisphere mode and processed with SAINT-Plus.®' Empirical absorption corrections were made using
SADABS.' The structures were solved by direct methods using SHELXTL package and refined by full
matrix least-squares method based on F* using SHELX97 program.>* All the nonhydrogen atoms were
refined anisotropically. The hydrogen atoms were included in the ideal positions with fixed isotropic U

values and were riding with their respective non-hydrogen atoms.
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Table S1 Crystal data and structure refinements of ANT2 and ANT3.

ANT2
(CCDC No: 1507262)

ANT3
(CCDC No: 1507231)

Formula

M

/K

Crystal size/mm’
Crystal system
Space group

al

bIA

/A

al(®)

BIC)

Y/

VIA®

Z, deed/( g cm™)
w/mm’

F(000)

0 range/(°)
Index ranges

Reflections collected
Independent
Reflections
Completeness

Data/restraints/parameters

Goodness-of-fit on F>
R, wRy [I>20(D)]
R;, wR; (all data)

Largest diff. peak, hole/( e A™)

C42H34C1304'CHC13
722.06

100(2)
0.16x0.14x 0.12
Monoclinic
P2,
12.8728(15)
9.7876(11)
15.2958(19)
90

112.529(4)

90

1780.1(4)
4,1.291

0.301

752

12.5-25.0
-15<h<13
-11<k<11
-18<1<18
14309

6224

[Rin = 0.067]
99.8%
6224/1/452
1.303

0.0962, 0.2254

0.1687, 0.2441
1.582, -0.659

2(CyoH3404)3CCl4
1666.81

100(2)
0.16x0.14x0.12
Monoclinic
P2,

15.7016(7)
9.8725(5)
25.8617(12)
90
99.2320(10)
90

3957.0(3)
2,1.399

0.477

1716

2.2-25.0
-16<h<18
-11<k<11
-30<1<30
32037

13877

[Rine = 0. 0674]
99.9%
13877/1/1019
1.125

0.0921, 0.2000

0.1725, 0.2233
1.147, -0.805
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Fig. S14 (b) Crystal packing diagrams of ANT2 (a) and ANT3 (b). Notice the presence of chloroform and
carbon tetrachloride molecules present as guests in the crystal lattices of ANT2 (a) and ANT3,
respectively. For clarity, hydrogen atoms have been omitted.
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