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Table S1. Crystallographic detail of compound 6

Compound 6

Formula C52H55N4O6Si2

MW [g∙mol-1] 888.18

Crystal system Orthorhombic

Space group Pna21

a [Å] 27.649(3)

b [Å] 7.2495(9)

c [Å] 21.908(2)

α [deg] 90

β [deg] 90

γ [deg] 90

V [Å3] 4391.1(8)

T [K] 170(2)

Z 4

ρcalc [g∙cm-3] 1.343

µ [mm-1] 0.139

Min/max transmission 0.987/0.989

θmax [deg] 28.308

Measured reflections 33568

Unique reflections 10819

Reflections [F0> 4σ(F0)] 3563

Parameter 578

Rint 0.1299

R1 [F0> 4σ(F0)] 0.0500



wR2 [all data] 0.0959

GOF 0.748

max/min [e∙Å-3]

CCDC number

0.365/-0.296

1555883

Epa = 0.571

Epc=

I            I             I            I             I             I
-1.25 -0.75 -0.25 0.0 0.25 0.75 1.25

E,

Figure S1. Cyclic voltammogram of 6 using 1mM of analyte in DCM and 0.1mM Bu4NPF6 

with a scan rate of 50 mV s-1

Figure S2. IR spectrum of 3
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Current Data Parameters
NAME         Mar02-2017
EXPNO                10
PROCNO                1

F2 - Acquisition Parameters
Date_          20170302
Time              17.23
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    2
SWH           12019.230 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG                   32
DW               41.600 usec
DE                 6.00 usec
TE                297.6 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                10.90 usec
PL1               -3.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300000 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

PCA-I
BRUKER
AVANCE II 400 NMR
Spectrometer
SAIF
Panjab University
Chandigarh

manishkumarmanu1986@gmail.com

Figure S3. 1H NMR spectrum of 3

Figure S4. IR spectrum of 6
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Current Data Parameters
NAME         Oct13-2016
EXPNO               550
PROCNO                1

F2 - Acquisition Parameters
Date_          20161013
Time              15.46
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    2
SWH           12019.230 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG                  228
DW               41.600 usec
DE                 6.50 usec
TE                299.9 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1324710 MHz
NUC1                 1H
P1                14.99 usec

F2 - Processing parameters
SI                65536
SF          400.1300443 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

PCA-II
PROTON CDCl3 {D:\SAIF_AUTO} nmrsu 55 BRUKER

AVANCE II 400 NMR
Spectrometer
SAIF
Panjab University
Chandigarh

manishkumarmanu1986@gmail.com

Figure S5. NMR spectrum of 6
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Current Data Parameters
NAME         Nov01-2016
EXPNO               280
PROCNO                1

F2 - Acquisition Parameters
Date_          20161102
Time               7.05
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  512
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                   32
DW               16.800 usec
DE                 6.00 usec
TE                299.7 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.60 usec
PL1               -2.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2               -3.00 dB
PL12              14.31 dB
PL13              18.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127690 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

PCA-II BRUKER
AVANCE II 400 NMR
Spectrometer
SAIF
Panjab University
Chandigarh

manishkumarmanu1986@gmail.com
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F2 - Processing parameters
SI                32768
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PC                 1.40

PCA-II BRUKER
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Spectrometer
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Panjab University
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Panjab University
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Figure S6. 13C NMR spectrum of 6
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WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

%

0

100
AKSHPREET PCA-II 4 (0.074) Cm (1:4) TOF MS ES+ 

7.29e3445.43
7287

233.27
2318215.21

2125

174.17
1156

150.21
1078

132.19
302

192.19
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Figure S7. Mass spectrum of 6

Figure S8. TGA curve of 6
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Figure S9. IR spectrum of 7
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Current Data Parameters
NAME         Oct13-2016
EXPNO               560
PROCNO                1

F2 - Acquisition Parameters
Date_          20161013
Time              15.52
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    2
SWH           12019.230 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG                  128
DW               41.600 usec
DE                 6.50 usec
TE                299.8 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1324710 MHz
NUC1                 1H
P1                14.99 usec

F2 - Processing parameters
SI                65536
SF          400.1300852 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

PCA-IV
PROTON CDCl3 {D:\SAIF_AUTO} nmrsu 56 BRUKER

AVANCE II 400 NMR
Spectrometer
SAIF
Panjab University
Chandigarh

manishkumarmanu1986@gmail.com

Figure S10. 1H NMR spectrum of 7

S7
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F2 - Acquisition Parameters
Date_          20161102
Time               7.37
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  512
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                   36
DW               16.800 usec
DE                 6.00 usec
TE                299.7 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.60 usec
PL1               -2.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2               -3.00 dB
PL12              14.31 dB
PL13              18.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127690 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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Figure S11. 13C NMR spectrum of 7

WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Figure S12. Mass spectrum of 7
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Figure S13. TGA curve of 7

Table S2. Global reactivity descriptors for 6 and 7 calculated at the B3LYP/6-31+G(d) level 
of theory.

S9

Molecule Ionization
potential,
IP (eV)

Electron
affinity,
EA (eV)

Electroneg
ativity,
χ (eV)

Chemical
potential,

μ (eV)

Chemical
hardness,

η (eV)

Chemical
softness,

s (eV)

Dipole
Moment
(Debye)

6 5.462 2.048 3.755 -3.755 1.707 0.854 4.034

7 5.446 2.029 3.738 -3.738 1.708 0.854 4.257


