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Table S1. Electrochemical data and HOMO/LUMO energy levels of MDCS-BC.

Compound

Ex* (V)

HOMO? (eV)

LUMO* (eV)

Eg?(eV)

MDCS-BC

1.15

-5.49

-2.57

2.92

“Oxidation potential was decided with Ag/Ag" electrode as reference.

PHOMO energy levels was obtained by comparing with an external reference, the

ferrocene/ferrocenium (Fc/Fc™, 4.8 eV relative to vacuum).

“The LUMO energy level was estimated by the equation: £ ymo = Enomo + Eg.

E, was estimated from the onset of the absorption spectra (E; = 1240/Agpset)-

Fig. S1

Cyclic voltammogram of MDCS-BC measured
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in DCM with

tetrabutylammonium hexafluorophosphate (0.1 mol/L) as electrolyte at a scan rate of

50 mV/s.
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Fig. S2 DLS data of MDCS-BC (1.0 x 10~ mol L'!) in THF/water (f,, = 95%).
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Fig. S3 Maximum fluorescent emissions of MDCS-BC (at 230 °C ) upon repeating

treated by grinding and heating.
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Fig. S4 Maximum fluorescent emissions of MDCS-BC upon repeating treated by

grinding and fuming with DCM.
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Fig. S5 '"H NMR (400 MHz) spectrum of 3

1500

— 5000(

]

GRLPE

FEOaL
LLois

GZE'LL

el lu]
LEFALL
BELETL
eng'eg)
EZ9'8ZL
Lao Gzl
0%e LEL
LEZEEL
BES'EEL
BLEFEL
oe'8ElL
e GEl
0ak el
GaL 8kl

N\

oLe'nsk

|

|

|

§

|

I
100

pem {t1)

Fig. S6 13C NMR (100 MHz) spectrum of 3
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Data: 1-W38-no matrix-ref-pos0002.J18[c] 3 Jan 2019 16:44 Cal: tof 3 Jan 2019 16:37
Shimadzu Biotech Axima Performance 2.9.3.20110624: Mode Reflectron_HiRes, Power: 55, Blanked, P Ext. @ 900 (bin 54)
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Fig. ST MALDI/TOF MS spectrum of 3.
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Fig. S8 'H NMR (600 MHz) spectrum of MDCS-BC.
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Fig. S9 'H NMR (600 MHz) spectrum of MDCS-BC.
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Fig. S10 13C NMR (150 MHz) spectrum of MDCS-BC.
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Data: 1-W13-no matrix-ref-neg0001.119[c] 4 Jan 2019 9:03 Cal: tof 3 Jan 2019 17:29
Shimadzu Biotech Axima Performance 2.9.3.20110624: Mode Reflectron_HiRes_neg, Power. 65, Blanked, P.Ext. @ 1000 (bin 57)
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Fig. S11 MALDI/TOF MS spectrum of MDCS-BC.

Data: 1-W13-no matrix-ref-neg0001.113[c] 4 Jan 2019 903 Cal: tof 3 Jan 2019 17-29
Shimadzu Biotech Axima Performance 2.9.3.20110624: Mode Reflectron_HiRes_neg, Power: 65, Blanked, P.Ext. @ 1000 (bin 57)
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Fig. S12 MALDI/TOF MS spectrum of MDCS-BC.
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