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1. Experimental Details

5 o

6o 0 o
-2 o

Side view

( B )

-7 o

-3 o

-2 o -10 o

Side view

( A )

Top view

( C )

Top view

( D )

Figure S1: DFT-optimized geometries and the side, top views of DTFB2T (A and C) 
and D2TFBT (B and D) based on density functional theory (DFT) calculation.
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Figure S2. XRD patterns of D2TFBT from 1o-30o (2θ) (a) at 220 oC, (b) at 180 oC, (c) 
at 100 oC. The peak at about 7 o denotes reflection from the peak of background.
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Figure S3. XRD patterns of DTFB2T (a) at 220 oC, (b) at 180 oC, (c) at 100 oC. The 
peak at about 7 o denotes reflection from the peak of background.
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2. Copies of 1H and 13C NMR Spectra

1H NMR spectrum of 2 in CDCl3.



13C NMR spectrum of 2 in CDCl3.



The expended 13C NMR spectrum of 2 in CDCl3.



1H NMR spectrum of 3 in CDCl3.



13C NMR spectrum of 3 in CDCl3.



The expended 13C NMR spectrum of 3 in CDCl3.



1H NMR spectrum of 5 in CDCl3.



13C NMR spectrum of 5 in CDCl3.



The expended 13C NMR spectrum of 5 in CDCl3.



1H NMR spectrum of DTFBT in CDCl3.



13C NMR spectrum of DTFBT in CDCl3.



The expended 13C NMR spectrum of DTFBT in CDCl3.



1H NMR spectrum of DTFBTz in CDCl3.



13C NMR spectrum of DTFBTz in CDCl3.



The expended 13C NMR spectrum of DTFBTz in CDCl3.



The expended 13C NMR spectrum of DTFBTz in CDCl3.



1H NMR spectrum of DTFB2T in CDCl3.



The expended 1H NMR spectrum of DTFB2T in CDCl3.



13C NMR spectrum of DTFB2T in CDCl3.



The expended 13C NMR spectrum of DTFB2T in CDCl3.



The expended 13C NMR spectrum of DTFB2T in CDCl3.



1H NMR spectrum of 7 in CDCl3.



13C NMR spectrum of 7 in CDCl3.



The expended 13C NMR spectrum of 7 in CDCl3.



1H NMR spectrum of 8 in CDCl3.



13C NMR spectrum of 8 in CDCl3.



The expended 13C NMR spectrum of 8 in CDCl3.



1H NMR spectrum of D2TFBT in CDCl3.


