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Measurements

The FT-IR spectra were recorded on a VERTEX-70 plus spectrometer. 'H, 13C NMR spectra
were recorded on a Bruker Avance 400 spectrometer (9.4 T, 400.1 MHz for 'H NMR and
100.6 MHz for 3C NMR) on samples in CDCl3 at room temperature using
tetramethylsilane (TMS) as an internal standard. Mass spectra were obtained from Agilent
Q-TOF6510.

Materials

Triethylamine was dealed with sodium and diphenyl ketone before use. Unless otherwise
noted, all the other chemical were commercially available and use as received. 4-
bromoaniline, Pd(PPhs).Cl,, bis(trimethylsilyl)acetylene (TMSA) (J&K Chemical), N, N’-
dicyclohexylcarbodiimide (DCC) and N, N’-dimethylpyridin-4-amine (DMAP) (aladdin)
were purchased, respectively.
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Scheme 1. Synthesis of target molecule 8
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Scheme 1. HOMO/LUMO imagines of 8 calculated by Gaussian 09 program using the B3LYP
method with the 6-31G + (d,p) basis set.

Cartesian Coordinates and Absolute Energies for optimized structure
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Figure 1(a). 'H NMR spectrum of 2 (400MHz, CDCls)

& @REBr F TR 5 B
§ 888 ¢ FEE 8 8 e
| - | N~ | | |
N\ﬂ} : Br
Br’qN
2
léo 150 l"l l'aJ léll liO lli) !') 8'0 TD 60 Sl 4'0 3'1 m lIO l']

Figure 1(b). 3¢ NMR spectrum of 2 (100MHz, CDCls).
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Figure 2(b). 3¢ NMR spectrum of 3 (100MHz, CDCls)
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Figure 3(a). "H NMR spectrum of 4 (400MHz, CDCl5)
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Figure 3(b). **C NMR spectrum of 4 (100MHz, CDCl5)
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Figure 4(a). '"H NMR spectrum of 7 (400MHz, CDCls)
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Figure 4(b). 3¢ NMR spectrum of 7 (100MHz, CDCls)
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Figure 5(a). *H NMR spectrum of 8 (400MHz, CDCls)
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Figure 5(b). 3¢ NMR spectrum of 8 (100MHz, CDCls)
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Figure 5(d). MS of 8. (ESI)
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Figure 5(c). FT-IR spectrum of 8 (KBr).
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