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General procedure for the preparation of starting materials (1a-p) 

 

A mixture of CuI (15 mol %), amine S1 (0.50 mmol), aldehyde S2 (0.55 mmol) and alkyne S3 (0.75 

mmol) in toluene (3mL) was heated at 100 
o
C for 3 h. Then the reaction mixture was filtered 

through Celite and washed with ethyl acetate. After removal of the solvent, the residue was 

purified by column chromatography on silica gel using petroleum ether/ ethyl acetate as eluent, 

affording 2-bromo-N-benzylpropargylamines compounds (1a-p). 
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Copies of 
1
H NMR and 

13
C NMR of the compounds (1a-p) 

 

1
H-NMR spectrum of compound 1a 

 

13
C-NMR spectrum of compound 1a 
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1
H-NMR spectrum of compound 1b 

 

13
C-NMR spectrum of compound 1b 
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1
H-NMR spectrum of compound 1c 

 

13
C-NMR spectrum of compound 1c 
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1
H-NMR spectrum of compound 1d 

 

13
C-NMR spectrum of compound 1d 
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1
H-NMR spectrum of compound 1e 

 

13
C-NMR spectrum of compound 1e 
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1
H-NMR spectrum of compound 1f 

 

13
C-NMR spectrum of compound 1f 
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1
H-NMR spectrum of compound 1g 

 

13
C-NMR spectrum of compound 1g 
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1
H-NMR spectrum of compound 1h 

 

13
C-NMR spectrum of compound 1h 
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1
H-NMR spectrum of compound 1i 

 

13
C-NMR spectrum of compound 1i 
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1
H-NMR spectrum of compound 1j 

 

13
C-NMR spectrum of compound 1j 
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1
H-NMR spectrum of compound 1k 

 

13
C-NMR spectrum of compound 1k 



S15 

 

 

1
H-NMR spectrum of compound 1l 

 

13
C-NMR spectrum of compound 1l 
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1
H-NMR spectrum of compound 1m 

 

13
C-NMR spectrum of compound 1m 
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1
H-NMR spectrum of compound 1n 

 

13
C-NMR spectrum of compound 1n 
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1
H-NMR spectrum of compound 1o 

 

13
C-NMR spectrum of compound 1o 
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1
H-NMR spectrum of compound 1p 

 

13
C-NMR spectrum of compound 1p 
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Copies of 1H and 13C NMR and HR-MS of the compounds (3a-p) 

 

1
H-NMR spectrum of compound 3a 

 

13
C-NMR spectrum of compound 3a 
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DEPT-135 NMR spectrum of compound 3a 

 

HRMS spectrum of compound 3a 
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1
H-NMR spectrum of compound 3b 

 

13
C-NMR spectrum of compound 3b 
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HRMS spectrum of compound 3b 

 

1
H-NMR spectrum of compound 3c 
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13
C-NMR spectrum of compound 3c 

 

1
H-NMR spectrum of compound 3d 
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13
C-NMR spectrum of compound 3d 

 

HRMS spectrum of compound 3d 
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1
H-NMR spectrum of compound 3e 

 

13
C-NMR spectrum of compound 3e 
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HRMS spectrum of compound 3e 

 

1
H-NMR spectrum of compound 3f 
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13
C-NMR spectrum of compound 3f 

 

HRMS spectrum of compound 3f 



S29 

 

 

1
H-NMR spectrum of compound 3g 

 

13
C-NMR spectrum of compound 3g 



S30 

 

 

HRMS spectrum of compound 3g 

 

1
H-NMR spectrum of compound 3h 
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13
C-NMR spectrum of compound 3h 

 

HRMS spectrum of compound 3h 
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1
H-NMR spectrum of compound 3i 

 

13
C-NMR spectrum of compound 3i 
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HRMS spectrum of compound 3i 

 

1
H-NMR spectrum of compound 3j 
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13
C-NMR spectrum of compound 3j 

 

HRMS spectrum of compound 3j 
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1
H-NMR spectrum of compound 3k 

 

13
C-NMR spectrum of compound 3k 
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HRMS spectrum of compound 3k 

 

1
H-NMR spectrum of compound 3l 
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13
C-NMR spectrum of compound 3l 

 

HRMS spectrum of compound 3l 
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1
H-NMR spectrum of compound 3m 

 

13
C-NMR spectrum of compound 3m 
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HRMS spectrum of compound 3m 

 

1
H-NMR spectrum of compound 3n 
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13
C-NMR spectrum of compound 3n 

 

HRMS spectrum of compound 3n 
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1
H-NMR spectrum of compound 3o 

 

13
C-NMR spectrum of compound 3o 
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HRMS spectrum of compound 3o 

 

1
H-NMR spectrum of compound 3p 
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13
C-NMR spectrum of compound 3p 

 

HRMS spectrum of compound 3p 
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Uv visible and emission spectra of compounds (3a-p) in solution 90% of H2O/CH3CN and thin 

film states 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3a in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3b in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3c in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3d in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3e in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 

300 400 500 600

0.0

0.2

0.4

0.6

0.8

1.0

1.2

N
o
rm

a
li

ze
d

 A
b

so
rb

a
n

c
e

Wavelength (nm)

 In solution

 Thin film

N
o

rm
a

li
z
e

d
 F

lu
o

re
s

c
e

n
c

e

In
te

n
s

it
y

 (
a

.u
)

 

 

Uv visible (solid line) and emission (dashed line) spectra of compound 3f in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3g in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3h in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3i in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3j in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3k in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3l in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3m in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3o in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3o in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Uv visible (solid line) and emission (dashed line) spectra of compound 3p in solution 90% 

H2O/CH3CN mixture (red) and in thin film (blue) 
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Photos of 3a in CH3CN/H2O mixtures (fw = 70%, fw = 80%, fw = 90%, fw = 99% from left to right) 

taken under UV luminescent 

 

Photo of microscopic image of 3a in crystal state 

 

Photo of 3a has taken under UV luminescent 
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FE-SEM analysis of 3a in 90 % (left) and 99 % (right) of water in acetonitrile 

 

 

 

Hirshfeld Surface Analyses of 3a 

 

 

Total interactions 
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H…H interaction (75.4 %) 

 

C…H interaction (9.7 %) 

 

O…H interaction(3.8 %) 
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N…H interaction (0.1 %) 

 

Hirshfield surface diagram of compound 3a 
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Compounds 3b-p (from left to right) in solution (90 % of H2O inCH3CN) and in the 

condensed phase under UV irradiation 

 

 

 

 

 


