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C. Crystallographic data table of compound 3aa:

       

Crystal data Compound 3aa

CCDC Number 1420103
Empirical formula C21H18N4

Formula weight 326.39

Crystal size/mm
0.60×0.30

×0.20

Crystal system Monoclinic
Space group P21/n

a/Å 9.532(3)
b/Å 9.630(3)
c/Å 17.838(5)
α/° 90.00
β/° 98.075(7)
γ/° 90.00

Volume/Å3 1621.0(8)
Density 1.337

Z 4
F(000) 688

µMoKα/mm-1

Mo Kα radiation
0.202

 λ=0.71073Å
Temperature/K 150(2)

Rint 0.1667

Range of h,k,l
-10/10,-10/10,

-19/19
θmin/max/° 2.30/ 23.17

Reflections
collected/unique/  

observed [I>2σ(I)]

12805/2293
/1363

Data/restraints/
parameters

2293/0/228

Goodness of fit on F2 0.777

Final
Rindices[I>2σ(I)]

R1= 0.0543
wR2= 0.1278

Rindices (all data)
R1=0.0992

wR2= 0.1558
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1H and 13C NMR Spectra(s) for the synthesized compounds:
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