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Crystallographic details of compound 5a   

Table S1. Crystal Data. 

 5a 

CCDC  

empirical formula C18H18N4O3 

fw 338.36 

temp (K) 120(2)  

(Å) 1.54184  

cryst syst Triclinic 

space group P1 

a (Å) 9.5332(3)  

b (Å) 10.4081(3)  

c (Å) 16.8864(5)  

α (deg) 

 (deg)  

γ (deg) 

V (Å3) 1592.20(9) 

Z 4 

calc (Mg/m3) 1.412 

(Mo K) (mm-1) 0.812 

No. reflns. 42738 

Unique reflns. 6682 

Completeness to =67.684° 100% 

GOOF (F2) 1.029 

Rint 0.0503 

R1a (I  2) 0.0377 

wR2b (I  2) 0.0932 

a R1 = ||Fo| – |Fc||/|Fo|.  bwR2 = {[w(Fo
2 – Fc

2)2]/ [w(Fo
2)2]}1/2 
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