Table 1 [image: ]Crystal data and structure refinement 

Crystal data
Empirical formula					C14H26N4O2
Formula weight						282.39
Temperature, K						296(2)
Wavelength, Å						0.71073 
Crystal system						Triclinic
Space group						P-1
Volume (Å3) 						388.35(4)
Z							4
Density (calculated) (Mg/m3)				 1.207
Adsorption coefficient (mm-1)				0.083
F (000)							154
Crystal size (mm)						0.350 0.300  0.250
θ range for data collection (°)				3.591 to 24.995
Limiting indices (h,k,l)					-7<=h<=7, -7<=k<=7, -12<=1<=12
Reflections collected / unique				8398
Independent reflections					1363 [R(int) = 0.0230]			
Completeness to θ =24.995° 				99.8%
Adsorption correction					Semi-emprical from equivalents
Max. and min. transmission				0.998 and 0.965
Refinement method					Full-matrix least squares on F2
Data / restraints / parameters				1363 / 0 /98
GOOF on F2							1.100
Final R indices (I >2σ(I))					R1 = 0.0481, wR2 = 0.1265
R indices (all data)					R1 = 0.0610, wR2 = 0.1447
Largest diff. peak and hole (e/Å-3)				0.258 and -0.18



Table 2 Bond lengths (Å) and bond angle [°]

Bond length				[Å]			Bond angle			[°]
C(1)-N(1)				1.145(3)		N(1)-C(1)-H(1A)		109.5	
C(5)-N(2)				1.338(2)		C(4)-C(5)-C(6)		120.3(16)
C(5)-C(6)				1.495(3)		N(1)-C(1)-H(1B)		109.5	
C(2)-N(1)				1.450(3)		C(5)-C(6)-H(6B)		109.5	
C(7)-N(2)				1.450(2)		N(2)-C(7)-C(7)#1		109.7(19)
C(7)-C(7)#1				1.489(4)		N(2)-C(7)-H(7A)		109.7
C(3)-O(1)				1.247(2)		N(1)-C(2)-H(2C)		109.5	
C(3)-N(1)				1.361(2)		N(2)-C(7)-H(7B)		109.7
C(3)-C(4)				1.438(3)		O(1)-C(3)-N(1)		118.47(17)
N(2)-H(2)				0.95(2)			H(7A)-C(7)-H(7B)		108.2
C(4)-C(5)				1.373(2)		O(1)-C(3)-C(4)		121.77(16)
							C(3)-N(1)-C(1)		124.75(17)
							N(1)-C(3)-C(4)		119.76(16)
							C(3)-N(1)-C(2)		118.86(17)
							C(5)-C(4)-H(4)		118.3
							C(1)-N(1)-C(2)		116.39(16)
							C(3)-C(4)-H(4)		118.3
							C(5)-N(2)-C(7)		125.40(16)
							N(2)-C(5)-C(4)		122.30(17)
							C(5)-N(2)-H(2)		117.4(13)
							N(2)-C(5)-C(6)		117.34(16)
							C(7)-N(2)-H(2)		117.2(13)
		



Table 3 Torsion angles [°] 

Torsion angle					 Value
N(1)-C(3)-C(4)-C(5)				179.53(17)
C(3)-C(4)-C(5)-C(6)				-179.66(17)
O(1)-C(3)-N(1)-C(1)				178.40(19)
C(4)-C(3)-N(1)-C(2)				177.40(18)
C(4)-C(3)-N(1)-C(2)				179.00(18)
C(7)#1-C(7)-N(2)-C(5)				 165.2(2)




Table 4 Hydrogen bonds 

D-H…A				d(D-H)   	 d(H…A)          d(D…A)      	   <(DHA)
C(6)-H(6C)…O(1)#2		0.96		     2.39	  3.321(2)	          163.2
N(2)-H(2)…O(1)		0.95(2)		1.92(2)	    	 2.642(2)	        131.9(18)
Symmetry transformations used to generate equivalent atoms: #1 -x,-y,-z+1
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