[bookmark: _GoBack]Table S1. Selected bond lengths and angles of N-(2,4-dinitro-5-chlorophenyl)guanidine molecule.
	Bond Lengths
	Bond Angles

	Cl1 C1 
	1.718(5)
	O2 N1 O1
	123.7(4) 

	O1 N1 
	1.219(6) 
	O2 N1 C6
	117.3(5) 

	O2 N1 
	1.214(6) 
	O1 N1 C6 
	119.0(5) 

	O3 N2 
	1.233(5) 
	O4 N2 O3
	122.5(4) 

	O4 N2 
	1.215(5) 
	O4 N2 C4
	120.1(4) 

	N1 C6 
	1.457(6) 
	O3 N2 C4 
	117.4(4) 

	N2 C4 
	1.451(7) 
	C7 N3 C3 
	122.6(4) 

	N3 C7 
	1.337(6) 
	C7 N4 H7 
	118.3 

	N3 C3 
	1.351(6) 
	C7 N4 H10 
	117.0 

	N4 C7 
	1.329(6) 
	H7 N4 H10 
	124.1 

	N4 H7 
	0.9175 
	C7 N5 H11 
	113.2 

	N4 H10 
	0.8091 
	C7 N5 H12 
	123.3 

	N5 H11 
	0.8249
	H11 N5 H12 
	119.9 

	N5 H12 
	0.7817
	C2 C1 Cl1 
	116.4(4) 

	N5 C7 
	1.317(6)
	C6 C1 Cl1 
	124.6(4) 

	N5 H11 
	0.8249 
	C2 C3 C4 
	114.3(4) 

	N5 H12 
	0.7817 
	C5 C4 C3 
	122.3(5) 

	C1 C2 
	1.364(7)
	C5 C4 N2 
	116.8(5) 

	C1 C6 
	1.417(7)
	C3 C4 N2 
	120.9(4) 

	C2 C3 
	1.419(7)
	C5 C6 N1 
	117.7(5) 

	C2 H2 
	0.9300 
	C1 C6 N1 
	123.3(4) 

	C3 C4 
	1.424(7) 
	N5 C7 N4 
	119.9(4) 

	C4 C5 
	1.361(7) 
	N5 C7 N3 
	122.8(4) 

	C5 C6 
	1.367(7) 
	N4 C7 N3 
	117.1(5) 

	C5 H5 
	0.9300  
	
	




