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Fig. S3 Percentage contributions to the Hirshfeld surface areas for the various close intermolecular contacts for (I) and (II)




















Table S1. Selected bond lengths (Å), angles and Torsion angles (°) for (I).
	Bond lengths (Å)

	O1-C2
	1.212(2)
	O6-N3
	1.222(2)

	O3-N2
	1.229(2)
	O8-N4
	1.187(2)

	O5-N3
	1.224(2)
	N1-C4
	1.334(2)

	O7-N4
	1.214(2)
	N2-C9
	1.459(2)

	N1-C5
	1.336(2)
	N4-C13
	1.458(2)

	N3-C11
	1.4476(19)
	C1-C2
	1.491(3)

	C2-C3
	1.501(2)
	C3-C4
	1.385(2)

	C3-C7
	1.392(2)
	C5-C6
	1.372(3)

	C8-C13
	1.441(2)
	C6-C7
	1.382(3)

	C11-C12
	1.380(2)
	C8-C9
	1.452(2)

	C12-C13
	1.382(2)
	C9-C10
	1.364(2)

	O2-C8
	1.2527(19)
	C10-C11
	1.393(2)

	O4-N2
	1.214(2)
	
	

	Bond angles (°)

	C5-N1-C4
	122.56(14)
	C11-N3-O5
	117.94(15)

	C9-N2-O3
	118.00(15)
	O8-N4-O7
	119.94(18)

	O6-N3-O5
	122.97(15)
	C13-N4-O8
	120.88(17)

	C11-N3-O6
	119.08(15)
	C3-C2-O1
	118.88(16)

	C13-N4-O7
	119.13(16)
	C4-C3-C2
	118.08(15)

	C1-C2-O1
	122.86(17)
	C7-C3-C4
	118.19(15)

	C3-C2-C1
	118.25(16)
	C7-C6-C5
	119.15(16)

	C7-C3-C2
	123.73(14)
	C6-C7-C3
	120.08(15)

	C3-C4-N1
	120.03(15)
	C13-C8-O2
	126.64(15)

	C6-C5-N1
	119.92(16)
	C8-C9-N2
	117.39(13)

	C9-C8-O2
	121.68(15)
	C10-C9-C8
	125.58(15)

	C13-C8-C9
	111.64(13)
	C11-C10-C9
	117.93(15)

	C10-C9-N2
	117.03(14)
	C10-C11-N3
	119.21(15)

	C12-C11-N3
	119.13(15)
	C12-C11-C10
	121.63(14)

	C12-C13-N4
	116.12(14)
	C13-C12-C11
	119.28(15)

	O4-N2-O3
	123.17(17)
	C8-C13-N4
	119.97(14)

	C9-N2-O4
	118.82(16)
	C12-C13-C8
	123.91(14)

	Torsion angles (°)

	O1-C2-C3-C4
	-4.9(2)
	O1-C2-C3-C7
	175.60(17)

	O2-C8-C9-N2
	2.82(19)
	O2-C8-C9-C10
	-177.22(17)

	O2-C8-C13-N4
	-3.7(2)
	O2-C8-C13-C12
	176.94(18)

	O3-N2-C9-C8
	50.15(18)
	O3-N2-C9-C10
	-129.81(16)

	O4-N2-C9-C8
	-131.12(18)
	O4-N2-C9-C10
	48.9(2)

	O5-N3-C11-C10
	12.5(2)
	O5-N3-C11-C12
	-165.54(18)

	O6-N3-C11-C10
	-168.50(17)
	O6-N3-C11-C12
	13.5(2)

	O7-N4-C13-C8
	166.3(2)
	O7-N4-C13-C12
	-14.3(3)

	O8-N4-C13-C8
	-11.3(3)
	O8-N4-C13-C12
	168.1(3)

	N1-C4-C3-C2
	-178.85(15)
	N1-C4-C3-C7
	0.72(19)

	N1-C5-C6-C7
	0.4(2)
	N2-C9-C8-C13
	-179.13(15)

	N2-C9-C10-C11
	178.76(15)
	N3-C11-C10-C9
	-176.26(15)

	N3-C11-C12-C13
	176.07(15)
	N4-C13-C8-C9
	178.34(16)

	N4-C13-C12-C11
	-177.79(15)
	C1-C2-C3-C4
	174.09(18)

	C1-C2-C3-C7
	-5.4(2)
	C2-C3-C7-C6
	-178.86(18)

	C3-C7-C6-C5
	-2.1(2)
	C8-C9-C10-C11
	-1.20(19)

	C8-C13-C12-C11
	1.57(19)
	C9-C10-C11-C12
	1.69(19)

	C10-C11-C12-C13
	-1.89(19)
	
	


Symmetry transformations used to generate equivalent atoms:
Table S2. Selected bond lengths (Å), angles and Torsion angles (°) for (II).
	Bond lengths (Å)

	O1-C2
	1.213(2)
	O2-C8
	1.2444(19)

	O3-N2
	1.205(2)
	O4-N2
	1.194(2)

	O5-N3
	1.214(2)
	O6-N3
	1.222(2)

	O7-N4
	1.223(2)
	O8-N4
	1.204(2)

	N1-C6
	1.324(2)
	N1-C5
	1.340(2)

	N3-C11
	1.450(2)
	N2-C9
	1.460(2)

	C1-C2
	1.477(3)
	N4-C13
	1.465(2)

	C2-C3
	1.519(2)
	C3-C4
	1.387(2)

	C3-C7
	1.390(2)
	C4-C5
	1.372(2)

	C6-C7
	1.382(2)
	C8-C9
	1.446(2)

	C8-C13
	1.447(2)
	C9-C10
	1.378(2)

	C10-C11
	1.383(2)
	C12-C13
	1.363(2)

	C11-C12
	1.381(2)
	
	

	Bond angles (°)

	C6-N1-C5
	122.41(14)
	O4-N2-O3
	120.70(17)

	O4-N2-C9
	118.45(17)
	O3-N2-C9
	120.83(16)

	O5-N3-O6
	122.96(16)
	O5-N3-C11
	118.11(17)

	O6-N3-C11
	118.87(17)
	O8-N4-O7
	123.03(18)

	O8-N4-C13
	119.51(18)
	O7-N4-C13
	117.46(16)

	O1-C2-C1
	122.83(16)
	O1-C2-C3
	118.19(17)

	C1-C2-C3
	118.97(16)
	C4-C3-C7
	119.08(14)

	C4-C3-C2
	118.43(14)
	C7-C3-C2
	122.48(15)

	C5-C4-C3
	119.66(15)
	N1-C5-C4
	119.69(15)

	N1-C6-C7
	120.34(14)
	C6-C7-C3
	118.81(15)

	O2-C8-C9
	126.02(15)
	O2-C8-C13
	121.73(15)

	C9-C8-C13
	112.22(13)
	C10-C9-C8
	123.37(15)

	C10-C9-N2
	116.94(15)
	C8-C9-N2
	119.69(14)

	C9-C10-C11
	119.28(15)
	C12-C11-C10
	121.65(14)

	C12-C11-N3
	118.96(15)
	C10-C11-N3
	119.38(16)

	C13-C12-C11
	118.56(15)
	C12-C13-C8
	124.80(15)

	C12-C13-N4
	116.58(15)
	C8-C13-N4
	118.54(14)

	Torsion angles (°)

	O1-C2-C3-C4
	-16.4(3)
	C1-C2-C3-C4
	164.10(18)

	O1-C2-C3-C7
	162.36(18)
	C1-C2-C3-C7
	-17.1(3)

	C7-C3-C4-C5
	0.0(3)
	C2-C3-C4-C5
	178.79(16)

	C6-N1-C5-C4
	0.3(3)
	C3-C4-C5-N1
	-0.3(3)

	C5-N1-C6-C7
	0.1(3)
	N1-C6-C7-C3
	-0.4(3)

	C4-C3-C7-C6
	0.4(2)
	C2-C3-C7-C6
	-178.38(16)

	O2-C8-C9-C10
	174.68(19)
	C13-C8-C9-C10
	-3.1(2)

	O2-C8-C9-N2
	-5.0(3)
	C13-C8-C9-N2
	177.18(17)

	O4-N2-C9-C10
	1.8(3)
	O3-N2-C9-C10
	179.9(2)

	O4-N2-C9-C8
	-178.5(3)
	O3-N2-C9-C8
	-0.4(3)

	C8-C9-C10-C11
	0.8(3)
	N2-C9-C10-C11
	-179.51(16)

	C9-C10-C11-C12
	1.2(3)
	C9-C10-C11-N3
	-177.84(15)

	O5-N3-C11-C12
	-178.60(19)
	O6-N3-C11-C12
	-1.2(3)

	O5-N3-C11-C10
	0.5(3)
	O6-N3-C11-C10
	177.92(17)

	C10-C11-C12-C13
	-0.5(3)
	N3-C11-C12-C13
	178.58(15)

	C11-C12-C13-C8
	-2.4(3)
	C11-C12-C13-N4
	-179.02(16)

	O2-C8-C13-C12
	-173.95(18)
	C9-C8-C13-C12
	4.0(2)

	O2-C8-C13-N4
	2.6(3)
	C9-C8-C13-N4
	-179.42(16)

	O8-N4-C13-C12
	-149.9(2)
	O7-N4-C13-C12
	30.4(3)

	O8-N4-C13-C8
	33.2(3)
	O7-N4-C13-C8
	-146.4(2)



Symmetry transformations used to generate equivalent atoms:





C···C	
(I)	(II)	4.8	4.7	C···H	
(I)	(II)	3.5	4.8	C···N	
(I)	(II)	1.1000000000000001	2.2999999999999998	C···O	
(I)	(II)	6.6	3.8	O···N	
(I)	(II)	1.9	1.7	H···H	
(I)	(II)	12.9	12.3	H···N	
(I)	(II)	1	0.5	H···O	
(I)	(II)	21.5	22.1	N···C	
(I)	(II)	1.2	2.2999999999999998	N···H	
(I)	(II)	1.3	0.6	N···O	
(I)	(II)	2	1.8	O···C	
(I)	(II)	5.4	3.5	O···H	
(I)	(II)	24.6	25.2	H···C	
(I)	(II)	2.4	4.4000000000000004	O···O	
(I)	(II)	9.8000000000000007	10	
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