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Supporting information 
Supplementary Table
Table S1 Selected bond lengths, angles and torsion angles [Å, °]
	Bond Lengths [Å]

	C(1)-C(2) 
	1.369(2)
	C(5)-C(6) 
	1.360(2)
	N(1)-O(2) 
	1.2136(17)

	C(1)-C(6) 
	1.393(2)
	C(7)-N(4) 
	1.350(2)
	N(1)-O(1) 
	1.2214(17)

	C(1)-N(1) 
	1.455(2)
	C(7)-C(11) 
	1.403(2)
	N(2)-O(3) 
	1.2111(17)

	C(2)-C(3) 
	1.380(2)
	C(8)-N(4) 
	1.3211(19)
	N(2)-O(4) 
	1.2306(17)

	C(3)-C(4) 
	1.401(2)
	C(8)-C(9) 
	1.373(2)
	N(5)-O(7) 
	1.2153(19)

	C(3)-N(2) 
	1.448(2)
	C(9)-C(10) 
	1.392(2)
	N(5)-O(6) 
	1.222(2)

	C(4)-O(5) 
	1.3322(19)
	C(9)-N(5) 
	1.434(2)
	-
	-

	C(4)-C(5) 
	1.398(2)
	C(10)-C(11) 
	1.357(2)
	-
	-

	Bond Angles [°]

	C(2)-C(1)-C(6)
	121.22(14)
	C(5)-C(6)-C(1)
	119.42(14)
	O(2)-N(1)-C(1)
	118.13(13)

	C(2)-C(1)-N(1)
	118.79(14)
	N(3)-C(7)-N(4)
	115.89(16)
	O(1)-N(1)-C(1)
	118.21(13)

	C(6)-C(1)-N(1)
	119.98(13)
	N(3)-C(7)-C(11)
	122.34(16)
	O(3)-N(2)-O(4)
	122.37(13)

	C(1)-C(2)-C(3)
	118.70(14)
	N(4)-C(7)-C(11)
	121.76(14)
	O(3)-N(2)-C(3)
	119.06(13)

	C(2)-C(3)-C(4)
	121.76(14)
	N(4)-C(8)-C(9)
	123.16(14)
	O(4)-N(2)-C(3)
	118.56(13)

	C(2)-C(3)-N(2)
	117.22(13)
	C(8)-C(9)-C(10)
	119.64(14)
	C(8)-N(4)-C(7)
	117.85(14)

	C(4)-C(3)-N(2)
	120.99(13)
	C(8)-C(9)-N(5)
	119.75(14)
	O(7)-N(5)-O(6)
	122.11(15)

	O(5)-C(4)-C(5)
	116.95(14)
	C(10)-C(9)-N(5)
	120.61(14)
	O(7)-N(5)-C(9)
	118.90(16)

	O(5)-C(4)-C(3)
	125.69(14)
	C(11)-C(10)-C(9)
	117.86(15)
	O(6)-N(5)-C(9)
	119.00(14)

	C(5)-C(4)-C(3)
	117.36(14)
	C(10)-C(11)-C(7)
	119.72(14)
	-
	-

	C(6)-C(5)-C(4)
	121.53(14)
	O(2)-N(1)-O(1)
	123.66(14)
	-
	-

	Torsion Angles [°]

	C(6)-C(1)-C(2)-C(3)
	-0.6(2)
	N(3)-C(7)-C(11)-C(10)
	178.13(17)

	N(1)-C(1)-C(2)-C(3)
	-179.17(13)
	N(4)-C(7)-C(11)-C(10)
	-0.9(3)

	C(1)-C(2)-C(3)-C(4)
	0.6(2)
	C(2)-C(1)-N(1)-O(2)
	3.1(2)

	C(1)-C(2)-C(3)-N(2)
	178.86(13)
	C(6)-C(1)-N(1)-O(2)
	-175.49(15)

	C(2)-C(3)-C(4)-O(5)
	179.75(14)
	C(2)-C(1)-N(1)-O(1)
	-176.99(14)

	N(2)-C(3)-C(4)-O(5)
	1.6(2)
	C(6)-C(1)-N(1)-O(1)
	4.5(2)

	C(2)-C(3)-C(4)-C(5)
	-0.3(2)
	C(2)-C(3)-N(2)-O(3)
	2.3(2)

	N(2)-C(3)-C(4)-C(5)
	-178.42(14)
	C(4)-C(3)-N(2)-O(3)
	-179.44(15)

	O(5)-C(4)-C(5)-C(6)
	179.86(15)
	C(2)-C(3)-N(2)-O(4)
	-176.54(14)

	C(3)-C(4)-C(5)-C(6)
	-0.1(2)
	C(4)-C(3)-N(2)-O(4)
	1.7(2)

	C(4)-C(5)-C(6)-C(1)
	0.1(3)
	C(9)-C(8)-N(4)-C(7)
	1.0(2)

	C(2)-C(1)-C(6)-C(5)
	0.3(2)
	N(3)-C(7)-N(4)-C(8)
	-179.01(15)

	N(1)-C(1)-C(6)-C(5)
	178.78(14)
	C(11)-C(7)-N(4)-C(8)
	0.1(2)

	N(4)-C(8)-C(9)-C(10)
	-1.2(3)
	C(8)-C(9)-N(5)-O(7)
	178.46(16)

	N(4)-C(8)-C(9)-N(5)
	179.86(15)
	C(10)-C(9)-N(5)-O(7)
	-0.4(3)

	C(8)-C(9)-C(10)-C(11)
	0.4(2)
	C(8)-C(9)-N(5)-O(6)
	-1.9(3)

	N(5)-C(9)-C(10)-C(11)
	179.25(16)
	C(10)-C(9)-N(5)-O(6)
	179.25(17)

	C(9)-C(10)-C(11)-C(7)
	0.6(2)
	-
	-


	Symmetry transformations used to generate equivalent atoms: 


Table S2 Mulliken atomic charges
	Atoms
	Charges (e)
	Atoms
	Charges (e)
	Atoms
	Charges (e)
	Atoms
	Charges (e)

	C1
	0.1138
	H9
	0.1583
	H17
	0.2665
	H25
	0.1181

	C2
	-0.0011
	N10
	0.1777
	C18
	0.2878
	N26
	-0.4302

	H3
	0.2097
	N11
	0.1214
	C19
	0.1302
	N27
	-0.3478

	C4
	0.1525
	O12
	-0.2616
	H20
	0.1580
	N28
	0.1831

	C5
	0.1722
	O13
	-0.2688
	C21
	0.0152
	O29
	-0.2639

	C6
	-0.0815
	O14
	-0.1526
	C22
	0.0144
	O30
	-0.2848

	H7
	0.1466
	O15
	-0.3411
	H23
	0.1695
	H31
	0.2130

	C8
	-0.0301
	O16
	-0.3878
	C24
	-0.1771
	H32
	0.2202
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