Supplementary Material
Table S1. Selected bond lengths (Å) and angles (deg) for complex 1 as evaluated


      from 100 K-data.
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	Mn(1)-O(1)
	1.881(3)
	O(1)-Mn(1)-O(31)
	87.95(12)

	Mn(1)-O(31)
	1.891(3)
	O(1)-Mn(1)-O(31)
	89.99(12)

	Mn(1)-O(47)
	1.913(4)
	O(1)-Mn(1)-O(31)
	174.83(13)

	Mn(1)-N(8)
	1.913(4)
	O(1)-Mn(1)-O(31)
	83.96(13)

	Mn(1)-O(17)
	1.925(3)
	O(1)-Mn(1)-O(31)
	89.90(13)

	Mn(1)-N(38)
	1.933(3)
	O(1)-Mn(1)-O(31)
	94.60(14)

	O(1)-C(2)
	1.336(5)
	O(1)-Mn(1)-O(31)
	175.15(13)

	C(2)-C(3)
	1.405(5)
	O(1)-Mn(1)-O(31)
	91.91(12)

	C(2)-C(7)
	1.423(6)
	O(1)-Mn(1)-O(31)
	90.54(13)

	C(3)-C(4)
	1.391(6)
	O(1)-Mn(1)-O(31)
	91.19(14)

	C(4)-C(5)
	1.401(5)
	O(1)-Mn(1)-O(31)
	90.23(13)

	C(5)-C(6)
	1.381(6)
	O(1)-Mn(1)-O(31)
	82.91(13)

	C(6)-C(7)
	1.396(6)
	O(1)-Mn(1)-O(31)
	92.36(14)

	C(7)-N(8)
	1.393(5)
	O(1)-Mn(1)-O(31)
	170.92(14)

	N(8)-C(9)
	1.391(5)
	O(1)-Mn(1)-O(31)
	94.57(13)

	O(31)-C(32)
	1.314(5)
	C(9)-N(8)-C(7)
	124.9(4)

	C(32)-C(33)
	1.418(5)
	C(9)-N(8)-Mn(1)
	125.8(3)

	C(32)-C(37)
	1.430(6)
	C(7)-N(8)-Mn(1)
	109.1(3)

	C(33)-C(34)
	1.387(6)
	C(37)-N(38)-C(39)
	124.3(3)

	C(34)-C(35)
	1.419(6)
	C(37)-N(38)-Mn(1)
	110.0(3)

	C(35)-C(36)
	1.373(5)
	C(39)-N(38)-Mn(1)
	129.6(3)

	C(36)-C(37)
	1.411(6)
	
	

	C(37)-N(38)
	1.378(5)
	
	

	N(38)-C(39)
	1.398(5)
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