Table S2 Crystal structure of complex 2

	Formula
	Fe3S6N3O3C18H12

	Formula weight
	678.21

	Diffractometer used
	Xcalibur, Atlas, Gemini

	Space Group
	Monoclinic P 21/c

	a (Å)
	9.1446(1)

	b (Å)
	17.4394(1)

	c (Å)
	14.3904(1)

	degree)
	94.318(1)

	V (Å 3)
	2288.41(3)

	Z
	4

	Dcalc (Mg m-3)
	1.969

	(Å)
	0.71073

	F(000)
	1356

	sin(max/(
	1.29

	Limiting indices
	-22 ≤ h ≤ 22; 0 ≤ k ≤ 42; 
0 ≤ l ≤ 35

	 (cm-1))
	24.5

	Crystal size (mm)
	0.3 × 0.3 × 0.1

	Absorption Correction
	Gaussian Integration

	Temperature (K)
	100

	No. of measure reflns.
	329999

	No. of unique reflns.
	32735

	No. of obs. Reflns (I>2(I))
	25981

	Parameter
	346

	Rint
	0.029

	RF; RW; GOF
	0.029; 0.071; 1.01

	Minimization Function
	w|Fo2-Fc2|2

	Refinement Program 
	SHELX97
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