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	Compound 1
	Compound 2

	Empirical formula
	C57H52Fe2O3P4S2
	C34H30Fe2O5P2S2

	Formula weight  
	1084.68 
	756.34

	Temperature
	128(2) K
	133(2) K

	Wavelength
	0.71073 Å
	0.71073 Å

	Crystal system, space group
	Triclinic, P-1
	Triclinic, P-1

	Unit cell dimensions
	a = 13.0723(17) Å  
alpha = 82.99(2) deg.
	a = 9.9248(14) Å   
alpha = 85.870(11) deg.

	Volume
	b = 14.0563(19) Å 
beta = 75.132(17) deg.
	b = 11.585(2) Å    
beta = 71.570(10) deg. 

	
	c = 15.808(3) Å    
gamma = 66.638(15) deg.
	c = 15.350(2) Å   
gamma = 86.073(10) deg.

	
	2576.6(7) Å^3
	1668.1(5) Å^3

	Z, Calculated density
	2, 1.397 Mg/m^3
	2, 1.506 Mg/m^3

	Absorption coefficient
	0.813 mm^-1
	1.131 mm^-1 

	F (000)
	1124
	776

	Crystal size
	0.24 x 0.20 x 0.16 mm
	0.20 x 0.18 x 0.12 mm

	Theta range for data collection
	3.06 to 25.02 deg.
	3.23 to 27.62 deg.

	Limiting indices
	-17<=h<=17, -17<=k<=18,
-20<=l<=20
	-12<=h<=12, -15<=k<=15,
-17<=l<=19

	Reflections collected / unique
	27648 / 9006 [R(int) = 0.0826]
	21357 / 7538 [R(int) = 0.0489]

	Completeness to theta 
	(= 25.02) 99.0 %
	(= 27.62) 97.5 %

	Absorption correction
	Semi-empirical from equivalents
	Semi-empirical from equivalents

	Max. and min. transmission
	0.8810 and 0.8289
	0.8762 and 0.8054

	Refinement method
	Full-matrix least-squares on F^2
	Full-matrix least-squares on F^2

	Data / restraints / parameters
	11753/ 260 / 750
	7538 / 0 / 407

	Goodness-of-fit on F^2
	1.024
	1.085

	Final R indices [I>2sigma(I)]
	R1 = 0.0804, wR2 = 0.2203
	R1 = 0.0584, wR2 = 0.1561

	R indices (all data)
	R1 = 0.1083, wR2 = 0.2406
	R1 = 0.0836, wR2 = 0.1678

	Largest diff. peak and hole
	1.490 and -0.630 e.A^-3
	1.231 and -0.830 e.A^-3
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Figure S1. Comparisons of CVs of 2 under N2 and CO at 50 mV/s.
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