XRD data

Table 1: Crystallographic data for 2 (SLM_Fe2Cl)

	Property
	The structure at 130(2) K

	Empirical Formula
	C24 B F20, C9 H6 Cl Fe2 O6 S2

	Formula Weight
	1100.46

	Temperature K
	130(2)

	Wavelength Å
	0.71073

	Habit/color
	Prism / orange

	Crystal System, space group
	Triclinic,  P(1  (No.2)

	Unit Cell Dimensions
	

	a, Å

b, Å

c, Å

(, (deg.)

(, (deg.)

(, (deg.)
	9.8081(4) 

13.6899(7)

14.1130(7) 

93.981(2)

96.589(3)

100.781(3)

	Volume (Å3)
	1841.20(15)

	Density Mg/m3
	1.985

	Reflections Collected/Unique
	14221 / 8706

	Rint / R(
	0.0976 / 0.1071

	(m / completeness
	25o / 100%

	Final R indices [I>2((I)]
	

	R1, wR2
	0.0463, 0.1069

	R indices (all data)
	

	R1,wR2
	0.0706, 0.1172


Table 1: Crystallographic data for 3 (SLM_064)

	Property
	The structure at 130(2) K

	Empirical Formula
	C84 H17 B2 F51 Fe4 O12 S4

	Formula Weight
	2560.24

	Temperature K
	110(2) K

	Wavelength Å
	0.71073 Å

	Habit/color
	Prism / orange

	Crystal System, space group
	Triclinic,  P(1  (No.2)

	Unit Cell Dimensions
	

	a, Å

b, Å

c, Å

(, (deg.)

(, (deg.)

(, (deg.)
	9.0235(4)  

13.5721(6)

18.2507(9) 

99.901(3)
102.990(3)
97.502(3)

	Volume (Å3)
	2111.89(17)

	Density Mg/m3
	2.013

	Reflections Collected/Unique
	49264 / 10406

	Rint / R(
	0.0498/ 0.0504

	(m / completeness
	25o / 99.3%

	Final R indices [I>2((I)]
	

	R1, wR2
	0.0428, 0.0980

	R indices (all data)
	

	R1,wR2
	0.0720, 0.1103


