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Table S1 Experimental data for complex 2.

2
Empirical formula C7,HygCl15FeeNi,
Colour/shape Red/block
Formula weight 1841.72
Temperature 296(2) K
Wavelength 0.71073 A

Crystal system, space group
Unit cell dimensions

a(A)

b(A)

c(A)

a(®)

BC)

()

Volume(A3)

V4

Dcalc. (Mgm_3)

Absorption coefficient(mm')
F(000)

Crystal size

6 range for data collection (°)
Reflections collected
Unique reflections
Completeness to 8 =25.01
Absorption correction

Max. and min. transmission
Data / restraints / parameters
Goodness-of-fit on £?

R indices [I>20(])]

R indices (all data)

Largest diff. features (e A-3)
CCDC

Triclinic, P-1

10.0016(11)

10.2378(11)

19.241(2)

80.0380(10)

84.4460(10)

61.9170(10)

1711.7(3)

1

1.787

1.762

924

0.31x0.24x0.20

2.15-27.64

39581

7921 [R(int) = 0.0183]

99.3 %

Semi-empirical
0.7194 and 0.6111

7921/0/460

1.147

R;=0.0354, wR, = 0.0866

R;=0.0393, wR, = 0.0882
0.925 and -0.381

959874

Table S2 The selected bond lengths (A) and angles (°) for complex 2.

For 2

Fe(1)-N(2) 2.188(2)
Fe(1)-N(1) 2.200(2)
Fe(1)-CI(1) 2.3186(7)
Fe(1)-CI(3) 2.4224(7)
Fe(1)-Cl(2) 2.4372(7)
Fe(2)-N(4) 2.165(2)
Fe(2)-N(3) 2.174(2)
Fe(2)-Cl(4) 2.4082(7)
Fe(2)-Cl(2) 2.4742(7)
N(2)-Fe(1)-N(1) 75.41(8)
N(1)-Fe(1)-CI(1) 92.04(6)
N(1)-Fe(1)-CI(3) 165.83(6)
N(2)-Fe(1)-Cl1(2) 99.77(6)
CI(1)-Fe(1)-C1(2) 107.81(3)

Symmetry transformations used to generate equivalent atoms: #1 -x,-y,-z+2

Fe(2)-CI(3) 2.5533(7)
Fe(2)-CI(5) 2.5889(7)
Fe(3)-N(6) 2.1669(19)
Fe(3)-N(5) 2.181(2)
Fe(3)-CI(6) 2.4209(7)
Fe(3)-CI(5) 2.4225(7)
Fe(3)-Cl(6)#1 2.6003(7)
Fe(3)-Cl(4) 2.6200(7)
CI(6)-Fe(3)#1 2.6004(7)
N(2)-Fe(1)-Cl(1) 150.58(6)
N(2)-Fe(1)-CI(3) 90.67(6)
CI(1)-Fe(1)-CI(3) 99.12(2)
N(1)-Fe(1)-Cl(2) 94.71(6)
CI(3)-Fe(1)-C1(2) 90.18(2)
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Figure S2 The yT vs. T"! plots under different fields of 1.



