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Table S1. Crystal data and structure refinement for compound 1.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume
z
Density (calculated)
Absorption coefficient
F(000)
Crystal size
Theta range for data collection
Index ranges
"Reflections collected
Independent reflections
Absorption coﬁection
Max. and min. transmission
Refinement method
Data / restraints / parameters
Goodness-of-fit on F2
Final R indices [I>2sigma(])]
R indices (all data)
Absolute structure parameter
vLargest diff. peak and hole

R1 = Z(Fol - [Fel)/ ZIFol
WR2 = [S[w(Fo? - FeD/ TiwFod 12
S = [LIw(Fo? - F)2} / (n-p)) 2

akf2

C17Hl6Fe 0

292.15

1732) K

0.71073 A

Monoclinic

P2>(l)

a=6.0990(1) A o= 90°.
b=7.5055(1) A
c=14.61233) A ¥ = 90°.
665.71(2) A3

2

1.457 Mg/m’

1.120 mm!

304

0.32 x 0.21 x 0.16 mm?

1.40 to 27.50°.

-4=h=8, -10=k=10, -19=1=18

4755

2952 [R(int) = 0.0193]

Empirical

0.978 and 0.745

Full-matrix least-squares on F?
2951/1/172

1.003

RI = 0.0250, wR2 = 0.0641 [2839]

R1 = 0.0266, wR2 = 0.0807

0.039(15)

0313 and -0.427 e.A3 .

w= Vo2 (FodH0.0370%p)2+0.31%p], p = [max(Fo%0)+ 2* F2)/3

B=95.555(1)°.
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Table S2. Atomic coordinates ( x 10%) and equivalent isbtropic displacement parameters (A2 10%)

for compound 1. U(eq) is defined as one third of the trace of the orthogonalized Ul tensor.

X y z U(eq)
Fe 2672(1) 6448(1) 1459(1) 18(1)
Ol - -8313(3) | 5664(3) 7092(1) 49(1)
C1 2866(3) 5282(2) 2741(1) 21(1)
c2 2001(3) 4046(2) 2042(1) 21(1)
C3 3609(3) 3829(2) 1406(1) 23(1)
C4 5456(3) 4916(3) 1692(1) 24(1)
Cs 5010(3) 5838(3) 2510(1) 22(>1)
cr 30(4) 8147(3) 1277(2) 3y
Cc2' 174(4) 7110(3) 476(2) 31Q1)
C3' 2226(4) 7437(3) ' 148(2) 36(1)
c4 : 3376(4) 8685(3) ©743(2) 41(1)
Cs' 1988(5) 9125(3) 1448(2) 36(1)
Cé6 1832(3) 5905(3) 3534(1) 23(1)
c7 -8(3) 5204(3) 3833(1) “23(D)
C8 -955(3) - 5831(3) . 4640(1) 23(D)
co -2834(3) 5172(3) 4929(1) 24(1)
C10 -3758(3) 5799(3) . 5739(1) C 2401
Cli ' -5695(4) 5236(3) 6018(1) 25(1)

C12 -6536(4) 6004(3) 6822(1) 31(1)
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Table S3. Bond lengths [A] and angles [°] for compound 1.

Fe-C5 2.044(2)
Fe-C4' 2.046(2)
Fe-C3' 2.048(2)
Fe-C3 2.050(2)
Fe-C2' 2.051(2)
Fe-C4 2.051(2)
Fe-C2 2.052(2)
Fe-C5' 2.052(2)
Fe-Cl' _ 2.052(2)
Fe-Cl 2.060(2)
01-C12 : 1.216(3)
C1-C2 1.441(3)
C1-C5 1.443(3)
C1-C6 1.450(3)
C2-C3 1.425(3)
C2-H2 1.00

C3-C4 1.42003)
C3-H3 1.00

C4-Cs . 1.43003)
C4-H4 1.00

C5-H5 1.00

cl-cs' 1.403(4)
cr-c2 1.415(3)
CI-HI' 1.00

C2'-C3' 1.404(3)
C2-HY 1.00

C3-C4 1.417(4)
C3*-H3' 1.00

c4-Cs' 1.434(4)
C4-H4' , 1.00

C5'-H5' 1.00

C6-CT 1.34903)
C6-H6 0.95

C7-C8 1.441(3)
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C7-H7 0.95
C8-C9 ' 1.352(3)
C8-H8 | 0.95
C9-C10 1.438(3)
C9-H9 0.95
C10-C11 - 1.354(3)
C10-H10 0.95
Cl11-C12 1.44703)
Cl11-H11 0.95
CI2-H12 0.95
C5-Fe-C4' 113.71(9)
C5-Fe-C3' 143.51(10)
C4'-Fe-C3' 40.50(11)
C5-Fe-C3 68.73(8)
C4'-Fe-C3 133.97(10)
C3'-Fe-C3 108.93(9)
C5-Fe-C2' ' 175.76(9)
C4'-Fe-C2' 67.76(10)
C3'-Fe-C2' 40.07(10)
C3-Fe-C2' 113.38(8)
C5-Fe-C4 40.89(8)
C4'-Fe-C4 109.47(9)
C3'-Fe-C4 113.03(9)
C3-Fe-C4 : 40.52(8)
C2'-Fe-C4 143.01(9)
C5-Fe-C2 69.15(8)
C4'-Fe-C2 173.51(11)
C3'-Fe-C2 133.89(9)
C3-Fe-C2 40.65(8)
C2'-Fe-C2 109.84(8)
C4-Fe-C2 68.54(8)
C5-Fe-CS' -110.59(9)
C4'-Fe-C5' 40.96(11)
C3'-Fe-CS' ‘ 68.22(9)
C3-Fe-C5' 174.60(11)
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C2'-Fe-C%' : - 67.68(9)

C4-Fe-C5' 135.60(10)
C2-Fe-C5' 144.57(10)
C5-Fe-C1' 135.93(9)
C4'-Fe-Cl' 67.95(10)
C3'-Fe-Cl' 67.77(9)
C3-Fe-Cl' ' 144.02(9)
C2'-Fe-C1' 40.34(9)
C4-Fe-Cl' 175.36(9)
C2-Fe-Cl' 114.47(9)
C5'-Fe-C1' 39.98(10)
C5-Fe-Cl 41.17(8)
C4'-Fe-Cl 144.77(10)
C3'-Fe-Cl 174.31(10)
C3-Fe-Cl 68.64(8)
C2'-Fe-Cl 135.47(9)
C4-Fe-Cl ' 68.75(8)
C2-Fe-Cl 41.03(8)
C5'-Fe-Cl 114.63(8)
CI'-Fe-Cl 110.93(8)
C2-C1-C5 107.4(2)
C2-C1-C6 128.0(2)
C5-C1-C6 124.6(2)
C2-Cl1-Fe 69.17(10)
C5-Cl1-Fe 68.80(11)
C6-C1-Fe 126.78(13)
C3-C2-Cl 107.9(2)
C3-C2-Fe 69.61(10)
C1-C2-Fe 69.80(10)
C3-C2-H2 126.04(11)
C1-C2-H2 126.04(11)
Fe-C2-H2 126.04(5)
C4-C3-C2 108.6(2)
C4-C3-Fe 69.77(11)
C2-C3-Fe 69.74(10)
C4-C3-H3 125.70(11)
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C2-C3-H3 125.70(11)
Fe-C3-H3 125.70(5)
C3-C4-C5 108.3(2)
C3-C4-Fe 69.71(11)
C5-C4-Fe 69.28(11)
C3-C4-H4 125.84(11)
C5-C4-H4 125.84(11)
Fe-C4-H4 125.84(6)
C4-C5-Cl 107.8(2)
C4-C5-Fe 69.83(11)
C1-C5-Fe 70.03(11)
C4-C5-H5 126.11(11)
C1-C5-H5 126.11(11)
Fe-C5-H5 126.11(5)
C5-C1'-C2! 108.4(2)
C5'-C1'-Fe 70.00(13)
C2-C1'-Fe 69.78(12)
Cs-Cl-HI' 125.82(14)
c2-Cl-HI' 125.82(13)
Fe-Cl-HI' - 125.82(6)
C3-C2-Cl'  108.4(2)
C3-C2'-Fe 69.86(13)
CI'-C2-Fe 69.88(12)
C3-C2-H2' 125.81(14)
C1'-C2-H2' 125.81(13)
Fe-C2-H2' 125.81(6)
C2'-C3-C4 108.1(2)
C2-C3'-Fe 70.07(12)
C4'-C3'-Fe : 69.64(13)
C2-C3-H3' 125.97(14)
C4-C3-H3' 125.97(15)
Fe-C3-H3' 125.97(7)
C3-C4'-C5' 107.5(2)
C3-C4'-Fe 69.85(13)
C5'-C4'-Fe 69.76(12)

C3'-C4'-H4' 126.23(15)
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C5'-C4'-H4' 126.23(15)
Fe-C4'-H4' 126.23(7)
C1-C5-C4' 107.7Q2)
C1'-C5'-Fe 70.02(13)
C4'-C5'-Fe . 69.28(13)
C1-C5-H5' 126.17(14)
C4'-C5™-HS' 126.17(15)
Fe-C5'-H5' 126.17(6)
C7-C6-Cl 124.9(2)
C7-C6-H6 . 117.53(11)
C1-C6-H6 117.53(11)
C6-C7-C8 123.3(2)
C6-C7-H7 118.35(11)
C8-C7-H7 118.35(11)
C9-C8-C7 123.72)
C9-C8-H8 118.14(12)
C7-C8-H8 118.14(11)
C8-C9-C10 123.3(2)
C8-C9-H9 118.36(12)
C10-C9-H9 118.36(12)
C11-C10-C9 124.7(2)
C11-C10-H10 117.67(12)
C9-C10-H10 117.67(12)
C10-C11-C12 120.6(2)
C10-C11-H11 119.71(12)
Cl2-Cl11-HI1 119.71(12)
01-C12-C11 125.2(2)
01-C12-H12 117.39(14)
C11-C12-H12 117.39(12)

Symmetry transformations used to generate equivalent atoms.
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Table S4. Anisotropic displacement parameters (A2x 10%) for compound 1. The anisotropic

displacement factor exponent takes the form: -2n2[ h? a*2U'! + ... +2 hka* b* U12]

Ul i U22 U33 U23 U13 U12
Fe 21(1) 15(1) 18(1) 1(1) 0(1) o(1)
o1 46(1) 56(1) 51(1) 3(1) 25(1) (1)
Cl 24(1) 20(1) 18(1) 3(1) o(1) 1(1)
c2 25(1) 16(1) 23(1) 2(1) -1(1) -2(1)
C3 30(1) 15(1) 24(1) o(1) o(1) 3(1)
c4 23(1) 231 26(1) 200 2D 2(1)
Cs 22(1) 22(1) 22(1) o(1) -4(1) (1)
cr 33(1) 29(1) 31(1) (1) A1) 1)
c2 37(1) 27(1) () A1) -12(1) 0(1)
C3' 56(2) 32(1) 22(1) 12(1) 10(1) 13(1)
ca' 33(1) 32(1) 59(2) 28(1) 4(1) 2(1)
Cs' 56(2) 15(1) 35(1) 1(1) -11(1) 2(1)
C6 29(1) 20(1) 19(1) -1(1) -1(1) 1(1)
c7 29(1) - 21(1) 200) (D) o(1) 1(1)
C8 29(1) 20(1) 21(1) Wy -1 3(1)
c9 30(1) 21(1) 21(1) (1) 1 DR,
C10 29(1) 19(1) 23(1) 1(1) -1(1) 21)
Cll 30(1) 23(1)  24(1) 1(1) 1(1) -1(1)
C12 39(1) 27(1) 27(1) 2(1) (1) 2(1)
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Table S5. Hydrogen coordinates ( x 10%) and isotropic displacement parameters (A2x 10 3)

for compound 1.

X y z U(eq)
H2 53003) 3448(2) 2009(1) 26
H3 3454(3) 3055(2) 846(1) 28
H4 6821(3) 5035(3) 1369(1) 29
H5 6012(3) 6703(3) 2863(1) 27
HI' -1247(4) 8176(3) 1657(2) 37
H2' A 985(d) 6282(3) 194(2) 37
H3' | 2777(4) 6887(3) -410(2) 43
H4' 4877(4) 9178(3) 680(2) 49
H5' , 2348(5) 9976(3) 1967(2) 44
H6 2499(3) - 6880(3) 3869(1) 27
H7 -714(3) 4249(3) 3494(1) 28
H8 -219(3) 6759(3) 4988(1) 28
HY -3580(3) 4249(3) . 4580(1) 29
H10 . -2952(3) 6670(3) 6104(1) 29
Hil -6508(4) 4328(3) 5683(1) 31
H12 -5626(4) 6841(3) 7167(1) 37
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Figure Captions
Figure SI1. Thermal ellipsoids dravﬁng of compound 1 with 50% probability
ellipsoids and the atomic numbering scheme. |
Figure SI2. Packing diagram (viewed from axis a} for the crystal structure of

compound 1.
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Fig. S1
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Fig. S2




