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Compound 6.




Table 1. Crystal data for 6.
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Identification code 6
Crystal shape broken piece
Crystal colour orange

Crystal size
Empirical formula
Chemical formula

0.4x0.2x0.1 mm3
C31H26 AuCIBCuFeP

C60 H48 Au2 CI2 Cu2 Fe2 P2, 2(CH2CI2)

Formula weight 852.19
Crystal system Triclinic
Space group P-1

Unit cell dimensions

a=10.42880(10) A = 67.6206(5)°.
b=11.69620(10)A  p=82.2386(6)°.

c = 14.3504(2) A v =64.5716(7)°.
Volume 1460.94(3) A3
Z 2
Density (calculated) 1.937 g/cm3
Radiation used MoK,
Wavelength 0.71073 A
Linear absorption coefficient 6.569mm-1
Temperature 173(2) K

Table 2. Data collection details for 6.

Diffractometer Bruker SMART CCD
Scan method ® scans

Absorption correction Empirical

Max. and min.transmission 0.350855 and 0.138235
Number of measured reflections 11535

Number of independent reflections 7643

Number of observed reflections 6089

Criterion of recognition (c-limit) >2sigma(l)

R(int) = 0.0484

Theta range for data collection 1.54 to 30.45°.
Completeness to theta = 30.45° 86.3 %

Index ranges -8<=h<=14, -14<=k<=16, -19<=I<=19

F(000) 824
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Table 3. Refinement details for 6.

Refinement method

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

R indices (all data)

R1 [=2(lIFol-IFcll)/ZIFol]

wR2 (=[Z(w(Fo2-Fc2)2)/z(wFo4)]1/2)
H-locating and refining method
Number of reflections used
Number of L.S. restraints
Number of refined parameters
Goodness-of-fit on F2

S (=[= w(Fo2-Fc2)2)/(n-p)1/2),

Definition of w

Full-matrix Ieast-squbares on F2
R1=0.0494, wR2 = 0.1152
R1 =0.0611, wR2 = 0.1194

geom/mixed

7643

0

344

0.978

n= number of reflections,
p= pai’ameters used.

calc w=1/[c2(F02)+(0.0443P)2-+0.0000P] where P=(Fo2+2Fc2)/3

Maximum &/c
Maximum e-density
Minimun e-density

0.028
4.328 e.A-3
-4.360 e.A-3

Table 4. Computer Programs used for 6.

Data collection program
Cell refinement program
Data reduction program

. Structure solving program
Structure refinement program
Pictures drawn with
Tables made with

SMART

Saint

ABSEN

SIR97

SHELXL-97 (Sheidrick, 1997)
Zortep/Platon

SHELX-97
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C(8)-Fe(1)-C(10) 68.0(3) C(4)-Fe(1)-C(5) 40.6(3)
C(8)-Fe(1)-C(9) 40.5(3) - C(7)-Fe(1)-C(5) 68.7(3)
C(10)-Fe(1)-C(9) 40.6(3) C(12)-Fe(1)-C(5) 161.8(3)
C(8)-Fe(1)-C(4) 121.7(3) C(3)-Fe(1)-C(5) 68.7(3)
C(10)-Fe(1)-C(4) 124.9(3) C(6)-Fe(1)-C(5) 40.3(3)
C(9)-Fe(1)-C(4) 107.9(3) 0(11) e(1)-C(5) 124.5(3)
C(8)-Fe(1)-C(7) 125.6(3) Cu(1)-CI(1)-Cu(1)#1  85.97(6)
C(10)-Fe(1)-C(7) 155.2(3) C(25)-P(1)-C(19) 105.0(3)
C(9)-Fe(1)-C(7) 162.6(3) C(25)-P(1)-C(13) 105.5(3)
C(4)-Fe(1)-C(7) 68.8(3) C(19)-P(1)-C(13)  107.0(3)
C(8)-Fe(1)-C(12) 40.0(3) C(25)-P(1)-Au(1) 109.4(2)
C(10)-Fe(1)-C(12)  68.0(3) C(19)-P(1)-Au(1) 115.0(2)
C(9)-Fe(1)-C(12) 67.8(3) C(13)-P(1)-Au(1) 114.2(2)
® C(4)-Fe(1)-C(12) 156.5(3) ~ C(2)-C(1)-Cu(1) 72.8(4)
C(7)-Fe(1)-C(12) 108.0(3) C(2)-C(1)-Au(1) 176.3(5)
C(8)-Fe(1)-C(3) 108.4(3) Cu(1)-C(1)-Au(1) 110.7(3)
C(10)-Fe(1)-C(3) 162.3(3) C(1)-C(2)-C(3) 162.4(6)
C(9)-Fe(1)-C(3) 125.4(3) C(1)-C(2)-Cu(1) 71.8(4)
C(4)-Fe(1)-C(3) 40.9(3) (3)-C(2)-Cu(1) 125.8(4)
C(7)-Fe(1)-C(3) 41.0(2) C(4)-C(3)-C(7) 107.5(6)
C(12)-Fe(1)-C(3) 121.3(3) C(4)-C(3)-C(2) 126.4(6)
C(8)-Fe(1)-C(8) 162.5(3) C(7)-C(3)-C(2) 126.1(6)
C(10)-Fe(1)-C(8) 120.1(3) C(4)-C(3)-Fe(1) 69.4(4)
C(9)-Fe(1)-C(6) 155.2(3) C(7)-C(3)-Fe(1) 69.4(4)
C(4)-Fe(1)-C(6) 68.1(3) C(2)-C(3)-Fe(1) 128.0(4)
@ C(7)-Fe(1)-C(6) 41.0(3) C(5)-C(4)-C(3) 108.5(6)
C(12)-Fe(1)-C(6) 125.6(3) C(5)-C(4)-Fe(1) 70.0(4)
C(3)-Fe(1)-C(6) 68.7(3) C(3)-C(4)-Fe(1) 69.7(3)
C(8)-Fe(1)-C(11) 67.9(3) C(6)-C(5)-C(4) 108.0(8)
C(10)-Fe(1)-C(11) 40.6(3) C(6)-C(5)-Fe(1) - 69.8(4)
C(9)-Fe(1)-C(11) 68.3(3) C(4)-C(5)-Fe(1) 69.4(4)
C(4)-Fe(1)-C(11) 161.6(3) C(5)-C(6)-C(7) 108.6(6)
C(7)-Fe(1)-C(11) 120.3(3) C(5)-C(6)-Fe(1) 69.9(4)
C(12)-Fe(1)-C(11) 40.5(3) C(7)-C(6)-Fe(1) 69.4(4)
C(3)-Fe(1)-C(11) 155.9(3) C(6)-C(7)-C(3) 107.4(6)
C(6)-Fe(1)-C(11) 107.2(3) C(6)-C(7)-Fe(1) 69.7(4)
C(8)-Fe(1)-C(5) 156.3(3) C(3)-C(7)-Fe(1) 69.6(4)
C(10)-Fe(1)-C(5) 107.1(3) C(12)-C(8)-C(9) 108.7(7)
C(9)-Fe(1)-C(5)  120.7(3) C(12)-C(8)-Fe(1) 70.4(4)
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C(9)-C(8)-Fe(1) 69.9(4) C(16)-C(17)-C(18)  119.9(7)
C(8)-C(9)-C(10) 107.5(7) C(17)-C(18)-C(13)  119.8(7)
C(8)-C(9)-Fe(1) 69.6(4) C(20)-C(19)-C(24)  119.6(6)
C(10)-C(9)-Fe(1) 69.6(4) C(20)-C(19)-P(1) 117.9(5)
C(9)-C(10)-C(11) 108.2(6) C(24)-C(19)-P(1) 122.5(5)
C(9)-C(10)-Fe(1) 69.8(4) C(21)-C(20)-C(19)  119.3(6)
C(11)-C(10)-Fe(1) 70.1(4) C(22)-C(21)-C(20)  120.5(7)
C(12)-C(11)-C(10)  107.2(7) C(21)-C(22)-C(23)  119.8(7)
C(12)-C(11)-Fe(1) 69.7(4) C(24)-C(23)-C(22)  120.9(7)
C(10)-C(11)-Fe(1) 69.3(4) C(23)-C(24)-C(19)  119.8(6)
C(8)-C(12)-C(11) 108.4(8) C(26)-C(25)-C(30)  118.1(7)
C(8)-C(12)-Fe(1) 69.6(4) C(26)-C(25)-P(1) 118.8(5)
C(11)-C(12)-Fe(1) 69.9(4) C(30)-C(25)-P(1) 122.4(5)
[ C(14)-C(13)-C(18)  119.0(6) C(25)-C(26)-C(27)  121.4(7)
C(14)-C(13)-P(1) 122.9(5) C(28)-C(27)-C(26)  119.9(7)
C(18)-C(13)-P(1) 118.1(5) C(27)-C(28)-C(29)  119.4(8)
C(13)-C(14)-C(15)  120.8(7) C(28)-C(29)-C(30)  120.8(8)
C(16)-C(15)-C(14)  119.8(7) C(29)-C(30)-C(25)  120.2(7)
C(15)-C(16)-C(17)  120.7(7) CI(2)-C(31)-CI(3) 110.8(6)

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

Table 7. Torsion angiles [°] for 6.

@ C(1)-Cu(1)-CI(1)-Cu(1)#1 -178.5(4)
C(2)-Cu(1)-CI(1)-Cu(1)#1 180.0(2)
CI(1)#1-Cu(1)-CI(1)-Cu(1)#1 0.0

C(1)-Au(1)-P(1)-C(25) 13(3)
C(1)-Au(1)-P(1)-C(19) | 131(3)
C(1)-Au(1)-P(1)-C(13) -105(3)
CI(1)-Cu(1)-C(1)-C(2) -2.3(7)
CI(1)#1-Cu(1)-C(1)-C(2) 179.3(4)
C(2)-Cu(1)-C(1)-Au(1) -178.8(6)
Cl(1)-Cu(1)-C(1)-Au(1) 178.91(16)
CI(1)#1-Cu(1)-C(1)-Au(1) 0.6(4)
P(1)-Au(1)-C(1)-C(2) 60(11)

)-
P(1)-Au(1)-C(1)-Cu(1) -139(3)
Cu(1)-C(1)-C(2)-C(3) - -179(2)
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Au(1)-C(1)-C(2)-C(3) 17(11)
Au(1)-C(1)-C(2)-Cu(1) 162(9)
CI(1)-Cu(1)-C(2)-C(1) 178.8(4)
CI(1)#1-Cu(1)-C(2)-C(1) -1.2(6)
C(1)-Cu(1)-C(2)-C(3) 179.5(8)
Cl(1)-Cu(1)-C(2)-C(3) -1.8(6)
CI(1)#1-Cu(1)-C(2)-C(3) 178.2(4)
C(1)-C(2)-C(3)-C(4) - -25(3)
Cu(1)-C(2)-C(3)-C(4) 156.5(5)
C(1)-C(2)-C(3)-C(7) 153(2)
Cu(1)-C(2)-C(3)-C(7) -25.6(9)
C(1)-C(2)-C(3)-Fe(1) -116(2)
Cu(1)-C(2)-C(3)-Fe(1) - 65.3(7)
® C(8)-Fe(1)-C(3)-C(4) -117.5(4)
C(10)-Fe(1)-C(3)-C(4) -42.2(10)
C(9)-Fe(1)-C(3)-C(4) -75.9(5)
C(7)-Fe(1)-C(3)-C(4) , 119.0(6)
C(12)-Fe(1)-C(3)-C(4) -159.6(4)
C(6)-Fe(1)-C(3)-C(4) 80.8(4)
C(11)-Fe(1)-C(3)-C(4) | 165.4(7)
C(5)-Fe(1)-C(3)-C(4) 37.4(4)
C(8)-Fe(1)-C(3)-C(7) 123.5(4)
C(10)-Fe(1)-C(3)-C(7) -161.2(8)
C(9)-Fe(1)-C(3)-C(7) 165.1(4)
C(4)-Fe(1)-C(3)-C(7) -119.0(6)
® C(12)-Fe(1)-C(3)-C(7) 81.4(5)
C(6)-Fe(1)-C(3)-C(7) -38.2(4)
C(11)-Fe(1)-C(3)-C(7) 46.4(8)
C(5)-Fe(1)-C(3)-C(7) -81.6(4)
C(8)-Fe(1)-C(3)-C(2) 3.1(7)
C(10)-Fe(1)-C(3)-C(2) 78.5(11)
C(9)-Fe(1)-C(3)-C(2) 44.8(7)
C(4)-Fe(1)-C(3)-C(2) 120.7(8)
C(7)-Fe(1)-C(3)-C(2) -120.3(7)
C(12)-Fe(1)-C(3)-C(2) | -39.0(7)
C(6)-Fe(1)-C(3)-C(2) -158.5(7)
C(11)-Fe(1)-C(3)-C(2) -73.9(9)
C(5)-Fe(1)-C(3)-C(2) 158.1(7)
C(7)-C(3)-C(4)-C(5) -0.3(7)
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C(2)-C(3)-C(4)-C(5) 177.9(6)
Fe(1)-C(3)-C(4)-C(5) -59.4(5)
C(7)-C(3)-C(4)-Fe(1) 59.1(4)
C(2)-C(3)-C(4)-Fe(1) -122.6(6)
C(8)-Fe(1)-C(4)-C(5) ~ -158.8(4)
C(10)-Fe(1)-C(4)-C(5) -74.8(5)
C(9)-Fe(1)-C(4)-C(5) -116.5(5)
C(7)-Fe(1)-C(4)-C(5) 81.6(5)
C(12)-Fe(1)-C(4)-C(5) 168.0(7)
C(3)-Fe(1)-C(4)-C(5) " 119.6(6)
C(6)-Fe(1)-C(4)-C(5) 37.4(4)
C(11)-Fe(1)-C(4)-C(5) -41.4(11)
C(8)-Fe(1)-C(4)-C(3) 81.6(5)
® C(10)-Fe(1)-C(4)-C(3) 165.5(4)
C(9)-Fe(1)-C(4)-C(3) 123.9(4)
C(7)-Fe(1)-C(4)-C(3) -38.0(4)
C(12)-Fe(1)-C(4)-C(3) 48.3(9)
C(6)-Fe(1)-C(4)-C(3) -82.2(4)
C(11)-Fe(1)-C(4)-C(3) -161.0(8)
C(5)-Fe(1)-C(4)-C(3) -119.6(6)
C(3)-C(4)-C(5)-C(6) 0.0(8)
Fe(1)-C(4)-C(5)-C(6) -59.3(5)
C(3)-C(4)-C(5)-Fe(1) | 59.3(5)
C(8)-Fe(1)-C(5)-C(6) 169.2(6)
C(10)-Fe(1)-C(5)-C(6) . -116.6(4)
® C(9)-Fe(1)-C(5)-C(6) -158.8(4)
C(4)-Fe(1)-C(5)-C(6) 119.4(6)
C(7)-Fe(1)-C(5)-C(6) 37.5(4)
G(12)-Fe(1)-C(5)-C(6) -45.3(11)
C(3)-Fe(1)-C(5)-C(6) 81.7(4)
C(11)-Fe(1)-C(5)-C(6) -75.3(5)
C(8)-Fe(1)-C(5)-C(4) 49.9(9)
C(10)-Fe(1)-C(5)-C(4) 124.1(4)
C(9)-Fe(1)-C(5)-C(4) 81.8(5)
C(7)-Fe(1)-C(5)-C(4) -81.8(4)
C(12)-Fe(1)-C(5)-C(4) -164.6(8)
C(3)-Fe(1)-C(5)-C(4) -37.7(4)
C(6)-Fe(1)-C(5)-C(4) -119.4(6)
C(11)-Fe(1)-C(5)-C(4) 165.3(4)
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C(4)-C(5)-C(6)-C(7) 0.4(8)
Fe(1)-C(5)-C(6)-C(7) -58.7(5)
C(4)-C(5)-C(6)-Fe(1) 59.1(5)
C(8)-Fe(1)-C(6)-C(5) 165.5(8)
C(10)-Fe(1)-C(6)-C(5) 81.0(5)
C(9)-Fe(1)-C(6)-C(5) 47.9(8)
C(4)-Fe(1)-C(6)-C(5) -37.7(4)
C(7)-Fe(1)-C(6)-C(5) -120.1(6)
C(12)-Fe(1)-C(6)-C(5) 164.2(4)
C(3)-Fe(1)-C(6)-C(5) - © -81.8(4)
C(11)-Fe(1)-C(6)-C(5) 123.4(4)
C(8)-Fe(1)-C(6)-C(7) -45.4(11)
C(10)-Fe(1)-C(6)-C(7) _ -158.9(4)
® o) Fe)cE)rCm) 167.9(6)
C(4)-Fe(1)-C(6)-C(7) . 82.4(4)
C(12)-Fe(1)-C(6)-C(7) -75.8(5)
C(3)-Fe(1)-C(6)-C(7) 38.2(4)
C(11)-Fe(1)-C(6)-C(7) -116.6(4)
C(5)-Fe(1)-C(6)-C(7) 120.1(6)
C(5)-C(6)-C(7)-C(3) -0.5(8)
Fe(1)-C(6)-C(7)-C(3) -59.6(4)
C(5)-C(6)-C(7)-Fe(1) 59.1(5)
C(4)-C(3)-C(7)-C(6) 0.5(7)
C(2)-C(3)-C(7)-C(B) -177.7(6)
Fe(1)-C(3)-C(7)-C(6) 59.7(5)
' C(4)-C(3)-C(7)-Fe(1) -59.1(4)
C(2)-C(3)-C(7)-Fe(1) 122.6(6)
C(8)-Fe(1)-C(7)-C(6) 164.8(4)
C(10)-Fe(1)-C(7)-C(6) 47.9(8)
C(9)-Fe(1)-C(7)-C(6) -162.9(9)
C(4)-Fe(1)-C(7)-C(6) 80.7(4)
C(12)-Fe(1)-C(7)-C(6) 124.0(5)
C(3)-Fe(1)-C(7)-C(6) -118.6(6)
C(11)-Fe(1)-C(7)-C(6) 81.5(5)
C(5)-Fe(1)-C(7)-C(6) -36.9(4)
C(8)-Fe(1)-C(7)-C(3) -76.7(5)
C(10)-Fe(1)-C(7)-C(3) 166.4(6)
C(9)-Fe(1)-C(7)-C(3) -44.4(11)
C(4)-Fe(1)-C(7)-C(3) 37.9(4)
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C(12)-Fe(1)-C(7)-C(3) -117.4(4)
C(6)-Fe(1)-C(7)-C(3) 118.6(6)
C(11)-Fe(1)-C(7)-C(3) -160.0(4)
C(5)-Fe(1)-C(7)-C(3) 81.6(4)
C(10)-Fe(1)-C(8)-C(12) 81.5(5)
C(9)-Fe(1)-C(8)-C(12) 119.5(6)
C(4)-Fe(1)-C(8)-C(12) -160.2(4)
C(7)-Fe(1)-C(8)-C(12) -74.8(5)
C(3)-Fe(1)-C(8)-C(12) -117.1(4)
C(6)-Fe(1)-C(8)-C(12) - -39.7(11)
C(11)-Fe(1)-C(8)-C(12) 37.5(4)
C(5)-Fe(1)-C(8)-C(12) 164.0(6)
C(10)-Fe(1)-C(8)-C(9) -38.0(4)

®  cuFe(1)cierCE) 80.4(5)
C(7)-Fe(1)-C(8)-C(9) 165.8(4)
C(12)-Fe(1)-C(8)-C(9) : -119.5(6)
C(3)-Fe(1)-C(8)-C(9) 123.4(4)
C(6)-Fe(1)-C(8)-C(9) -159.2(8)
C(11)-Fe(1)-C(8)-C(9) -82.0(5)
C(5)-Fe(1)-C(8)-C(9) 44.5(9)
C(12)-C(8)-C(9)-C(10) | -0.4(8)
Fe(1)-C(8)-C(9)-C(10) 59.5(5)
C(12)-C(8)-C(9)-Fe(1) | -59.9(5)
C(10)-Fe(1)-C(9)-C(8) 118.7(6)
C(4)-Fe(1)-C(9)-C(8) -118.2(4)

® C(7)-Fe(1)-C(9)-C(8) -42.1(11)
C(12)-Fe(1)-C(9)-C(8) | 37.2(4)
C(3)-Fe(1)-C(9)-C(8) - ~ -76.3(5)
C(6)-Fe(1)-C(9)-C(8) 165.3(6)
C(11)-Fe(1)-C(9)-C(8) 81.0(5)
C(5)-Fe(1)-C(9)-C(8) -160.8(4)
C(8)-Fe(1)-C(9)-C(10) -118.7(6)
C(4)-Fe(1)-C(9)-C(10) 123.1(4)
C(7)-Fe(1)-C(9)-C(10) -160.8(8)
C(12)-Fe(1)-C(9)-C(10) -81.5(5)
C(3)-Fe(1)-C(9)-C(10) 165.0(4)
C(6)-Fe(1)-C(9)-C(10)  46.6(9)
C(11)-Fe(1)-C(9)-C(10) -37.7(4)
C(5)-F

e(1)-C(9)-C(10) 80.5(5)
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C(8)-C(9)-C(10)-C(11) 0.2(8)
Fe(1)-C(9)-C(10)-C(11) 59.8(5)
C(8)-C(9)-C(10)-Fe(1) -59.5(5)
C(8)-Fe(1)-C(10)-C(9) 37.9(4)
C(4)-Fe(1)-C(10)-C(9) -76.3(5)
C(7)-Fe(1)-C(10)-C(9) 166.4(6)
C(12)-Fe(1)-C(10)-C(9) 81.2(5)
C(3)-Fe(1)-C(10)-C(9) - -43.9(11)
C(6)-Fe(1)-C(10)-C(9) -159.4(4)
C(11)-Fe(1)-C(10)-C(9) 119.2(6)
C(5)-Fe(1)-C(10)-C(9) -117.4(5)
C(8)-Fe(1)-C(10)-C(11) -81.3(5)
- C(9)-Fe(1)-C(10)-C(11) -119.2(6)
®  ciret)cioycir) 164.5(4)
C(7)-Fe(1)-C(10)-C(11) 47.2(9)
C(12)-Fe(1)-C(10)-C(11) -38.0(5)
C(3)-Fe(1)-C(10)-C(11) -163.1(8)
C(6)-Fe(1)-C(10)-C(11) 81.4(5)
C(5)-Fe(1)-C(10)-C(11) 123.4(5)
C(9)-C(10)-C(11)-C(12) 0.0(8)
Fe(1)-C(10)-C(11)-C(12) 59.6(5)
C(9)-C(10)-C(11)-Fe(1) -59.6(5)
C(8)-Fe(1)-C(11)-C(12) - 374(5)
C(10)-Fe(1)-C(11)-C(12) -118.5(7)
C(9)-Fe(1)-C(11)-C(12) : -80.8(5)
® ~ C(4)-Fe(1)-C(11)-C(12) -162.5(9)
C(7)-Fe(1)-C(11)-C(12) 82.3(5)
C(3)-Fe(1)-C(11)-C(12) 48.9(9)
C(6)-Fe(1)-C(11)-C(12) 125.1(5)
C(5)-Fe(1)-C(11)-C(12) 166.0(5)
C(8)-Fe(1)-C(11)-C(10) 81.5(5)
C(9)-Fe(1)-C(11)-C(10) 37.7(5)
C(4)-Fe(1)-C(11)-C(10) -44.0(11)
C(7)-Fe(1)-C(11)-C(10) -159.1(4)
C(12)-Fe(1)-C(11)-C(10) 118.5(7)
C(3)-Fe(1)-C(11)-C(10) 167.5(6)
C(6)-Fe(1)-C(11)-C(10) - -116.4(5)
C(5)-Fe(1)-C(11)-C(10) -75.4(5)
C(9)-C(8)-C(12)-C(11) 0.4(8)
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Fe(1)-C(8)-C(12)-C(11) -59.3(5)
C(9)-C(8)-C(12)-Fe(1) 59.7(5)
C(10)-C(11)-C(12)-C(8) -0.2(8) -
Fe(1)-C(11)-C(12)-C(8) - 59.1(5)
C(10)-C(11)-C(12)-Fe(1) -59.4(5)
C(10)-Fe(1)-C(12)-C(8) -81.6(5)
C(9)-Fe(1)-C(12)-C(8) -37.6(4)
C(4)-Fe(1)-C(12)-C(8) - 48.5(9)
C(7)-Fe(1)-C(12)-C(8) 124.4(4)
C(3)-Fe(1)-C(12)-C(8) © 81.4(5)
C(6)-Fe(1)-C(12)-C(8) . 166.4(4)
C(11)-Fe(1)-C(12)-C(8) -119.7(6)
C(5)-Fe(1)-C(12)-C(8) -159.2(9)

@ C(8)-Fe(1)-C(12)-C(11) o 119.7(6)
. C(10)-Fe(1)-C(12)-C(11) | | 38.1(4)
C(9)-Fe(1)-C(12)-C(11) 82.1(5)
C(4)-Fe(1)-C(12)-C(11) | 166.2(7)
C(7)-Fe(1)-C(12)-C(11) -115.9(4)
C(3)-Fe(1)-C(12)-C(11) -158.9(4)
C(6)-Fe(1)-C(12)-C(11) -73.9(5)
C(5)-Fe(1)-C(12)-C(11) -39.5(11)
C(25)-P(1)-C(13)-C(14) 85.5(6)
C(19)-P(1)-C(13)-C(14) -25.9(6) -
Au(1)-P(1)-C(13)-C(14) | -154.4(5)

C(25)-P(1)-C(13)-C(18) -93.0(5)

® C(19)-P(1)-C(13)-C(18) 155.5(5)

Au(1)-P(1)-C(13)-C(18) 27.1(6)
(18)-C(13)-C(14)-C(15) 2.6(10)
P(1)-C(13)-C(14)-C(15) -175.9(6)
C(13)-C(14)-C(15)-C(16) -1.1(12)
C(14)-C(15)-C(16)-C(17) -0.5(12)
C(15)-C(16)-C(17)-C(18) ’ : 0.7(12)
C(16)-C(17)-C(18)-C(13) 0.8(11)
C(14)-C(13)-C(18)-C(17) ' -2.4(10)‘
P(1)-C(13)-C(18)-C(17) 176.2(5)
C(25)-P(1)-C(19)-C(20) 140.0(5).
C(13)-P(1)-C(19)-C(20) -108.2(5)
Au(1)-P(1)-C(19)-C(20) 19.8(6)
C(25)-P(1)-C(19)-C(24) -40.0(6)
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C(13) P(1)-C(19)-C(24) 71.8(6)
Au(1)-P(1)-C(19)-C(24) -160.3(5)
C(24)-C(19)-C(20)-C(21) -1.9(9)
P(1)-C(19)-C(20)-C(21) 178.1(5)
C(19)-C(20)-C(21)-C(22) 0.9(10)
C(20)-C(21)-C(22)-C(23) A(11)
C(21)-C(22)-C(23)-C(24) 0.3(11)
C(22)-C(23)-C(24)-C(19) (11)
C(20)-C(19)-C(24)-C(23) 2.1(10)
P(1)-C(19)-C(24)-C(23) - -177.9(5)
C(19)-P(1)-C(25)-C(26) -58.9(6)
C(13)-P(1)-C(25)-C(26) -171.8(5)
Au(1)-P(1)-C(25)-C(26) 64.9(6)
@ C(19)-P(1)-C(25)-C(30) ' 130.4(7)
C(13)-P(1)-C(25)-C(30) 17.5(7)
Au(1)-P(1)-C(25)-C(30) -105.7(6)
C(30)-C(25)-C(26)-C(27) -3.6(11)
P(1)-C(25)-C(26)-C(27) -174.7(6)
C(25)-C(26)-C(27)-C(28) 0.2(12)
C(26)-C(27)-C(28)-C(29) . 3.2(13)
C(27)-C(28)-C(29)-C(30) -3.2(15)
C(28)-C(29)-C(30)-C(25) -0.3(15)
C(26)-C(25)-C(30)-C(29) 3.6(13)
P(1)-C(25)-C(30)-C(29) 174.4(7)
. Symmetry transformations used to generate equivalent atoms:

#1 -X,-y+1,-z+2
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C(29) 101(8) 45(5) (6) (
C(30) 85(7) 40(4) 41(4) | (
C(31) 207(15) 158(13) 30(5) 10(6)  -18(7) -157(1
Cl(2) 91(2) 113(2) 85(2) (
CI(3) 115(3) 144(4) (2) (

Least-squares planes (x,y,z in crystal coordinates) and deviations from them
(* indicates atom used to define plane)

. -3.8754 (0.0249) x - 7.3906 (0.0208) y + 6.7705 (0.0313) z = 3.0771 (0.0423)
*0.0069 (0.0022) C1
: * -0.0084 (0.0035) C2
. . * -0.0067 (0.0021) Cuft
* 0.0114 (0.0041) CI1
* -0.0107 (0.0036) C1_8%$1
*0.0046 (0.0021) C2_3%1
*0.0030 (0.0020) Cul_$1
-0.0151 (0.0055) Cl1_$%$1
Rms deviation of fitted atoms = 0.0079

-3.9274 (0.0104) x - 7.4615 (0.0084) y + 6.6667 (0.0128) z = 2.9360 (0.0170)
Angle to previous plane (with approximate esd) = 0.49 ( 0.35)
~* 0.0000 (0.0000) Cut
* 0.0000 (0.0000) Cl1
‘ *0.0000 (0.0000) Cul_$1
*0.0000 (0.0000) Cl1_%1
Rms deviation of fitted atoms = 0.0000
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- 3.7822 (0.0630) x - 7.2916 (0.0507) y + 6.9164 (0.0753) z = 3.2615 (0.0996)
Angle to previous plane (with approximate esd) = 1.22 ( 0.79 )

* 0.0000 (0.0000) C1

* 0.0000 (0.0000) C2

* 0.0000 (0.0000) Cut

Rms deviation of fitted atoms = 0.0000

- 3.7465 (0.0320) x - 2.9860 (0.0389) y + 11.0173 (0.0310) z = 8.3154 (0.0523)

Angle to previous plane (with approximate esd) = 25.03 ( 0.66 )

* .0.0024 (0.0040) C3 o

*0.0008 (0.0042) C4

* 0.0011 (0.0044) C5

- * -0.0026 (0.0043) C6
* 0.0031(0.0041) C7
1.6475 (0.0029) Feft
-0.0459 (0.0107) C2
-0.2462 (0.0141) C1

Rms deviation of fitted atoms = 0.0022

- 3.6579 (0.0333) x - 2.9791 (0.0410) y + 11.0540 (0.0326) z = 11.7027 (0.0552)
Angle to previous plane (with approximate esd) = 0.55 ( 0.50 )
* -0.0022 (0.0045) C8
* 0.0018 (0.0045) C9
- * -0.0007 (0.0044) C10
* -0.0007 (0.0043) C11
* 0.0018 (0.0044) C12
-1.6513 (0.0031) Fet
Rms deviation of fitted atoms = 0.0016



