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Table 1. Crystal data and structure refinement.

	


Identification code 
2008src0880 /A2    

Empirical formula 
C48H28Au2Cl4F6OP2
Formula weight 
1332.38

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 12.7644(2) Å
( = 90°


b = 11.9584(2) Å
( = 98.8010(10)°


c = 29.2566(5) Å
(  = 90°

Volume
4413.20(13) Å3
Z
4

Density (calculated)
2.005 Mg / m3
Absorption coefficient
7.019 mm(1
F(000)
2536

Crystal
Block; Colourless

Crystal size
0.44 ( 0.36 ( 0.22 mm3
( range for data collection
2.99 ( 27.48°

Index ranges
(16 ( h ( 16, (15 ( k ( 14, (37 ( l ( 37

Reflections collected
28235

Independent reflections
9418 [Rint = 0.0404]

Completeness to ( = 27.48°
93.0 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.3073 and 0.1482

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
9418 / 0 / 568

Goodness-of-fit on F2
1.107

Final R indices [F2 > 2((F2)]
R1 = 0.0343, wR2 = 0.0854

R indices (all data)
R1 = 0.0462, wR2 = 0.0968

Largest diff. peak and hole
0.988 and (0.946 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit sphere). Cell determination: DirAx (Duisenberg, A.J.M.(1992). J. Appl. Cryst. 25, 92-96.) Data collection: Collect (Collect: Data collection software, R. Hooft, Nonius B.V., 1998). Data reduction and cell refinement: Denzo (Z. Otwinowski & W. Minor, Methods in Enzymology (1997) Vol. 276: Macromolecular Crystallography, part A, pp. 307(326; C. W. Carter, Jr. & R. M. Sweet, Eds., Academic Press). Absorption correction: SORTAV (R. H. Blessing, Acta Cryst. A51 (1995) 33(37; R. H. Blessing, J. Appl. Cryst. 30 (1997) 421(426). Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: ORTEP3 for Windows (L. J. Farrugia, J. Appl. Crystallogr. 1997, 30, 565).

Special details: 

All hydrogen atoms were fixed using a standard riding model.

Table 2. Atomic coordinates [( 104], equivalent isotropic displacement parameters [Å2 ( 103] and site occupancy factors. Ueq is defined as one third of the trace of the orthogonalized Uij tensor.

Atom 
x
y
z
Ueq
S.o.f.
Au1
16(1)
7585(1)
6049(1)
17(1)
1

Au2
4948(1)
6338(1)
6497(1)
19(1)
1

C1
2268(5)
8869(5)
5742(2)
19(1)
1

C2
2770(5)
7877(6)
5644(2)
22(2)
1

C3
3449(6)
7814(7)
5319(2)
30(2)
1

C4
3659(6)
8777(7)
5089(3)
36(2)
1

C5
3185(6)
9774(7)
5185(3)
33(2)
1

C6
2496(5)
9832(6)
5506(2)
23(1)
1

C7
2631(5)
5004(6)
5949(2)
19(1)
1

C8
2288(5)
5968(6)
5709(2)
20(1)
1

C9
1616(6)
5937(6)
5281(2)
27(2)
1

C10
1276(5)
4904(7)
5103(2)
26(2)
1

C11
1554(5)
3930(6)
5350(2)
24(2)
1

C12
2252(5)
3981(6)
5768(2)
21(1)
1

C13
2190(5)
8846(5)
6724(2)
19(1)
1

C14
3298(5)
8784(6)
6769(3)
25(2)
1

C15
3878(5)
8784(5)
7213(2)
22(1)
1

C16
3386(6)
8882(6)
7602(2)
26(2)
1

C17
2295(6)
8946(6)
7550(2)
28(2)
1

C18
1690(6)
8912(6)
7114(2)
24(2)
1

C19
759(5)
10250(6)
6101(2)
23(1)
1

C20
1105(6)
11137(6)
6393(2)
25(2)
1

C21
621(7)
12177(7)
6323(3)
37(2)
1

C22
(194(6)
12336(7)
5947(3)
39(2)
1

C23
(523(6)
11469(7)
5657(3)
40(2)
1

C24
(65(6)
10420(6)
5732(3)
28(2)
1

C25
3981(5)
3676(5)
6578(2)
17(1)
1

C26
4660(5)
3251(6)
6278(2)
24(2)
1

C27
4952(5)
2132(7)
6304(3)
28(2)
1

C28
4607(6)
1451(6)
6634(2)
25(2)
1

C29
3969(6)
1866(6)
6936(3)
30(2)
1

C30
3651(5)
2977(6)
6906(2)
24(2)
1

C31
2771(5)
5453(5)
6926(2)
18(1)
1

C32
3293(5)
5841(6)
7350(2)
21(1)
1

C33
2707(6)
6131(6)
7693(2)
24(2)
1

C34
1620(6)
6029(6)
7617(2)
23(1)
1

C35
1091(6)
5627(7)
7209(3)
29(2)
1

C36
1676(6)
5342(6)
6854(2)
26(2)
1

O1
2597(4)
6971(4)
5924(2)
23(1)
1

P1
1356(1)
8866(1)
6162(1)
16(1)
1

P2
3567(1)
5120(1)
6482(1)
16(1)
1

C41
(1340(5)
6633(5)
5904(2)
17(1)
1

C42
(2169(5)
7066(6)
5594(2)
21(1)
1

C43
(3110(5)
6500(6)
5437(2)
21(1)
1

C44
(3241(5)
5455(6)
5622(2)
23(1)
1

C45
(2446(5)
4973(6)
5938(2)
22(1)
1

C46
(1525(5)
5594(6)
6072(2)
20(1)
1

F42
(2068(3)
8090(3)
5406(1)
29(1)
1

F44
(4126(3)
4867(4)
5474(1)
31(1)
1

F46
(759(3)
5093(3)
6374(1)
29(1)
1

Cl43
(4068(1)
7048(2)
5021(1)
35(1)
1

Cl45
(2618(2)
3651(2)
6153(1)
33(1)
1

C51
6223(5)
7435(6)
6570(2)
21(1)
1

C52
6261(5)
8403(6)
6324(2)
21(1)
1

C53
7124(5)
9101(6)
6364(2)
22(1)
1

C54
8027(5)
8802(5)
6666(2)
19(1)
1

C55
8032(5)
7869(6)
6933(2)
25(2)
1

C56
7122(5)
7194(5)
6878(2)
22(1)
1

F52
5393(3)
8731(4)
6021(2)
35(1)
1

F54
8905(3)
9437(3)
6697(2)
29(1)
1

F56
7171(3)
6257(3)
7133(2)
35(1)
1

Cl53
7153(2)
10298(2)
6036(1)
32(1)
1

Cl55
9112(2)
7533(2)
7342(1)
40(1)
1

	


Table 3. Bond lengths [Å] and angles [°].

	


Au1(C41
2.061(6)

Au1(P1
2.2823(16)

Au2(C51
2.076(6)

Au2(P2
2.2825(17)

C1(C6
1.395(9)

C1(C2
1.398(10)

C1(P1
1.818(7)

C2(C3
1.383(10)

C2(O1
1.396(8)

C3(C4
1.380(11)

C3(H3
0.9500

C4(C5
1.384(11)

C4(H4
0.9500

C5(C6
1.384(10)

C5(H5
0.9500

C6(H6
0.9500

C7(C8
1.387(9)

C7(C12
1.391(9)

C7(P2
1.817(6)

C8(O1
1.384(8)

C8(C9
1.405(8)

C9(C10
1.384(10)

C9(H9
0.9500

C10(C11
1.389(10)

C10(H10
0.9500

C11(C12
1.400(9)

C11(H11
0.9500

C12(H12
0.9500

C13(C18
1.394(9)

C13(C14
1.401(9)

C13(P1
1.816(6)

C14(C15
1.393(9)

C14(H14
0.9500

C15(C16
1.386(10)

C15(H15
0.9500

C16(C17
1.379(10)

C16(H16
0.9500

C17(C18
1.386(9)

C17(H17
0.9500

C18(H18
0.9500

C19(C20
1.390(9)

C19(C24
1.402(9)

C19(P1
1.820(7)

C20(C21
1.390(10)

C20(H20
0.9500

C21(C22
1.405(12)

C21(H21
0.9500

C22(C23
1.365(12)

C22(H22
0.9500

C23(C24
1.387(10)

C23(H23
0.9500

C24(H24
0.9500

C25(C30
1.387(9)

C25(C26
1.418(9)

C25(P2
1.814(7)

C26(C27
1.389(10)

C26(H26
0.9500

C27(C28
1.385(10)

C27(H27
0.9500

C28(C29
1.381(11)

C28(H28
0.9500

C29(C30
1.389(10)

C29(H29
0.9500

C30(H30
0.9500

C31(C36
1.388(9)

C31(C32
1.395(9)

C31(P2
1.812(7)

C32(C33
1.384(9)

C32(H32
0.9500

C33(C34
1.377(10)

C33(H33
0.9500

C34(C35
1.364(10)

C34(H34
0.9500

C35(C36
1.409(10)

C35(H35
0.9500

C36(H36
0.9500

C41(C46
1.370(9)

C41(C42
1.385(9)

C42(F42
1.356(8)

C42(C43
1.394(9)

C43(C44
1.383(10)

C43(Cl43
1.716(7)

C44(F44
1.345(7)

C44(C45
1.390(9)

C45(C46
1.395(9)

C45(Cl45
1.728(7)

C46(F46
1.353(7)

C51(C52
1.369(9)

C51(C56
1.376(9)

C52(F52
1.365(7)

C52(C53
1.373(9)

C53(C54
1.387(9)

C53(Cl53
1.727(7)

C54(F54
1.345(7)

C54(C55
1.361(10)

C55(C56
1.403(10)

C55(Cl55
1.729(7)

C56(F56
1.344(7)

C41(Au1(P1
171.09(18)

C51(Au2(P2
175.20(19)

C6(C1(C2
117.5(6)

C6(C1(P1
122.7(5)

C2(C1(P1
119.8(5)

C3(C2(O1
122.2(6)

C3(C2(C1
122.8(6)

O1(C2(C1
114.8(6)

C4(C3(C2
118.5(7)

C4(C3(H3
120.7

C2(C3(H3
120.7

C3(C4(C5
119.8(7)

C3(C4(H4
120.1

C5(C4(H4
120.1

C4(C5(C6
121.5(7)

C4(C5(H5
119.2

C6(C5(H5
119.2

C5(C6(C1
119.8(7)

C5(C6(H6
120.1

C1(C6(H6
120.1

C8(C7(C12
118.2(6)

C8(C7(P2
119.1(5)

C12(C7(P2
122.6(5)

O1(C8(C7
116.3(5)

O1(C8(C9
121.4(6)

C7(C8(C9
122.2(6)

C10(C9(C8
118.2(7)

C10(C9(H9
120.9

C8(C9(H9
120.9

C9(C10(C11
120.8(6)

C9(C10(H10
119.6

C11(C10(H10
119.6

C10(C11(C12
119.7(7)

C10(C11(H11
120.1

C12(C11(H11
120.1

C7(C12(C11
120.6(6)

C7(C12(H12
119.7

C11(C12(H12
119.7

C18(C13(C14
120.4(6)

C18(C13(P1
117.5(5)

C14(C13(P1
122.0(5)

C15(C14(C13
118.3(7)

C15(C14(H14
120.9

C13(C14(H14
120.9

C16(C15(C14
121.5(6)

C16(C15(H15
119.3

C14(C15(H15
119.3

C17(C16(C15
119.4(6)

C17(C16(H16
120.3

C15(C16(H16
120.3

C16(C17(C18
120.7(7)

C16(C17(H17
119.6

C18(C17(H17
119.6

C17(C18(C13
119.7(6)

C17(C18(H18
120.2

C13(C18(H18
120.2

C20(C19(C24
119.5(7)

C20(C19(P1
123.0(5)

C24(C19(P1
117.4(5)

C19(C20(C21
120.0(7)

C19(C20(H20
120.0

C21(C20(H20
120.0

C20(C21(C22
119.7(7)

C20(C21(H21
120.1

C22(C21(H21
120.1

C23(C22(C21
120.2(7)

C23(C22(H22
119.9

C21(C22(H22
119.9

C22(C23(C24
120.5(7)

C22(C23(H23
119.8

C24(C23(H23
119.8

C23(C24(C19
120.0(7)

C23(C24(H24
120.0

C19(C24(H24
120.0

C30(C25(C26
119.4(6)

C30(C25(P2
124.6(5)

C26(C25(P2
115.9(5)

C27(C26(C25
119.7(7)

C27(C26(H26
120.2

C25(C26(H26
120.2

C28(C27(C26
119.7(7)

C28(C27(H27
120.2

C26(C27(H27
120.2

C29(C28(C27
121.0(7)

C29(C28(H28
119.5

C27(C28(H28
119.5

C28(C29(C30
119.9(7)

C28(C29(H29
120.0

C30(C29(H29
120.0

C25(C30(C29
120.2(7)

C25(C30(H30
119.9

C29(C30(H30
119.9

C36(C31(C32
119.9(6)

C36(C31(P2
122.2(5)

C32(C31(P2
117.8(5)

C33(C32(C31
119.4(6)

C33(C32(H32
120.3

C31(C32(H32
120.3

C34(C33(C32
120.2(6)

C34(C33(H33
119.9

C32(C33(H33
119.9

C35(C34(C33
121.6(6)

C35(C34(H34
119.2

C33(C34(H34
119.2

C34(C35(C36
118.8(6)

C34(C35(H35
120.6

C36(C35(H35
120.6

C31(C36(C35
120.0(6)

C31(C36(H36
120.0

C35(C36(H36
120.0

C8(O1(C2
117.7(5)

C13(P1(C1
105.4(3)

C13(P1(C19
106.2(3)

C1(P1(C19
103.5(3)

C13(P1(Au1
116.5(2)

C1(P1(Au1
116.5(2)

C19(P1(Au1
107.6(2)

C31(P2(C25
106.3(3)

C31(P2(C7
105.3(3)

C25(P2(C7
101.4(3)

C31(P2(Au2
111.2(2)

C25(P2(Au2
113.5(2)

C7(P2(Au2
118.0(2)

C46(C41(C42
114.7(6)

C46(C41(Au1
127.8(5)

C42(C41(Au1
117.5(5)

F42(C42(C41
119.5(6)

F42(C42(C43
115.8(6)

C41(C42(C43
124.6(6)

C44(C43(C42
117.4(6)

C44(C43(Cl43
120.4(5)

C42(C43(Cl43
122.2(6)

F44(C44(C43
119.5(6)

F44(C44(C45
119.3(6)

C43(C44(C45
121.0(6)

C44(C45(C46
117.7(6)

C44(C45(Cl45
120.1(5)

C46(C45(Cl45
122.3(5)

F46(C46(C41
119.3(6)

F46(C46(C45
116.2(6)

C41(C46(C45
124.5(6)

C52(C51(C56
115.4(6)

C52(C51(Au2
124.8(5)

C56(C51(Au2
119.8(5)

F52(C52(C51
119.6(6)

F52(C52(C53
116.3(6)

C51(C52(C53
124.1(6)

C52(C53(C54
118.5(6)

C52(C53(Cl53
122.7(5)

C54(C53(Cl53
118.7(5)

F54(C54(C55
119.6(6)

F54(C54(C53
120.0(6)

C55(C54(C53
120.4(6)

C54(C55(C56
118.3(6)

C54(C55(Cl55
121.4(5)

C56(C55(Cl55
120.3(5)

F56(C56(C51
120.1(6)

F56(C56(C55
116.7(6)

C51(C56(C55
123.2(6)

	


Symmetry transformations used to generate equivalent atoms: 

	


Table 4. Anisotropic displacement parameters [Å2( 103]. The anisotropic displacement

factor exponent takes the form: (2( 2[h2a*2U11 + ... + 2 h k a* b* U12 ].

Atom
U11
U22
U33
U23
U13
U12
Au1
16(1) 
16(1)
17(1) 
(3(1)
0(1) 
(3(1)

Au2
17(1) 
17(1)
24(1) 
2(1)
3(1) 
(3(1)

C1
22(3) 
16(3)
19(3) 
7(3)
3(3) 
(7(3)

C2
26(3) 
26(4)
13(3) 
10(3)
(4(3) 
3(3)

C3
35(4) 
33(4)
25(3) 
8(3)
12(3) 
19(3)

C4
34(4) 
51(5)
24(3) 
9(4)
6(3) 
21(4)

C5
32(4) 
35(4)
29(4) 
13(3)
0(3) 
4(3)

C6
22(3) 
22(4)
27(3) 
8(3)
9(3) 
(2(3)

C7
16(3) 
22(4)
18(3) 
3(3)
3(2) 
0(3)

C8
20(3) 
20(3)
18(3) 
0(3)
0(3) 
6(3)

C9
31(4) 
32(4)
17(3) 
(5(3)
0(3) 
17(3)

C10
17(3) 
50(5)
14(3) 
(3(3)
10(2) 
0(3)

C11
20(3) 
34(4)
19(3) 
(9(3)
6(3) 
(5(3)

C12
14(3) 
25(4)
23(3) 
2(3)
5(3) 
2(3)

C13
20(3) 
16(3)
20(3) 
3(3)
(3(3) 
(2(3)

C14
17(3) 
23(4)
33(4) 
4(3)
(5(3) 
(1(3)

C15
18(3) 
11(3)
35(4) 
(3(3)
(1(3) 
2(2)

C16
31(4) 
22(4)
20(3) 
(3(3)
(6(3) 
1(3)

C17
37(4) 
26(4)
22(3) 
(5(3)
7(3) 
(4(3)

C18
24(3) 
24(4)
22(3) 
(3(3)
0(3) 
(2(3)

C19
21(3) 
26(4)
24(3) 
3(3)
3(3) 
5(3)

C20
26(4) 
20(4)
32(4) 
(7(3)
16(3) 
0(3)

C21
50(5) 
19(4)
49(5) 
(3(4)
27(4) 
(3(4)

C22
29(4) 
19(4)
73(6) 
13(4)
21(4) 
5(3)

C23
23(4) 
36(5)
60(5) 
23(4)
1(4) 
7(3)

C24
24(4) 
22(4)
38(4) 
10(3)
1(3) 
(2(3)

C25
12(3) 
19(3)
19(3) 
4(3)
1(2) 
(2(2)

C26
20(3) 
27(4)
24(3) 
5(3)
5(3) 
6(3)

C27
12(3) 
41(5)
34(4) 
5(3)
10(3) 
5(3)

C28
27(4) 
14(3)
35(4) 
4(3)
5(3) 
5(3)

C29
30(4) 
21(4)
39(4) 
3(3)
(1(3) 
(5(3)

C30
17(3) 
24(4)
29(3) 
11(3)
0(3) 
(1(3)

C31
21(3) 
11(3)
19(3) 
10(2)
(2(3) 
0(2)

C32
20(3) 
24(4)
21(3) 
4(3)
4(3) 
(4(3)

C33
31(4) 
20(4)
21(3) 
3(3)
2(3) 
(7(3)

C34
29(4) 
20(3)
25(3) 
(2(3)
18(3) 
2(3)

C35
16(3) 
40(5)
32(4) 
(2(3)
7(3) 
1(3)

C36
26(4) 
24(4)
25(3) 
3(3)
(4(3) 
(3(3)

O1
32(3) 
19(2)
16(2) 
5(2)
0(2) 
2(2)

P1
16(1) 
13(1)
16(1) 
(2(1)
(1(1) 
0(1)

P2
15(1) 
14(1)
19(1) 
2(1)
0(1) 
(2(1)

C41
18(3) 
11(3)
24(3) 
(5(2)
7(3) 
(3(2)

C42
20(3) 
21(4)
22(3) 
(2(3)
0(3) 
1(3)

C43
15(3) 
25(4)
25(3) 
(9(3)
7(3) 
7(3)

C44
20(3) 
22(4)
26(3) 
(9(3)
2(3) 
(4(3)

C45
18(3) 
27(4)
20(3) 
(3(3)
6(3) 
(7(3)

C46
16(3) 
28(4)
17(3) 
(8(3)
2(2) 
3(3)

F42
26(2) 
22(2)
36(2) 
3(2)
(3(2) 
1(2)

F44
18(2) 
42(3)
33(2) 
(6(2)
2(2) 
(13(2)

F46
26(2) 
29(2)
29(2) 
5(2)
(7(2) 
(9(2)

Cl43
19(1) 
39(1)
44(1) 
3(1)
(5(1) 
2(1)

Cl45
30(1) 
31(1)
37(1) 
5(1)
4(1) 
(13(1)

C51
16(3) 
21(4)
27(3) 
1(3)
12(3) 
(7(3)

C52
16(3) 
24(4)
23(3) 
1(3)
4(3) 
3(3)

C53
25(3) 
21(4)
21(3) 
10(3)
7(3) 
(9(3)

C54
18(3) 
15(3)
25(3) 
(8(3)
7(3) 
1(2)

C55
22(3) 
28(4)
24(3) 
(1(3)
3(3) 
5(3)

C56
21(3) 
12(3)
35(4) 
13(3)
7(3) 
3(3)

F52
33(2) 
37(3)
32(2) 
11(2)
(8(2) 
(6(2)

F54
22(2) 
22(2)
44(2) 
(3(2)
9(2) 
(9(2)

F56
33(2) 
22(2)
47(3) 
13(2)
0(2) 
(1(2)

Cl53
43(1) 
21(1)
34(1) 
6(1)
12(1) 
2(1)

Cl55
23(1) 
40(1)
55(1) 
10(1)
(6(1) 
2(1)

	


Table 5. Hydrogen coordinates [( 104] and isotropic displacement parameters [Å2 ( 103].

Atom 
x
y
z
Ueq
S.o.f.
H3
3765
7123
5255
36
1

H4
4127
8756
4866
44
1

H5
3336
10433
5026
39
1

H6
2179
10525
5566
28
1

H9
1400
6606
5119
33
1

H10
848
4862
4808
31
1

H11
1273
3231
5236
29
1

H12
2468
3310
5929
25
1

H14
3644
8744
6505
30
1

H15
4628
8716
7250
26
1

H16
3796
8904
7902
31
1

H17
1955
9014
7816
34
1

H18
939
8933
7082
28
1

H20
1673
11033
6640
30
1

H21
840
12778
6528
45
1

H22
(517
13050
5895
47
1

H23
(1069
11585
5402
48
1

H24
(309
9816
5533
34
1

H26
4913
3730
6060
28
1

H27
5386
1835
6098
34
1

H28
4812
686
6653
30
1

H29
3748
1391
7163
36
1

H30
3205
3260
7111
29
1

H32
4043
5906
7403
26
1

H33
3056
6401
7982
29
1

H34
1228
6243
7854
28
1

H35
343
5542
7165
35
1

H36
1320
5074
6566
31
1
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