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Table 1. Crystal data and structure refinement.

	


Identification code 
2008src0881 / A3   

Empirical formula 
C48H28Au2Cl10OP2
Formula weight 
1431.08

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 12.1958(1) Å
( = 94.551(1)°


b = 13.3800(2) Å
( = 95.856(1)°


c = 14.7281(2) Å
(  = 94.182(1)°

Volume
2375.28(5) Å3
Z
2

Density (calculated)
2.001 Mg / m3
Absorption coefficient
6.837 mm(1
F(000)
1364

Crystal
Block; Colourless

Crystal size
0.18 ( 0.06 ( 0.04 mm3
( range for data collection
3.06 ( 27.48°

Index ranges
(15 ( h ( 15, (17 ( k ( 17, (19 ( l ( 19

Reflections collected
51299

Independent reflections
10872 [Rint = 0.0529]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.7716 and 0.3725

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
10872 / 0 / 568

Goodness-of-fit on F2
1.057

Final R indices [F2 > 2((F2)]
R1 = 0.0277, wR2 = 0.0535

R indices (all data)
R1 = 0.0363, wR2 = 0.0566

Largest diff. peak and hole
0.882 and (1.045 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
7094(1)
4752(1)
2984(1)
17(1)
1

Au2
8200(1)
(64(1)
2110(1)
18(1)
1

C1
5999(3)
2456(3)
3584(2)
18(1)
1

C2
7003(3)
2030(3)
3746(2)
19(1)
1

C3
7197(3)
1400(3)
4431(3)
24(1)
1

C4
6363(3)
1175(3)
4969(3)
26(1)
1

C5
5346(3)
1566(3)
4815(3)
26(1)
1

C6
5163(3)
2202(3)
4126(2)
21(1)
1

C7
9701(3)
2246(3)
3021(2)
16(1)
1

C8
8844(3)
2576(3)
3500(2)
17(1)
1

C9
9037(3)
3282(3)
4249(2)
21(1)
1

C10
10116(3)
3677(3)
4539(3)
23(1)
1

C11
10973(3)
3373(3)
4066(3)
24(1)
1

C12
10777(3)
2665(3)
3325(3)
21(1)
1

C13
4512(3)
3795(3)
2732(3)
21(1)
1

C14
4340(3)
4491(3)
3448(3)
28(1)
1

C15
3360(4)
4954(3)
3433(3)
37(1)
1

C16
2550(4)
4729(4)
2710(4)
43(1)
1

C17
2700(3)
4027(3)
1996(4)
41(1)
1

C18
3682(3)
3555(3)
2010(3)
28(1)
1

C19
5893(3)
2604(3)
1634(2)
17(1)
1

C20
5737(3)
1562(3)
1572(3)
23(1)
1

C21
5783(3)
1009(3)
748(3)
27(1)
1

C22
5963(3)
1498(3)
(26(3)
28(1)
1

C23
6121(3)
2535(3)
25(3)
23(1)
1

C24
6092(3)
3092(3)
855(3)
21(1)
1

C25
10798(3)
921(3)
1885(3)
21(1)
1

C26
11241(3)
260(3)
2487(3)
32(1)
1

C27
12318(4)
(4(3)
2451(3)
38(1)
1

C28
12950(3)
375(3)
1816(3)
33(1)
1

C29
12505(3)
1004(3)
1197(3)
32(1)
1

C30
11432(3)
1284(3)
1239(3)
26(1)
1

C31
9086(3)
2021(3)
1069(2)
19(1)
1

C32
8831(3)
1505(3)
200(3)
23(1)
1

C33
8696(3)
2034(3)
(565(3)
29(1)
1

C34
8784(3)
3071(3)
(487(3)
29(1)
1

C35
9000(4)
3588(3)
371(3)
32(1)
1

C36
9150(3)
3069(3)
1144(3)
25(1)
1

O1
7778(2)
2223(2)
3135(2)
20(1)
1

P1
5884(1)
3352(1)
2716(1)
16(1)
1

P2
9418(1)
1306(1)
2044(1)
17(1)
1

C41
8032(3)
6108(3)
3311(2)
17(1)
1

C42
7626(3)
6875(3)
3845(2)
18(1)
1

C43
8238(3)
7782(3)
4141(2)
20(1)
1

C44
9301(3)
7948(3)
3888(2)
19(1)
1

C45
9729(3)
7204(3)
3343(2)
19(1)
1

C46
9084(3)
6318(3)
3057(2)
18(1)
1

Cl42
6317(1)
6678(1)
4209(1)
26(1)
1

Cl43
7714(1)
8696(1)
4835(1)
31(1)
1

Cl44
10087(1)
9035(1)
4302(1)
29(1)
1

Cl45
11069(1)
7395(1)
3069(1)
29(1)
1

Cl46
9635(1)
5402(1)
2372(1)
27(1)
1

C51
7171(3)
(1377(3)
1981(2)
17(1)
1

C52
6139(3)
(1493(3)
2315(2)
18(1)
1

C53
5433(3)
(2369(3)
2150(3)
20(1)
1

C54
5759(3)
(3186(3)
1628(3)
21(1)
1

C55
6779(3)
(3114(3)
1282(2)
21(1)
1

C56
7460(3)
(2227(3)
1473(2)
19(1)
1

Cl52
5715(1)
(494(1)
2997(1)
24(1)
1

Cl53
4157(1)
(2452(1)
2569(1)
26(1)
1

Cl54
4910(1)
(4286(1)
1416(1)
28(1)
1

Cl55
7171(1)
(4121(1)
615(1)
32(1)
1

Cl56
8749(1)
(2177(1)
1057(1)
27(1)
1

	


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

	


Au1(C41
2.068(3)

Au1(P1
2.2805(9)

Au2(C51
2.067(3)

Au2(P2
2.2887(9)

C1(C2
1.395(5)

C1(C6
1.397(5)

C1(P1
1.823(4)

C2(C3
1.379(5)

C2(O1
1.395(4)

C3(C4
1.383(5)

C3(H3
0.9500

C4(C5
1.385(5)

C4(H4
0.9500

C5(C6
1.387(5)

C5(H5
0.9500

C6(H6
0.9500

C7(C8
1.397(5)

C7(C12
1.404(5)

C7(P2
1.822(4)

C8(C9
1.384(5)

C8(O1
1.389(4)

C9(C10
1.394(5)

C9(H9
0.9500

C10(C11
1.381(5)

C10(H10
0.9500

C11(C12
1.377(5)

C11(H11
0.9500

C12(H12
0.9500

C13(C18
1.392(5)

C13(C14
1.393(5)

C13(P1
1.817(4)

C14(C15
1.385(5)

C14(H14
0.9500

C15(C16
1.375(7)

C15(H15
0.9500

C16(C17
1.389(7)

C16(H16
0.9500

C17(C18
1.392(6)

C17(H17
0.9500

C18(H18
0.9500

C19(C20
1.388(5)

C19(C24
1.397(5)

C19(P1
1.814(4)

C20(C21
1.379(5)

C20(H20
0.9500

C21(C22
1.389(5)

C21(H21
0.9500

C22(C23
1.383(5)

C22(H22
0.9500

C23(C24
1.385(5)

C23(H23
0.9500

C24(H24
0.9500

C25(C30
1.382(5)

C25(C26
1.398(5)

C25(P2
1.828(4)

C26(C27
1.389(6)

C26(H26
0.9500

C27(C28
1.375(6)

C27(H27
0.9500

C28(C29
1.386(6)

C28(H28
0.9500

C29(C30
1.394(5)

C29(H29
0.9500

C30(H30
0.9500

C31(C36
1.394(5)

C31(C32
1.400(5)

C31(P2
1.815(4)

C32(C33
1.379(5)

C32(H32
0.9500

C33(C34
1.378(6)

C33(H33
0.9500

C34(C35
1.383(6)

C34(H34
0.9500

C35(C36
1.383(5)

C35(H35
0.9500

C36(H36
0.9500

C41(C46
1.389(5)

C41(C42
1.394(5)

C42(C43
1.392(5)

C42(Cl42
1.744(4)

C43(C44
1.392(5)

C43(Cl43
1.732(4)

C44(C45
1.394(5)

C44(Cl44
1.715(4)

C45(C46
1.385(5)

C45(Cl45
1.729(4)

C46(Cl46
1.742(4)

C51(C56
1.398(5)

C51(C52
1.400(5)

C52(C53
1.392(5)

C52(Cl52
1.749(4)

C53(C54
1.391(5)

C53(Cl53
1.731(4)

C54(C55
1.391(5)

C54(Cl54
1.724(4)

C55(C56
1.391(5)

C55(Cl55
1.730(4)

C56(Cl56
1.743(4)

C41(Au1(P1
172.58(10)

C51(Au2(P2
171.34(10)

C2(C1(C6
117.8(3)

C2(C1(P1
117.9(3)

C6(C1(P1
124.2(3)

C3(C2(O1
121.5(3)

C3(C2(C1
122.3(3)

O1(C2(C1
116.1(3)

C2(C3(C4
118.8(4)

C2(C3(H3
120.6

C4(C3(H3
120.6

C3(C4(C5
120.6(4)

C3(C4(H4
119.7

C5(C4(H4
119.7

C4(C5(C6
120.1(4)

C4(C5(H5
120.0

C6(C5(H5
120.0

C5(C6(C1
120.5(3)

C5(C6(H6
119.8

C1(C6(H6
119.8

C8(C7(C12
117.3(3)

C8(C7(P2
120.8(3)

C12(C7(P2
121.9(3)

C9(C8(O1
121.6(3)

C9(C8(C7
122.0(3)

O1(C8(C7
116.2(3)

C8(C9(C10
119.3(3)

C8(C9(H9
120.3

C10(C9(H9
120.3

C11(C10(C9
119.6(4)

C11(C10(H10
120.2

C9(C10(H10
120.2

C12(C11(C10
120.8(4)

C12(C11(H11
119.6

C10(C11(H11
119.6

C11(C12(C7
120.9(3)

C11(C12(H12
119.5

C7(C12(H12
119.5

C18(C13(C14
119.4(4)

C18(C13(P1
122.4(3)

C14(C13(P1
117.8(3)

C15(C14(C13
120.3(4)

C15(C14(H14
119.9

C13(C14(H14
119.9

C16(C15(C14
120.1(4)

C16(C15(H15
119.9

C14(C15(H15
119.9

C15(C16(C17
120.4(4)

C15(C16(H16
119.8

C17(C16(H16
119.8

C16(C17(C18
119.6(4)

C16(C17(H17
120.2

C18(C17(H17
120.2

C17(C18(C13
120.1(4)

C17(C18(H18
120.0

C13(C18(H18
120.0

C20(C19(C24
119.7(3)

C20(C19(P1
121.4(3)

C24(C19(P1
118.9(3)

C21(C20(C19
120.3(4)

C21(C20(H20
119.9

C19(C20(H20
119.9

C20(C21(C22
119.8(4)

C20(C21(H21
120.1

C22(C21(H21
120.1

C23(C22(C21
120.5(4)

C23(C22(H22
119.8

C21(C22(H22
119.8

C22(C23(C24
119.8(4)

C22(C23(H23
120.1

C24(C23(H23
120.1

C23(C24(C19
119.9(3)

C23(C24(H24
120.0

C19(C24(H24
120.0

C30(C25(C26
119.3(4)

C30(C25(P2
123.5(3)

C26(C25(P2
117.2(3)

C27(C26(C25
120.2(4)

C27(C26(H26
119.9

C25(C26(H26
119.9

C28(C27(C26
120.2(4)

C28(C27(H27
119.9

C26(C27(H27
119.9

C27(C28(C29
120.0(4)

C27(C28(H28
120.0

C29(C28(H28
120.0

C28(C29(C30
120.1(4)

C28(C29(H29
119.9

C30(C29(H29
119.9

C25(C30(C29
120.2(4)

C25(C30(H30
119.9

C29(C30(H30
119.9

C36(C31(C32
118.7(3)

C36(C31(P2
122.4(3)

C32(C31(P2
118.8(3)

C33(C32(C31
120.0(4)

C33(C32(H32
120.0

C31(C32(H32
120.0

C34(C33(C32
121.0(4)

C34(C33(H33
119.5

C32(C33(H33
119.5

C33(C34(C35
119.4(4)

C33(C34(H34
120.3

C35(C34(H34
120.3

C34(C35(C36
120.3(4)

C34(C35(H35
119.8

C36(C35(H35
119.8

C35(C36(C31
120.5(4)

C35(C36(H36
119.7

C31(C36(H36
119.7

C8(O1(C2
117.7(3)

C19(P1(C13
107.09(17)

C19(P1(C1
104.95(16)

C13(P1(C1
105.90(16)

C19(P1(Au1
116.94(12)

C13(P1(Au1
106.00(12)

C1(P1(Au1
115.21(12)

C31(P2(C7
104.80(16)

C31(P2(C25
103.53(17)

C7(P2(C25
102.14(16)

C31(P2(Au2
113.76(12)

C7(P2(Au2
119.91(11)

C25(P2(Au2
110.91(12)

C46(C41(C42
115.6(3)

C46(C41(Au1
124.6(3)

C42(C41(Au1
119.8(3)

C43(C42(C41
123.1(3)

C43(C42(Cl42
117.9(3)

C41(C42(Cl42
119.0(3)

C42(C43(C44
119.2(3)

C42(C43(Cl43
121.3(3)

C44(C43(Cl43
119.4(3)

C43(C44(C45
119.4(3)

C43(C44(Cl44
119.4(3)

C45(C44(Cl44
121.1(3)

C46(C45(C44
119.3(3)

C46(C45(Cl45
121.5(3)

C44(C45(Cl45
119.1(3)

C45(C46(C41
123.4(3)

C45(C46(Cl46
118.5(3)

C41(C46(Cl46
118.1(3)

C56(C51(C52
114.6(3)

C56(C51(Au2
119.6(3)

C52(C51(Au2
125.7(3)

C53(C52(C51
123.7(3)

C53(C52(Cl52
117.7(3)

C51(C52(Cl52
118.5(3)

C54(C53(C52
119.1(3)

C54(C53(Cl53
119.6(3)

C52(C53(Cl53
121.3(3)

C53(C54(C55
119.6(3)

C53(C54(Cl54
120.4(3)

C55(C54(Cl54
120.1(3)

C56(C55(C54
119.3(3)

C56(C55(Cl55
121.2(3)

C54(C55(Cl55
119.6(3)

C55(C56(C51
123.7(3)

C55(C56(Cl56
117.9(3)

C51(C56(Cl56
118.4(3)

	


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
15(1) 
15(1)
19(1) 
0(1)
3(1) 
0(1)

Au2
15(1) 
16(1)
22(1) 
2(1)
3(1) 
(2(1)

C1
20(2) 
17(2)
16(2) 
(3(2)
2(2) 
1(2)

C2
18(2) 
20(2)
16(2) 
(4(2)
4(2) 
1(2)

C3
21(2) 
25(2)
25(2) 
(1(2)
0(2) 
7(2)

C4
39(2) 
24(2)
15(2) 
5(2)
2(2) 
5(2)

C5
32(2) 
24(2)
24(2) 
4(2)
11(2) 
0(2)

C6
21(2) 
20(2)
23(2) 
3(2)
8(2) 
5(2)

C7
17(2) 
16(2)
17(2) 
2(1)
3(1) 
0(1)

C8
15(2) 
18(2)
18(2) 
7(2)
(1(1) 
1(1)

C9
25(2) 
23(2)
16(2) 
3(2)
2(2) 
6(2)

C10
33(2) 
16(2)
18(2) 
3(2)
(3(2) 
3(2)

C11
23(2) 
27(2)
21(2) 
5(2)
(2(2) 
(8(2)

C12
17(2) 
22(2)
24(2) 
3(2)
5(2) 
(2(2)

C13
16(2) 
15(2)
34(2) 
11(2)
6(2) 
0(2)

C14
22(2) 
26(2)
39(3) 
8(2)
13(2) 
4(2)

C15
30(2) 
25(2)
62(3) 
10(2)
26(2) 
7(2)

C16
21(2) 
41(3)
74(4) 
31(3)
18(2) 
12(2)

C17
15(2) 
43(3)
68(4) 
24(3)
7(2) 
1(2)

C18
17(2) 
28(2)
40(3) 
9(2)
3(2) 
(1(2)

C19
13(2) 
18(2)
20(2) 
1(2)
1(1) 
2(1)

C20
26(2) 
20(2)
19(2) 
1(2)
0(2) 
(4(2)

C21
33(2) 
17(2)
29(2) 
(3(2)
(4(2) 
(3(2)

C22
26(2) 
32(2)
22(2) 
(5(2)
(1(2) 
5(2)

C23
19(2) 
32(2)
19(2) 
7(2)
1(2) 
4(2)

C24
23(2) 
17(2)
23(2) 
3(2)
2(2) 
3(2)

C25
17(2) 
16(2)
29(2) 
(4(2)
3(2) 
1(2)

C26
27(2) 
32(2)
41(3) 
4(2)
14(2) 
7(2)

C27
32(2) 
31(3)
50(3) 
1(2)
3(2) 
11(2)

C28
19(2) 
26(2)
50(3) 
(15(2)
1(2) 
5(2)

C29
23(2) 
37(3)
36(3) 
(6(2)
14(2) 
(2(2)

C30
22(2) 
28(2)
29(2) 
1(2)
9(2) 
(1(2)

C31
15(2) 
21(2)
20(2) 
(1(2)
5(2) 
2(2)

C32
21(2) 
20(2)
26(2) 
(5(2)
3(2) 
(5(2)

C33
22(2) 
45(3)
19(2) 
(3(2)
4(2) 
(2(2)

C34
31(2) 
38(3)
21(2) 
10(2)
3(2) 
3(2)

C35
47(3) 
21(2)
30(2) 
9(2)
6(2) 
5(2)

C36
34(2) 
22(2)
18(2) 
(3(2)
0(2) 
4(2)

O1
14(1) 
30(2)
16(1) 
(1(1)
4(1) 
5(1)

P1
14(1) 
15(1)
21(1) 
2(1)
4(1) 
1(1)

P2
14(1) 
15(1)
22(1) 
0(1)
5(1) 
(1(1)

C41
20(2) 
12(2)
17(2) 
1(1)
(3(2) 
(2(1)

C42
19(2) 
18(2)
17(2) 
4(2)
4(2) 
4(2)

C43
29(2) 
16(2)
16(2) 
(1(2)
1(2) 
7(2)

C44
23(2) 
17(2)
15(2) 
0(2)
(3(2) 
(3(2)

C45
17(2) 
21(2)
19(2) 
4(2)
1(2) 
(3(2)

C46
19(2) 
16(2)
17(2) 
(1(2)
2(2) 
3(2)

Cl42
21(1) 
27(1)
30(1) 
(2(1)
9(1) 
3(1)

Cl43
32(1) 
23(1)
37(1) 
(8(1)
6(1) 
8(1)

Cl44
35(1) 
19(1)
31(1) 
(4(1)
2(1) 
(6(1)

Cl45
22(1) 
30(1)
33(1) 
(4(1)
8(1) 
(7(1)

Cl46
21(1) 
24(1)
36(1) 
(9(1)
8(1) 
0(1)

C51
17(2) 
18(2)
16(2) 
4(2)
(2(1) 
(4(2)

C52
20(2) 
18(2)
18(2) 
7(2)
0(2) 
3(2)

C53
19(2) 
19(2)
23(2) 
8(2)
1(2) 
1(2)

C54
21(2) 
16(2)
25(2) 
7(2)
0(2) 
(2(2)

C55
26(2) 
17(2)
20(2) 
6(2)
3(2) 
4(2)

C56
19(2) 
20(2)
19(2) 
8(2)
4(2) 
(1(2)

Cl52
26(1) 
19(1)
29(1) 
2(1)
8(1) 
1(1)

Cl53
18(1) 
27(1)
35(1) 
6(1)
7(1) 
(2(1)

Cl54
27(1) 
16(1)
41(1) 
5(1)
2(1) 
(5(1)

Cl55
36(1) 
20(1)
40(1) 
(3(1)
12(1) 
2(1)

Cl56
22(1) 
26(1)
33(1) 
5(1)
12(1) 
1(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H3
7891
1125
4532
28
1

H4
6488
749
5449
31
1

H5
4774
1398
5182
31
1

H6
4463
2466
4021
25
1

H9
8440
3495
4562
25
1

H10
10262
4153
5059
27
1

H11
11706
3656
4254
29
1

H12
11379
2457
3015
25
1

H14
4898
4648
3949
34
1

H15
3247
5428
3923
45
1

H16
1884
5057
2698
51
1

H17
2135
3869
1501
49
1

H18
3785
3069
1527
34
1

H20
5597
1229
2100
27
1

H21
5691
295
711
33
1

H22
5979
1117
(597
33
1

H23
6249
2866
(506
28
1

H24
6207
3805
895
25
1

H26
10804
(10
2922
39
1

H27
12618
(447
2866
45
1

H28
13691
205
1802
39
1

H29
12933
1244
744
38
1

H30
11135
1726
821
31
1

H32
8752
790
136
28
1

H33
8539
1679
(1154
35
1

H34
8697
3428
(1019
35
1

H35
9046
4302
430
39
1

H36
9297
3430
1731
30
1
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