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Table 1. Crystal data and structure refinement.

	


Identification code 
2008src0886 / B2    

Empirical formula 
C54H39Au2Cl4F6OP2
Formula weight 
1415.53

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 12.17660(10) Å
( = 76.8180(10)°


b = 14.4577(2) Å
( = 79.6220(10)°


c = 15.1547(2) Å
(  = 73.5100(10)°

Volume
2471.67(5) Å3
Z
2

Density (calculated)
1.902 Mg / m3
Absorption coefficient
6.273 mm(1
F(000)
1362

Crystal
Block; Colourless

Crystal size
0.36 ( 0.30 ( 0.16 mm3
( range for data collection
2.96 ( 27.48°

Index ranges
(15 ( h ( 15, (18 ( k ( 18, (19 ( l ( 19

Reflections collected
50329

Independent reflections
11310 [Rint = 0.0380]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.4335 and 0.2111

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
11310 / 0 / 625

Goodness-of-fit on F2
1.081

Final R indices [F2 > 2((F2)]
R1 = 0.0213, wR2 = 0.0424

R indices (all data)
R1 = 0.0267, wR2 = 0.0438

Largest diff. peak and hole
0.522 and (0.778 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.

In the asymmetrc unit, there is half a molecule of hexane.

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
7531(1)
7265(1)
7620(1)
12(1)
1

Au2
8205(1)
9147(1)
7142(1)
12(1)
1

C1
9643(2)
5406(2)
6928(2)
12(1)
1

C2
10384(2)
5459(2)
7511(2)
11(1)
1

C3
11051(2)
4629(2)
8015(2)
14(1)
1

C4
11013(2)
3714(2)
7886(2)
17(1)
1

C5
10318(2)
3635(2)
7285(2)
18(1)
1

C6
9626(2)
4475(2)
6817(2)
16(1)
1

C7
10340(2)
7480(2)
8541(2)
9(1)
1

C8
10638(2)
6519(2)
8386(2)
10(1)
1

C9
11185(2)
5719(2)
8996(2)
12(1)
1

C10
11257(2)
5881(2)
9856(2)
16(1)
1

C11
10861(2)
6810(2)
10065(2)
16(1)
1

C12
10449(2)
7615(2)
9402(2)
13(1)
1

C13
11803(2)
4775(2)
8642(2)
16(1)
1

C14
12945(3)
4944(2)
8061(2)
25(1)
1

C15
12095(3)
3890(2)
9408(2)
26(1)
1

C16
7720(2)
6089(2)
5888(2)
14(1)
1

C17
7990(2)
6030(2)
4965(2)
18(1)
1

C18
7328(3)
5657(2)
4555(2)
24(1)
1

C19
6396(3)
5341(3)
5058(2)
37(1)
1

C20
6110(3)
5410(3)
5970(2)
43(1)
1

C21
6763(3)
5793(3)
6385(2)
30(1)
1

C22
9409(2)
7186(2)
5521(2)
12(1)
1

C23
8813(2)
8095(2)
5071(2)
16(1)
1

C24
9324(3)
8558(2)
4267(2)
20(1)
1

C25
10432(3)
8130(2)
3905(2)
21(1)
1

C26
11039(3)
7232(2)
4360(2)
20(1)
1

C27
10535(2)
6756(2)
5163(2)
16(1)
1

C28
10230(2)
9539(2)
8041(2)
13(1)
1

C29
9316(3)
10104(2)
8538(2)
19(1)
1

C30
9464(3)
10885(2)
8855(2)
24(1)
1

C31
10527(3)
11104(2)
8680(2)
24(1)
1

C32
11432(3)
10554(2)
8182(2)
24(1)
1

C33
11294(2)
9771(2)
7864(2)
16(1)
1

C34
11231(2)
8286(2)
6741(2)
13(1)
1

C35
11101(3)
8786(2)
5845(2)
19(1)
1

C36
12046(3)
8690(3)
5177(2)
27(1)
1

C37
13102(3)
8088(3)
5388(2)
31(1)
1

C38
13239(3)
7586(2)
6274(2)
28(1)
1

C39
12307(2)
7692(2)
6953(2)
19(1)
1

O1
10422(2)
6397(1)
7558(1)
12(1)
1

P1
8618(1)
6523(1)
6465(1)
11(1)
1

P2
10000(1)
8535(1)
7610(1)
10(1)
1

C41
6377(2)
7804(2)
8665(2)
15(1)
1

C42
5228(2)
7808(2)
8724(2)
20(1)
1

C43
4378(2)
8158(2)
9390(2)
24(1)
1

C44
4680(3)
8521(2)
10044(2)
23(1)
1

C45
5812(3)
8550(2)
10032(2)
19(1)
1

C46
6616(2)
8194(2)
9337(2)
15(1)
1

F42
4896(2)
7442(1)
8093(1)
29(1)
1

F44
3872(2)
8864(2)
10707(1)
36(1)
1

F46
7720(1)
8232(1)
9338(1)
20(1)
1

Cl43
2966(1)
8127(1)
9396(1)
42(1)
1

Cl45
6194(1)
9005(1)
10854(1)
32(1)
1

C51
6604(2)
10022(2)
6839(2)
13(1)
1

C52
5780(2)
9756(2)
6505(2)
15(1)
1

C53
4684(2)
10352(2)
6370(2)
18(1)
1

C54
4402(2)
11278(2)
6585(2)
21(1)
1

C55
5187(3)
11604(2)
6900(2)
21(1)
1

C56
6262(2)
10966(2)
7023(2)
16(1)
1

F52
6030(1)
8859(1)
6279(1)
22(1)
1

F54
3340(1)
11877(1)
6466(1)
34(1)
1

F56
7020(1)
11310(1)
7330(1)
23(1)
1

Cl53
3707(1)
9957(1)
5953(1)
28(1)
1

Cl55
4837(1)
12772(1)
7138(1)
39(1)
1

C61
5338(4)
4553(3)
9808(3)
52(1)
1

C62
5949(4)
4772(4)
8855(3)
55(1)
1

C63
6573(4)
3835(4)
8450(3)
66(1)
1

	


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

	


Au1(C41
2.056(3)

Au1(P1
2.2768(7)

Au1(Au2
2.95809(15)

Au2(C51
2.068(3)

Au2(P2
2.2880(7)

C1(C2
1.399(4)

C1(C6
1.401(4)

C1(P1
1.820(3)

C2(O1
1.387(3)

C2(C3
1.392(4)

C3(C4
1.394(4)

C3(C13
1.517(4)

C4(C5
1.392(4)

C4(H4
0.9500

C5(C6
1.389(4)

C5(H5
0.9500

C6(H6
0.9500

C7(C8
1.396(4)

C7(C12
1.397(3)

C7(P2
1.833(3)

C8(O1
1.387(3)

C8(C9
1.390(4)

C9(C10
1.397(4)

C9(C13
1.524(4)

C10(C11
1.381(4)

C10(H10
0.9500

C11(C12
1.390(4)

C11(H11
0.9500

C12(H12
0.9500

C13(C15
1.525(4)

C13(C14
1.556(4)

C14(H14A
0.9800

C14(H14B
0.9800

C14(H14C
0.9800

C15(H15A
0.9800

C15(H15B
0.9800

C15(H15C
0.9800

C16(C21
1.389(4)

C16(C17
1.395(4)

C16(P1
1.828(3)

C17(C18
1.381(4)

C17(H17
0.9500

C18(C19
1.378(4)

C18(H18
0.9500

C19(C20
1.383(5)

C19(H19
0.9500

C20(C21
1.387(5)

C20(H20
0.9500

C21(H21
0.9500

C22(C23
1.396(4)

C22(C27
1.401(4)

C22(P1
1.815(3)

C23(C24
1.382(4)

C23(H23
0.9500

C24(C25
1.385(4)

C24(H24
0.9500

C25(C26
1.392(4)

C25(H25
0.9500

C26(C27
1.386(4)

C26(H26
0.9500

C27(H27
0.9500

C28(C29
1.391(4)

C28(C33
1.395(4)

C28(P2
1.828(3)

C29(C30
1.390(4)

C29(H29
0.9500

C30(C31
1.385(4)

C30(H30
0.9500

C31(C32
1.376(4)

C31(H31
0.9500

C32(C33
1.388(4)

C32(H32
0.9500

C33(H33
0.9500

C34(C39
1.395(4)

C34(C35
1.398(4)

C34(P2
1.819(3)

C35(C36
1.386(4)

C35(H35
0.9500

C36(C37
1.378(5)

C36(H36
0.9500

C37(C38
1.387(5)

C37(H37
0.9500

C38(C39
1.387(4)

C38(H38
0.9500

C39(H39
0.9500

C41(C46
1.379(4)

C41(C42
1.384(4)

C42(F42
1.361(3)

C42(C43
1.381(4)

C43(C44
1.369(4)

C43(Cl43
1.731(3)

C44(F44
1.348(3)

C44(C45
1.387(4)

C45(C46
1.387(4)

C45(Cl45
1.719(3)

C46(F46
1.361(3)

C51(C52
1.379(4)

C51(C56
1.387(4)

C52(F52
1.353(3)

C52(C53
1.389(4)

C53(C54
1.382(4)

C53(Cl53
1.723(3)

C54(F54
1.353(3)

C54(C55
1.374(4)

C55(C56
1.387(4)

C55(Cl55
1.726(3)

C56(F56
1.354(3)

C61(C61i
1.501(9)

C61(C62
1.510(5)

C61(H61A
0.9900

C61(H61B
0.9900

C62(C63
1.554(7)

C62(H62A
0.9900

C62(H62B
0.9900

C63(H63A
0.9800

C63(H63B
0.9800

C63(H63C
0.9800

C41(Au1(P1
171.04(8)

C41(Au1(Au2
88.27(8)

P1(Au1(Au2
99.691(18)

C51(Au2(P2
164.84(8)

C51(Au2(Au1
96.17(8)

P2(Au2(Au1
96.464(17)

C2(C1(C6
118.1(2)

C2(C1(P1
119.0(2)

C6(C1(P1
122.5(2)

O1(C2(C3
121.4(2)

O1(C2(C1
116.0(2)

C3(C2(C1
122.6(2)

C2(C3(C4
117.6(2)

C2(C3(C13
118.1(2)

C4(C3(C13
124.3(2)

C5(C4(C3
121.2(3)

C5(C4(H4
119.4

C3(C4(H4
119.4

C6(C5(C4
120.1(3)

C6(C5(H5
120.0

C4(C5(H5
120.0

C5(C6(C1
120.3(3)

C5(C6(H6
119.8

C1(C6(H6
119.8

C8(C7(C12
117.7(2)

C8(C7(P2
121.27(19)

C12(C7(P2
120.6(2)

O1(C8(C9
120.5(2)

O1(C8(C7
116.6(2)

C9(C8(C7
122.8(2)

C8(C9(C10
117.1(2)

C8(C9(C13
117.9(2)

C10(C9(C13
124.4(2)

C11(C10(C9
121.0(3)

C11(C10(H10
119.5

C9(C10(H10
119.5

C10(C11(C12
120.4(3)

C10(C11(H11
119.8

C12(C11(H11
119.8

C11(C12(C7
120.1(3)

C11(C12(H12
119.9

C7(C12(H12
119.9

C3(C13(C9
107.6(2)

C3(C13(C15
112.3(2)

C9(C13(C15
112.7(2)

C3(C13(C14
108.2(2)

C9(C13(C14
106.9(2)

C15(C13(C14
108.8(2)

C13(C14(H14A
109.5

C13(C14(H14B
109.5

H14A(C14(H14B
109.5

C13(C14(H14C
109.5

H14A(C14(H14C
109.5

H14B(C14(H14C
109.5

C13(C15(H15A
109.5

C13(C15(H15B
109.5

H15A(C15(H15B
109.5

C13(C15(H15C
109.5

H15A(C15(H15C
109.5

H15B(C15(H15C
109.5

C21(C16(C17
119.5(3)

C21(C16(P1
119.2(2)

C17(C16(P1
121.4(2)

C18(C17(C16
120.2(3)

C18(C17(H17
119.9

C16(C17(H17
119.9

C19(C18(C17
120.0(3)

C19(C18(H18
120.0

C17(C18(H18
120.0

C18(C19(C20
120.3(3)

C18(C19(H19
119.9

C20(C19(H19
119.9

C19(C20(C21
120.1(3)

C19(C20(H20
120.0

C21(C20(H20
120.0

C20(C21(C16
119.9(3)

C20(C21(H21
120.0

C16(C21(H21
120.0

C23(C22(C27
119.6(2)

C23(C22(P1
118.0(2)

C27(C22(P1
121.8(2)

C24(C23(C22
120.1(3)

C24(C23(H23
120.0

C22(C23(H23
120.0

C23(C24(C25
120.5(3)

C23(C24(H24
119.7

C25(C24(H24
119.7

C24(C25(C26
119.6(3)

C24(C25(H25
120.2

C26(C25(H25
120.2

C27(C26(C25
120.5(3)

C27(C26(H26
119.7

C25(C26(H26
119.7

C26(C27(C22
119.6(3)

C26(C27(H27
120.2

C22(C27(H27
120.2

C29(C28(C33
119.0(3)

C29(C28(P2
119.5(2)

C33(C28(P2
121.6(2)

C30(C29(C28
120.4(3)

C30(C29(H29
119.8

C28(C29(H29
119.8

C31(C30(C29
120.0(3)

C31(C30(H30
120.0

C29(C30(H30
120.0

C32(C31(C30
119.8(3)

C32(C31(H31
120.1

C30(C31(H31
120.1

C31(C32(C33
120.6(3)

C31(C32(H32
119.7

C33(C32(H32
119.7

C32(C33(C28
120.1(3)

C32(C33(H33
119.9

C28(C33(H33
119.9

C39(C34(C35
119.7(3)

C39(C34(P2
122.3(2)

C35(C34(P2
117.7(2)

C36(C35(C34
119.6(3)

C36(C35(H35
120.2

C34(C35(H35
120.2

C37(C36(C35
120.3(3)

C37(C36(H36
119.8

C35(C36(H36
119.8

C36(C37(C38
120.5(3)

C36(C37(H37
119.7

C38(C37(H37
119.7

C39(C38(C37
119.7(3)

C39(C38(H38
120.1

C37(C38(H38
120.1

C38(C39(C34
120.0(3)

C38(C39(H39
120.0

C34(C39(H39
120.0

C8(O1(C2
116.18(19)

C22(P1(C1
107.09(12)

C22(P1(C16
102.67(12)

C1(P1(C16
103.90(12)

C22(P1(Au1
121.19(9)

C1(P1(Au1
109.98(8)

C16(P1(Au1
110.50(9)

C34(P2(C28
103.12(12)

C34(P2(C7
103.11(12)

C28(P2(C7
103.27(12)

C34(P2(Au2
117.77(9)

C28(P2(Au2
104.06(9)

C7(P2(Au2
122.93(8)

C46(C41(C42
114.0(2)

C46(C41(Au1
126.6(2)

C42(C41(Au1
119.4(2)

F42(C42(C43
116.7(3)

F42(C42(C41
118.9(2)

C43(C42(C41
124.4(3)

C44(C43(C42
118.5(3)

C44(C43(Cl43
121.1(2)

C42(C43(Cl43
120.4(2)

F44(C44(C43
120.0(3)

F44(C44(C45
119.2(3)

C43(C44(C45
120.8(3)

C44(C45(C46
117.4(3)

C44(C45(Cl45
120.9(2)

C46(C45(Cl45
121.7(2)

F46(C46(C41
118.8(2)

F46(C46(C45
116.3(2)

C41(C46(C45
124.9(3)

C52(C51(C56
114.3(2)

C52(C51(Au2
126.8(2)

C56(C51(Au2
118.7(2)

F52(C52(C51
119.4(2)

F52(C52(C53
116.0(2)

C51(C52(C53
124.6(3)

C54(C53(C52
117.6(3)

C54(C53(Cl53
120.9(2)

C52(C53(Cl53
121.4(2)

F54(C54(C55
119.6(3)

F54(C54(C53
119.3(3)

C55(C54(C53
121.1(3)

C54(C55(C56
118.1(3)

C54(C55(Cl55
120.7(2)

C56(C55(Cl55
121.2(2)

F56(C56(C51
119.0(2)

F56(C56(C55
116.7(3)

C51(C56(C55
124.2(3)

C61i(C61(C62
114.4(4)

C61i(C61(H61A
108.7

C62(C61(H61A
108.7

C61i(C61(H61B
108.7

C62(C61(H61B
108.7

H61A(C61(H61B
107.6

C61(C62(C63
113.3(4)

C61(C62(H62A
108.9

C63(C62(H62A
108.9

C61(C62(H62B
108.9

C63(C62(H62B
108.9

H62A(C62(H62B
107.7

C62(C63(H63A
109.5

C62(C63(H63B
109.5

H63A(C63(H63B
109.5

C62(C63(H63C
109.5

H63A(C63(H63C
109.5

H63B(C63(H63C
109.5

	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,(y+1,(z+2 

	


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
13(1) 
12(1)
10(1) 
(3(1)
0(1) 
(2(1)

Au2
13(1) 
10(1)
11(1) 
(1(1)
(3(1) 
(1(1)

C1
17(1) 
12(1)
7(1) 
(2(1)
0(1) 
(4(1)

C2
13(1) 
7(1)
10(1) 
(4(1)
2(1) 
(1(1)

C3
16(1) 
12(1)
13(1) 
(3(1)
(1(1) 
(1(1)

C4
21(2) 
11(1)
16(1) 
(1(1)
(2(1) 
(1(1)

C5
27(2) 
11(1)
17(1) 
(5(1)
(1(1) 
(7(1)

C6
22(2) 
15(1)
12(1) 
(6(1)
(1(1) 
(5(1)

C7
8(1) 
10(1)
10(1) 
(1(1)
(3(1) 
(2(1)

C8
9(1) 
13(1)
8(1) 
(3(1)
0(1) 
(3(1)

C9
11(1) 
12(1)
13(1) 
(1(1)
(2(1) 
(3(1)

C10
19(1) 
15(2)
14(1) 
2(1)
(7(1) 
(5(1)

C11
19(1) 
19(2)
11(1) 
(4(1)
(2(1) 
(7(1)

C12
14(1) 
14(1)
11(1) 
(6(1)
0(1) 
(4(1)

C13
17(1) 
10(1)
18(1) 
(3(1)
(6(1) 
1(1)

C14
19(2) 
22(2)
34(2) 
(14(1)
0(1) 
(1(1)

C15
34(2) 
15(2)
29(2) 
1(1)
(19(1) 
(1(1)

C16
16(1) 
13(1)
14(1) 
(2(1)
(3(1) 
(3(1)

C17
17(1) 
18(2)
19(1) 
(7(1)
(2(1) 
(2(1)

C18
23(2) 
31(2)
19(2) 
(10(1)
(7(1) 
(3(1)

C19
28(2) 
58(3)
35(2) 
(21(2)
(6(2) 
(20(2)

C20
35(2) 
74(3)
35(2) 
(19(2)
6(2) 
(39(2)

C21
27(2) 
47(2)
22(2) 
(14(2)
3(1) 
(18(2)

C22
15(1) 
12(1)
11(1) 
(6(1)
0(1) 
(6(1)

C23
14(1) 
18(2)
15(1) 
(5(1)
(2(1) 
(2(1)

C24
26(2) 
19(2)
16(1) 
1(1)
(8(1) 
(7(1)

C25
31(2) 
22(2)
14(1) 
1(1)
(1(1) 
(17(1)

C26
18(1) 
22(2)
20(2) 
(8(1)
4(1) 
(8(1)

C27
18(1) 
14(1)
15(1) 
(4(1)
(2(1) 
(5(1)

C28
20(1) 
10(1)
9(1) 
(1(1)
(3(1) 
(3(1)

C29
21(2) 
16(2)
20(2) 
(6(1)
2(1) 
(5(1)

C30
33(2) 
17(2)
22(2) 
(13(1)
5(1) 
(2(1)

C31
46(2) 
17(2)
16(2) 
(6(1)
(1(1) 
(16(2)

C32
33(2) 
25(2)
21(2) 
(8(1)
(1(1) 
(19(1)

C33
19(1) 
17(2)
13(1) 
(6(1)
1(1) 
(6(1)

C34
19(1) 
12(1)
12(1) 
(7(1)
3(1) 
(8(1)

C35
24(2) 
21(2)
15(1) 
(2(1)
(3(1) 
(14(1)

C36
37(2) 
41(2)
13(1) 
(7(1)
4(1) 
(27(2)

C37
34(2) 
44(2)
23(2) 
(18(2)
17(1) 
(23(2)

C38
22(2) 
26(2)
33(2) 
(11(2)
9(1) 
(6(1)

C39
21(2) 
15(2)
19(2) 
(3(1)
2(1) 
(5(1)

O1
18(1) 
7(1)
10(1) 
(2(1)
(4(1) 
(1(1)

P1
13(1) 
11(1)
9(1) 
(3(1)
(1(1) 
(2(1)

P2
12(1) 
9(1)
9(1) 
(2(1)
(2(1) 
(2(1)

C41
17(1) 
14(1)
10(1) 
0(1)
(1(1) 
0(1)

C42
20(2) 
23(2)
15(1) 
(5(1)
(1(1) 
(5(1)

C43
12(1) 
33(2)
19(2) 
(1(1)
2(1) 
(1(1)

C44
20(2) 
24(2)
14(1) 
(3(1)
7(1) 
5(1)

C45
26(2) 
15(2)
12(1) 
(3(1)
(1(1) 
0(1)

C46
14(1) 
12(1)
16(1) 
1(1)
(2(1) 
(1(1)

F42
22(1) 
50(1)
22(1) 
(13(1)
(2(1) 
(14(1)

F44
28(1) 
45(1)
22(1) 
(11(1)
12(1) 
6(1)

F46
18(1) 
24(1)
18(1) 
(4(1)
(1(1) 
(7(1)

Cl43
13(1) 
75(1)
31(1) 
(5(1)
0(1) 
(6(1)

Cl45
48(1) 
32(1)
19(1) 
(13(1)
0(1) 
(9(1)

C51
12(1) 
13(1)
10(1) 
1(1)
(1(1) 
1(1)

C52
17(1) 
12(1)
14(1) 
0(1)
0(1) 
(2(1)

C53
16(1) 
21(2)
17(1) 
0(1)
(3(1) 
(4(1)

C54
13(1) 
21(2)
21(2) 
0(1)
0(1) 
4(1)

C55
23(2) 
14(2)
22(2) 
(5(1)
3(1) 
1(1)

C56
16(1) 
18(2)
13(1) 
(2(1)
1(1) 
(3(1)

F52
23(1) 
15(1)
28(1) 
(6(1)
(10(1) 
(1(1)

F54
16(1) 
31(1)
45(1) 
(5(1)
(5(1) 
10(1)

F56
24(1) 
20(1)
28(1) 
(8(1)
(6(1) 
(5(1)

Cl53
17(1) 
33(1)
33(1) 
(1(1)
(9(1) 
(7(1)

Cl55
41(1) 
19(1)
51(1) 
(16(1)
(8(1) 
8(1)

C61
48(3) 
65(3)
44(2) 
13(2)
(18(2) 
(26(2)

C62
41(2) 
81(3)
37(2) 
14(2)
(17(2) 
(20(2)

C63
69(3) 
81(4)
43(3) 
16(2)
(29(2) 
(22(3)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H4
11469
3135
8214
21
1

H5
10317
3006
7195
22
1

H6
9139
4417
6419
19
1

H10
11583
5345
10303
19
1

H11
10869
6899
10665
19
1

H12
10241
8258
9534
15
1

H14A
13363
4355
7810
37
1

H14B
13425
5077
8447
37
1

H14C
12766
5505
7560
37
1

H15A
11382
3787
9788
39
1

H15B
12599
4008
9784
39
1

H15C
12491
3304
9145
39
1

H17
8631
6248
4617
22
1

H18
7514
5618
3926
29
1

H19
5949
5075
4777
44
1

H20
5465
5194
6314
51
1

H21
6556
5853
7008
36
1

H23
8055
8397
5317
19
1

H24
8912
9174
3960
24
1

H25
10777
8448
3348
25
1

H26
11805
6944
4119
23
1

H27
10950
6141
5468
19
1

H29
8585
9956
8661
23
1

H30
8835
11269
9192
29
1

H31
10632
11632
8903
29
1

H32
12158
10711
8054
28
1

H33
11926
9393
7525
19
1

H35
10370
9190
5695
22
1

H36
11965
9041
4571
33
1

H37
13741
8017
4924
38
1

H38
13969
7171
6415
34
1

H39
12401
7360
7563
22
1

H61A
4805
4149
9803
63
1

H61B
5918
4158
10219
63
1

H62A
6523
5135
8866
65
1

H62B
5379
5202
8450
65
1

H63A
7145
3407
8844
98
1

H63B
6961
4023
7837
98
1

H63C
6006
3484
8415
98
1
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