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Table 1. Crystal data and structure refinement.

	


Identification code 
2005src0806    

Empirical formula 
C57H54ClO3P3Ru

Formula weight 
1016.43

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 10.4233(8) Å
( = 83.078(16)°


b = 12.932(3) Å
( = 79.283(16)°


c = 18.718(5) Å
(  = 76.322(16)°

Volume
2401.0(8) Å3
Z
2

Density (calculated)
1.406 Mg / m3
Absorption coefficient
0.528 mm(1
F(000)
1052

Crystal
Slab; Colourless

Crystal size
0.10 ( 0.09 ( 0.04 mm3
( range for data collection
3.01 ( 27.48°

Index ranges
(13 ( h ( 12, (16 ( k ( 16, (24 ( l ( 24

Reflections collected
47767

Independent reflections
10988 [Rint = 0.0661]

Completeness to ( = 27.48°
99.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9792 and 0.9491

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
10988 / 0 / 592

Goodness-of-fit on F2
1.044

Final R indices [F2 > 2((F2)]
R1 = 0.0428, wR2 = 0.0858

R indices (all data)
R1 = 0.0647, wR2 = 0.0942

Largest diff. peak and hole
0.598 and (0.578 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: SADABS Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. 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.

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.
Cl1
3780(1)
1594(1)
6709(1)
23(1)
1

Ru1
1460(1)
1888(1)
7372(1)
16(1)
1

C1
2002(2)
723(2)
8219(1)
15(1)
1

C2
1963(2)
1023(2)
8909(1)
17(1)
1

C3
2365(2)
309(2)
9486(1)
18(1)
1

C4
2865(2)
(748(2)
9314(2)
20(1)
1

C5
2909(2)
(1121(2)
8635(1)
18(1)
1

C6
2389(2)
(353(2)
8115(1)
16(1)
1

C7
2255(3)
646(2)
10260(1)
21(1)
1

C8
782(3)
1144(3)
10555(2)
32(1)
1

C9
3134(3)
1448(2)
10257(2)
31(1)
1

C10
2720(3)
(303(2)
10785(2)
31(1)
1

C11
3507(3)
(2296(2)
8492(2)
20(1)
1

C12
4595(3)
(2380(2)
7806(2)
32(1)
1

C13
2407(3)
(2852(2)
8388(2)
26(1)
1

C14
4180(3)
(2912(2)
9125(2)
29(1)
1

C15
3208(3)
3248(2)
8413(1)
20(1)
1

C16
4398(3)
2525(2)
8171(2)
23(1)
1

C17
5589(3)
2602(2)
8370(2)
24(1)
1

C18
5609(3)
3374(2)
8815(2)
27(1)
1

C19
4435(3)
4072(2)
9063(2)
28(1)
1

C20
3234(3)
4017(2)
8862(2)
25(1)
1

C21
347(3)
4042(2)
8589(2)
20(1)
1

C22
(719(3)
3879(2)
9133(2)
28(1)
1

C23
(1747(3)
4729(3)
9355(2)
38(1)
1

C24
(1728(3)
5752(3)
9041(2)
39(1)
1

C25
(684(3)
5925(3)
8507(2)
36(1)
1

C26
349(3)
5077(2)
8279(2)
26(1)
1

C27
2120(3)
(338(2)
6083(1)
19(1)
1

C28
3510(3)
(562(2)
5881(2)
22(1)
1

C29
4101(3)
(1049(2)
5244(2)
24(1)
1

C30
3325(3)
(1324(2)
4806(2)
25(1)
1

C31
1948(3)
(1107(2)
5003(2)
25(1)
1

C32
1339(3)
(615(2)
5634(1)
20(1)
1

C33
(309(2)
(5(2)
7087(1)
18(1)
1

C34
(553(3)
(1011(2)
7326(1)
22(1)
1

C35
(1840(3)
(1186(2)
7404(2)
25(1)
1

C36
(2895(3)
(358(2)
7249(1)
24(1)
1

C37
(2657(3)
641(2)
7006(1)
23(1)
1

C38
(1376(2)
821(2)
6927(1)
20(1)
1

O1
1471(2)
2107(1)
9028(1)
18(1)
1

O2
2230(2)
(667(1)
7450(1)
17(1)
1

P1
1666(1)
2915(1)
8289(1)
17(1)
1

P2
1372(1)
264(1)
6939(1)
17(1)
1

C41
1365(3)
4547(2)
6457(1)
21(1)
1

C42
2602(3)
4548(2)
6641(2)
24(1)
1

C43
2968(3)
5503(2)
6672(2)
28(1)
1

C44
2120(3)
6467(2)
6512(2)
29(1)
1

C45
882(3)
6477(2)
6333(2)
29(1)
1

C46
510(3)
5525(2)
6294(2)
25(1)
1

C47
(826(3)
3637(2)
6309(2)
22(1)
1

C48
(1757(3)
3974(2)
6915(2)
30(1)
1

C49
(3122(3)
4147(3)
6899(2)
37(1)
1

C50
(3559(3)
3984(3)
6283(2)
39(1)
1

C51
(2662(3)
3697(2)
5666(2)
35(1)
1

C52
(1297(3)
3531(2)
5677(2)
27(1)
1

C53
1765(3)
2944(2)
5462(1)
20(1)
1

C54
2540(3)
3580(2)
5008(2)
26(1)
1

C55
3110(3)
3309(2)
4304(2)
31(1)
1

C56
2908(3)
2411(2)
4043(2)
29(1)
1

C57
2148(3)
1766(2)
4493(2)
25(1)
1

C58
1597(3)
2034(2)
5198(2)
22(1)
1

P41
950(1)
3258(1)
6393(1)
19(1)
1

C61
(282(3)
2066(2)
7867(2)
21(1)
1

O61
(1283(2)
2156(2)
8207(1)
25(1)
1

	


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

	


Cl1(Ru1
2.4691(8)

Ru1(C61
1.853(3)

Ru1(C1
2.111(2)

Ru1(P1
2.3612(9)

Ru1(P2
2.3670(9)

Ru1(P41
2.4322(9)

C1(C6
1.382(4)

C1(C2
1.383(3)

C2(C3
1.393(4)

C2(O1
1.404(3)

C3(C4
1.397(4)

C3(C7
1.540(4)

C4(C5
1.402(4)

C4(H4
0.9500

C5(C6
1.391(4)

C5(C11
1.535(4)

C6(O2
1.406(3)

C7(C10
1.521(4)

C7(C9
1.537(4)

C7(C8
1.543(4)

C8(H8A
0.9800

C8(H8B
0.9800

C8(H8C
0.9800

C9(H9A
0.9800

C9(H9B
0.9800

C9(H9C
0.9800

C10(H10A
0.9800

C10(H10B
0.9800

C10(H10C
0.9800

C11(C14
1.532(4)

C11(C13
1.542(4)

C11(C12
1.542(4)

C12(H12A
0.9800

C12(H12B
0.9800

C12(H12C
0.9800

C13(H13A
0.9800

C13(H13B
0.9800

C13(H13C
0.9800

C14(H14A
0.9800

C14(H14B
0.9800

C14(H14C
0.9800

C15(C20
1.386(4)

C15(C16
1.400(4)

C15(P1
1.821(3)

C16(C17
1.389(4)

C16(H16
0.9500

C17(C18
1.382(4)

C17(H17
0.9500

C18(C19
1.377(4)

C18(H18
0.9500

C19(C20
1.392(4)

C19(H19
0.9500

C20(H20
0.9500

C21(C26
1.394(4)

C21(C22
1.398(4)

C21(P1
1.814(3)

C22(C23
1.386(4)

C22(H22
0.9500

C23(C24
1.384(4)

C23(H23
0.9500

C24(C25
1.375(4)

C24(H24
0.9500

C25(C26
1.388(4)

C25(H25
0.9500

C26(H26
0.9500

C27(C28
1.396(4)

C27(C32
1.401(4)

C27(P2
1.826(3)

C28(C29
1.386(4)

C28(H28
0.9500

C29(C30
1.380(4)

C29(H29
0.9500

C30(C31
1.384(4)

C30(H30
0.9500

C31(C32
1.383(4)

C31(H31
0.9500

C32(H32
0.9500

C33(C34
1.390(4)

C33(C38
1.397(4)

C33(P2
1.831(3)

C34(C35
1.391(4)

C34(H34
0.9500

C35(C36
1.388(4)

C35(H35
0.9500

C36(C37
1.380(4)

C36(H36
0.9500

C37(C38
1.387(4)

C37(H37
0.9500

C38(H38
0.9500

O1(P1
1.6410(18)

O2(P2
1.6413(18)

C41(C42
1.396(4)

C41(C46
1.401(4)

C41(P41
1.839(3)

C42(C43
1.387(4)

C42(H42
0.9500

C43(C44
1.383(4)

C43(H43
0.9500

C44(C45
1.389(4)

C44(H44
0.9500

C45(C46
1.389(4)

C45(H45
0.9500

C46(H46
0.9500

C47(C48
1.389(4)

C47(C52
1.395(4)

C47(P41
1.832(3)

C48(C49
1.392(4)

C48(H48
0.9500

C49(C50
1.373(5)

C49(H49
0.9500

C50(C51
1.372(5)

C50(H50
0.9500

C51(C52
1.392(4)

C51(H51
0.9500

C52(H52
0.9500

C53(C58
1.390(4)

C53(C54
1.393(4)

C53(P41
1.839(3)

C54(C55
1.391(4)

C54(H54
0.9500

C55(C56
1.385(4)

C55(H55
0.9500

C56(C57
1.388(4)

C56(H56
0.9500

C57(C58
1.387(4)

C57(H57
0.9500

C58(H58
0.9500

C61(O61
1.105(3)

C61(Ru1(C1
86.92(10)

C61(Ru1(P1
82.15(9)

C1(Ru1(P1
76.90(7)

C61(Ru1(P2
92.21(9)

C1(Ru1(P2
75.97(7)

P1(Ru1(P2
152.54(3)

C61(Ru1(P41
95.59(8)

C1(Ru1(P41
176.88(7)

P1(Ru1(P41
101.58(3)

P2(Ru1(P41
105.72(3)

C61(Ru1(Cl1
178.26(8)

C1(Ru1(Cl1
92.28(7)

P1(Ru1(Cl1
99.19(3)

P2(Ru1(Cl1
86.10(3)

P41(Ru1(Cl1
85.26(3)

C6(C1(C2
117.5(2)

C6(C1(Ru1
122.20(18)

C2(C1(Ru1
120.24(18)

C1(C2(C3
123.6(2)

C1(C2(O1
117.5(2)

C3(C2(O1
118.9(2)

C2(C3(C4
114.9(2)

C2(C3(C7
123.0(2)

C4(C3(C7
122.1(2)

C3(C4(C5
124.9(2)

C3(C4(H4
117.5

C5(C4(H4
117.5

C6(C5(C4
115.1(2)

C6(C5(C11
123.7(2)

C4(C5(C11
121.1(2)

C1(C6(C5
123.2(2)

C1(C6(O2
117.2(2)

C5(C6(O2
119.6(2)

C10(C7(C9
107.2(2)

C10(C7(C3
111.7(2)

C9(C7(C3
110.6(2)

C10(C7(C8
107.6(2)

C9(C7(C8
110.1(2)

C3(C7(C8
109.6(2)

C7(C8(H8A
109.5

C7(C8(H8B
109.5

H8A(C8(H8B
109.5

C7(C8(H8C
109.5

H8A(C8(H8C
109.5

H8B(C8(H8C
109.5

C7(C9(H9A
109.5

C7(C9(H9B
109.5

H9A(C9(H9B
109.5

C7(C9(H9C
109.5

H9A(C9(H9C
109.5

H9B(C9(H9C
109.5

C7(C10(H10A
109.5

C7(C10(H10B
109.5

H10A(C10(H10B
109.5

C7(C10(H10C
109.5

H10A(C10(H10C
109.5

H10B(C10(H10C
109.5

C14(C11(C5
111.7(2)

C14(C11(C13
108.0(2)

C5(C11(C13
110.5(2)

C14(C11(C12
106.7(2)

C5(C11(C12
110.4(2)

C13(C11(C12
109.4(2)

C11(C12(H12A
109.5

C11(C12(H12B
109.5

H12A(C12(H12B
109.5

C11(C12(H12C
109.5

H12A(C12(H12C
109.5

H12B(C12(H12C
109.5

C11(C13(H13A
109.5

C11(C13(H13B
109.5

H13A(C13(H13B
109.5

C11(C13(H13C
109.5

H13A(C13(H13C
109.5

H13B(C13(H13C
109.5

C11(C14(H14A
109.5

C11(C14(H14B
109.5

H14A(C14(H14B
109.5

C11(C14(H14C
109.5

H14A(C14(H14C
109.5

H14B(C14(H14C
109.5

C20(C15(C16
119.3(2)

C20(C15(P1
122.9(2)

C16(C15(P1
116.2(2)

C17(C16(C15
119.9(3)

C17(C16(H16
120.1

C15(C16(H16
120.1

C18(C17(C16
120.6(3)

C18(C17(H17
119.7

C16(C17(H17
119.7

C19(C18(C17
119.5(3)

C19(C18(H18
120.2

C17(C18(H18
120.2

C18(C19(C20
120.7(3)

C18(C19(H19
119.6

C20(C19(H19
119.6

C15(C20(C19
120.0(3)

C15(C20(H20
120.0

C19(C20(H20
120.0

C26(C21(C22
118.4(3)

C26(C21(P1
121.6(2)

C22(C21(P1
119.9(2)

C23(C22(C21
120.5(3)

C23(C22(H22
119.8

C21(C22(H22
119.8

C24(C23(C22
120.2(3)

C24(C23(H23
119.9

C22(C23(H23
119.9

C25(C24(C23
119.9(3)

C25(C24(H24
120.0

C23(C24(H24
120.0

C24(C25(C26
120.2(3)

C24(C25(H25
119.9

C26(C25(H25
119.9

C25(C26(C21
120.7(3)

C25(C26(H26
119.7

C21(C26(H26
119.7

C28(C27(C32
119.0(2)

C28(C27(P2
119.3(2)

C32(C27(P2
121.7(2)

C29(C28(C27
120.2(3)

C29(C28(H28
119.9

C27(C28(H28
119.9

C30(C29(C28
120.5(3)

C30(C29(H29
119.8

C28(C29(H29
119.8

C29(C30(C31
119.7(3)

C29(C30(H30
120.1

C31(C30(H30
120.1

C32(C31(C30
120.7(3)

C32(C31(H31
119.7

C30(C31(H31
119.7

C31(C32(C27
119.9(2)

C31(C32(H32
120.0

C27(C32(H32
120.0

C34(C33(C38
118.8(2)

C34(C33(P2
122.3(2)

C38(C33(P2
118.8(2)

C33(C34(C35
120.2(3)

C33(C34(H34
119.9

C35(C34(H34
119.9

C36(C35(C34
120.5(3)

C36(C35(H35
119.8

C34(C35(H35
119.8

C37(C36(C35
119.6(2)

C37(C36(H36
120.2

C35(C36(H36
120.2

C36(C37(C38
120.2(3)

C36(C37(H37
119.9

C38(C37(H37
119.9

C37(C38(C33
120.7(3)

C37(C38(H38
119.7

C33(C38(H38
119.7

C2(O1(P1
113.72(15)

C6(O2(P2
115.46(15)

O1(P1(C21
97.73(11)

O1(P1(C15
98.21(11)

C21(P1(C15
105.09(12)

O1(P1(Ru1
102.25(7)

C21(P1(Ru1
121.21(9)

C15(P1(Ru1
125.40(9)

O2(P2(C27
95.14(11)

O2(P2(C33
105.50(11)

C27(P2(C33
101.68(12)

O2(P2(Ru1
104.59(7)

C27(P2(Ru1
131.87(9)

C33(P2(Ru1
114.07(9)

C42(C41(C46
118.9(3)

C42(C41(P41
118.7(2)

C46(C41(P41
122.3(2)

C43(C42(C41
120.4(3)

C43(C42(H42
119.8

C41(C42(H42
119.8

C44(C43(C42
120.5(3)

C44(C43(H43
119.8

C42(C43(H43
119.8

C43(C44(C45
119.6(3)

C43(C44(H44
120.2

C45(C44(H44
120.2

C44(C45(C46
120.4(3)

C44(C45(H45
119.8

C46(C45(H45
119.8

C45(C46(C41
120.2(3)

C45(C46(H46
119.9

C41(C46(H46
119.9

C48(C47(C52
118.2(3)

C48(C47(P41
118.8(2)

C52(C47(P41
122.8(2)

C47(C48(C49
120.5(3)

C47(C48(H48
119.7

C49(C48(H48
119.7

C50(C49(C48
120.1(3)

C50(C49(H49
119.9

C48(C49(H49
119.9

C51(C50(C49
120.5(3)

C51(C50(H50
119.7

C49(C50(H50
119.7

C50(C51(C52
119.6(3)

C50(C51(H51
120.2

C52(C51(H51
120.2

C51(C52(C47
120.9(3)

C51(C52(H52
119.5

C47(C52(H52
119.5

C58(C53(C54
118.5(3)

C58(C53(P41
118.6(2)

C54(C53(P41
123.0(2)

C55(C54(C53
120.2(3)

C55(C54(H54
119.9

C53(C54(H54
119.9

C56(C55(C54
120.6(3)

C56(C55(H55
119.7

C54(C55(H55
119.7

C55(C56(C57
119.7(3)

C55(C56(H56
120.1

C57(C56(H56
120.1

C58(C57(C56
119.4(3)

C58(C57(H57
120.3

C56(C57(H57
120.3

C57(C58(C53
121.6(3)

C57(C58(H58
119.2

C53(C58(H58
119.2

C47(P41(C53
102.69(12)

C47(P41(C41
103.07(13)

C53(P41(C41
101.95(12)

C47(P41(Ru1
113.93(9)

C53(P41(Ru1
116.99(9)

C41(P41(Ru1
116.22(9)

O61(C61(Ru1
174.9(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
Cl1
20(1) 
26(1)
22(1) 
(4(1)
(2(1) 
(4(1)

Ru1
15(1) 
16(1)
15(1) 
0(1)
(2(1) 
(2(1)

C1
14(1) 
16(1)
15(1) 
(2(1)
(3(1) 
(3(1)

C2
15(1) 
14(1)
21(1) 
(5(1)
0(1) 
(3(1)

C3
19(1) 
19(1)
18(1) 
(2(1)
(2(1) 
(6(1)

C4
21(1) 
19(1)
22(1) 
4(1)
(5(1) 
(6(1)

C5
17(1) 
19(1)
17(1) 
(1(1)
(2(1) 
(5(1)

C6
16(1) 
19(1)
14(1) 
(2(1)
(1(1) 
(5(1)

C7
27(1) 
22(2)
14(1) 
(1(1)
(3(1) 
(5(1)

C8
32(2) 
40(2)
19(2) 
(4(1)
0(1) 
0(1)

C9
39(2) 
34(2)
24(2) 
(5(1)
(6(1) 
(15(1)

C10
50(2) 
26(2)
18(2) 
1(1)
(11(1) 
(6(1)

C11
21(1) 
16(1)
23(2) 
1(1)
(6(1) 
(2(1)

C12
31(2) 
23(2)
35(2) 
(1(1)
3(1) 
2(1)

C13
32(2) 
16(2)
33(2) 
(3(1)
(13(1) 
(4(1)

C14
37(2) 
17(2)
32(2) 
(1(1)
(14(1) 
(1(1)

C15
22(1) 
21(2)
18(1) 
2(1)
(3(1) 
(6(1)

C16
20(1) 
27(2)
22(2) 
(6(1)
(3(1) 
(4(1)

C17
19(1) 
29(2)
24(2) 
(4(1)
(4(1) 
(1(1)

C18
25(2) 
31(2)
28(2) 
0(1)
(8(1) 
(12(1)

C19
31(2) 
23(2)
36(2) 
(7(1)
(7(1) 
(10(1)

C20
23(1) 
18(2)
35(2) 
(6(1)
(5(1) 
(3(1)

C21
20(1) 
18(1)
23(2) 
(6(1)
(4(1) 
(1(1)

C22
24(2) 
24(2)
36(2) 
(8(1)
0(1) 
(6(1)

C23
28(2) 
32(2)
51(2) 
(18(2)
7(2) 
(6(1)

C24
30(2) 
25(2)
58(2) 
(17(2)
(1(2) 
6(1)

C25
39(2) 
23(2)
44(2) 
(3(2)
(12(2) 
2(1)

C26
27(2) 
24(2)
26(2) 
(1(1)
(7(1) 
(5(1)

C27
22(1) 
15(1)
18(1) 
0(1)
(2(1) 
(3(1)

C28
20(1) 
24(2)
22(2) 
(2(1)
(4(1) 
(5(1)

C29
22(1) 
24(2)
23(2) 
(2(1)
1(1) 
(1(1)

C30
30(2) 
24(2)
18(1) 
(3(1)
2(1) 
(4(1)

C31
31(2) 
25(2)
21(2) 
(3(1)
(6(1) 
(8(1)

C32
18(1) 
22(2)
21(1) 
(1(1)
(3(1) 
(3(1)

C33
19(1) 
23(2)
12(1) 
(4(1)
(2(1) 
(5(1)

C34
24(1) 
20(2)
19(1) 
(3(1)
(5(1) 
(1(1)

C35
30(2) 
26(2)
22(2) 
(2(1)
(4(1) 
(13(1)

C36
20(1) 
34(2)
20(2) 
(4(1)
(2(1) 
(10(1)

C37
20(1) 
30(2)
16(1) 
(4(1)
(5(1) 
0(1)

C38
20(1) 
21(2)
18(1) 
(4(1)
(4(1) 
(4(1)

O1
23(1) 
14(1)
14(1) 
(2(1)
0(1) 
(3(1)

O2
23(1) 
14(1)
16(1) 
(2(1)
(6(1) 
(2(1)

P1
17(1) 
16(1)
18(1) 
0(1)
(2(1) 
(2(1)

P2
17(1) 
18(1)
14(1) 
(1(1)
(3(1) 
(3(1)

C41
25(1) 
20(2)
17(1) 
0(1)
1(1) 
(5(1)

C42
23(1) 
21(2)
25(2) 
(1(1)
(4(1) 
(4(1)

C43
28(2) 
26(2)
30(2) 
(5(1)
(4(1) 
(6(1)

C44
40(2) 
21(2)
27(2) 
(3(1)
(3(1) 
(11(1)

C45
39(2) 
21(2)
26(2) 
(4(1)
(9(1) 
(1(1)

C46
31(2) 
23(2)
22(2) 
(1(1)
(7(1) 
(3(1)

C47
20(1) 
18(1)
24(2) 
3(1)
(4(1) 
(2(1)

C48
29(2) 
27(2)
27(2) 
6(1)
(2(1) 
(2(1)

C49
22(2) 
38(2)
40(2) 
10(2)
6(1) 
4(1)

C50
20(2) 
30(2)
65(2) 
2(2)
(10(2) 
(3(1)

C51
29(2) 
26(2)
52(2) 
(4(2)
(17(2) 
(4(1)

C52
23(1) 
24(2)
33(2) 
(2(1)
(6(1) 
(4(1)

C53
20(1) 
19(1)
19(1) 
3(1)
(4(1) 
(1(1)

C54
29(2) 
24(2)
23(2) 
(2(1)
(4(1) 
(6(1)

C55
33(2) 
33(2)
26(2) 
3(1)
1(1) 
(10(1)

C56
32(2) 
35(2)
18(2) 
(3(1)
(2(1) 
(2(1)

C57
29(2) 
24(2)
21(2) 
(2(1)
(6(1) 
(3(1)

C58
22(1) 
22(2)
21(2) 
3(1)
(5(1) 
(3(1)

P41
19(1) 
18(1)
18(1) 
0(1)
(3(1) 
(3(1)

C61
31(2) 
13(1)
22(2) 
1(1)
(14(1) 
(4(1)

O61
25(1) 
28(1)
22(1) 
(4(1)
(4(1) 
(8(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H4
3202
(1252
9684
24
1

H8A
224
639
10532
48
1

H8B
484
1804
10257
48
1

H8C
702
1303
11062
48
1

H9A
3083
1628
10757
46
1

H9B
2815
2097
9954
46
1

H9C
4064
1130
10059
46
1

H10A
2209
(849
10784
47
1

H10B
2578
(69
11278
47
1

H10C
3675
(604
10632
47
1

H12A
4203
(2004
7384
48
1

H12B
4959
(3133
7718
48
1

H12C
5316
(2056
7881
48
1

H13A
1716
(2801
8823
40
1

H13B
2800
(3605
8311
40
1

H13C
2005
(2504
7962
40
1

H14A
4845
(2546
9222
43
1

H14B
4623
(3637
8995
43
1

H14C
3502
(2946
9562
43
1

H16
4390
1984
7872
28
1

H17
6398
2119
8198
29
1

H18
6427
3422
8950
32
1

H19
4445
4598
9375
34
1

H20
2431
4507
9033
30
1

H22
(738
3179
9352
34
1

H23
(2468
4611
9725
45
1

H24
(2435
6334
9194
47
1

H25
(670
6627
8292
43
1

H26
1065
5204
7909
31
1

H28
4052
(380
6181
26
1

H29
5047
(1194
5108
29
1

H30
3736
(1660
4371
30
1

H31
1415
(1298
4702
30
1

H32
392
(464
5762
24
1

H34
162
(1582
7436
26
1

H35
(1998
(1877
7565
30
1

H36
(3774
(479
7309
29
1

H37
(3374
1208
6893
27
1

H38
(1223
1512
6763
24
1

H42
3196
3890
6747
28
1

H43
3808
5496
6803
33
1

H44
2382
7119
6525
35
1

H45
287
7138
6237
35
1

H46
(327
5538
6158
30
1

H48
(1461
4087
7343
35
1

H49
(3752
4378
7316
45
1

H50
(4490
4070
6283
47
1

H51
(2971
3613
5235
42
1

H52
(676
3342
5247
32
1

H54
2680
4199
5180
31
1

H55
3642
3744
3998
38
1

H56
3287
2238
3559
35
1

H57
2007
1148
4320
30
1

H58
1093
1583
5508
27
1
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