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Table 1. Crystal data and structure refinement.

	


Identification code 
05src0038    

Empirical formula 
C75H72BClF16N4O3Ru

Formula weight 
1528.70

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 18.253(3) Å
( = 90°


b = 23.128(7) Å
( = 102.535(19)°


c = 16.974(5) Å
(  = 90°

Volume
6995(3) Å3
Z
4

Density (calculated)
1.452 Mg / m3
Absorption coefficient
0.356 mm(1
F(000)
3136

Crystal
Block; Colourless

Crystal size
0.25 ( 0.16 ( 0.11 mm3
( range for data collection
3.02 ( 27.48°

Index ranges
(23 ( h ( 23, (29 ( k ( 30, (21 ( l ( 21

Reflections collected
39833

Independent reflections
7833 [Rint = 0.0659]

Completeness to ( = 27.48°
97.4 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9619 and 0.9162

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7833 / 791 / 640

Goodness-of-fit on F2
1.035

Final R indices [F2 > 2((F2)]
R1 = 0.0663, wR2 = 0.1484

R indices (all data)
R1 = 0.0953, wR2 = 0.1658

Largest diff. peak and hole
0.756 and (0.983 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.

The anion was completely disordered over two main positions.

The anions (Cl- and CO-) around the ruthenium were also disordered, with the best (sensible fitting) ratio of 1:3.

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.
C1
(370(5)
7681(5)
6717(6)
42(2)
0.8676(15)

O1
(725(2)
7389(2)
6235(3)
51(1)
0.8676(15)

Cl1
210(4)
8892(3)
8564(6)
70(2)
0.3676(15)

C2
145(9)
8923(7)
8138(8)
98(5)
0.6324(15)

O2
231(8)
9075(6)
8713(9)
112(5)
0.6324(15)

Cl2
(556(8)
7608(7)
6482(9)
43(3)
0.1324(15)

Ru1
0
8234(1)
7500
35(1)
1

C11
1134(2)
8233(2)
7308(2)
36(1)
1

C12
2190(2)
7957(2)
6908(3)
54(1)
1

C13
2368(2)
8412(2)
7389(3)
49(1)
1

C14
1050(2)
7411(2)
6318(2)
39(1)
1

C15
1035(2)
6851(2)
6612(2)
37(1)
1

C16
619(2)
6451(2)
6084(2)
38(1)
1

C17
264(2)
6605(2)
5303(2)
42(1)
1

C18
345(2)
7151(2)
5022(2)
46(1)
1

C19
753(2)
7569(2)
5520(3)
45(1)
1

C20
1502(2)
6665(2)
7421(2)
42(1)
1

C21
1116(2)
6229(2)
7865(3)
52(1)
1

C22
2248(2)
6414(2)
7284(3)
55(1)
1

C23
893(3)
8150(2)
5172(3)
59(1)
1

C24
182(4)
8439(3)
4707(5)
112(3)
1

C25
1446(3)
8077(2)
4615(3)
63(1)
1

C26
1720(2)
9093(2)
8117(3)
46(1)
1

C27
1535(3)
9617(2)
7714(3)
56(1)
1

C28
1498(3)
10093(2)
8198(4)
73(1)
1

C29
1664(4)
10048(3)
9022(4)
86(2)
1

C30
1898(3)
9542(3)
9400(4)
78(2)
1

C31
1934(3)
9036(2)
8950(3)
55(1)
1

C32
1437(3)
9670(2)
6812(3)
63(1)
1

C33
2211(4)
9793(3)
6615(4)
87(2)
1

C34
880(4)
10139(2)
6432(4)
95(2)
1

C35
2245(3)
8484(2)
9361(3)
61(1)
1

C36
3101(3)
8519(3)
9597(3)
76(2)
1

C37
1932(4)
8329(3)
10113(4)
93(2)
1

N11
1438(2)
7848(1)
6860(2)
43(1)
1

N12
1725(2)
8581(1)
7629(2)
39(1)
1

F51
5915(5)
8680(3)
7021(5)
44(2)
0.50

B51
5283(4)
8705(4)
7388(4)
34(2)
0.50

C61
5527(5)
9063(5)
8237(7)
23(2)
0.50

C62
6135(6)
8855(5)
8808(7)
35(3)
0.50

C63
6413(6)
9103(5)
9550(7)
34(2)
0.50

C64
6096(6)
9584(5)
9772(6)
39(3)
0.50

C65
5488(7)
9811(6)
9238(8)
49(3)
0.50

C66
5226(7)
9559(6)
8503(8)
39(3)
0.50

F62
6491(5)
8369(5)
8656(10)
41(2)
0.50

F63
7010(6)
8876(6)
10075(5)
51(2)
0.50

F64
6345(4)
9845(3)
10485(4)
59(2)
0.50

F65
5167(8)
10287(5)
9467(9)
76(4)
0.50

F66
4625(8)
9830(7)
8051(10)
47(3)
0.50

C71
5000
8048(2)
7500
46(1)
1

C72
5287(4)
7537(4)
7344(2)
71(3)
0.50

C73
5000
7007(3)
7500
89(2)
1

C74
4430(5)
6975(4)
7863(5)
80(2)
0.50

C75
4050(7)
7470(6)
7977(7)
78(5)
0.50

C76
4394(4)
7981(3)
7905(4)
45(2)
0.50

F72
5944(4)
7549(4)
7067(5)
82(3)
0.50

F73
5418(5)
6520(3)
7410(5)
110(3)
0.50

F74
4137(5)
6463(3)
7999(5)
114(3)
0.50

F75
3487(3)
7424(3)
8372(3)
88(2)
0.50

F76
4025(5)
8453(3)
8082(5)
49(2)
0.50

C81
4654(6)
9011(5)
6666(6)
28(2)
0.50

C82
3976(6)
8814(5)
6232(7)
34(3)
0.50

C83
3521(6)
9116(5)
5622(7)
38(3)
0.50

C84
3735(6)
9639(5)
5402(6)
41(3)
0.50

C85
4401(7)
9868(6)
5826(9)
44(3)
0.50

C86
4842(8)
9559(6)
6430(9)
38(3)
0.50

F82
3725(5)
8286(5)
6388(9)
36(2)
0.50

F83
2890(6)
8863(6)
5195(5)
52(2)
0.50

F84
3329(4)
9914(3)
4751(4)
64(2)
0.50

F85
4608(7)
10396(5)
5634(8)
57(3)
0.50

F86
5501(8)
9779(9)
6835(11)
52(3)
0.50

	


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

	


C1(O1
1.148(7)

C1(Ru1
1.862(7)

Cl1(Ru1
2.329(5)

C2(O2
1.016(16)

C2(Ru1
1.913(13)

Cl2(Ru1
2.314(14)

Ru1(C1i
1.862(7)

Ru1(C2i
1.913(13)

Ru1(C11
2.163(3)

Ru1(C11i
2.163(3)

Ru1(Cl2i
2.314(14)

Ru1(Cl1i
2.329(5)

C11(N12
1.361(4)

C11(N11
1.366(5)

C12(C13
1.329(6)

C12(N11
1.380(5)

C12(H12
0.9500

C13(N12
1.379(5)

C13(H13
0.9500

C14(C15
1.390(5)

C14(C19
1.394(6)

C14(N11
1.444(5)

C15(C16
1.392(5)

C15(C20
1.513(5)

C16(C17
1.390(5)

C16(H16
0.9500

C17(C18
1.368(6)

C17(H17
0.9500

C18(C19
1.390(6)

C18(H18
0.9500

C19(C23
1.513(6)

C20(C21
1.520(6)

C20(C22
1.544(5)

C20(H20
1.0000

C21(H21A
0.9800

C21(H21B
0.9800

C21(H21C
0.9800

C22(H22A
0.9800

C22(H22B
0.9800

C22(H22C
0.9800

C23(C24
1.519(8)

C23(C25
1.534(6)

C23(H23
1.0000

C24(H24A
0.9800

C24(H24B
0.9800

C24(H24C
0.9800

C25(H25A
0.9800

C25(H25B
0.9800

C25(H25C
0.9800

C26(C31
1.388(6)

C26(C27
1.398(6)

C26(N12
1.447(5)

C27(C28
1.382(7)

C27(C32
1.507(7)

C28(C29
1.369(9)

C28(H28
0.9500

C29(C30
1.359(9)

C29(H29
0.9500

C30(C31
1.408(7)

C30(H30
0.9500

C31(C35
1.505(7)

C32(C34
1.530(7)

C32(C33
1.548(7)

C32(H32
1.0000

C33(H33A
0.9800

C33(H33B
0.9800

C33(H33C
0.9800

C34(H34A
0.9800

C34(H34B
0.9800

C34(H34C
0.9800

C35(C36
1.530(7)

C35(C37
1.548(7)

C35(H35
1.0000

C36(H36A
0.9800

C36(H36B
0.9800

C36(H36C
0.9800

C37(H37A
0.9800

C37(H37B
0.9800

C37(H37C
0.9800

F51(B51
1.425(11)

B51(C71
1.630(9)

B51(C61
1.639(14)

B51(C81
1.647(14)

C61(C66
1.389(11)

C61(C62
1.391(10)

C62(F62
1.351(10)

C62(C63
1.376(10)

C63(C64
1.345(11)

C63(F63
1.356(10)

C64(F64
1.341(10)

C64(C65
1.376(11)

C65(F65
1.344(10)

C65(C66
1.366(11)

C66(F66
1.347(10)

C71(C72
1.342(9)

C71(C76
1.432(7)

C72(C73
1.379(9)

C72(F72
1.381(11)

C73(C74
1.322(10)

C73(F73
1.389(9)

C74(F74
1.340(10)

C74(C75
1.375(13)

C75(F75
1.348(13)

C75(C76
1.356(12)

C76(F76
1.349(11)

C81(C82
1.373(11)

C81(C86
1.394(11)

C82(F82
1.351(10)

C82(C83
1.370(10)

C83(C84
1.346(11)

C83(F83
1.354(10)

C84(F84
1.349(10)

C84(C85
1.378(10)

C85(F85
1.340(10)

C85(C86
1.359(11)

C86(F86
1.350(10)

O1(C1(Ru1
167.2(9)

O2(C2(Ru1
143.6(18)

C1i(Ru1(C1
93.2(8)

C1i(Ru1(C2
100.6(7)

C1(Ru1(C2
163.8(6)

C1i(Ru1(C2i
163.8(6)

C1(Ru1(C2i
100.6(7)

C2(Ru1(C2i
67.2(10)

C1i(Ru1(C11
84.0(3)

C1(Ru1(C11
95.9(3)

C2(Ru1(C11
93.8(5)

C2i(Ru1(C11
86.3(5)

C1i(Ru1(C11i
95.9(3)

C1(Ru1(C11i
84.0(3)

C2(Ru1(C11i
86.3(5)

C2i(Ru1(C11i
93.8(5)

C11(Ru1(C11i
179.86(19)

C1i(Ru1(Cl2
97.7(3)

C1(Ru1(Cl2
5.5(7)

C2(Ru1(Cl2
158.3(7)

C2i(Ru1(Cl2
96.6(7)

C11(Ru1(Cl2
99.5(4)

C11i(Ru1(Cl2
80.4(4)

C1i(Ru1(Cl2i
5.5(7)

C1(Ru1(Cl2i
97.7(3)

C2(Ru1(Cl2i
96.6(7)

C2i(Ru1(Cl2i
158.3(7)

C11(Ru1(Cl2i
80.4(4)

C11i(Ru1(Cl2i
99.5(4)

Cl2(Ru1(Cl2i
102.4(9)

C1i(Ru1(Cl1
85.5(5)

C1(Ru1(Cl1
167.2(4)

C2(Ru1(Cl1
15.7(6)

C2i(Ru1(Cl1
82.8(6)

C11(Ru1(Cl1
96.67(19)

C11i(Ru1(Cl1
83.43(19)

Cl2(Ru1(Cl1
163.7(4)

Cl2i(Ru1(Cl1
81.8(5)

C1i(Ru1(Cl1i
167.2(4)

C1(Ru1(Cl1i
85.5(5)

C2(Ru1(Cl1i
82.8(6)

C2i(Ru1(Cl1i
15.7(6)

C11(Ru1(Cl1i
83.43(19)

C11i(Ru1(Cl1i
96.67(19)

Cl2(Ru1(Cl1i
81.8(5)

Cl2i(Ru1(Cl1i
163.7(4)

Cl1(Ru1(Cl1i
98.5(5)

N12(C11(N11
103.0(3)

N12(C11(Ru1
129.8(3)

N11(C11(Ru1
127.1(2)

C13(C12(N11
106.8(3)

C13(C12(H12
126.6

N11(C12(H12
126.6

C12(C13(N12
107.1(3)

C12(C13(H13
126.4

N12(C13(H13
126.4

C15(C14(C19
123.9(4)

C15(C14(N11
118.0(4)

C19(C14(N11
118.0(4)

C14(C15(C16
116.0(4)

C14(C15(C20
122.6(3)

C16(C15(C20
121.1(3)

C17(C16(C15
121.3(4)

C17(C16(H16
119.4

C15(C16(H16
119.4

C18(C17(C16
120.4(4)

C18(C17(H17
119.8

C16(C17(H17
119.8

C17(C18(C19
120.9(4)

C17(C18(H18
119.5

C19(C18(H18
119.5

C18(C19(C14
116.9(4)

C18(C19(C23
119.6(4)

C14(C19(C23
123.3(4)

C15(C20(C21
114.1(3)

C15(C20(C22
108.1(3)

C21(C20(C22
110.1(3)

C15(C20(H20
108.1

C21(C20(H20
108.1

C22(C20(H20
108.1

C20(C21(H21A
109.5

C20(C21(H21B
109.5

H21A(C21(H21B
109.5

C20(C21(H21C
109.5

H21A(C21(H21C
109.5

H21B(C21(H21C
109.5

C20(C22(H22A
109.5

C20(C22(H22B
109.5

H22A(C22(H22B
109.5

C20(C22(H22C
109.5

H22A(C22(H22C
109.5

H22B(C22(H22C
109.5

C19(C23(C24
113.3(4)

C19(C23(C25
109.4(4)

C24(C23(C25
109.3(5)

C19(C23(H23
108.2

C24(C23(H23
108.2

C25(C23(H23
108.2

C23(C24(H24A
109.5

C23(C24(H24B
109.5

H24A(C24(H24B
109.5

C23(C24(H24C
109.5

H24A(C24(H24C
109.5

H24B(C24(H24C
109.5

C23(C25(H25A
109.5

C23(C25(H25B
109.5

H25A(C25(H25B
109.5

C23(C25(H25C
109.5

H25A(C25(H25C
109.5

H25B(C25(H25C
109.5

C31(C26(C27
124.5(4)

C31(C26(N12
118.0(4)

C27(C26(N12
117.5(4)

C28(C27(C26
115.9(5)

C28(C27(C32
121.9(5)

C26(C27(C32
122.0(4)

C29(C28(C27
121.2(6)

C29(C28(H28
119.4

C27(C28(H28
119.4

C30(C29(C28
121.7(5)

C30(C29(H29
119.2

C28(C29(H29
119.2

C29(C30(C31
120.4(5)

C29(C30(H30
119.8

C31(C30(H30
119.8

C26(C31(C30
115.9(5)

C26(C31(C35
123.2(4)

C30(C31(C35
120.7(5)

C27(C32(C34
114.1(5)

C27(C32(C33
108.7(4)

C34(C32(C33
109.4(5)

C27(C32(H32
108.2

C34(C32(H32
108.2

C33(C32(H32
108.2

C32(C33(H33A
109.5

C32(C33(H33B
109.5

H33A(C33(H33B
109.5

C32(C33(H33C
109.5

H33A(C33(H33C
109.5

H33B(C33(H33C
109.5

C32(C34(H34A
109.5

C32(C34(H34B
109.5

H34A(C34(H34B
109.5

C32(C34(H34C
109.5

H34A(C34(H34C
109.5

H34B(C34(H34C
109.5

C31(C35(C36
109.7(4)

C31(C35(C37
114.2(4)

C36(C35(C37
109.6(4)

C31(C35(H35
107.7

C36(C35(H35
107.7

C37(C35(H35
107.7

C35(C36(H36A
109.5

C35(C36(H36B
109.5

H36A(C36(H36B
109.5

C35(C36(H36C
109.5

H36A(C36(H36C
109.5

H36B(C36(H36C
109.5

C35(C37(H37A
109.5

C35(C37(H37B
109.5

H37A(C37(H37B
109.5

C35(C37(H37C
109.5

H37A(C37(H37C
109.5

H37B(C37(H37C
109.5

C11(N11(C12
111.6(3)

C11(N11(C14
127.4(3)

C12(N11(C14
120.7(3)

C11(N12(C13
111.5(3)

C11(N12(C26
127.6(3)

C13(N12(C26
120.7(3)

F51(B51(C71
108.6(6)

F51(B51(C61
108.3(6)

C71(B51(C61
113.6(5)

F51(B51(C81
101.1(6)

C71(B51(C81
107.5(6)

C61(B51(C81
116.7(5)

C66(C61(C62
111.8(9)

C66(C61(B51
130.7(9)

C62(C61(B51
117.5(9)

F62(C62(C63
115.1(10)

F62(C62(C61
119.9(10)

C63(C62(C61
125.0(10)

C64(C63(F63
118.0(10)

C64(C63(C62
120.4(10)

F63(C63(C62
121.7(9)

F64(C64(C63
123.0(9)

F64(C64(C65
119.3(9)

C63(C64(C65
117.7(9)

F65(C65(C66
121.7(11)

F65(C65(C64
117.5(11)

C66(C65(C64
120.8(10)

F66(C66(C65
113.7(11)

F66(C66(C61
122.0(11)

C65(C66(C61
124.3(10)

C72(C71(C76
112.0(6)

C72(C71(B51
130.6(5)

C76(C71(B51
117.0(5)

C71(C72(C73
124.3(7)

C71(C72(F72
117.0(7)

C73(C72(F72
118.5(7)

C74(C73(C72
120.7(7)

C74(C73(F73
120.8(7)

C72(C73(F73
117.3(5)

C73(C74(F74
121.0(10)

C73(C74(C75
119.3(9)

F74(C74(C75
118.7(10)

F75(C75(C76
122.2(10)

F75(C75(C74
117.7(11)

C76(C75(C74
117.2(10)

F76(C76(C75
114.9(8)

F76(C76(C71
119.7(6)

C75(C76(C71
123.9(8)

C82(C81(C86
113.4(10)

C82(C81(B51
131.2(10)

C86(C81(B51
115.4(9)

F82(C82(C83
115.7(10)

F82(C82(C81
120.0(10)

C83(C82(C81
124.3(10)

C84(C83(F83
120.2(9)

C84(C83(C82
120.2(9)

F83(C83(C82
119.3(9)

C83(C84(F84
120.7(9)

C83(C84(C85
118.4(9)

F84(C84(C85
120.7(9)

F85(C85(C86
120.7(10)

F85(C85(C84
119.1(10)

C86(C85(C84
120.2(10)

F86(C86(C85
120.1(12)

F86(C86(C81
116.4(12)

C85(C86(C81
123.5(11)

	


Symmetry transformations used to generate equivalent atoms: 

(i) (x,y,(z+3/2 

	


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
C1
25(4) 
65(4)
33(5) 
(4(3)
1(3) 
(2(3)

O1
32(2) 
67(3)
54(3) 
(15(2)
10(2) 
(5(2)

Cl1
52(3) 
71(3)
101(5) 
(56(3)
49(4) 
(34(2)

C2
86(8) 
123(10)
97(8) 
(73(8)
48(8) 
(25(6)

O2
77(6) 
178(14)
85(6) 
(36(7)
29(4) 
(49(9)

Cl2
35(8) 
53(8)
39(11) 
(5(5)
5(6) 
(2(6)

Ru1
29(1) 
31(1)
47(1) 
0
15(1) 
0

C11
29(2) 
34(2)
48(2) 
(2(2)
13(2) 
(2(1)

C12
33(2) 
48(2)
88(3) 
(19(2)
29(2) 
(8(2)

C13
34(2) 
45(2)
74(3) 
(17(2)
25(2) 
(12(2)

C14
22(2) 
38(2)
59(2) 
(10(2)
14(2) 
0(1)

C15
25(2) 
36(2)
48(2) 
(10(2)
9(1) 
(1(1)

C16
35(2) 
29(2)
51(2) 
(6(2)
11(2) 
(2(2)

C17
33(2) 
49(2)
45(2) 
(6(2)
11(2) 
(4(2)

C18
40(2) 
56(2)
44(2) 
3(2)
15(2) 
4(2)

C19
39(2) 
42(2)
59(2) 
2(2)
23(2) 
5(2)

C20
32(2) 
43(2)
49(2) 
(10(2)
4(2) 
2(2)

C21
48(2) 
59(3)
46(2) 
(1(2)
3(2) 
1(2)

C22
39(2) 
55(3)
67(3) 
(1(2)
5(2) 
15(2)

C23
69(3) 
44(2)
76(3) 
5(2)
39(2) 
1(2)

C24
100(5) 
79(4)
175(7) 
66(5)
68(5) 
41(4)

C25
67(3) 
53(3)
75(3) 
6(2)
32(3) 
(8(2)

C26
36(2) 
49(2)
58(2) 
(16(2)
23(2) 
(13(2)

C27
56(3) 
40(2)
80(3) 
(9(2)
33(2) 
(12(2)

C28
76(3) 
49(3)
103(4) 
(19(3)
39(3) 
(8(2)

C29
93(4) 
66(3)
106(4) 
(38(3)
37(4) 
(9(3)

C30
80(4) 
93(4)
67(3) 
(29(3)
31(3) 
(4(3)

C31
52(2) 
62(3)
60(3) 
(15(2)
29(2) 
(12(2)

C32
77(3) 
38(2)
80(3) 
6(2)
30(3) 
(3(2)

C33
106(4) 
74(4)
100(4) 
5(3)
62(4) 
(16(3)

C34
116(5) 
49(3)
125(5) 
24(3)
37(4) 
12(3)

C35
51(3) 
85(3)
49(2) 
(6(2)
19(2) 
(13(2)

C36
59(3) 
118(5)
49(3) 
8(3)
7(2) 
(13(3)

C37
84(4) 
135(6)
70(4) 
15(4)
41(3) 
(13(4)

N11
28(2) 
37(2)
68(2) 
(12(2)
17(2) 
(3(1)

N12
32(2) 
38(2)
52(2) 
(8(1)
18(1) 
(6(1)

F51
25(3) 
56(5)
53(3) 
10(3)
15(2) 
21(3)

B51
25(3) 
43(4)
36(4) 
2(3)
10(3) 
(3(3)

C61
23(5) 
25(4)
26(3) 
6(3)
17(3) 
(12(3)

C62
29(5) 
39(6)
39(6) 
(1(5)
13(4) 
1(4)

C63
31(5) 
41(5)
32(5) 
4(3)
9(3) 
(5(4)

C64
50(7) 
34(5)
33(4) 
0(3)
11(4) 
(9(4)

C65
75(8) 
35(6)
38(5) 
(4(4)
15(4) 
12(5)

C66
37(7) 
43(8)
38(6) 
8(5)
7(4) 
6(5)

F62
30(5) 
47(5)
48(4) 
0(3)
11(4) 
6(4)

F63
30(4) 
73(4)
46(5) 
(6(4)
1(3) 
6(3)

F64
74(5) 
56(4)
44(3) 
(16(3)
6(3) 
(3(4)

F65
135(12) 
42(5)
56(4) 
5(4)
32(6) 
39(6)

F66
48(5) 
42(4)
49(5) 
9(4)
9(4) 
9(4)

C71
40(3) 
35(3)
57(3) 
0
(1(2) 
0

C72
86(7) 
50(4)
77(7) 
2(5)
17(5) 
13(4)

C73
105(6) 
36(4)
107(7) 
0
(16(5) 
0

C74
92(7) 
48(5)
74(7) 
18(5)
(38(4) 
(27(4)

C75
79(12) 
57(6)
93(14) 
(13(8)
5(9) 
(48(6)

C76
42(4) 
46(4)
42(4) 
16(3)
(4(3) 
(13(3)

F72
65(6) 
61(5)
109(9) 
(19(5)
(1(5) 
26(4)

F73
107(6) 
52(4)
139(7) 
4(4)
(46(6) 
23(4)

F74
107(6) 
53(4)
148(8) 
22(4)
(49(5) 
(42(4)

F75
81(4) 
104(5)
71(4) 
38(3)
(3(3) 
(56(3)

F76
36(3) 
58(5)
57(4) 
(9(4)
15(3) 
(23(3)

C81
22(5) 
38(4)
30(4) 
(5(3)
19(3) 
10(3)

C82
27(4) 
33(6)
44(7) 
4(5)
12(4) 
5(4)

C83
20(4) 
48(5)
47(7) 
7(4)
10(4) 
1(4)

C84
31(5) 
44(5)
46(6) 
6(4)
3(4) 
10(3)

C85
44(5) 
31(5)
54(7) 
4(5)
6(4) 
(2(4)

C86
29(6) 
41(7)
44(7) 
(8(5)
13(4) 
(3(5)

F82
27(5) 
38(4)
46(3) 
7(3)
13(4) 
(4(3)

F83
28(4) 
60(4)
60(6) 
10(5)
(6(4) 
(9(3)

F84
59(4) 
53(4)
69(5) 
25(3)
(14(3) 
4(3)

F85
76(5) 
43(4)
47(5) 
8(4)
(1(4) 
(15(4)

F86
40(4) 
64(6)
52(5) 
(22(4)
9(4) 
(21(4)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H12
2517
7747
6648
64
1

H13
2848
8589
7540
59
1

H16
577
6065
6262
46
1

H17
(37
6331
4963
50
1

H18
120
7244
4478
55
1

H20
1619
7017
7768
51
1

H21A
628
6381
7916
78
1

H21B
1429
6159
8403
78
1

H21C
1044
5865
7561
78
1

H22A
2148
6059
6965
82
1

H22B
2580
6328
7807
82
1

H22C
2491
6698
6995
82
1

H23
1128
8410
5627
71
1

H24A
(76
8178
4280
169
1

H24B
312
8799
4464
169
1

H24C
(149
8526
5075
169
1

H25A
1913
7906
4920
94
1

H25B
1552
8455
4405
94
1

H25C
1225
7822
4165
94
1

H28
1355
10457
7954
88
1

H29
1614
10379
9337
103
1

H30
2038
9529
9973
93
1

H32
1252
9290
6564
76
1

H33A
2378
10182
6801
131
1

H33B
2170
9767
6031
131
1

H33C
2577
9508
6889
131
1

H34A
402
10080
6595
143
1

H34B
799
10117
5843
143
1

H34C
1083
10520
6615
143
1

H35
2109
8162
8963
73
1

H36A
3298
8616
9120
114
1

H36B
3305
8145
9812
114
1

H36C
3250
8818
10009
114
1

H37A
2071
8632
10522
139
1

H37B
2143
7959
10334
139
1

H37C
1384
8299
9958
139
1
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