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Table 1. Crystal data and structure refinement.

	


Identification code 
04src0422    

Empirical formula 
C58H62Cl6N26O30Zn3
Formula weight 
2012.15

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 23.507(5) Å
( = 90.000(5)°


b = 18.121(5) Å
( = 118.687(5)°


c = 21.007(5) Å
(  = 90.000(5)°

Volume
7850(3) Å3
Z
4

Density (calculated)
1.703 Mg / m3
Absorption coefficient
1.215 mm(1
F(000)
4096

Crystal
Slab; Light Green

Crystal size
0.22 ( 0.20 ( 0.07 mm3
( range for data collection
2.94 ( 27.48°

Index ranges
(27 ( h ( 30, (21 ( k ( 23, (27 ( l ( 25

Reflections collected
32800

Independent reflections
8912 [Rint = 0.0631]

Completeness to ( = 27.48°
98.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9198 and 0.7759

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
8912 / 1153 / 658

Goodness-of-fit on F2
1.089

Final R indices [F2 > 2((F2)]
R1 = 0.1245, wR2 = 0.2745

R indices (all data)
R1 = 0.1705, wR2 = 0.2976

Extinction coefficient
0.0011(2)

Largest diff. peak and hole
1.220 and (0.948 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.

There was disorder in most of the solvent water and perchlorate anions.

It was not possible to locate the hydrogen atoms on the water molecules, but they have been included in the formula, to allow an accurate density calculation to occur.

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.
Zn1
0
9410(1)
7500
42(1)
1

Zn2
0
11849(1)
7500
34(1)
1

Zn3
0
14299(1)
7500
49(1)
1

C1
105(7)
8176(6)
8634(7)
66(2)
1

C2
(105(7)
7588(7)
8888(8)
78(3)
1

C3
(726(8)
7360(8)
8476(9)
88(3)
1

C4
(1142(7)
7693(6)
7850(8)
77(3)
1

C5
(911(6)
8291(6)
7628(7)
62(2)
1

C6
(1317(5)
8712(6)
6976(6)
59(2)
1

C7
(1997(6)
8601(8)
6473(7)
75(3)
1

C8
(2316(6)
9048(8)
5899(8)
81(3)
1

C9
(1997(5)
9650(8)
5797(7)
70(3)
1

C10
(1346(4)
9751(6)
6292(6)
52(2)
1

C11
(955(4)
10382(6)
6272(5)
45(2)
1

C12
620(4)
10824(5)
6875(5)
36(2)
1

C13
1124(4)
11383(5)
7284(5)
41(2)
1

C14
1727(4)
11404(7)
7323(6)
58(2)
1

C15
2150(5)
11950(7)
7747(7)
69(2)
1

C16
1984(5)
12436(7)
8147(6)
62(2)
1

C17
1367(4)
12389(5)
8060(5)
43(2)
1

C18
1086(4)
12923(5)
8362(5)
40(2)
1

C19
(257(5)
13346(5)
8521(5)
47(2)
1

C20
(708(5)
13991(6)
8333(6)
54(2)
1

C21
(1110(6)
14119(7)
8627(7)
68(2)
1

C22
(1526(6)
14702(7)
8385(9)
84(3)
1

C23
(1542(6)
15148(7)
7841(8)
81(3)
1

C24
(1118(5)
15005(6)
7557(7)
64(2)
1

C25
(1101(6)
15406(6)
6982(7)
70(2)
1

C26
(1525(7)
15984(6)
6608(8)
89(3)
1

C27
(1472(8)
16339(7)
6058(8)
98(4)
1

C28
(1004(8)
16111(7)
5861(8)
96(3)
1

C29
(596(7)
15502(6)
6239(7)
79(3)
1

N1
(281(5)
8520(4)
8023(5)
59(2)
1

N2
(1020(4)
9298(5)
6857(5)
50(2)
1

N3
(1240(4)
10980(6)
5884(5)
67(2)
1

N4
(325(3)
10289(4)
6691(4)
38(1)
1

N5
50(3)
10941(4)
6830(4)
34(1)
1

N6
773(3)
10216(4)
6636(4)
42(2)
1

N7
949(3)
11868(4)
7641(4)
39(1)
1

N8
1409(4)
13554(4)
8655(4)
48(2)
1

N9
491(3)
12776(4)
8262(4)
38(1)
1

N10
173(3)
13421(4)
8286(4)
41(2)
1

N11
(315(4)
12779(5)
8884(4)
53(2)
1

N12
(715(4)
14425(4)
7828(5)
53(2)
1

N13
(638(5)
15185(5)
6791(5)
68(2)
1

O31
1175(4)
1574(5)
5631(5)
111(3)
1

O32
2234(3)
1978(4)
6254(4)
75(2)
1

O33
1703(5)
1951(6)
4980(5)
124(4)
1

O34
1414(5)
2793(4)
5613(5)
95(3)
1

Cl31
1635(2)
2060(1)
5604(2)
65(1)
1

O41
2235(9)
9099(12)
5920(10)
95(4)
0.418(9)

O42
2371(10)
8808(11)
7051(9)
127(7)
0.418(9)

O43
2070(10)
10000(7)
6618(11)
72(5)
0.418(9)

O44
1336(6)
9046(11)
6090(12)
98(5)
0.418(9)

Cl41
2006(5)
9244(6)
6422(6)
91(3)
0.418(9)

O46
2488(5)
9480(9)
6065(9)
94(4)
0.582(9)

O47
1814(7)
8616(5)
6173(9)
113(5)
0.582(9)

O48
2023(7)
9724(9)
6799(6)
84(4)
0.582(9)

O49
1379(5)
9707(7)
5553(6)
84(4)
0.582(9)

Cl46
1928(3)
9385(4)
6143(4)
73(2)
0.582(9)

O51
1374(7)
5776(6)
4888(6)
63(4)
0.535(6)

O52
2355(5)
6385(12)
5476(10)
124(5)
0.535(6)

O53
1407(8)
7018(6)
5150(9)
101(6)
0.535(6)

O54
1744(9)
6145(10)
6073(6)
88(4)
0.535(6)

Cl51
1733(2)
6334(3)
5420(3)
66(2)
0.535(6)

O56
568(6)
5968(11)
5205(11)
117(6)
0.465(6)

O57
1518(8)
5618(6)
5156(8)
51(3)
0.465(6)

O58
1162(9)
6831(7)
4958(9)
85(5)
0.465(6)

O59
1579(9)
6327(11)
6094(5)
93(5)
0.465(6)

Cl56
1198(3)
6165(4)
5343(4)
76(2)
0.465(6)

O101
616(6)
8257(6)
4870(5)
115(4)
1

O102
172(5)
595(5)
4741(4)
92(3)
1

O103
29(12)
5633(17)
5197(17)
165(9)
0.535(6)

O104
2576(12)
6958(16)
5153(13)
126(8)
0.465(6)

	


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

	


Zn1(N2i
2.122(8)

Zn1(N2
2.122(8)

Zn1(N4i
2.183(7)

Zn1(N4
2.183(7)

Zn1(N1i
2.222(8)

Zn1(N1
2.222(8)

Zn2(N7
2.105(6)

Zn2(N7i
2.105(6)

Zn2(N5
2.205(7)

Zn2(N5i
2.205(7)

Zn2(N9
2.222(7)

Zn2(N9i
2.222(7)

Zn3(N12i
2.114(9)

Zn3(N12
2.114(9)

Zn3(N10i
2.185(8)

Zn3(N10
2.185(8)

Zn3(N13i
2.214(9)

Zn3(N13
2.214(9)

C1(N1
1.321(15)

C1(C2
1.385(15)

C1(H1
0.9500

C2(C3
1.355(19)

C2(H2
0.9500

C3(C4
1.347(19)

C3(H3
0.9500

C4(C5
1.389(15)

C4(H4
0.9500

C5(N1
1.369(15)

C5(C6
1.454(17)

C6(N2
1.357(12)

C6(C7
1.447(16)

C7(C8
1.343(19)

C7(H7
0.9500

C8(C9
1.399(17)

C8(H8
0.9500

C9(C10
1.389(14)

C9(H9
0.9500

C10(N2
1.340(14)

C10(C11
1.480(13)

C11(N4
1.321(11)

C11(N3
1.327(13)

C12(N5
1.315(10)

C12(N6
1.330(11)

C12(C13
1.479(12)

C13(N7
1.341(11)

C13(C14
1.381(11)

C14(C15
1.382(15)

C14(H14
0.9500

C15(C16
1.397(16)

C15(H15
0.9500

C16(C17
1.374(12)

C16(H16
0.9500

C17(N7
1.343(11)

C17(C18
1.476(13)

C18(N9
1.337(10)

C18(N8
1.346(11)

C19(N11
1.326(12)

C19(N10
1.328(12)

C19(C20
1.498(14)

C20(N12
1.314(14)

C20(C21
1.373(15)

C21(C22
1.362(17)

C21(H21
0.9500

C22(C23
1.384(19)

C22(H22
0.9500

C23(C24
1.410(17)

C23(H23
0.9500

C24(N12
1.345(13)

C24(C25
1.426(18)

C25(N13
1.386(16)

C25(C26
1.399(16)

C26(C27
1.38(2)

C26(H26
0.9500

C27(C28
1.41(2)

C27(H27
0.9500

C28(C29
1.427(17)

C28(H28
0.9500

C29(N13
1.339(16)

C29(H29
0.9500

N3(H3A
0.8800

N3(H3B
0.8800

N4(N5
1.418(9)

N6(H6A
0.8800

N6(H6B
0.8800

N8(H8A
0.8800

N8(H8B
0.8800

N9(N10
1.403(10)

N11(H11A
0.8800

N11(H11B
0.8800

O31(Cl31
1.416(6)

O32(Cl31
1.423(6)

O33(Cl31
1.406(6)

O34(Cl31
1.430(6)

O41(Cl41
1.420(7)

O42(Cl41
1.419(8)

O43(Cl41
1.418(7)

O44(Cl41
1.429(7)

O46(Cl46
1.414(7)

O47(Cl46
1.425(7)

O48(Cl46
1.425(7)

O49(Cl46
1.416(7)

O51(Cl51
1.442(7)

O52(Cl51
1.415(7)

O53(Cl51
1.422(7)

O54(Cl51
1.402(7)

O56(Cl56
1.413(7)

O57(Cl56
1.409(7)

O58(Cl56
1.432(7)

O59(Cl56
1.422(7)

N2i(Zn1(N2
169.0(5)

N2i(Zn1(N4i
73.0(3)

N2(Zn1(N4i
115.6(3)

N2i(Zn1(N4
115.6(3)

N2(Zn1(N4
73.0(3)

N4i(Zn1(N4
86.2(4)

N2i(Zn1(N1i
74.5(4)

N2(Zn1(N1i
97.4(3)

N4i(Zn1(N1i
147.0(3)

N4(Zn1(N1i
102.7(3)

N2i(Zn1(N1
97.4(3)

N2(Zn1(N1
74.5(4)

N4i(Zn1(N1
102.7(3)

N4(Zn1(N1
147.0(3)

N1i(Zn1(N1
87.0(4)

N7(Zn2(N7i
178.2(4)

N7(Zn2(N5
74.0(3)

N7i(Zn2(N5
107.5(3)

N7(Zn2(N5i
107.5(3)

N7i(Zn2(N5i
74.0(3)

N5(Zn2(N5i
83.4(4)

N7(Zn2(N9
74.8(3)

N7i(Zn2(N9
103.8(3)

N5(Zn2(N9
148.7(2)

N5i(Zn2(N9
105.8(3)

N7(Zn2(N9i
103.8(3)

N7i(Zn2(N9i
74.8(3)

N5(Zn2(N9i
105.8(3)

N5i(Zn2(N9i
148.7(2)

N9(Zn2(N9i
81.9(4)

N12i(Zn3(N12
167.6(5)

N12i(Zn3(N10i
73.8(3)

N12(Zn3(N10i
115.8(3)

N12i(Zn3(N10
115.8(3)

N12(Zn3(N10
73.8(3)

N10i(Zn3(N10
86.6(4)

N12i(Zn3(N13i
75.7(4)

N12(Zn3(N13i
95.2(4)

N10i(Zn3(N13i
148.9(4)

N10(Zn3(N13i
101.5(3)

N12i(Zn3(N13
95.2(4)

N12(Zn3(N13
75.7(4)

N10i(Zn3(N13
101.5(3)

N10(Zn3(N13
148.9(4)

N13i(Zn3(N13
87.1(5)

N1(C1(C2
122.1(13)

N1(C1(H1
118.9

C2(C1(H1
118.9

C3(C2(C1
117.5(14)

C3(C2(H2
121.2

C1(C2(H2
121.2

C4(C3(C2
122.8(13)

C4(C3(H3
118.6

C2(C3(H3
118.6

C3(C4(C5
117.3(14)

C3(C4(H4
121.3

C5(C4(H4
121.3

N1(C5(C4
121.1(13)

N1(C5(C6
116.1(9)

C4(C5(C6
122.8(12)

N2(C6(C7
117.4(11)

N2(C6(C5
115.0(9)

C7(C6(C5
127.5(10)

C8(C7(C6
121.1(11)

C8(C7(H7
119.5

C6(C7(H7
119.5

C7(C8(C9
119.9(11)

C7(C8(H8
120.0

C9(C8(H8
120.0

C10(C9(C8
117.9(13)

C10(C9(H9
121.1

C8(C9(H9
121.1

N2(C10(C9
122.6(10)

N2(C10(C11
113.6(8)

C9(C10(C11
123.8(11)

N4(C11(N3
126.0(9)

N4(C11(C10
113.2(9)

N3(C11(C10
120.7(8)

N5(C12(N6
123.9(8)

N5(C12(C13
115.7(7)

N6(C12(C13
120.1(7)

N7(C13(C14
121.9(8)

N7(C13(C12
113.6(7)

C14(C13(C12
124.5(8)

C13(C14(C15
117.4(9)

C13(C14(H14
121.3

C15(C14(H14
121.3

C14(C15(C16
121.1(9)

C14(C15(H15
119.5

C16(C15(H15
119.5

C17(C16(C15
117.5(9)

C17(C16(H16
121.2

C15(C16(H16
121.2

N7(C17(C16
121.6(9)

N7(C17(C18
113.9(7)

C16(C17(C18
124.3(9)

N9(C18(N8
124.0(9)

N9(C18(C17
116.8(7)

N8(C18(C17
118.9(8)

N11(C19(N10
126.9(9)

N11(C19(C20
120.1(9)

N10(C19(C20
113.1(9)

N12(C20(C21
121.1(10)

N12(C20(C19
114.3(9)

C21(C20(C19
124.5(11)

C22(C21(C20
119.2(13)

C22(C21(H21
120.4

C20(C21(H21
120.4

C21(C22(C23
119.5(13)

C21(C22(H22
120.3

C23(C22(H22
120.3

C22(C23(C24
119.8(12)

C22(C23(H23
120.1

C24(C23(H23
120.1

N12(C24(C23
117.4(12)

N12(C24(C25
117.2(11)

C23(C24(C25
125.3(11)

N13(C25(C26
120.0(14)

N13(C25(C24
116.3(10)

C26(C25(C24
123.7(14)

C27(C26(C25
119.5(15)

C27(C26(H26
120.2

C25(C26(H26
120.2

C26(C27(C28
120.4(13)

C26(C27(H27
119.8

C28(C27(H27
119.8

C27(C28(C29
118.2(15)

C27(C28(H28
120.9

C29(C28(H28
120.9

N13(C29(C28
120.3(15)

N13(C29(H29
119.8

C28(C29(H29
119.8

C1(N1(C5
119.0(10)

C1(N1(Zn1
126.5(8)

C5(N1(Zn1
114.4(8)

C10(N2(C6
121.1(9)

C10(N2(Zn1
119.7(6)

C6(N2(Zn1
118.7(8)

C11(N3(H3A
120.0

C11(N3(H3B
120.0

H3A(N3(H3B
120.0

C11(N4(N5
114.7(7)

C11(N4(Zn1
118.3(6)

N5(N4(Zn1
119.8(5)

C12(N5(N4
113.0(7)

C12(N5(Zn2
116.1(5)

N4(N5(Zn2
122.4(5)

C12(N6(H6A
120.0

C12(N6(H6B
120.0

H6A(N6(H6B
120.0

C13(N7(C17
120.3(7)

C13(N7(Zn2
119.9(5)

C17(N7(Zn2
119.7(6)

C18(N8(H8A
120.0

C18(N8(H8B
120.0

H8A(N8(H8B
120.0

C18(N9(N10
111.3(7)

C18(N9(Zn2
114.1(6)

N10(N9(Zn2
123.6(5)

C19(N10(N9
116.3(7)

C19(N10(Zn3
117.2(6)

N9(N10(Zn3
119.3(5)

C19(N11(H11A
120.0

C19(N11(H11B
120.0

H11A(N11(H11B
120.0

C20(N12(C24
123.0(10)

C20(N12(Zn3
119.7(7)

C24(N12(Zn3
117.0(8)

C29(N13(C25
121.4(11)

C29(N13(Zn3
125.8(9)

C25(N13(Zn3
112.8(8)

O33(Cl31(O31
112.3(6)

O33(Cl31(O32
112.2(6)

O31(Cl31(O32
108.6(5)

O33(Cl31(O34
110.3(6)

O31(Cl31(O34
106.7(6)

O32(Cl31(O34
106.4(5)

O43(Cl41(O42
109.6(9)

O43(Cl41(O41
111.7(10)

O42(Cl41(O41
108.3(9)

O43(Cl41(O44
108.8(9)

O42(Cl41(O44
110.3(10)

O41(Cl41(O44
108.2(9)

O46(Cl46(O49
110.9(8)

O46(Cl46(O48
109.8(8)

O49(Cl46(O48
108.9(7)

O46(Cl46(O47
109.2(8)

O49(Cl46(O47
109.2(8)

O48(Cl46(O47
108.9(9)

O54(Cl51(O52
113.7(9)

O54(Cl51(O53
111.0(8)

O52(Cl51(O53
108.3(9)

O54(Cl51(O51
108.4(8)

O52(Cl51(O51
107.8(8)

O53(Cl51(O51
107.4(8)

O57(Cl56(O56
114.3(9)

O57(Cl56(O59
108.6(9)

O56(Cl56(O59
108.6(9)

O57(Cl56(O58
109.3(8)

O56(Cl56(O58
109.0(9)

O59(Cl56(O58
106.7(9)

	


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
Zn1
44(1) 
37(1)
50(1) 
0
27(1) 
0

Zn2
21(1) 
36(1)
44(1) 
0
14(1) 
0

Zn3
53(1) 
34(1)
53(1) 
0
20(1) 
0

C1
104(6) 
48(5)
77(5) 
1(4)
69(4) 
6(4)

C2
115(6) 
59(5)
92(6) 
11(5)
74(5) 
5(5)

C3
119(7) 
64(6)
110(7) 
3(5)
78(6) 
(14(5)

C4
104(6) 
53(5)
105(6) 
(9(4)
75(5) 
(19(5)

C5
86(5) 
46(4)
85(5) 
(21(3)
66(4) 
(20(4)

C6
64(4) 
60(4)
75(4) 
(28(3)
51(3) 
(33(4)

C7
65(5) 
89(6)
87(6) 
(36(5)
50(4) 
(44(5)

C8
55(5) 
111(7)
78(6) 
(33(5)
33(4) 
(43(5)

C9
42(4) 
100(6)
67(5) 
(26(5)
24(4) 
(29(4)

C10
36(3) 
70(4)
55(4) 
(21(3)
25(3) 
(20(3)

C11
29(3) 
58(4)
46(4) 
(10(3)
15(3) 
(6(3)

C12
28(3) 
40(4)
40(4) 
1(3)
18(3) 
3(3)

C13
24(3) 
54(4)
45(4) 
(5(3)
17(3) 
(5(3)

C14
29(4) 
83(6)
63(5) 
(18(4)
25(4) 
(6(4)

C15
33(4) 
97(6)
76(6) 
(20(5)
26(4) 
(13(4)

C16
33(4) 
83(6)
65(5) 
(18(4)
18(4) 
(20(4)

C17
29(3) 
56(4)
41(4) 
(3(3)
13(3) 
(12(3)

C18
31(3) 
45(4)
32(4) 
2(3)
7(3) 
(8(3)

C19
43(4) 
45(4)
46(4) 
(10(3)
16(3) 
(3(3)

C20
48(4) 
48(4)
67(5) 
(14(3)
28(4) 
(8(3)

C21
62(5) 
63(5)
94(6) 
(14(5)
48(4) 
(5(4)

C22
70(5) 
68(6)
121(7) 
(12(5)
53(5) 
4(5)

C23
63(5) 
59(5)
113(7) 
(16(5)
35(5) 
9(4)

C24
53(4) 
44(4)
81(5) 
(16(4)
20(4) 
2(3)

C25
69(5) 
37(4)
74(5) 
(12(3)
9(4) 
8(4)

C26
87(6) 
45(5)
82(6) 
(14(4)
(2(5) 
20(5)

C27
99(7) 
41(5)
86(6) 
(2(4)
(11(6) 
12(5)

C28
99(7) 
48(5)
83(6) 
12(5)
(2(5) 
(1(5)

C29
80(6) 
48(5)
74(6) 
11(4)
9(5) 
(1(4)

N1
89(5) 
40(4)
74(4) 
(7(3)
62(4) 
(8(3)

N2
47(3) 
55(4)
57(4) 
(25(3)
32(3) 
(26(3)

N3
28(4) 
88(6)
56(5) 
13(5)
(2(4) 
2(4)

N4
25(3) 
41(3)
47(4) 
(4(3)
17(3) 
(1(2)

N5
22(3) 
38(3)
39(3) 
(1(3)
11(3) 
(1(2)

N6
32(4) 
49(4)
50(4) 
(6(3)
24(3) 
0(3)

N7
21(3) 
50(4)
41(3) 
(1(3)
13(3) 
(8(3)

N8
42(4) 
44(4)
49(5) 
0(3)
15(4) 
(13(3)

N9
36(3) 
38(3)
36(3) 
0(3)
14(3) 
(6(3)

N10
35(3) 
41(3)
40(4) 
(5(3)
13(3) 
(5(3)

N11
61(5) 
60(5)
49(5) 
2(4)
35(4) 
0(4)

N12
48(4) 
45(4)
58(4) 
(12(3)
19(3) 
2(3)

N13
68(5) 
41(4)
71(5) 
5(3)
14(4) 
1(3)

O31
101(6) 
95(6)
115(7) 
6(6)
34(6) 
(54(6)

O32
79(5) 
59(5)
105(5) 
(14(4)
59(4) 
(16(4)

O33
133(8) 
159(10)
106(6) 
(39(7)
79(6) 
(3(7)

O34
124(7) 
66(5)
114(7) 
(1(5)
72(6) 
3(5)

Cl31
77(2) 
45(1)
93(2) 
(12(1)
58(2) 
(16(1)

O41
50(8) 
98(10)
125(9) 
(25(8)
32(7) 
9(8)

O42
116(13) 
89(11)
134(12) 
10(11)
25(10) 
2(12)

O43
52(8) 
70(7)
104(10) 
(6(7)
44(7) 
(7(7)

O44
64(6) 
81(9)
138(10) 
(31(8)
41(7) 
(8(7)

Cl41
68(4) 
75(5)
118(6) 
(22(5)
35(4) 
(2(4)

O46
63(6) 
112(9)
115(9) 
(39(8)
50(6) 
4(6)

O47
77(8) 
78(6)
144(9) 
(17(7)
21(7) 
3(6)

O48
46(6) 
108(9)
101(7) 
(36(8)
37(6) 
8(7)

O49
63(6) 
78(8)
100(8) 
(22(7)
30(6) 
6(6)

Cl46
42(2) 
71(3)
100(5) 
(43(3)
30(3) 
12(2)

O51
109(8) 
45(6)
72(7) 
4(6)
74(6) 
(9(6)

O52
65(7) 
206(15)
110(11) 
1(11)
49(7) 
0(8)

O53
125(11) 
68(7)
89(10) 
(19(7)
34(10) 
5(8)

O54
100(9) 
114(10)
64(6) 
(3(6)
51(6) 
18(8)

Cl51
55(3) 
92(3)
54(3) 
(1(2)
29(2) 
0(2)

O56
76(8) 
145(13)
140(12) 
2(11)
60(8) 
10(8)

O57
87(8) 
38(6)
66(8) 
33(6)
66(7) 
14(6)

O58
93(10) 
66(7)
73(8) 
(9(7)
23(8) 
13(7)

O59
94(9) 
109(10)
70(6) 
(1(7)
35(7) 
34(9)

Cl56
78(4) 
84(4)
73(4) 
(2(3)
43(3) 
11(3)

O101
144(10) 
118(8)
74(6) 
(6(6)
45(7) 
(72(7)

O102
119(7) 
90(6)
53(5) 
(8(4)
30(5) 
(68(6)

O103
94(13) 
195(19)
172(18) 
22(16)
36(13) 
9(14)

O104
84(13) 
183(19)
90(14) 
(3(14)
25(11) 
21(14)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1
542
8337
8909
79
1

H2
175
7353
9335
94
1

H3
(874
6948
8635
106
1

H4
(1576
7526
7572
93
1

H7
(2222
8206
6551
90
1

H8
(2759
8955
5563
97
1

H9
(2218
9979
5401
84
1

H14
1846
11058
7068
69
1

H15
2561
11994
7767
82
1

H16
2286
12787
8468
75
1

H21
(1098
13804
8995
82
1

H22
(1802
14802
8587
100
1

H23
(1837
15549
7661
98
1

H26
(1848
16132
6732
107
1

H27
(1752
16740
5810
118
1

H28
(962
16356
5486
115
1

H29
(294
15321
6099
95
1

H3A
(1004
11361
5892
80
1

H3B
(1665
10996
5618
80
1

H6A
484
9863
6433
50
1

H6B
1163
10167
6680
50
1

H8A
1229
13899
8794
58
1

H8B
1800
13620
8708
58
1

H11A
(51
12400
8992
64
1

H11B
(618
12781
9016
64
1

	


[image: image2.wmf][image: image3.wmf]






1

03/03/05 13:38:56                    Dr T Gelbrich          
98src212

User:

PAGE  
1
03/03/05 13:38:56                    Dr. P. N. Horton        
               04SRC0422 / LJD394Zn

User: Dr. C. Matthews 

