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Table 1. Crystal data and structure refinement.

	


Identification code 
04src0197    

Empirical formula 
C44H46Cl4Co2N16O21
Formula weight 
1394.63

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
Pna21 

Unit cell dimensions
a = 25.808(5) Å
( = 90°


b = 11.9889(8) Å
( = 90°


c = 17.384(3) Å
(  = 90°

Volume
5378.8(15) Å3
Z
4

Density (calculated)
1.722 Mg / m3
Absorption coefficient
0.912 mm(1
F(000)
2848

Crystal
Block; Red

Crystal size
0.36 ( 0.24 ( 0.16 mm3
( range for data collection
3.00 ( 27.48°

Index ranges
(32 ( h ( 33, (15 ( k ( 15, (22 ( l ( 22

Reflections collected
72712

Independent reflections
12146 [Rint = 0.0606]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.8678 and 0.7349

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
12146 / 71 / 786

Goodness-of-fit on F2
1.022

Final R indices [F2 > 2((F2)]
R1 = 0.0568, wR2 = 0.1381

R indices (all data)
R1 = 0.0827, wR2 = 0.1512

Absolute structure parameter
0.48(2)

Largest diff. peak and hole
1.414 and (1.270 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: Cameron - A Molecular Graphics Package. (D. M. Watkin, L. Pearce and C. K. Prout, Chemical Crystallography Laboratory, University of Oxford, 1993).

Special details: 

All hydrogen atoms were fixed.

It was not possible to locate the hydrogen atoms on the solvent water molecules.

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
3525(3)
3911(6)
1450(4)
31(2)
1

C2
3903(2)
4709(5)
1516(4)
29(2)
1

C3
4049(3)
5287(6)
882(4)
32(2)
1

C4
3803(3)
5055(5)
187(4)
29(2)
1

C5
3433(2)
4260(5)
157(4)
21(1)
1

C6
3144(2)
3951(5)
(542(3)
20(1)
1

C7
3253(2)
4393(5)
(1265(4)
25(1)
1

C8
2946(3)
4052(5)
(1870(4)
28(1)
1

C9
2549(2)
3300(5)
(1759(4)
24(1)
1

C10
2462(2)
2921(5)
(1012(3)
20(1)
1

C11
2044(2)
2174(5)
(776(3)
19(1)
1

C12
1674(2)
413(4)
590(4)
21(1)
1

C13
1215(2)
123(5)
1043(4)
19(1)
1

C14
1074(2)
(922(5)
1283(4)
26(1)
1

C15
620(2)
(1011(6)
1713(4)
26(1)
1

C16
354(2)
(88(5)
1914(4)
25(1)
1

C17
504(2)
944(5)
1654(3)
21(1)
1

C18
250(2)
2028(6)
1796(4)
26(1)
1

C19
(164(2)
2143(6)
2270(4)
28(1)
1

C20
(348(2)
3199(6)
2402(4)
28(1)
1

C21
(119(2)
4078(6)
2055(4)
29(2)
1

C22
285(3)
3896(6)
1567(4)
29(2)
1

C31
3478(2)
961(5)
(306(4)
27(1)
1

C32
3890(2)
229(5)
(381(4)
27(1)
1

C33
4086(3)
(235(5)
259(4)
31(2)
1

C34
3879(3)
30(5)
960(4)
31(2)
1

C35
3458(2)
740(5)
990(4)
20(1)
1

C36
3186(2)
988(5)
1713(4)
21(1)
1

C37
3298(3)
584(5)
2437(4)
28(1)
1

C38
3014(2)
934(5)
3040(4)
29(1)
1

C39
2598(2)
1650(5)
2936(4)
25(1)
1

C40
2502(2)
2011(4)
2211(4)
19(1)
1

C41
2063(2)
2722(5)
1957(3)
17(1)
1

C42
1679(2)
4476(4)
611(4)
17(1)
1

C43
1218(2)
4744(5)
121(4)
19(1)
1

C44
1088(3)
5782(5)
(132(4)
26(1)
1

C45
647(3)
5881(6)
(572(4)
33(2)
1

C46
357(2)
4945(5)
(748(4)
30(2)
1

C47
515(2)
3948(5)
(455(4)
23(1)
1

C48
254(2)
2884(5)
(601(3)
21(1)
1

C49
(165(3)
2742(6)
(1084(4)
28(1)
1

C50
(358(3)
1685(6)
(1198(4)
35(2)
1

C51
(137(3)
783(6)
(859(4)
34(2)
1

C52
278(2)
979(5)
(377(4)
26(1)
1

N1
3283(2)
3669(4)
794(3)
25(1)
1

N2
2764(2)
3249(4)
(445(3)
20(1)
1

N3
1639(2)
2053(4)
(1235(3)
25(1)
1

N4
2098(2)
1759(4)
(95(3)
18(1)
1

N5
1637(2)
1360(4)
217(3)
21(1)
1

N6
2086(2)
(234(3)
591(3)
22(1)
1

N7
936(2)
1022(4)
1222(3)
21(1)
1

N8
462(2)
2883(4)
1422(3)
23(1)
1

N31
3275(2)
1202(4)
366(3)
22(1)
1

N32
2792(2)
1697(4)
1604(3)
18(1)
1

N33
1667(2)
2893(4)
2422(3)
28(1)
1

N34
2104(2)
3112(4)
1271(3)
18(1)
1

N35
1636(2)
3532(4)
971(3)
19(1)
1

N36
2086(2)
5131(4)
592(4)
24(1)
1

N37
933(2)
3860(4)
(32(3)
16(1)
1

N38
472(2)
1992(4)
(240(3)
21(1)
1

Co1
2697(1)
2457(1)
582(1)
17(1)
1

Co2
1041(1)
2443(1)
594(1)
17(1)
1

O1
4343(2)
6713(4)
2656(3)
33(1)
1

O2
4245(2)
8643(4)
2712(3)
32(1)
1

O3
4455(2)
7793(5)
1553(3)
46(1)
1

O4
3638(2)
7589(4)
2076(4)
42(2)
1

Cl1
4185(1)
7678(1)
2250(1)
28(1)
1

O11
774(2)
1350(4)
3423(3)
34(1)
1

O12
652(2)
3283(4)
3447(3)
40(1)
1

O13
1370(2)
2453(4)
4036(4)
41(2)
1

O14
558(2)
2238(5)
4574(3)
52(2)
1

Cl11
819(1)
2330(1)
3871(1)
29(1)
1

O21
3098(2)
3980(5)
3886(3)
58(1)
1

O22
3867(2)
3524(5)
4516(3)
64(2)
1

O23
3867(2)
4820(4)
3542(4)
68(2)
1

O24
3744(2)
2975(5)
3251(3)
52(1)
1

Cl21
3640(1)
3821(1)
3789(1)
36(1)
1

O31
1317(2)
7040(4)
2836(4)
59(2)
1

O32
1224(3)
6395(5)
1614(3)
77(2)
1

O33
1401(3)
5163(4)
2573(4)
82(2)
1

O34
600(2)
6006(6)
2517(4)
91(2)
1

Cl31
1152(1)
6146(1)
2380(1)
46(1)
1

O51
2696(2)
2041(4)
4720(3)
42(1)
1

O52
2427(2)
5398(5)
3106(4)
74(2)
1

O53
2804(2)
6016(4)
1724(3)
55(1)
1

O54
2171(2)
7813(5)
1513(3)
54(2)
1

O55
3167(2)
7918(5)
466(3)
70(2)
1

	


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

	


C1(N1
1.333(8)

C1(C2
1.371(9)

C1(H1
0.9500

C2(C3
1.354(9)

C2(H2
0.9500

C3(C4
1.393(9)

C3(H3
0.9500

C4(C5
1.351(9)

C4(H4
0.9500

C5(N1
1.369(8)

C5(C6
1.473(9)

C6(N2
1.304(7)

C6(C7
1.393(8)

C7(C8
1.379(9)

C7(H7
0.9500

C8(C9
1.379(9)

C8(H8
0.9500

C9(C10
1.394(8)

C9(H9
0.9500

C10(N2
1.317(8)

C10(C11
1.461(9)

C11(N4
1.292(7)

C11(N3
1.321(8)

C12(N5
1.311(7)

C12(N6
1.317(7)

C12(C13
1.463(8)

C13(N7
1.332(7)

C13(C14
1.370(8)

C14(C15
1.394(9)

C14(H14
0.9500

C15(C16
1.349(9)

C15(H15
0.9500

C16(C17
1.374(8)

C16(H16
0.9500

C17(N7
1.348(8)

C17(C18
1.476(9)

C18(N8
1.330(9)

C18(C19
1.358(9)

C19(C20
1.371(9)

C19(H19
0.9500

C20(C21
1.349(9)

C20(H20
0.9500

C21(C22
1.362(9)

C21(H21
0.9500

C22(N8
1.321(8)

C22(H22
0.9500

C31(N31
1.312(8)

C31(C32
1.386(9)

C31(H31
0.9500

C32(C33
1.342(9)

C32(H32
0.9500

C33(C34
1.368(10)

C33(H33
0.9500

C34(C35
1.381(9)

C34(H34
0.9500

C35(N31
1.306(8)

C35(C36
1.470(9)

C36(N32
1.339(7)

C36(C37
1.379(9)

C37(C38
1.346(10)

C37(H37
0.9500

C38(C39
1.387(9)

C38(H38
0.9500

C39(C40
1.354(9)

C39(H39
0.9500

C40(N32
1.348(8)

C40(C41
1.486(8)

C41(N34
1.285(7)

C41(N33
1.319(8)

C42(N35
1.298(7)

C42(N36
1.312(6)

C42(C43
1.498(8)

C43(N37
1.316(7)

C43(C44
1.361(8)

C44(C45
1.376(9)

C44(H44
0.9500

C45(C46
1.383(10)

C45(H45
0.9500

C46(C47
1.362(9)

C46(H46
0.9500

C47(N37
1.312(8)

C47(C48
1.464(9)

C48(N38
1.361(8)

C48(C49
1.380(9)

C49(C50
1.376(10)

C49(H49
0.9500

C50(C51
1.357(10)

C50(H50
0.9500

C51(C52
1.380(9)

C51(H51
0.9500

C52(N38
1.335(8)

C52(H52
0.9500

N1(Co1
2.129(5)

N2(Co1
2.029(5)

N3(H3A
0.8800

N3(H3B
0.8800

N4(N5
1.393(7)

N4(Co1
2.116(5)

N5(Co2
2.117(5)

N6(H6A
0.8800

N6(H6B
0.8800

N7(Co2
2.041(5)

N8(Co2
2.141(5)

N31(Co1
2.152(5)

N32(Co1
2.012(5)

N33(H33A
0.8800

N33(H33B
0.8800

N34(N35
1.407(6)

N34(Co1
2.097(5)

N35(Co2
2.120(5)

N36(H36A
0.8800

N36(H36B
0.8800

N37(Co2
2.037(5)

N38(Co2
2.133(5)

O1(Cl1
1.415(4)

O2(Cl1
1.416(4)

O3(Cl1
1.404(5)

O4(Cl1
1.448(5)

O11(Cl11
1.414(5)

O12(Cl11
1.426(5)

O13(Cl11
1.460(5)

O14(Cl11
1.400(5)

O21(Cl21
1.422(5)

O22(Cl21
1.438(5)

O23(Cl21
1.401(5)

O24(Cl21
1.406(5)

O31(Cl31
1.399(5)

O32(Cl31
1.377(6)

O33(Cl31
1.383(5)

O34(Cl31
1.454(5)

N1(C1(C2
123.8(7)

N1(C1(H1
118.1

C2(C1(H1
118.1

C3(C2(C1
119.1(7)

C3(C2(H2
120.4

C1(C2(H2
120.4

C2(C3(C4
118.5(6)

C2(C3(H3
120.7

C4(C3(H3
120.7

C5(C4(C3
119.7(6)

C5(C4(H4
120.2

C3(C4(H4
120.2

C4(C5(N1
122.3(6)

C4(C5(C6
124.5(6)

N1(C5(C6
113.2(5)

N2(C6(C7
120.9(6)

N2(C6(C5
115.9(5)

C7(C6(C5
123.2(5)

C8(C7(C6
117.4(5)

C8(C7(H7
121.3

C6(C7(H7
121.3

C9(C8(C7
120.9(6)

C9(C8(H8
119.6

C7(C8(H8
119.6

C8(C9(C10
117.7(6)

C8(C9(H9
121.2

C10(C9(H9
121.2

N2(C10(C9
120.2(6)

N2(C10(C11
114.2(5)

C9(C10(C11
125.5(6)

N4(C11(N3
126.6(6)

N4(C11(C10
114.4(5)

N3(C11(C10
118.8(5)

N5(C12(N6
124.7(6)

N5(C12(C13
114.4(5)

N6(C12(C13
120.9(5)

N7(C13(C14
121.7(6)

N7(C13(C12
111.8(5)

C14(C13(C12
126.6(5)

C13(C14(C15
117.1(6)

C13(C14(H14
121.4

C15(C14(H14
121.4

C16(C15(C14
120.3(6)

C16(C15(H15
119.8

C14(C15(H15
119.8

C15(C16(C17
120.7(6)

C15(C16(H16
119.7

C17(C16(H16
119.7

N7(C17(C16
118.6(6)

N7(C17(C18
113.6(5)

C16(C17(C18
127.8(5)

N8(C18(C19
122.8(7)

N8(C18(C17
114.5(6)

C19(C18(C17
122.7(6)

C18(C19(C20
117.9(7)

C18(C19(H19
121.1

C20(C19(H19
121.1

C21(C20(C19
119.7(6)

C21(C20(H20
120.2

C19(C20(H20
120.2

C20(C21(C22
119.2(6)

C20(C21(H21
120.4

C22(C21(H21
120.4

N8(C22(C21
122.1(6)

N8(C22(H22
119.0

C21(C22(H22
119.0

N31(C31(C32
121.9(6)

N31(C31(H31
119.0

C32(C31(H31
119.0

C33(C32(C31
118.3(6)

C33(C32(H32
120.9

C31(C32(H32
120.9

C32(C33(C34
119.7(6)

C32(C33(H33
120.2

C34(C33(H33
120.2

C33(C34(C35
119.0(6)

C33(C34(H34
120.5

C35(C34(H34
120.5

N31(C35(C34
120.9(6)

N31(C35(C36
116.9(5)

C34(C35(C36
122.2(6)

N32(C36(C37
120.8(6)

N32(C36(C35
111.7(5)

C37(C36(C35
127.5(5)

C38(C37(C36
119.1(6)

C38(C37(H37
120.4

C36(C37(H37
120.4

C37(C38(C39
120.9(6)

C37(C38(H38
119.6

C39(C38(H38
119.6

C40(C39(C38
117.4(6)

C40(C39(H39
121.3

C38(C39(H39
121.3

N32(C40(C39
122.6(5)

N32(C40(C41
110.5(5)

C39(C40(C41
126.8(6)

N34(C41(N33
125.1(5)

N34(C41(C40
115.0(5)

N33(C41(C40
119.8(5)

N35(C42(N36
127.0(5)

N35(C42(C43
113.2(4)

N36(C42(C43
119.6(5)

N37(C43(C44
122.2(6)

N37(C43(C42
112.7(5)

C44(C43(C42
125.1(5)

C43(C44(C45
117.5(6)

C43(C44(H44
121.2

C45(C44(H44
121.2

C44(C45(C46
120.1(6)

C44(C45(H45
120.0

C46(C45(H45
120.0

C47(C46(C45
117.9(6)

C47(C46(H46
121.1

C45(C46(H46
121.1

N37(C47(C46
121.7(6)

N37(C47(C48
113.9(5)

C46(C47(C48
124.3(6)

N38(C48(C49
120.5(6)

N38(C48(C47
114.5(6)

C49(C48(C47
124.9(6)

C50(C49(C48
119.0(7)

C50(C49(H49
120.5

C48(C49(H49
120.5

C51(C50(C49
121.2(7)

C51(C50(H50
119.4

C49(C50(H50
119.4

C50(C51(C52
117.1(6)

C50(C51(H51
121.5

C52(C51(H51
121.5

N38(C52(C51
123.6(6)

N38(C52(H52
118.2

C51(C52(H52
118.2

C1(N1(C5
116.5(5)

C1(N1(Co1
129.0(4)

C5(N1(Co1
114.5(4)

C6(N2(C10
122.8(5)

C6(N2(Co1
118.6(4)

C10(N2(Co1
118.0(4)

C11(N3(H3A
120.0

C11(N3(H3B
120.0

H3A(N3(H3B
120.0

C11(N4(N5
113.3(5)

C11(N4(Co1
115.9(4)

N5(N4(Co1
123.0(4)

C12(N5(N4
115.3(5)

C12(N5(Co2
115.5(4)

N4(N5(Co2
122.0(3)

C12(N6(H6A
120.0

C12(N6(H6B
120.0

H6A(N6(H6B
120.0

C13(N7(C17
121.5(5)

C13(N7(Co2
118.6(4)

C17(N7(Co2
117.7(4)

C22(N8(C18
118.2(6)

C22(N8(Co2
126.6(5)

C18(N8(Co2
115.1(4)

C35(N31(C31
120.2(5)

C35(N31(Co1
113.7(4)

C31(N31(Co1
125.8(4)

C36(N32(C40
119.1(5)

C36(N32(Co1
120.4(4)

C40(N32(Co1
119.9(4)

C41(N33(H33A
120.0

C41(N33(H33B
120.0

H33A(N33(H33B
120.0

C41(N34(N35
113.9(5)

C41(N34(Co1
117.0(4)

N35(N34(Co1
123.3(3)

C42(N35(N34
114.8(4)

C42(N35(Co2
116.7(4)

N34(N35(Co2
121.0(3)

C42(N36(H36A
120.0

C42(N36(H36B
120.0

H36A(N36(H36B
120.0

C47(N37(C43
120.6(5)

C47(N37(Co2
118.6(4)

C43(N37(Co2
119.2(4)

C52(N38(C48
118.5(6)

C52(N38(Co2
127.6(4)

C48(N38(Co2
113.5(4)

N32(Co1(N2
168.14(14)

N32(Co1(N34
75.74(19)

N2(Co1(N34
112.90(18)

N32(Co1(N4
113.64(18)

N2(Co1(N4
75.97(19)

N34(Co1(N4
86.07(13)

N32(Co1(N1
94.01(19)

N2(Co1(N1
76.87(19)

N34(Co1(N1
99.47(19)

N4(Co1(N1
152.27(19)

N32(Co1(N31
75.71(18)

N2(Co1(N31
96.62(18)

N34(Co1(N31
150.19(19)

N4(Co1(N31
97.64(18)

N1(Co1(N31
90.89(15)

N37(Co2(N7
164.55(14)

N37(Co2(N5
116.46(19)

N7(Co2(N5
75.51(19)

N37(Co2(N35
75.52(18)

N7(Co2(N35
116.40(19)

N5(Co2(N35
86.97(13)

N37(Co2(N38
75.78(19)

N7(Co2(N38
93.5(2)

N5(Co2(N38
97.72(19)

N35(Co2(N38
149.87(19)

N37(Co2(N8
93.31(19)

N7(Co2(N8
75.8(2)

N5(Co2(N8
150.1(2)

N35(Co2(N8
98.43(19)

N38(Co2(N8
92.19(14)

O3(Cl1(O1
111.6(3)

O3(Cl1(O2
110.8(4)

O1(Cl1(O2
110.7(3)

O3(Cl1(O4
108.1(4)

O1(Cl1(O4
108.9(3)

O2(Cl1(O4
106.6(3)

O14(Cl11(O11
112.1(4)

O14(Cl11(O12
111.6(3)

O11(Cl11(O12
110.9(3)

O14(Cl11(O13
107.8(4)

O11(Cl11(O13
105.8(3)

O12(Cl11(O13
108.3(3)

O23(Cl21(O24
109.5(4)

O23(Cl21(O21
109.4(4)

O24(Cl21(O21
111.4(3)

O23(Cl21(O22
108.0(4)

O24(Cl21(O22
109.1(4)

O21(Cl21(O22
109.3(4)

O32(Cl31(O33
110.9(4)

O32(Cl31(O31
109.9(4)

O33(Cl31(O31
111.9(4)

O32(Cl31(O34
108.4(5)

O33(Cl31(O34
108.5(5)

O31(Cl31(O34
107.1(4)

	


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
C1
37(4) 
33(3)
24(3) 
1(3)
(11(3) 
(4(3)

C2
26(3) 
27(3)
34(4) 
(1(3)
(2(3) 
(3(3)

C3
21(3) 
30(3)
46(4) 
(1(3)
(4(3) 
(9(3)

C4
30(3) 
29(3)
29(4) 
(4(3)
4(3) 
(7(3)

C5
20(3) 
19(3)
25(3) 
0(2)
7(2) 
3(2)

C6
20(3) 
17(3)
22(3) 
2(2)
0(2) 
2(2)

C7
24(3) 
27(3)
25(3) 
10(3)
8(3) 
(1(2)

C8
40(4) 
33(3)
10(3) 
2(2)
2(2) 
(6(3)

C9
28(3) 
26(3)
19(3) 
5(2)
3(2) 
(2(2)

C10
25(3) 
25(3)
10(3) 
0(2)
4(2) 
3(2)

C11
22(3) 
15(2)
21(3) 
(5(2)
3(2) 
4(3)

C12
25(3) 
21(2)
16(3) 
0(3)
(4(3) 
(1(2)

C13
19(3) 
23(3)
16(3) 
(1(2)
(1(2) 
0(2)

C14
27(3) 
17(3)
34(4) 
4(2)
2(3) 
1(2)

C15
30(3) 
25(3)
25(4) 
14(3)
4(3) 
1(2)

C16
28(3) 
28(3)
18(3) 
8(2)
2(2) 
(9(3)

C17
16(3) 
31(3)
16(3) 
10(2)
0(2) 
(3(2)

C18
16(3) 
39(4)
22(3) 
2(3)
0(2) 
(4(3)

C19
25(4) 
37(3)
22(3) 
(3(3)
(2(3) 
(2(3)

C20
20(3) 
46(4)
19(3) 
(3(3)
2(3) 
4(3)

C21
28(3) 
34(3)
25(4) 
(6(3)
1(3) 
8(3)

C22
31(4) 
26(3)
28(4) 
(5(3)
0(3) 
2(3)

C31
23(3) 
27(3)
32(4) 
9(3)
2(3) 
5(2)

C32
22(3) 
25(3)
33(4) 
(4(3)
5(3) 
(1(2)

C33
28(4) 
22(3)
44(4) 
(5(3)
(1(3) 
6(3)

C34
27(3) 
30(3)
36(4) 
4(3)
(5(3) 
11(3)

C35
15(3) 
21(3)
23(3) 
0(2)
0(2) 
(2(2)

C36
16(3) 
15(3)
32(4) 
0(2)
(8(2) 
1(2)

C37
31(3) 
24(3)
29(4) 
(2(3)
(9(3) 
6(2)

C38
23(3) 
27(3)
36(4) 
6(3)
(11(3) 
(1(2)

C39
30(3) 
27(3)
19(3) 
1(2)
(10(2) 
(1(3)

C40
16(3) 
15(3)
27(3) 
1(2)
(5(2) 
(3(2)

C41
16(3) 
17(2)
17(3) 
4(2)
(3(2) 
1(2)

C42
17(2) 
14(2)
19(3) 
(4(3)
0(3) 
(1(2)

C43
18(3) 
18(3)
22(3) 
3(2)
5(2) 
0(2)

C44
32(4) 
23(3)
22(3) 
6(2)
(3(3) 
0(2)

C45
35(4) 
33(4)
31(4) 
6(3)
0(3) 
19(3)

C46
20(3) 
40(4)
31(4) 
10(3)
(4(3) 
0(3)

C47
23(3) 
29(3)
18(3) 
(1(2)
2(2) 
4(3)

C48
20(3) 
28(3)
15(3) 
(1(2)
4(2) 
2(2)

C49
20(3) 
41(3)
23(4) 
2(3)
(5(3) 
2(3)

C50
23(3) 
55(4)
26(3) 
(9(3)
(3(3) 
(4(3)

C51
24(3) 
44(4)
34(4) 
(7(3)
1(3) 
(7(3)

C52
22(3) 
26(3)
30(4) 
(4(3)
0(3) 
(3(2)

N1
18(2) 
29(3)
27(3) 
4(2)
(8(2) 
(4(2)

N2
21(3) 
16(2)
22(3) 
3(2)
7(2) 
3(2)

N3
23(3) 
34(3)
17(3) 
2(2)
(4(2) 
(4(2)

N4
19(2) 
15(2)
20(3) 
2(2)
3(2) 
(1(2)

N5
23(3) 
18(2)
21(3) 
(2(2)
6(2) 
(1(2)

N6
25(2) 
19(2)
23(3) 
4(2)
(2(3) 
2(2)

N7
23(3) 
19(2)
22(3) 
1(2)
(4(2) 
(5(2)

N8
19(3) 
21(2)
29(3) 
(3(2)
0(2) 
8(2)

N31
28(3) 
15(2)
24(3) 
4(2)
(3(2) 
4(2)

N32
13(2) 
21(2)
19(3) 
(3(2)
3(2) 
(2(2)

N33
22(3) 
34(3)
28(3) 
7(2)
1(2) 
8(2)

N34
10(2) 
20(2)
23(3) 
0(2)
(4(2) 
(1(2)

N35
11(2) 
28(2)
18(3) 
8(2)
1(2) 
1(2)

N36
18(2) 
22(2)
33(3) 
3(3)
(7(3) 
1(2)

N37
9(2) 
25(2)
15(2) 
3(2)
1(2) 
2(2)

N38
18(3) 
28(3)
15(2) 
2(2)
(5(2) 
5(2)

Co1
15(1) 
18(1)
18(1) 
3(1)
(1(1) 
(1(1)

Co2
15(1) 
18(1)
18(1) 
1(1)
(1(1) 
(1(1)

O1
31(3) 
28(3)
40(3) 
8(2)
(6(2) 
(1(2)

O2
39(3) 
26(3)
32(3) 
(9(2)
(11(2) 
(2(2)

O3
48(3) 
51(3)
40(4) 
(4(3)
12(3) 
2(3)

O4
34(3) 
45(3)
47(4) 
(1(2)
(18(3) 
(5(2)

Cl1
27(1) 
23(1)
32(1) 
(2(1)
1(1) 
(1(1)

O11
42(3) 
29(3)
30(3) 
4(2)
4(2) 
9(2)

O12
57(3) 
19(2)
45(3) 
(1(2)
(22(2) 
3(2)

O13
20(3) 
59(4)
43(4) 
0(2)
0(3) 
(2(2)

O14
65(4) 
59(3)
32(3) 
6(3)
18(3) 
26(3)

Cl11
38(1) 
26(1)
24(1) 
1(1)
(2(1) 
(1(1)

O21
36(3) 
73(4)
63(3) 
(2(3)
8(2) 
11(2)

O22
89(4) 
65(4)
36(3) 
8(3)
0(3) 
24(3)

O23
89(4) 
25(3)
91(5) 
7(3)
9(4) 
(7(3)

O24
57(3) 
55(3)
43(3) 
(24(3)
7(3) 
13(3)

Cl21
63(1) 
23(1)
22(1) 
(2(1)
8(1) 
(3(1)

O31
64(4) 
30(3)
83(5) 
(20(3)
(26(3) 
1(3)

O32
139(6) 
52(4)
41(4) 
13(3)
27(4) 
18(4)

O33
104(5) 
38(3)
105(5) 
(3(3)
(46(4) 
17(3)

O34
36(3) 
125(6)
111(5) 
(69(5)
30(3) 
(16(3)

Cl31
81(1) 
26(1)
31(1) 
(1(1)
6(1) 
1(1)

O51
67(3) 
34(3)
25(2) 
2(2)
0(2) 
14(2)

O52
69(4) 
68(4)
85(4) 
24(4)
(16(3) 
4(3)

O53
43(3) 
54(3)
66(3) 
(9(3)
(5(2) 
2(2)

O54
75(4) 
48(3)
38(3) 
7(2)
(2(3) 
22(3)

O55
62(3) 
91(4)
56(4) 
(19(3)
22(3) 
(32(3)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1
3429
3508
1899
37
1

H2
4061
4853
1999
35
1

H3
4312
5840
912
39
1

H4
3896
5454
(265
35
1

H7
3528
4909
(1338
30
1

H8
3009
4340
(2371
33
1

H9
2343
3049
(2177
29
1

H14
1277
(1559
1161
31
1

H15
498
(1725
1865
32
1

H16
59
(153
2239
30
1

H19
(322
1512
2503
34
1

H20
(635
3312
2735
34
1

H21
(239
4815
2150
35
1

H22
445
4516
1324
34
1

H31
3338
1299
(755
33
1

H32
4031
60
(872
32
1

H33
4367
(745
225
38
1

H34
4022
(270
1419
37
1

H37
3571
65
2510
34
1

H38
3099
687
3544
34
1

H39
2388
1879
3356
31
1

H44
1294
6414
(8
31
1

H45
543
6592
(756
40
1

H46
57
4997
(1063
37
1

H49
(318
3365
(1334
33
1

H50
(652
1584
(1520
42
1

H51
(262
50
(950
40
1

H52
434
358
(128
31
1

H3A
1371
1656
(1083
30
1

H3B
1638
2369
(1692
30
1

H6A
2363
(40
327
27
1

H6B
2085
(860
855
27
1

H33A
1403
3302
2268
34
1

H33B
1666
2599
2885
34
1

H36A
2369
4943
842
29
1

H36B
2076
5758
329
29
1
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