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Table 1. Crystal data and structure refinement.

	


Identification code 
04src1114    

Empirical formula 
C38H38Cl2MnN16O10
Formula weight 
1004.68

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 11.0194(6) Å
( = 110.038(11)°


b = 13.230(2) Å
( = 93.940(10)°


c = 16.983(4) Å
(  = 109.791(12)°

Volume
2140.3(6) Å3
Z
2

Density (calculated)
1.559 Mg / m3
Absorption coefficient
0.512 mm(1
F(000)
1034

Crystal
Plate; Light Orange

Crystal size
0.42 ( 0.16 ( 0.04 mm3
( range for data collection
2.94 ( 27.48°

Index ranges
(14 ( h ( 14, (17 ( k ( 17, (22 ( l ( 22

Reflections collected
42052

Independent reflections
9802 [Rint = 0.0542]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9798 and 0.8138

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
9802 / 825 / 721

Goodness-of-fit on F2
1.026

Final R indices [F2 > 2((F2)]
R1 = 0.0661, wR2 = 0.1723

R indices (all data)
R1 = 0.0906, wR2 = 0.1886

Extinction coefficient
0.0042(13)

Largest diff. peak and hole
1.138 and (0.812 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 of a perchlorate anion and the solvent acetonitrile.

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
7776(4)
(2933(3)
2998(2)
35(1)
1

C2
8522(4)
(3595(3)
2941(3)
42(1)
1

C3
9348(4)
(3391(3)
3669(3)
41(1)
1

C4
9417(3)
(2525(3)
4431(3)
33(1)
1

C5
8646(3)
(1875(3)
4443(2)
28(1)
1

C6
8713(3)
(906(3)
5240(2)
25(1)
1

C7
9520(3)
(609(3)
6015(2)
29(1)
1

C8
9578(3)
314(3)
6729(2)
30(1)
1

C9
8827(3)
940(3)
6660(2)
27(1)
1

C10
8044(3)
595(3)
5866(2)
23(1)
1

C11
7247(3)
1270(3)
5759(2)
22(1)
1

C12
5042(3)
1195(3)
4150(2)
24(1)
1

C13
4338(3)
1972(3)
4141(2)
24(1)
1

C14
3553(3)
1849(3)
3412(2)
29(1)
1

C15
2926(3)
2614(3)
3491(2)
31(1)
1

C16
3096(3)
3478(3)
4276(2)
29(1)
1

C17
3913(3)
3553(3)
4981(2)
24(1)
1

C18
4170(3)
4438(3)
5861(2)
25(1)
1

C19
3612(3)
5273(3)
6077(2)
30(1)
1

C20
3903(3)
6038(3)
6913(2)
32(1)
1

C21
4732(3)
5970(3)
7520(2)
29(1)
1

C22
5257(3)
5124(3)
7260(2)
25(1)
1

C23
6140(3)
4937(3)
7857(2)
26(1)
1

C24
7136(3)
2941(3)
8178(2)
25(1)
1

C25
8337(3)
2946(3)
8647(2)
26(1)
1

C26
8289(4)
1991(3)
8834(2)
37(1)
1

C27
9458(4)
2000(4)
9205(3)
47(1)
1

C28
10607(4)
2970(4)
9412(3)
43(1)
1

C29
10562(4)
3910(3)
9238(2)
31(1)
1

C30
11769(4)
4970(3)
9442(2)
30(1)
1

C31
11785(4)
5824(3)
9142(2)
35(1)
1

C32
12943(4)
6782(4)
9333(3)
43(1)
1

C33
14053(4)
6862(4)
9821(3)
43(1)
1

C34
13959(4)
5987(4)
10102(2)
40(1)
1

N1
7819(3)
(2096(2)
3729(2)
29(1)
1

N2
7972(3)
(305(2)
5168(2)
23(1)
1

N3
7291(2)
2149(2)
6346(1)
13(1)
1

N4
6486(3)
856(2)
4980(2)
23(1)
1

N5
5772(3)
1501(2)
4884(2)
22(1)
1

N6
4861(3)
273(3)
3434(2)
36(1)
1

N7
4512(3)
2813(2)
4908(2)
23(1)
1

N8
4984(3)
4374(2)
6445(2)
24(1)
1

N9
6560(3)
5693(3)
8672(2)
32(1)
1

N10
6410(3)
4018(2)
7519(2)
26(1)
1

N11
7343(3)
3943(2)
8076(2)
26(1)
1

N12
6079(2)
2109(2)
7924(2)
17(1)
1

N13
9455(3)
3885(2)
8840(2)
26(1)
1

N14
12841(3)
5047(3)
9926(2)
35(1)
1

O1
4354(2)
1618(2)
6434(2)
26(1)
1

O2
7606(3)
4250(2)
5880(2)
39(1)
1

Mn1
5876(1)
2979(1)
6083(1)
22(1)
1

O41
7205(4)
153(3)
9794(2)
64(1)
1

O42
6907(4)
(1797(3)
9395(2)
65(1)
1

O43
5576(4)
(1293(3)
8597(3)
79(1)
1

O44
7798(3)
(799(3)
8548(2)
59(1)
1

Cl41
6881(1)
(922(1)
9094(1)
47(1)
1

O51
10045(3)
2877(4)
3737(2)
48(1)
0.804(3)

O52
7997(4)
2482(4)
2986(3)
70(1)
0.804(3)

O53
9242(4)
4349(3)
3963(3)
60(1)
0.804(3)

O54
8335(5)
2929(5)
4476(4)
68(1)
0.804(3)

Cl51
8902(1)
3141(1)
3777(1)
34(1)
0.804(3)

O56
8513(12)
3077(15)
2392(13)
65(4)
0.196(3)

O57
10335(17)
3813(18)
3488(9)
74(5)
0.196(3)

O58
10520(20)
4454(15)
2410(14)
66(5)
0.196(3)

O59
10320(20)
2601(18)
2079(15)
80(5)
0.196(3)

Cl56
9906(5)
3456(4)
2590(3)
40(1)
0.196(3)

C61
6813(7)
(932(8)
11676(5)
65(2)
0.804(3)

C62
6160(7)
(153(6)
11557(4)
54(2)
0.804(3)

N61
7313(7)
(1546(7)
11736(5)
95(2)
0.804(3)

C63
7100(40)
(930(30)
11450(16)
84(5)
0.196(3)

C64
6220(20)
(323(12)
11281(9)
78(7)
0.196(3)

N63
7970(30)
(1240(30)
11290(20)
101(6)
0.196(3)

C71
10359(6)
3052(6)
1926(4)
43(1)
0.804(3)

C72
9719(6)
1769(5)
1515(4)
61(2)
0.804(3)

N71
10841(6)
4018(5)
2245(4)
52(1)
0.804(3)

C73
8044(17)
2496(16)
3920(20)
73(5)
0.196(3)

C74
7715(19)
1253(15)
3301(9)
64(6)
0.196(3)

N73
8270(20)
3445(18)
4400(14)
55(4)
0.196(3)

	


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

	


C1(N1
1.336(5)

C1(C2
1.375(6)

C1(H1
0.9500

C2(C3
1.372(6)

C2(H2
0.9500

C3(C4
1.380(5)

C3(H3
0.9500

C4(C5
1.395(5)

C4(H4
0.9500

C5(N1
1.347(5)

C5(C6
1.487(5)

C6(N2
1.344(4)

C6(C7
1.388(5)

C7(C8
1.374(5)

C7(H7
0.9500

C8(C9
1.380(5)

C8(H8
0.9500

C9(C10
1.386(5)

C9(H9
0.9500

C10(N2
1.336(4)

C10(C11
1.490(4)

C11(N3
1.229(4)

C11(N4
1.339(4)

C12(N5
1.288(4)

C12(N6
1.339(4)

C12(C13
1.486(4)

C13(N7
1.342(4)

C13(C14
1.388(5)

C14(C15
1.382(5)

C14(H14
0.9500

C15(C16
1.378(5)

C15(H15
0.9500

C16(C17
1.401(4)

C16(H16
0.9500

C17(N7
1.331(4)

C17(C18
1.485(5)

C18(N8
1.335(4)

C18(C19
1.395(5)

C19(C20
1.370(5)

C19(H19
0.9500

C20(C21
1.377(5)

C20(H20
0.9500

C21(C22
1.385(5)

C21(H21
0.9500

C22(N8
1.338(4)

C22(C23
1.495(5)

C23(N10
1.299(4)

C23(N9
1.333(4)

C24(N12
1.222(4)

C24(N11
1.341(4)

C24(C25
1.493(5)

C25(N13
1.341(4)

C25(C26
1.390(5)

C26(C27
1.389(5)

C26(H26
0.9500

C27(C28
1.379(6)

C27(H27
0.9500

C28(C29
1.389(5)

C28(H28
0.9500

C29(N13
1.339(4)

C29(C30
1.482(5)

C30(N14
1.345(5)

C30(C31
1.385(5)

C31(C32
1.381(5)

C31(H31
0.9500

C32(C33
1.380(6)

C32(H32
0.9500

C33(C34
1.371(6)

C33(H33
0.9500

C34(N14
1.346(5)

C34(H34
0.9500

N3(Mn1
2.288(2)

N4(N5
1.380(4)

N4(H4A
0.8800

N5(Mn1
2.252(3)

N6(H6A
0.8800

N6(H6B
0.8800

N7(Mn1
2.315(3)

N8(Mn1
2.299(3)

N9(H9A
0.8800

N9(H9B
0.8800

N10(N11
1.401(4)

N10(Mn1
2.267(3)

N11(H11
0.8800

N12(H12A
0.8800

N12(H12B
0.8800

O1(Mn1
2.289(2)

O1(H1WA
0.863(9)

O1(H1WB
0.864(10)

O2(Mn1
2.213(3)

O2(H2WA
0.828(10)

O2(H2WB
0.829(10)

O41(Cl41
1.416(3)

O42(Cl41
1.424(3)

O43(Cl41
1.447(4)

O44(Cl41
1.424(3)

O51(Cl51
1.416(3)

O52(Cl51
1.408(4)

O53(Cl51
1.424(4)

O54(Cl51
1.446(5)

O56(Cl56
1.419(12)

O57(Cl56
1.425(13)

O58(Cl56
1.411(14)

O59(Cl56
1.407(14)

C61(N61
1.151(9)

C61(C62
1.498(9)

C62(H62A
0.9800

C62(H62B
0.9800

C62(H62C
0.9800

C63(N63
1.175(17)

C63(C64
1.528(17)

C64(H64A
0.9800

C64(H64B
0.9800

C64(H64C
0.9800

C71(N71
1.112(8)

C71(C72
1.475(8)

C72(H72A
0.9800

C72(H72B
0.9800

C72(H72C
0.9800

C73(N73
1.170(16)

C73(C74
1.515(16)

C74(H74A
0.9800

C74(H74B
0.9800

C74(H74C
0.9800

N1(C1(C2
123.2(4)

N1(C1(H1
118.4

C2(C1(H1
118.4

C3(C2(C1
118.6(4)

C3(C2(H2
120.7

C1(C2(H2
120.7

C2(C3(C4
119.3(4)

C2(C3(H3
120.3

C4(C3(H3
120.3

C3(C4(C5
119.3(4)

C3(C4(H4
120.4

C5(C4(H4
120.4

N1(C5(C4
121.0(3)

N1(C5(C6
117.3(3)

C4(C5(C6
121.6(3)

N2(C6(C7
121.2(3)

N2(C6(C5
116.5(3)

C7(C6(C5
122.4(3)

C8(C7(C6
120.3(3)

C8(C7(H7
119.8

C6(C7(H7
119.8

C7(C8(C9
118.9(3)

C7(C8(H8
120.6

C9(C8(H8
120.6

C8(C9(C10
117.7(3)

C8(C9(H9
121.1

C10(C9(H9
121.1

N2(C10(C9
124.0(3)

N2(C10(C11
116.6(3)

C9(C10(C11
119.4(3)

N3(C11(N4
122.4(3)

N3(C11(C10
122.1(3)

N4(C11(C10
115.5(3)

N5(C12(N6
126.9(3)

N5(C12(C13
113.8(3)

N6(C12(C13
119.3(3)

N7(C13(C14
121.9(3)

N7(C13(C12
114.2(3)

C14(C13(C12
123.9(3)

C15(C14(C13
118.4(3)

C15(C14(H14
120.8

C13(C14(H14
120.8

C16(C15(C14
120.1(3)

C16(C15(H15
120.0

C14(C15(H15
120.0

C15(C16(C17
118.2(3)

C15(C16(H16
120.9

C17(C16(H16
120.9

N7(C17(C16
121.8(3)

N7(C17(C18
114.7(3)

C16(C17(C18
123.4(3)

N8(C18(C19
121.8(3)

N8(C18(C17
114.6(3)

C19(C18(C17
123.7(3)

C20(C19(C18
118.7(3)

C20(C19(H19
120.6

C18(C19(H19
120.6

C19(C20(C21
119.8(3)

C19(C20(H20
120.1

C21(C20(H20
120.1

C20(C21(C22
118.4(3)

C20(C21(H21
120.8

C22(C21(H21
120.8

N8(C22(C21
122.4(3)

N8(C22(C23
113.9(3)

C21(C22(C23
123.7(3)

N10(C23(N9
126.1(3)

N10(C23(C22
115.1(3)

N9(C23(C22
118.8(3)

N12(C24(N11
124.1(3)

N12(C24(C25
123.0(3)

N11(C24(C25
112.9(3)

N13(C25(C26
122.5(3)

N13(C25(C24
116.8(3)

C26(C25(C24
120.6(3)

C27(C26(C25
118.2(3)

C27(C26(H26
120.9

C25(C26(H26
120.9

C28(C27(C26
119.4(4)

C28(C27(H27
120.3

C26(C27(H27
120.3

C27(C28(C29
118.9(4)

C27(C28(H28
120.6

C29(C28(H28
120.6

N13(C29(C28
122.2(3)

N13(C29(C30
116.6(3)

C28(C29(C30
121.1(3)

N14(C30(C31
122.3(3)

N14(C30(C29
116.3(3)

C31(C30(C29
121.4(3)

C32(C31(C30
119.2(4)

C32(C31(H31
120.4

C30(C31(H31
120.4

C33(C32(C31
118.9(4)

C33(C32(H32
120.5

C31(C32(H32
120.5

C34(C33(C32
118.6(4)

C34(C33(H33
120.7

C32(C33(H33
120.7

N14(C34(C33
123.6(4)

N14(C34(H34
118.2

C33(C34(H34
118.2

C1(N1(C5
118.5(3)

C10(N2(C6
117.9(3)

C11(N3(Mn1
116.7(2)

C11(N4(N5
115.0(3)

C11(N4(H4A
122.5

N5(N4(H4A
122.5

C12(N5(N4
119.7(3)

C12(N5(Mn1
124.2(2)

N4(N5(Mn1
115.93(18)

C12(N6(H6A
120.0

C12(N6(H6B
120.0

H6A(N6(H6B
120.0

C17(N7(C13
119.6(3)

C17(N7(Mn1
120.8(2)

C13(N7(Mn1
119.5(2)

C18(N8(C22
118.9(3)

C18(N8(Mn1
121.4(2)

C22(N8(Mn1
119.7(2)

C23(N9(H9A
120.0

C23(N9(H9B
120.0

H9A(N9(H9B
120.0

C23(N10(N11
113.0(3)

C23(N10(Mn1
121.4(2)

N11(N10(Mn1
123.3(2)

C24(N11(N10
120.5(3)

C24(N11(H11
119.7

N10(N11(H11
119.7

C24(N12(H12A
120.0

C24(N12(H12B
120.0

H12A(N12(H12B
120.0

C29(N13(C25
118.7(3)

C30(N14(C34
117.4(3)

Mn1(O1(H1WA
118(2)

Mn1(O1(H1WB
74.4(13)

H1WA(O1(H1WB
98.1(12)

Mn1(O2(H2WA
113(2)

Mn1(O2(H2WB
119(2)

H2WA(O2(H2WB
109.9(17)

O2(Mn1(N5
93.13(11)

O2(Mn1(N10
92.03(11)

N5(Mn1(N10
153.87(10)

O2(Mn1(N3
85.65(9)

N5(Mn1(N3
69.52(9)

N10(Mn1(N3
85.38(9)

O2(Mn1(O1
169.96(9)

N5(Mn1(O1
87.42(9)

N10(Mn1(O1
83.23(10)

N3(Mn1(O1
85.15(8)

O2(Mn1(N8
88.34(10)

N5(Mn1(N8
136.59(10)

N10(Mn1(N8
69.15(10)

N3(Mn1(N8
153.59(9)

O1(Mn1(N8
98.16(9)

O2(Mn1(N7
92.22(10)

N5(Mn1(N7
68.09(9)

N10(Mn1(N7
137.25(10)

N3(Mn1(N7
137.36(9)

O1(Mn1(N7
97.27(9)

N8(Mn1(N7
68.49(10)

O41(Cl41(O44
110.0(2)

O41(Cl41(O42
110.2(2)

O44(Cl41(O42
109.3(2)

O41(Cl41(O43
110.4(2)

O44(Cl41(O43
108.3(2)

O42(Cl41(O43
108.7(3)

O52(Cl51(O51
109.8(3)

O52(Cl51(O53
109.1(3)

O51(Cl51(O53
110.2(3)

O52(Cl51(O54
111.9(3)

O51(Cl51(O54
109.8(3)

O53(Cl51(O54
106.1(3)

O59(Cl56(O58
105.9(14)

O59(Cl56(O56
111.1(12)

O58(Cl56(O56
110.7(12)

O59(Cl56(O57
114.2(14)

O58(Cl56(O57
105.7(12)

O56(Cl56(O57
109.1(11)

N61(C61(C62
177.6(8)

N63(C63(C64
149(4)

C63(C64(H64A
109.5

C63(C64(H64B
109.5

H64A(C64(H64B
109.5

C63(C64(H64C
109.5

H64A(C64(H64C
109.5

H64B(C64(H64C
109.5

N71(C71(C72
179.2(7)

N73(C73(C74
178.2(19)

C73(C74(H74A
109.5

C73(C74(H74B
109.5

H74A(C74(H74B
109.5

C73(C74(H74C
109.5

H74A(C74(H74C
109.5

H74B(C74(H74C
109.5

	


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
35(2) 
25(2)
36(2) 
4(1)
12(2) 
7(1)

C2
43(2) 
24(2)
47(2) 
2(2)
18(2) 
9(2)

C3
39(2) 
26(2)
60(2) 
13(2)
22(2) 
16(2)

C4
32(2) 
23(2)
48(2) 
13(2)
13(2) 
14(1)

C5
25(2) 
20(2)
38(2) 
12(1)
11(1) 
8(1)

C6
23(2) 
19(2)
32(2) 
12(1)
8(1) 
7(1)

C7
27(2) 
26(2)
37(2) 
15(1)
4(1) 
12(1)

C8
30(2) 
29(2)
30(2) 
13(1)
1(1) 
11(1)

C9
29(2) 
23(2)
27(2) 
9(1)
4(1) 
10(1)

C10
22(1) 
21(2)
28(2) 
12(1)
5(1) 
8(1)

C11
20(1) 
21(2)
26(2) 
12(1)
5(1) 
7(1)

C12
29(2) 
21(2)
22(2) 
9(1)
6(1) 
10(1)

C13
26(2) 
23(2)
25(2) 
13(1)
4(1) 
9(1)

C14
31(2) 
27(2)
26(2) 
12(1)
2(1) 
7(1)

C15
30(2) 
33(2)
31(2) 
18(1)
(1(1) 
10(1)

C16
25(2) 
28(2)
38(2) 
19(1)
2(1) 
10(1)

C17
24(2) 
22(2)
32(2) 
16(1)
5(1) 
8(1)

C18
22(1) 
20(2)
34(2) 
14(1)
6(1) 
7(1)

C19
26(2) 
22(2)
43(2) 
15(1)
4(1) 
10(1)

C20
30(2) 
24(2)
45(2) 
13(2)
6(2) 
14(1)

C21
30(2) 
19(2)
36(2) 
8(1)
6(1) 
9(1)

C22
26(2) 
17(2)
30(2) 
9(1)
5(1) 
7(1)

C23
28(2) 
18(2)
29(2) 
8(1)
4(1) 
7(1)

C24
35(2) 
21(2)
19(1) 
7(1)
5(1) 
12(1)

C25
34(2) 
20(2)
21(2) 
7(1)
1(1) 
8(1)

C26
41(2) 
24(2)
36(2) 
14(2)
(9(2) 
3(2)

C27
50(2) 
32(2)
54(2) 
22(2)
(9(2) 
8(2)

C28
40(2) 
35(2)
48(2) 
18(2)
(10(2) 
9(2)

C29
35(2) 
26(2)
25(2) 
8(1)
(2(1) 
8(1)

C30
37(2) 
25(2)
23(2) 
5(1)
2(1) 
10(1)

C31
39(2) 
30(2)
31(2) 
12(2)
4(2) 
9(2)

C32
48(2) 
32(2)
38(2) 
14(2)
8(2) 
4(2)

C33
37(2) 
37(2)
37(2) 
8(2)
8(2) 
0(2)

C34
32(2) 
41(2)
31(2) 
5(2)
3(2) 
6(2)

N1
29(1) 
22(1)
32(2) 
6(1)
8(1) 
8(1)

N2
22(1) 
20(1)
27(1) 
10(1)
6(1) 
7(1)

N3
15(1) 
7(1)
14(1) 
2(1)
0(1) 
5(1)

N4
27(1) 
21(1)
22(1) 
8(1)
5(1) 
13(1)

N5
25(1) 
21(1)
24(1) 
11(1)
5(1) 
12(1)

N6
46(2) 
31(2)
27(2) 
3(1)
(5(1) 
19(1)

N7
24(1) 
21(1)
26(1) 
11(1)
5(1) 
9(1)

N8
27(1) 
18(1)
29(1) 
10(1)
4(1) 
9(1)

N9
41(2) 
23(2)
27(2) 
4(1)
(1(1) 
15(1)

N10
31(1) 
20(1)
24(1) 
7(1)
(1(1) 
11(1)

N11
32(1) 
18(1)
24(1) 
5(1)
(3(1) 
8(1)

N12
19(1) 
12(1)
16(1) 
6(1)
(1(1) 
3(1)

N13
30(1) 
23(1)
21(1) 
8(1)
2(1) 
8(1)

N14
34(2) 
34(2)
29(2) 
7(1)
1(1) 
11(1)

O1
28(1) 
23(1)
24(1) 
8(1)
5(1) 
8(1)

O2
31(1) 
35(2)
58(2) 
28(1)
8(1) 
13(1)

Mn1
25(1) 
18(1)
23(1) 
8(1)
2(1) 
9(1)

O41
110(3) 
32(2)
39(2) 
9(1)
15(2) 
18(2)

O42
97(3) 
32(2)
66(2) 
24(2)
23(2) 
19(2)

O43
63(2) 
57(2)
96(3) 
8(2)
0(2) 
25(2)

O44
66(2) 
60(2)
38(2) 
19(2)
15(2) 
8(2)

Cl41
66(1) 
23(1)
38(1) 
8(1)
14(1) 
6(1)

O51
43(2) 
70(3)
60(2) 
42(2)
23(2) 
38(2)

O52
51(2) 
61(3)
70(3) 
(8(2)
(15(2) 
27(2)

O53
63(3) 
35(2)
76(3) 
17(2)
11(2) 
18(2)

O54
62(3) 
87(4)
77(3) 
46(3)
42(2) 
36(3)

Cl51
28(1) 
34(1)
45(1) 
17(1)
8(1) 
17(1)

O56
33(5) 
60(8)
95(10) 
37(8)
(8(6) 
7(6)

O57
50(8) 
92(10)
53(6) 
27(6)
0(6) 
(3(8)

O58
60(8) 
55(7)
67(8) 
27(7)
12(7) 
(2(7)

O59
64(7) 
63(7)
89(8) 
0(7)
5(8) 
28(7)

Cl56
37(2) 
39(3)
45(3) 
20(2)
3(2) 
13(2)

C61
53(4) 
94(4)
53(4) 
38(3)
15(3) 
24(3)

C62
51(3) 
73(4)
40(3) 
33(3)
15(3) 
14(3)

N61
83(4) 
129(6)
109(5) 
77(5)
8(4) 
53(4)

C63
66(7) 
104(7)
72(8) 
31(7)
10(7) 
25(6)

C64
63(10) 
76(10)
73(12) 
12(10)
13(10) 
20(8)

N63
67(9) 
123(11)
103(11) 
37(10)
(11(9) 
38(8)

C71
43(3) 
48(3)
44(3) 
26(2)
8(2) 
15(2)

C72
54(3) 
49(3)
58(4) 
3(3)
(2(3) 
14(3)

N71
53(3) 
43(3)
64(3) 
32(3)
13(2) 
11(2)

C73
60(7) 
65(7)
72(7) 
19(7)
8(7) 
7(6)

C74
42(10) 
70(10)
85(14) 
35(9)
42(10) 
18(10)

N73
60(8) 
71(8)
64(9) 
37(7)
32(7) 
46(8)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1
7202
(3078
2492
42
1

H2
8466
(4181
2408
51
1

H3
9866
(3841
3649
49
1

H4
9984
(2373
4941
40
1

H7
10034
(1047
6052
35
1

H8
10126
517
7261
36
1

H9
8847
1586
7139
32
1

H14
3448
1254
2873
34
1

H15
2378
2543
3002
37
1

H16
2670
4008
4339
34
1

H19
3040
5310
5652
36
1

H20
3534
6614
7073
39
1

H21
4939
6491
8103
35
1

H26
7478
1348
8711
44
1

H27
9466
1346
9316
56
1

H28
11416
2993
9668
52
1

H31
11009
5751
8808
42
1

H32
12976
7377
9132
51
1

H33
14864
7509
9959
52
1

H34
14725
6049
10439
48
1

H4A
6445
222
4561
27
1

H6A
5265
(197
3435
43
1

H6B
4339
138
2962
43
1

H9A
7069
5590
9034
38
1

H9B
6327
6295
8847
38
1

H11
8070
4558
8361
31
1

H12A
5393
2146
7656
20
1

H12B
6002
1472
8010
20
1

H1WA
3818(16)
1830(30)
6735(7)
32
1

H1WB
3980(20)
1558(9)
5946(6)
32
1

H2WA
7850(30)
3970(30)
5435(12)
32
1

H2WB
8250(20)
4660(30)
6281(12)
32
1

H62A
6529
164
11143
81
0.804(3)

H62B
6315
489
12108
81
0.804(3)

H62C
5210
(602
11343
81
0.804(3)

H64A
5788
(686
10673
117
0.196(3)

H64B
6753
504
11433
117
0.196(3)

H64C
5544
(394
11629
117
0.196(3)

H72A
8983
1545
1049
92
0.804(3)

H72B
9387
1459
1940
92
0.804(3)

H72C
10362
1451
1284
92
0.804(3)

H74A
7279
715
3566
96
0.196(3)

H74B
8529
1156
3164
96
0.196(3)

H74C
7125
1086
2773
96
0.196(3)
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