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Table 1. Crystal data and structure refinement.



Identification code 
03src0132    

Empirical formula 
C122H118Cl10Mn9N58O60
Formula weight 
4205.70

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Tetragonal

Space group 
I(4 

Unit cell dimensions
a = 18.497(5) Å
( = 90.000(5)°


b = 18.497(5) Å
( = 90.000(5)°


c = 24.801(5) Å
(  = 90.000(5)°

Volume
8485(4) Å3
Z
2

Density (calculated)
1.646 Mg / m3
Absorption coefficient
0.908 mm(1
F(000)
4262

Crystal
Block; Dark Red

Crystal size
0.10 ( 0.08 ( 0.05 mm3
( range for data collection
3.11 ( 27.39°

Index ranges
(23 ( h ( 23, (23 ( k ( 23, (32 ( l ( 31

Reflections collected
38645

Independent reflections
9616 [Rint = 0.1508]

Completeness to ( = 27.39°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9560 and 0.9147

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
9616 / 3 / 590

Goodness-of-fit on F2
1.115

Final R indices [F2 > 2((F2)]
R1 = 0.1341, wR2 = 0.2755

R indices (all data)
R1 = 0.2096, wR2 = 0.3120

Absolute structure parameter
0.53(5)

Largest diff. peak and hole
1.629 and (0.581 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 are fixed.

It was impossible to determine the position of the waters’ hydrogen atoms.

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
1727(7)
7955(6)
8023(5)
39(3)
1

C2
1158(7)
7452(9)
7953(8)
63(5)
1

C3
1072(7)
7146(8)
7450(8)
56(4)
1

C4
1490(7)
7324(7)
7034(7)
48(3)
1

C5
2047(6)
7867(7)
7109(6)
38(3)
1

C6
2547(7)
8117(7)
6677(5)
41(3)
1

C7
3993(6)
9248(6)
6707(5)
36(3)
1

C8
4511(6)
9609(6)
6337(5)
33(3)
1

C9
4493(7)
9602(8)
5774(5)
47(3)
1

C10
5000
10000
5474(9)
58(6)
1

C11
906(8)
9617(7)
7264(7)
57(4)
1

C12
408(9)
9037(8)
7113(8)
70(5)
1

C13
443(8)
8758(7)
6637(7)
57(4)
1

C14
957(7)
9012(8)
6273(8)
62(4)
1

C15
1417(7)
9544(8)
6410(5)
47(3)
1

C16
2019(7)
9850(7)
6102(6)
46(4)
1

C21
1482(8)
11893(8)
6334(8)
62(4)
1

C22
1135(9)
12543(7)
6212(7)
58(4)
1

C23
889(8)
12929(7)
6639(7)
54(4)
1

C24
934(7)
12721(7)
7136(7)
48(4)
1

C25
1316(7)
12032(8)
7206(6)
49(4)
1

C26
1446(6)
11724(8)
7753(6)
50(4)
1

C27
2441(7)
10244(7)
8160(5)
39(3)
1

C28
2739(6)
9859(6)
8617(4)
32(3)
1

C29
2635(8)
10045(8)
9148(7)
59(4)
1

C30
2936(9)
9633(9)
9534(6)
63(4)
1

C31
3356(8)
9019(8)
9415(7)
59(4)
1

C32
3429(8)
8881(8)
8849(6)
48(3)
1

C33
3865(6)
8262(6)
8632(5)
32(3)
1

N1
2148(5)
8148(6)
7612(5)
47(3)
1

N2
2481(6)
7871(6)
6178(5)
57(3)
1

N3
3031(5)
8573(5)
6840(3)
28(2)
1

N4
3493(5)
8840(5)
6468(4)
34(2)
1

N5
5000
10000
6588(6)
37(4)
1

N11
1372(5)
9848(5)
6898(5)
44(3)
1

N12
2154(6)
9613(7)
5585(5)
57(3)
1

N13
2382(5)
10360(6)
6329(5)
47(3)
1

N14
2926(6)
10693(6)
6050(5)
46(3)
1

N21
1538(5)
11656(6)
6826(5)
41(3)
1

N22
1216(7)
11997(6)
8209(6)
58(3)
1

N23
1849(5)
11135(6)
7746(5)
47(3)
1

N24
2058(6)
10821(5)
8241(5)
41(3)
1

N25
3120(5)
9279(5)
8485(4)
30(2)
1

O1
4074(4)
9341(4)
7211(3)
31(2)
1

O21
2603(4)
9994(4)
7664(4)
41(2)
1

O22
3777(4)
8125(4)
8141(3)
33(2)
1

Mn1
3152(1)
8927(1)
7648(1)
32(1)
1

Mn2
5000
10000
7500
21(1)
1

Mn3
2168(1)
10687(1)
7058(1)
41(1)
1

O31
3237(9)
8173(9)
5067(6)
120(5)
1

O32
2703(11)
7334(12)
4492(13)
205(13)
1

O33
3902(11)
7763(15)
4350(10)
188(10)
1

O34
3614(14)
6966(12)
5040(10)
189(11)
1

Cl1
3361(3)
7545(4)
4747(3)
109(2)
1

O35
1335(7)
7015(9)
5504(6)
108(5)
1

O36
225(7)
6557(8)
5215(6)
100(5)
1

O37
310(10)
7660(8)
5572(9)
141(7)
1

O38
508(9)
6651(10)
6120(7)
125(6)
1

Cl2
620(3)
6930(3)
5596(2)
83(1)
1

O39
606(9)
10204(9)
5344(8)
129(6)
1

Cl3
0
10000
5000
102(3)
1

O40
(159(8)
5599(7)
7181(5)
100(4)
1

Cl4
0
5000
7500
52(2)
1

O1W
1469(7)
8526(7)
4966(4)
83(4)
1

O2WA
960(30)
11690(50)
9270(50)
222(19)
0.27(2)

O2WB
(58(12)
10801(18)
8584(17)
222(19)
0.73(2)

N51
398(8)
13331(8)
8371(7)
69(4)
1

C51
178(14)
13648(17)
8714(10)
158(14)
1

C52
(200(20)
14120(20)
9117(13)
390(50)
1



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



C1(N1
1.332(17)

C1(C2
1.416(19)

C1(H1
0.9500

C2(C3
1.38(2)

C2(H2
0.9500

C3(C4
1.33(2)

C3(H3
0.9500

C4(C5
1.451(18)

C4(H4
0.9500

C5(N1
1.365(17)

C5(C6
1.488(18)

C6(N3
1.295(16)

C6(N2
1.323(17)

C7(O1
1.272(15)

C7(N4
1.333(14)

C7(C8
1.484(17)

C8(N5
1.315(12)

C8(C9
1.397(18)

C9(C10
1.405(18)

C9(H9
0.9500

C10(C9i
1.405(18)

C10(H10
0.9500

C11(N11
1.324(18)

C11(C12
1.46(2)

C11(H11
0.9500

C12(C13
1.29(2)

C12(H12
0.9500

C13(C14
1.39(2)

C13(H13
0.9500

C14(C15
1.343(18)

C14(H14
0.9500

C15(N11
1.338(17)

C15(C16
1.464(18)

C16(N13
1.287(17)

C16(N12
1.379(19)

C21(N21
1.30(2)

C21(C22
1.396(19)

C21(H21
0.9500

C22(C23
1.36(2)

C22(H22
0.9500

C23(C24
1.29(2)

C23(H23
0.9500

C24(C25
1.467(19)

C24(H24
0.9500

C25(N21
1.242(18)

C25(C26
1.49(2)

C26(N22
1.310(18)

C26(N23
1.319(17)

C27(N24
1.296(17)

C27(O21
1.348(15)

C27(C28
1.449(18)

C28(N25
1.324(15)

C28(C29
1.38(2)

C29(C30
1.34(2)

C29(H29
0.9500

C30(C31
1.41(2)

C30(H30
0.9500

C31(C32
1.43(2)

C31(H31
0.9500

C32(N25
1.296(17)

C32(C33
1.500(17)

C33(O22
1.256(14)

C33(N14ii
1.295(16)

N1(Mn1
2.353(10)

N2(H2A
0.8800

N2(H2B
0.8800

N3(N4
1.350(13)

N3(Mn1
2.120(8)

N5(C8i
1.315(13)

N5(Mn2
2.262(15)

N11(Mn3
2.176(10)

N12(H12A
0.8800

N12(H12B
0.8800

N13(N14
1.368(15)

N13(Mn3
1.947(13)

N14(C33iii
1.295(16)

N21(Mn3
2.213(11)

N22(H22A
0.8800

N22(H22B
0.8800

N23(N24
1.411(16)

N23(Mn3
1.988(12)

N25(Mn1
2.177(10)

O1(Mn1
2.160(8)

O1(Mn2
2.220(8)

O21(Mn3
2.132(9)

O21(Mn1
2.221(8)

O22(Mn3ii
2.087(7)

O22(Mn1
2.243(8)

Mn2(O1iii
2.220(8)

Mn2(O1i
2.220(8)

Mn2(O1ii
2.220(8)

Mn2(N5iii
2.262(15)

Mn3(O22iii
2.087(7)

O31(Cl1
1.424(16)

O32(Cl1
1.427(19)

O33(Cl1
1.46(2)

O34(Cl1
1.38(2)

O35(Cl2
1.352(13)

O36(Cl2
1.380(13)

O37(Cl2
1.469(16)

O38(Cl2
1.412(17)

O39(Cl3
1.460(15)

Cl3(O39iv
1.460(15)

Cl3(O39v
1.460(15)

Cl3(O39vi
1.460(15)

O40(Cl4
1.393(12)

Cl4(O40vii
1.393(12)

Cl4(O40viii
1.393(12)

Cl4(O40ix
1.393(12)

N51(C51
1.111(15)

C51(C52
1.493(16)

C52(H52A
0.9819

C52(H52B
0.9819

C52(H52C
0.9820

N1(C1(C2
121.1(13)

N1(C1(H1
119.5

C2(C1(H1
119.4

C3(C2(C1
117.8(12)

C3(C2(H2
121.1

C1(C2(H2
121.1

C4(C3(C2
122.1(13)

C4(C3(H3
118.9

C2(C3(H3
118.9

C3(C4(C5
119.1(15)

C3(C4(H4
120.4

C5(C4(H4
120.5

N1(C5(C4
118.5(12)

N1(C5(C6
117.1(11)

C4(C5(C6
124.4(13)

N3(C6(N2
125.4(12)

N3(C6(C5
114.1(11)

N2(C6(C5
120.6(12)

O1(C7(N4
126.6(11)

O1(C7(C8
118.1(10)

N4(C7(C8
115.3(11)

N5(C8(C9
119.6(12)

N5(C8(C7
113.5(12)

C9(C8(C7
126.8(11)

C8(C9(C10
120.6(13)

C8(C9(H9
119.7

C10(C9(H9
119.7

C9i(C10(C9
116.0(18)

C9i(C10(H10
122.0

C9(C10(H10
122.0

N11(C11(C12
118.1(15)

N11(C11(H11
120.9

C12(C11(H11
121.0

C13(C12(C11
119.7(15)

C13(C12(H12
120.1

C11(C12(H12
120.2

C12(C13(C14
119.5(15)

C12(C13(H13
120.3

C14(C13(H13
120.2

C15(C14(C13
121.0(17)

C15(C14(H14
119.5

C13(C14(H14
119.5

N11(C15(C14
119.9(14)

N11(C15(C16
110.8(12)

C14(C15(C16
129.3(15)

N13(C16(N12
123.0(12)

N13(C16(C15
117.0(14)

N12(C16(C15
120.0(12)

N21(C21(C22
122.1(17)

N21(C21(H21
119.0

C22(C21(H21
119.0

C23(C22(C21
116.0(15)

C23(C22(H22
122.0

C21(C22(H22
121.9

C24(C23(C22
124.4(14)

C24(C23(H23
117.8

C22(C23(H23
117.8

C23(C24(C25
113.7(14)

C23(C24(H24
123.2

C25(C24(H24
123.1

N21(C25(C24
123.8(13)

N21(C25(C26
115.0(13)

C24(C25(C26
121.2(14)

N22(C26(N23
120.8(15)

N22(C26(C25
125.8(13)

N23(C26(C25
113.3(13)

N24(C27(O21
122.9(12)

N24(C27(C28
119.5(11)

O21(C27(C28
117.5(12)

N25(C28(C29
120.9(12)

N25(C28(C27
114.1(10)

C29(C28(C27
125.0(11)

C30(C29(C28
118.8(13)

C30(C29(H29
120.6

C28(C29(H29
120.6

C29(C30(C31
122.6(14)

C29(C30(H30
118.7

C31(C30(H30
118.7

C30(C31(C32
113.6(14)

C30(C31(H31
123.2

C32(C31(H31
123.2

N25(C32(C31
122.6(12)

N25(C32(C33
114.9(11)

C31(C32(C33
122.5(13)

O22(C33(N14ii
125.2(11)

O22(C33(C32
115.6(11)

N14ii(C33(C32
119.2(12)

C1(N1(C5
121.2(11)

C1(N1(Mn1
126.6(9)

C5(N1(Mn1
112.1(8)

C6(N2(H2A
120.0

C6(N2(H2B
120.0

H2A(N2(H2B
120.0

C6(N3(N4
117.6(9)

C6(N3(Mn1
124.7(8)

N4(N3(Mn1
117.7(7)

C7(N4(N3
110.1(9)

C8(N5(C8i
123.6(16)

C8(N5(Mn2
118.2(8)

C8i(N5(Mn2
118.2(8)

C11(N11(C15
121.7(12)

C11(N11(Mn3
123.1(10)

C15(N11(Mn3
115.1(8)

C16(N12(H12A
120.0

C16(N12(H12B
120.0

H12A(N12(H12B
120.0

C16(N13(N14
119.5(12)

C16(N13(Mn3
121.8(10)

N14(N13(Mn3
118.6(8)

C33iii(N14(N13
109.2(11)

C25(N21(C21
119.8(13)

C25(N21(Mn3
115.5(10)

C21(N21(Mn3
124.0(11)

C26(N22(H22A
120.0

C26(N22(H22B
120.0

H22A(N22(H22B
120.0

C26(N23(N24
119.0(12)

C26(N23(Mn3
121.5(11)

N24(N23(Mn3
119.5(7)

C27(N24(N23
110.8(11)

C32(N25(C28
121.5(10)

C32(N25(Mn1
118.8(8)

C28(N25(Mn1
119.5(8)

C7(O1(Mn1
110.6(7)

C7(O1(Mn2
118.9(7)

Mn1(O1(Mn2
129.9(4)

C27(O21(Mn3
110.7(8)

C27(O21(Mn1
114.9(8)

Mn3(O21(Mn1
134.0(4)

C33(O22(Mn3ii
109.8(7)

C33(O22(Mn1
117.5(7)

Mn3ii(O22(Mn1
132.6(4)

N3(Mn1(O1
73.7(3)

N3(Mn1(N25
172.3(4)

O1(Mn1(N25
113.2(3)

N3(Mn1(O21
104.1(4)

O1(Mn1(O21
93.1(3)

N25(Mn1(O21
72.8(4)

N3(Mn1(O22
111.4(3)

O1(Mn1(O22
95.8(3)

N25(Mn1(O22
72.1(3)

O21(Mn1(O22
144.5(3)

N3(Mn1(N1
72.0(4)

O1(Mn1(N1
145.2(4)

N25(Mn1(N1
101.4(4)

O21(Mn1(N1
100.6(3)

O22(Mn1(N1
91.3(4)

O1(Mn2(O1iii
95.97(12)

O1(Mn2(O1i
142.4(4)

O1iii(Mn2(O1i
95.97(12)

O1(Mn2(O1ii
95.97(12)

O1iii(Mn2(O1ii
142.4(4)

O1i(Mn2(O1ii
95.97(12)

O1(Mn2(N5iii
108.8(2)

O1iii(Mn2(N5iii
71.2(2)

O1i(Mn2(N5iii
108.8(2)

O1ii(Mn2(N5iii
71.2(2)

O1(Mn2(N5
71.2(2)

O1iii(Mn2(N5
108.8(2)

O1i(Mn2(N5
71.2(2)

O1ii(Mn2(N5
108.8(2)

N5iii(Mn2(N5
180.000(2)

N13(Mn3(N23
171.0(5)

N13(Mn3(O22iii
75.9(4)

N23(Mn3(O22iii
104.9(4)

N13(Mn3(O21
113.0(4)

N23(Mn3(O21
76.0(4)

O22iii(Mn3(O21
97.6(3)

N13(Mn3(N11
75.3(4)

N23(Mn3(N11
104.7(4)

O22iii(Mn3(N11
150.4(4)

O21(Mn3(N11
87.4(4)

N13(Mn3(N21
96.7(5)

N23(Mn3(N21
74.3(5)

O22iii(Mn3(N21
90.1(3)

O21(Mn3(N21
150.3(4)

N11(Mn3(N21
100.0(4)

O34(Cl1(O31
113.3(13)

O34(Cl1(O32
108.2(14)

O31(Cl1(O32
109.4(13)

O34(Cl1(O33
109.8(17)

O31(Cl1(O33
105.1(14)

O32(Cl1(O33
111.2(17)

O35(Cl2(O36
117.4(8)

O35(Cl2(O38
110.0(10)

O36(Cl2(O38
111.7(10)

O35(Cl2(O37
105.6(11)

O36(Cl2(O37
102.9(11)

O38(Cl2(O37
108.5(12)

O39iv(Cl3(O39
108.4(16)

O39iv(Cl3(O39v
110.0(8)

O39(Cl3(O39v
110.0(8)

O39iv(Cl3(O39vi
110.0(8)

O39(Cl3(O39vi
110.0(8)

O39v(Cl3(O39vi
108.4(16)

O40vii(Cl4(O40viii
108.8(6)

O40vii(Cl4(O40
110.8(11)

O40viii(Cl4(O40
108.8(6)

O40vii(Cl4(O40ix
108.8(6)

O40viii(Cl4(O40ix
110.8(11)

O40(Cl4(O40ix
108.8(6)

N51(C51(C52
171(3)

C51(C52(H52A
109.4

C51(C52(H52B
109.7

H52A(C52(H52B
109.3

C51(C52(H52C
109.9

H52A(C52(H52C
109.3

H52B(C52(H52C
109.3



Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,(y+2,z    (ii) (y+3/2,x+1/2,(z+3/2    (iii) y(1/2,(x+3/2,(z+3/2 

(iv)  (x,(y+2,z    (v) (y+1,x+1,(z+1    (vi) y(1,(x+1,(z+1 

(vii) (x,(y+1,z    (viii) (y+1/2,x+1/2,(z+3/2    (xi) y(1/2,(x+1/2,(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
44(7) 
33(7)
40(7) 
(1(6)
9(6) 
(9(6)

C2
28(7) 
78(11)
83(12) 
24(10)
40(8) 
(3(7)

C3
22(6) 
48(8)
97(13) 
16(9)
6(8) 
(4(6)

C4
32(7) 
39(7)
74(10) 
(2(7)
(3(7) 
(3(6)

C5
24(6) 
40(7)
49(8) 
8(7)
1(6) 
5(5)

C6
34(7) 
54(8)
36(7) 
(3(6)
(8(6) 
10(6)

C7
11(5) 
42(7)
54(9) 
2(6)
(9(5) 
(9(5)

C8
23(6) 
28(6)
49(8) 
(7(5)
(19(5) 
4(5)

C9
41(7) 
67(9)
32(7) 
(10(7)
(17(6) 
(6(7)

C10
48(12) 
88(16)
39(12) 
0
0 
(2(12)

C11
51(8) 
40(8)
80(11) 
0(7)
17(8) 
16(7)

C12
63(10) 
47(9)
99(15) 
12(10)
36(10) 
21(8)

C13
40(8) 
29(7)
103(14) 
(1(8)
(7(8) 
(5(6)

C14
32(7) 
49(8)
103(13) 
13(9)
(10(8) 
(22(7)

C15
51(8) 
56(8)
36(8) 
11(7)
(21(6) 
(5(7)

C16
32(7) 
28(7)
78(11) 
14(7)
11(7) 
(2(5)

C21
37(8) 
45(9)
102(14) 
6(9)
(11(9) 
0(7)

C22
77(11) 
33(7)
66(10) 
19(7)
(13(9) 
(7(7)

C23
57(9) 
28(7)
77(11) 
1(8)
(21(8) 
(3(6)

C24
37(7) 
33(7)
74(11) 
3(7)
2(7) 
14(6)

C25
38(7) 
49(8)
58(10) 
14(7)
(7(7) 
(20(7)

C26
16(6) 
60(9)
74(11) 
(16(8)
18(6) 
(13(6)

C27
47(8) 
46(8)
23(7) 
(12(6)
13(6) 
(23(6)

C28
43(7) 
34(6)
19(6) 
(12(5)
11(5) 
(8(5)

C29
48(8) 
52(9)
78(11) 
6(8)
6(8) 
29(7)

C30
83(11) 
80(11)
27(7) 
(17(7)
(5(7) 
34(9)

C31
55(9) 
41(8)
81(11) 
1(8)
0(8) 
9(7)

C32
54(8) 
38(7)
50(9) 
(5(7)
14(7) 
(1(6)

C33
24(6) 
22(6)
49(8) 
(10(6)
(1(5) 
4(5)

N1
31(5) 
49(6)
62(8) 
(16(6)
4(6) 
0(5)

N2
43(7) 
45(7)
82(10) 
(15(6)
(3(6) 
(20(5)

N3
26(5) 
37(5)
20(5) 
(17(4)
(8(4) 
(1(4)

N4
28(5) 
42(6)
33(5) 
(7(5)
10(5) 
6(5)

N5
48(9) 
26(7)
37(9) 
0
0 
13(7)

N11
20(5) 
30(5)
81(9) 
14(6)
3(5) 
0(4)

N12
38(6) 
65(8)
67(9) 
3(7)
(1(6) 
(16(6)

N13
26(5) 
43(6)
72(8) 
12(6)
(13(6) 
(7(5)

N14
43(6) 
40(6)
54(7) 
2(5)
2(5) 
7(5)

N21
33(6) 
40(6)
50(7) 
9(6)
5(5) 
(8(5)

N22
67(8) 
27(6)
81(9) 
4(6)
11(7) 
11(6)

N23
37(6) 
41(6)
64(8) 
1(6)
7(5) 
7(5)

N24
48(6) 
18(5)
57(7) 
(2(5)
13(6) 
0(5)

N25
24(5) 
38(5)
29(5) 
4(5)
15(4) 
(5(4)

O1
35(4) 
26(4)
32(5) 
(3(3)
(4(3) 
2(3)

O21
28(4) 
37(4)
58(6) 
(4(4)
9(4) 
1(3)

O22
30(4) 
20(4)
49(5) 
(12(4)
6(4) 
6(3)

Mn1
24(1) 
29(1)
42(1) 
(3(1)
5(1) 
(2(1)

Mn2
22(1) 
22(1)
19(2) 
0
0 
0

Mn3
24(1) 
35(1)
64(1) 
4(1)
6(1) 
(1(1)

O31
135(13) 
138(13)
86(9) 
(43(10)
5(10) 
4(11)

O32
115(14) 
145(17)
350(40) 
20(20)
(110(20) 
(5(13)

O33
111(14) 
280(30)
174(19) 
(47(19)
50(15) 
(13(16)

O34
210(20) 
180(20)
171(19) 
14(17)
(131(19) 
34(17)

Cl1
66(3) 
159(6)
102(4) 
(25(4)
(23(3) 
12(3)

O35
75(8) 
143(13)
107(11) 
(72(10)
27(8) 
(50(9)

O36
70(8) 
135(12)
95(10) 
(27(9)
(4(7) 
(25(8)

O37
142(14) 
75(10)
210(20) 
18(12)
(8(15) 
2(10)

O38
108(12) 
138(14)
131(14) 
40(11)
(24(11) 
20(10)

Cl2
82(3) 
108(4)
58(3) 
(19(3)
2(2) 
(25(3)

O39
121(12) 
113(12)
153(14) 
29(11)
(61(11) 
(21(10)

Cl3
78(4) 
78(4)
150(10) 
0
0 
0

O40
128(11) 
71(8)
101(11) 
16(7)
(2(9) 
10(8)

Cl4
41(2) 
41(2)
73(5) 
0
0 
0

O1W
85(8) 
117(10)
46(6) 
1(7)
(12(6) 
(34(7)

O2WA
70(14) 
230(30)
370(50) 
200(30)
(70(20) 
(25(17)

O2WB
70(14) 
230(30)
370(50) 
200(30)
(70(20) 
(25(17)

N51
73(9) 
66(9)
67(10) 
(36(8)
(6(8) 
6(7)

C51
160(30) 
210(40)
100(20) 
(10(20)
(70(20) 
(70(30)

C52
580(90) 
280(50)
330(50) 
(280(50)
(380(60) 
320(60)



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

Atom 
x
y
z
Ueq
S.o.f.
H1
1809
8159
8369
47
1

H2
846
7328
8243
76
1

H3
702
6796
7398
67
1

H4
1424
7100
6693
58
1

H9
4135
9326
5592
56
1

H10
5000
10000
5091
70
1

H11
895
9822
7616
69
1

H12
60
8867
7365
84
1

H13
120
8383
6535
69
1

H14
983
8807
5922
74
1

H21
1683
11615
6049
74
1

H22
1074
12704
5851
70
1

H23
670
13384
6568
65
1

H24
739
12990
7428
58
1

H29
2355
10457
9241
71
1

H30
2863
9762
9900
76
1

H31
3571
8724
9685
71
1

H2A
2782
8018
5926
68
1

H2B
2137
7560
6099
68
1

H12A
2502
9812
5394
68
1

H12B
1892
9263
5445
68
1

H22A
1329
11788
8516
70
1

H22B
947
12390
8208
70
1

H52A
(409
14534
8933
592
1

H52B
154
14284
9386
592
1

H52C
(578
13839
9296
592
1
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