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Table 1. Crystal data and structure refinement.

	


Identification code 
04src0437    

Empirical formula 
C38H76Cl2FeO6P2Pd

Formula weight 
924.08

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 23.024(2) Å
( = 90°


b = 12.4019(6) Å
( = 109.102(7)°


c = 15.5740(10) Å
(  = 90°

Volume
4202.1(5) Å3
Z
4

Density (calculated)
1.461 Mg / m3
Absorption coefficient
1.019 mm(1
F(000)
1952

Crystal
Sheet; Orange

Crystal size
0.24 ( 0.18 ( 0.02 mm3
( range for data collection
3.16 ( 27.48°

Index ranges
(29 ( h ( 29, (15 ( k ( 16, (17 ( l ( 20

Reflections collected
42389

Independent reflections
9597 [Rint = 0.0319]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9799 and 0.7920

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
9597 / 18 / 503

Goodness-of-fit on F2
1.033

Final R indices [F2 > 2((F2)]
R1 = 0.0320, wR2 = 0.0765

R indices (all data)
R1 = 0.0389, wR2 = 0.0799

Largest diff. peak and hole
0.514 and (0.925 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.

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
8647(1)
235(2)
840(1)
12(1)
1

C2
8451(1)
116(2)
(145(1)
13(1)
1

C3
8428(1)
(1005(2)
(346(2)
16(1)
1

C4
8585(1)
(1590(2)
480(2)
18(1)
1

C5
8715(1)
(840(2)
1220(2)
14(1)
1

C6
6969(1)
98(2)
13(1)
12(1)
1

C7
6958(1)
(816(2)
(575(2)
14(1)
1

C8
7109(1)
(1755(2)
(23(2)
17(1)
1

C9
7234(1)
(1450(2)
899(2)
18(1)
1

C10
7152(1)
(319(2)
943(1)
15(1)
1

C11
8334(1)
970(2)
(862(1)
16(1)
1

C12
8303(1)
(1495(2)
(1266(2)
24(1)
1

C13
8638(1)
(2791(2)
562(2)
29(1)
1

C14
8916(1)
(1188(2)
2193(2)
20(1)
1

C15
6804(1)
(855(2)
(1584(2)
20(1)
1

C16
7082(1)
(2882(2)
(363(2)
25(1)
1

C17
7389(1)
(2197(2)
1695(2)
27(1)
1

C18
7169(1)
214(2)
1813(2)
19(1)
1

C19
9780(1)
1389(2)
1246(2)
16(1)
1

C20
9760(1)
1496(2)
260(2)
21(1)
1

C21
10135(1)
377(2)
1677(2)
23(1)
1

C22
9210(1)
1356(2)
2625(1)
15(1)
1

C23
8655(1)
1403(2)
2953(2)
22(1)
1

C24
9662(1)
2248(2)
3091(2)
27(1)
1

C25
6138(1)
1563(2)
(1498(2)
17(1)
1

C26
6453(1)
1702(2)
(2221(2)
22(1)
1

C27
5596(1)
769(2)
(1789(2)
26(1)
1

C28
6127(1)
1640(2)
371(2)
18(1)
1

C29
5708(1)
672(2)
366(2)
24(1)
1

C30
5745(1)
2679(2)
124(2)
24(1)
1

C31
7238(1)
2440(2)
(141(1)
13(1)
1

C32
7676(1)
2494(2)
844(1)
13(1)
1

C33
7453(1)
3213(2)
1473(2)
17(1)
1

C34
7553(1)
4430(2)
1384(2)
21(1)
1

C35
8054(1)
4668(2)
985(2)
19(1)
1

C36
8024(1)
4562(2)
101(2)
18(1)
1

C37
7485(1)
4245(2)
(707(2)
17(1)
1

C38
6984(1)
3540(2)
(554(2)
16(1)
1

P1
9008(1)
1472(1)
1377(1)
10(1)
1

P2
6629(1)
1407(1)
(315(1)
12(1)
1

Cl1
9475(1)
4045(1)
1045(1)
24(1)
1

Fe1
7824(1)
(623(1)
353(1)
11(1)
1

Pd1
8524(1)
3104(1)
898(1)
12(1)
1

Cl11
5383(1)
(2245(1)
(1463(1)
32(1)
1

O51
5694(1)
4205(2)
(2271(2)
36(1)
1

O52
6019(1)
(1337(2)
2316(2)
41(1)
1

O53
5886(1)
(2512(2)
744(2)
49(1)
1

O54
4675(1)
311(2)
(4040(1)
40(1)
1

O55
5883(1)
5289(2)
928(2)
45(1)
1

O56
10716(2)
4238(4)
578(3)
98(1)
1

	


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

	


C1(C5
1.447(3)

C1(C2
1.458(3)

C1(P1
1.813(2)

C1(Fe1
2.086(2)

C2(C3
1.422(3)

C2(C11
1.499(3)

C2(Fe1
2.062(2)

C3(C4
1.416(3)

C3(C12
1.495(3)

C3(Fe1
2.082(2)

C4(C5
1.434(3)

C4(C13
1.496(3)

C4(Fe1
2.077(2)

C5(C14
1.497(3)

C5(Fe1
2.070(2)

C6(C7
1.452(3)

C6(C10
1.464(3)

C6(P2
1.801(2)

C6(Fe1
2.068(2)

C7(C8
1.421(3)

C7(C15
1.494(3)

C7(Fe1
2.059(2)

C8(C9
1.421(3)

C8(C16
1.488(3)

C8(Fe1
2.096(2)

C9(C10
1.420(3)

C9(C17
1.494(3)

C9(Fe1
2.092(2)

C10(C18
1.496(3)

C10(Fe1
2.078(2)

C11(H11A
0.9800

C11(H11B
0.9800

C11(H11C
0.9800

C12(H12A
0.9800

C12(H12B
0.9800

C12(H12C
0.9800

C13(H13A
0.9800

C13(H13B
0.9800

C13(H13C
0.9800

C14(H14A
0.9800

C14(H14B
0.9800

C14(H14C
0.9800

C15(H15A
0.9800

C15(H15B
0.9800

C15(H15C
0.9800

C16(H16A
0.9800

C16(H16B
0.9800

C16(H16C
0.9800

C17(H17A
0.9800

C17(H17B
0.9800

C17(H17C
0.9800

C18(H18A
0.9800

C18(H18B
0.9800

C18(H18C
0.9800

C19(C20
1.527(3)

C19(C21
1.528(3)

C19(P1
1.856(2)

C19(H19
1.0000

C20(H20A
0.9800

C20(H20B
0.9800

C20(H20C
0.9800

C21(H21A
0.9800

C21(H21B
0.9800

C21(H21C
0.9800

C22(C23
1.524(3)

C22(C24
1.529(3)

C22(P1
1.850(2)

C22(H22
1.0000

C23(H23A
0.9800

C23(H23B
0.9800

C23(H23C
0.9800

C24(H24A
0.9800

C24(H24B
0.9800

C24(H24C
0.9800

C25(C26
1.536(3)

C25(C27
1.537(3)

C25(P2
1.830(2)

C25(H25
1.0000

C26(H26A
0.9800

C26(H26B
0.9800

C26(H26C
0.9800

C27(H27A
0.9800

C27(H27B
0.9800

C27(H27C
0.9800

C28(C30
1.535(3)

C28(C29
1.538(3)

C28(P2
1.838(2)

C28(H28
1.0000

C29(H29A
0.9800

C29(H29B
0.9800

C29(H29C
0.9800

C30(H30A
0.9800

C30(H30B
0.9800

C30(H30C
0.9800

C31(C32
1.537(3)

C31(C38
1.540(3)

C31(P2
1.852(2)

C31(H31
1.0000

C32(C33
1.532(3)

C32(Pd1
2.068(2)

C32(H32
1.0000

C33(C34
1.539(3)

C33(H33A
0.9900

C33(H33B
0.9900

C34(C35
1.508(3)

C34(H34A
0.9900

C34(H34B
0.9900

C35(C36
1.362(3)

C35(Pd1
2.247(2)

C35(H35
0.9500

C36(C37
1.502(3)

C36(Pd1
2.281(2)

C36(H36
0.9500

C37(C38
1.525(3)

C37(H37A
0.9900

C37(H37B
0.9900

C38(H38A
0.9900

C38(H38B
0.9900

P1(Pd1
2.3128(6)

Cl1(Pd1
2.4246(6)

O51(H51A
0.855(17)

O51(H51B
0.841(17)

O52(H52A
0.845(18)

O52(H52B
0.842(18)

O53(H53A
0.839(18)

O53(H53B
0.837(18)

O54(H54A
0.842(17)

O54(H54B
0.852(18)

O55(H55A
0.852(18)

O55(H55B
0.834(18)

O56(H56A
0.847(5)

O56(H56B
0.849(5)

C5(C1(C2
106.91(18)

C5(C1(P1
128.30(16)

C2(C1(P1
120.55(16)

C5(C1(Fe1
69.02(12)

C2(C1(Fe1
68.54(12)

P1(C1(Fe1
145.47(12)

C3(C2(C1
107.89(19)

C3(C2(C11
122.85(19)

C1(C2(C11
129.1(2)

C3(C2(Fe1
70.67(13)

C1(C2(Fe1
70.31(12)

C11(C2(Fe1
128.16(15)

C4(C3(C2
108.73(19)

C4(C3(C12
125.0(2)

C2(C3(C12
126.1(2)

C4(C3(Fe1
69.92(13)

C2(C3(Fe1
69.20(12)

C12(C3(Fe1
129.89(16)

C3(C4(C5
108.7(2)

C3(C4(C13
125.2(2)

C5(C4(C13
126.0(2)

C3(C4(Fe1
70.26(13)

C5(C4(Fe1
69.50(12)

C13(C4(Fe1
128.75(18)

C4(C5(C1
107.69(19)

C4(C5(C14
122.8(2)

C1(C5(C14
129.4(2)

C4(C5(Fe1
70.05(12)

C1(C5(Fe1
70.25(12)

C14(C5(Fe1
127.57(16)

C7(C6(C10
106.78(19)

C7(C6(P2
127.46(16)

C10(C6(P2
123.78(16)

C7(C6(Fe1
69.07(12)

C10(C6(Fe1
69.67(12)

P2(C6(Fe1
138.61(12)

C8(C7(C6
107.95(19)

C8(C7(C15
122.4(2)

C6(C7(C15
129.6(2)

C8(C7(Fe1
71.42(12)

C6(C7(Fe1
69.74(12)

C15(C7(Fe1
125.69(16)

C9(C8(C7
108.8(2)

C9(C8(C16
125.5(2)

C7(C8(C16
125.5(2)

C9(C8(Fe1
70.01(13)

C7(C8(Fe1
68.60(12)

C16(C8(Fe1
131.79(17)

C10(C9(C8
109.0(2)

C10(C9(C17
124.8(2)

C8(C9(C17
126.0(2)

C10(C9(Fe1
69.55(13)

C8(C9(Fe1
70.33(13)

C17(C9(Fe1
129.09(17)

C9(C10(C6
107.44(19)

C9(C10(C18
121.0(2)

C6(C10(C18
130.9(2)

C9(C10(Fe1
70.63(13)

C6(C10(Fe1
68.97(12)

C18(C10(Fe1
132.70(15)

C2(C11(H11A
109.5

C2(C11(H11B
109.5

H11A(C11(H11B
109.5

C2(C11(H11C
109.5

H11A(C11(H11C
109.5

H11B(C11(H11C
109.5

C3(C12(H12A
109.5

C3(C12(H12B
109.5

H12A(C12(H12B
109.5

C3(C12(H12C
109.5

H12A(C12(H12C
109.5

H12B(C12(H12C
109.5

C4(C13(H13A
109.5

C4(C13(H13B
109.5

H13A(C13(H13B
109.5

C4(C13(H13C
109.5

H13A(C13(H13C
109.5

H13B(C13(H13C
109.5

C5(C14(H14A
109.5

C5(C14(H14B
109.5

H14A(C14(H14B
109.5

C5(C14(H14C
109.5

H14A(C14(H14C
109.5

H14B(C14(H14C
109.5

C7(C15(H15A
109.5

C7(C15(H15B
109.5

H15A(C15(H15B
109.5

C7(C15(H15C
109.5

H15A(C15(H15C
109.5

H15B(C15(H15C
109.5

C8(C16(H16A
109.5

C8(C16(H16B
109.5

H16A(C16(H16B
109.5

C8(C16(H16C
109.5

H16A(C16(H16C
109.5

H16B(C16(H16C
109.5

C9(C17(H17A
109.5

C9(C17(H17B
109.5

H17A(C17(H17B
109.5

C9(C17(H17C
109.5

H17A(C17(H17C
109.5

H17B(C17(H17C
109.5

C10(C18(H18A
109.5

C10(C18(H18B
109.5

H18A(C18(H18B
109.5

C10(C18(H18C
109.5

H18A(C18(H18C
109.5

H18B(C18(H18C
109.5

C20(C19(C21
110.41(19)

C20(C19(P1
113.02(15)

C21(C19(P1
113.06(16)

C20(C19(H19
106.6

C21(C19(H19
106.6

P1(C19(H19
106.6

C19(C20(H20A
109.5

C19(C20(H20B
109.5

H20A(C20(H20B
109.5

C19(C20(H20C
109.5

H20A(C20(H20C
109.5

H20B(C20(H20C
109.5

C19(C21(H21A
109.5

C19(C21(H21B
109.5

H21A(C21(H21B
109.5

C19(C21(H21C
109.5

H21A(C21(H21C
109.5

H21B(C21(H21C
109.5

C23(C22(C24
109.15(19)

C23(C22(P1
113.49(15)

C24(C22(P1
109.90(16)

C23(C22(H22
108.0

C24(C22(H22
108.0

P1(C22(H22
108.0

C22(C23(H23A
109.5

C22(C23(H23B
109.5

H23A(C23(H23B
109.5

C22(C23(H23C
109.5

H23A(C23(H23C
109.5

H23B(C23(H23C
109.5

C22(C24(H24A
109.5

C22(C24(H24B
109.5

H24A(C24(H24B
109.5

C22(C24(H24C
109.5

H24A(C24(H24C
109.5

H24B(C24(H24C
109.5

C26(C25(C27
112.9(2)

C26(C25(P2
117.69(16)

C27(C25(P2
113.81(16)

C26(C25(H25
103.4

C27(C25(H25
103.4

P2(C25(H25
103.4

C25(C26(H26A
109.5

C25(C26(H26B
109.5

H26A(C26(H26B
109.5

C25(C26(H26C
109.5

H26A(C26(H26C
109.5

H26B(C26(H26C
109.5

C25(C27(H27A
109.5

C25(C27(H27B
109.5

H27A(C27(H27B
109.5

C25(C27(H27C
109.5

H27A(C27(H27C
109.5

H27B(C27(H27C
109.5

C30(C28(C29
110.35(19)

C30(C28(P2
113.78(16)

C29(C28(P2
112.76(17)

C30(C28(H28
106.5

C29(C28(H28
106.5

P2(C28(H28
106.5

C28(C29(H29A
109.5

C28(C29(H29B
109.5

H29A(C29(H29B
109.5

C28(C29(H29C
109.5

H29A(C29(H29C
109.5

H29B(C29(H29C
109.5

C28(C30(H30A
109.5

C28(C30(H30B
109.5

H30A(C30(H30B
109.5

C28(C30(H30C
109.5

H30A(C30(H30C
109.5

H30B(C30(H30C
109.5

C32(C31(C38
114.41(18)

C32(C31(P2
113.23(14)

C38(C31(P2
112.72(14)

C32(C31(H31
105.1

C38(C31(H31
105.1

P2(C31(H31
105.1

C33(C32(C31
114.57(18)

C33(C32(Pd1
105.69(14)

C31(C32(Pd1
111.02(14)

C33(C32(H32
108.5

C31(C32(H32
108.5

Pd1(C32(H32
108.5

C32(C33(C34
115.02(19)

C32(C33(H33A
108.5

C34(C33(H33A
108.5

C32(C33(H33B
108.5

C34(C33(H33B
108.5

H33A(C33(H33B
107.5

C35(C34(C33
112.62(19)

C35(C34(H34A
109.1

C33(C34(H34A
109.1

C35(C34(H34B
109.1

C33(C34(H34B
109.1

H34A(C34(H34B
107.8

C36(C35(C34
127.2(2)

C36(C35(Pd1
73.88(13)

C34(C35(Pd1
107.72(15)

C36(C35(H35
116.4

C34(C35(H35
116.4

Pd1(C35(H35
88.3

C35(C36(C37
128.8(2)

C35(C36(Pd1
71.11(13)

C37(C36(Pd1
112.28(15)

C35(C36(H36
115.6

C37(C36(H36
115.6

Pd1(C36(H36
86.3

C36(C37(C38
118.60(19)

C36(C37(H37A
107.7

C38(C37(H37A
107.7

C36(C37(H37B
107.7

C38(C37(H37B
107.7

H37A(C37(H37B
107.1

C37(C38(C31
111.70(18)

C37(C38(H38A
109.3

C31(C38(H38A
109.3

C37(C38(H38B
109.3

C31(C38(H38B
109.3

H38A(C38(H38B
107.9

C1(P1(C22
109.78(10)

C1(P1(C19
102.30(10)

C22(P1(C19
101.00(10)

C1(P1(Pd1
119.43(7)

C22(P1(Pd1
109.63(8)

C19(P1(Pd1
113.00(8)

C6(P2(C25
116.70(10)

C6(P2(C28
105.91(10)

C25(P2(C28
105.61(11)

C6(P2(C31
110.17(10)

C25(P2(C31
105.26(10)

C28(P2(C31
113.35(10)

C7(Fe1(C2
115.07(9)

C7(Fe1(C6
41.19(8)

C2(Fe1(C6
115.87(8)

C7(Fe1(C5
165.40(9)

C2(Fe1(C5
68.77(8)

C6(Fe1(C5
151.70(9)

C7(Fe1(C4
126.30(9)

C2(Fe1(C4
67.74(9)

C6(Fe1(C4
167.45(9)

C5(Fe1(C4
40.46(9)

C7(Fe1(C10
68.92(9)

C2(Fe1(C10
143.12(9)

C6(Fe1(C10
41.36(8)

C5(Fe1(C10
117.26(9)

C4(Fe1(C10
142.16(9)

C7(Fe1(C3
105.42(9)

C2(Fe1(C3
40.13(9)

C6(Fe1(C3
135.03(9)

C5(Fe1(C3
67.83(9)

C4(Fe1(C3
39.82(9)

C10(Fe1(C3
174.11(9)

C7(Fe1(C1
150.47(9)

C2(Fe1(C1
41.15(8)

C6(Fe1(C1
123.22(9)

C5(Fe1(C1
40.73(8)

C4(Fe1(C1
67.91(9)

C10(Fe1(C1
117.76(8)

C3(Fe1(C1
67.93(8)

C7(Fe1(C9
67.61(9)

C2(Fe1(C9
176.16(9)

C6(Fe1(C9
67.97(9)

C5(Fe1(C9
107.93(9)

C4(Fe1(C9
108.52(9)

C10(Fe1(C9
39.82(9)

C3(Fe1(C9
137.28(9)

C1(Fe1(C9
137.33(9)

C7(Fe1(C8
39.98(9)

C2(Fe1(C8
140.74(9)

C6(Fe1(C8
67.81(9)

C5(Fe1(C8
127.94(9)

C4(Fe1(C8
101.54(9)

C10(Fe1(C8
67.31(9)

C3(Fe1(C8
107.41(9)

C1(Fe1(C8
168.43(9)

C9(Fe1(C8
39.66(9)

C32(Pd1(C35
81.47(9)

C32(Pd1(C36
88.07(8)

C35(Pd1(C36
35.01(9)

C32(Pd1(P1
92.41(6)

C35(Pd1(P1
157.91(6)

C36(Pd1(P1
166.78(6)

C32(Pd1(Cl1
172.03(6)

C35(Pd1(Cl1
90.94(6)

C36(Pd1(Cl1
87.06(6)

P1(Pd1(Cl1
93.77(2)

H51A(O51(H51B
103(2)

H52A(O52(H52B
107(3)

H53A(O53(H53B
107(3)

H54A(O54(H54B
104(2)

H55A(O55(H55B
103(3)

H56A(O56(H56B
105.5(9)

	


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
11(1) 
12(1)
14(1) 
0(1)
4(1) 
(1(1)

C2
11(1) 
15(1)
14(1) 
(1(1)
4(1) 
(1(1)

C3
13(1) 
15(1)
19(1) 
(6(1)
4(1) 
0(1)

C4
14(1) 
11(1)
24(1) 
(2(1)
1(1) 
2(1)

C5
11(1) 
10(1)
18(1) 
0(1)
1(1) 
0(1)

C6
12(1) 
12(1)
13(1) 
2(1)
4(1) 
(1(1)

C7
10(1) 
14(1)
16(1) 
0(1)
1(1) 
(1(1)

C8
13(1) 
12(1)
24(1) 
2(1)
2(1) 
(4(1)

C9
14(1) 
17(1)
21(1) 
7(1)
2(1) 
(4(1)

C10
12(1) 
19(1)
14(1) 
1(1)
4(1) 
(4(1)

C11
18(1) 
19(1)
12(1) 
0(1)
5(1) 
0(1)

C12
22(1) 
24(1)
24(1) 
(13(1)
6(1) 
(2(1)

C13
25(1) 
12(1)
42(2) 
(5(1)
(1(1) 
2(1)

C14
20(1) 
15(1)
19(1) 
5(1)
(1(1) 
(1(1)

C15
19(1) 
21(1)
15(1) 
(3(1)
1(1) 
3(1)

C16
22(1) 
13(1)
34(1) 
(2(1)
0(1) 
(2(1)

C17
25(1) 
24(1)
28(1) 
13(1)
4(1) 
(3(1)

C18
18(1) 
26(1)
14(1) 
2(1)
6(1) 
(5(1)

C19
13(1) 
20(1)
15(1) 
(1(1)
5(1) 
(1(1)

C20
18(1) 
32(1)
17(1) 
0(1)
10(1) 
(1(1)

C21
16(1) 
28(1)
26(1) 
5(1)
10(1) 
6(1)

C22
16(1) 
17(1)
12(1) 
(2(1)
4(1) 
(2(1)

C23
20(1) 
29(1)
16(1) 
0(1)
7(1) 
(1(1)

C24
28(1) 
35(2)
16(1) 
(10(1)
5(1) 
(13(1)

C25
15(1) 
19(1)
15(1) 
2(1)
2(1) 
0(1)

C26
27(1) 
22(1)
14(1) 
1(1)
5(1) 
0(1)

C27
21(1) 
28(1)
24(1) 
1(1)
2(1) 
(5(1)

C28
15(1) 
20(1)
20(1) 
(1(1)
9(1) 
(2(1)

C29
19(1) 
27(1)
30(1) 
3(1)
13(1) 
(4(1)

C30
21(1) 
23(1)
34(1) 
(1(1)
16(1) 
4(1)

C31
13(1) 
12(1)
14(1) 
0(1)
5(1) 
(1(1)

C32
12(1) 
13(1)
13(1) 
0(1)
4(1) 
(2(1)

C33
18(1) 
18(1)
17(1) 
(2(1)
7(1) 
0(1)

C34
26(1) 
16(1)
21(1) 
(5(1)
9(1) 
2(1)

C35
22(1) 
7(1)
25(1) 
(2(1)
5(1) 
1(1)

C36
18(1) 
9(1)
26(1) 
2(1)
6(1) 
1(1)

C37
21(1) 
13(1)
18(1) 
3(1)
6(1) 
1(1)

C38
18(1) 
12(1)
18(1) 
2(1)
4(1) 
0(1)

P1
11(1) 
10(1)
10(1) 
(1(1)
3(1) 
(1(1)

P2
11(1) 
11(1)
13(1) 
0(1)
4(1) 
0(1)

Cl1
19(1) 
21(1)
31(1) 
1(1)
6(1) 
(9(1)

Fe1
11(1) 
9(1)
12(1) 
0(1)
1(1) 
(1(1)

Pd1
12(1) 
9(1)
15(1) 
(1(1)
4(1) 
(2(1)

Cl11
35(1) 
28(1)
36(1) 
3(1)
17(1) 
2(1)

O51
29(1) 
35(1)
38(1) 
2(1)
4(1) 
10(1)

O52
40(1) 
43(1)
48(1) 
7(1)
26(1) 
2(1)

O53
50(1) 
52(2)
37(1) 
0(1)
6(1) 
(14(1)

O54
63(2) 
29(1)
25(1) 
(2(1)
11(1) 
3(1)

O55
57(2) 
37(1)
34(1) 
8(1)
3(1) 
(1(1)

O56
81(2) 
142(4)
85(2) 
19(2)
45(2) 
11(2)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H11A
8625
885
(1197
24
1

H11B
8388
1683
(575
24
1

H11C
7913
902
(1283
24
1

H12A
8693
(1699
(1349
35
1

H12B
8089
(970
(1733
35
1

H12C
8045
(2137
(1320
35
1

H13A
8361
(3124
8
44
1

H13B
8525
(3028
1086
44
1

H13C
9062
(3007
645
44
1

H14A
8793
(1938
2231
30
1

H14B
8722
(725
2532
30
1

H14C
9364
(1127
2455
30
1

H15A
6982
(1506
(1753
29
1

H15B
6973
(217
(1788
29
1

H15C
6357
(867
(1872
29
1

H16A
7343
(3344
119
38
1

H16B
7227
(2901
(888
38
1

H16C
6657
(3141
(544
38
1

H17A
7017
(2354
1846
40
1

H17B
7695
(1857
2217
40
1

H17C
7556
(2869
1543
40
1

H18A
6766
146
1894
28
1

H18B
7270
978
1793
28
1

H18C
7481
(135
2323
28
1

H19
10020
2018
1581
19
1

H20A
10178
1593
242
32
1

H20B
9508
2121
(19
32
1

H20C
9580
842
(76
32
1

H21A
9904
(265
1389
34
1

H21B
10191
368
2328
34
1

H21C
10538
378
1590
34
1

H22
9419
647
2815
18
1

H23A
8783
1217
3600
32
1

H23B
8343
889
2606
32
1

H23C
8483
2133
2864
32
1

H24A
9474
2953
2890
40
1

H24B
10037
2177
2930
40
1

H24C
9764
2186
3751
40
1

H25
5935
2276
(1500
20
1

H26A
6481
1001
(2495
32
1

H26B
6867
1995
(1936
32
1

H26C
6213
2200
(2693
32
1

H27A
5457
684
(2451
39
1

H27B
5258
1049
(1602
39
1

H27C
5728
69
(1499
39
1

H28
6403
1728
1013
21
1

H29A
5538
748
863
36
1

H29B
5948
5
446
36
1

H29C
5372
648
(216
36
1

H30A
5463
2627
(501
37
1

H30B
6021
3296
174
37
1

H30C
5510
2777
540
37
1

H31
7498
2183
(505
15
1

H32
7736
1747
1100
15
1

H33A
7669
2994
2109
20
1

H33B
7009
3082
1346
20
1

H34A
7164
4758
994
25
1

H34B
7660
4767
1993
25
1

H35
8433
4919
1396
22
1

H36
8394
4710
(21
21
1

H37A
7646
3862
(1139
21
1

H37B
7287
4915
(1010
21
1

H38A
6654
3426
(1141
20
1

H38B
6804
3917
(141
20
1

H51A
5383(12)
3870(30)
(2627(19)
54
1

H51B
5550(15)
4490(30)
(1895(19)
54
1

H52A
5868(17)
(1790(20)
2590(20)
61
1

H52B
5925(18)
(721(16)
2460(30)
61
1

H53A
5756(19)
(2200(30)
239(14)
73
1

H53B
5850(20)
(2070(30)
1130(19)
73
1

H54A
4444(15)
250(30)
(4583(14)
60
1

H54B
4630(17)
967(17)
(3910(20)
60
1

H55A
5562(13)
5270(30)
1090(30)
68
1

H55B
5949(17)
5947(17)
900(30)
68
1

H56A
10383(14)
4140(60)
690(40)
147
1

H56B
10610(20)
4520(50)
50(20)
147
1

	


Table 6. Hydrogen bonds [Å and °].

 D(H···A
d(D(H)
d(H···A)
d(D···A)
((DHA)

 O51(H51A...Cl11i
0.855(17)
2.323(18)
3.172(2)
172(3)

 O51(H51B...O54i
0.841(17)
1.978(17)
2.812(3)
171(3)

 O52(H52A...Cl11ii
0.845(18)
2.44(2)
3.268(2)
168(3)

 O52(H52B...O51iii
0.842(18)
2.037(18)
2.878(3)
177(4)

 O53(H53A...Cl11
0.839(18)
2.50(2)
3.264(2)
151(3)

 O53(H53B...O52
0.837(18)
1.98(2)
2.779(3)
159(4)

 O54(H54A...O55iv
0.842(17)
1.98(2)
2.797(3)
163(4)

 O54(H54B...Cl11i
0.852(18)
2.295(18)
3.144(2)
174(4)

 O55(H55A...O54iii
0.852(18)
2.11(2)
2.895(4)
152(4)

 O55(H55B...O53v
0.834(18)
1.93(2)
2.743(3)
166(4)

 O56(H56A...Cl1
0.847(5)
2.336(10)
3.180(4)
174(7)

 O56(H56B...Cl1vi
0.849(5)
2.43(3)
3.224(4)
156(7) 
	


Symmetry transformations used to generate equivalent atoms: 

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

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