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Table 1. Crystal data and structure refinement.



Identification code 
01src791    

Empirical formula 
C63H44Cl2Fe

Formula weight 
927.73

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
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Unit cell dimensions
a = 10.0902(2) Å
( = 97.3070(10)°


b = 16.9073(3) Å
( = 93.5060(10)°


c = 28.4041(7) Å
(  = 106.5050(10)°

Volume
4584.11(17) Å3
Z
4

Density (calculated)
1.344 Mg / m3
Absorption coefficient
0.488 mm(1
F(000)
1928

Crystal
Block; orange

Crystal size
0.15 ( 0.12 ( 0.10 mm3
( range for data collection
2.93 ( 25.05°

Index ranges
(12 ( h ( 11, (20 ( k ( 20, (33 ( l ( 33

Reflections collected
37495

Independent reflections
15853 [Rint = 0.0899]

Completeness to ( = 25.05°
97.8 % 

Max. and min. transmission
0.9528 and 0.9303

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
15853 / 18 / 1191

Goodness-of-fit on F2
0.989

Final R indices [F2 > 2((F2)]
R1 = 0.0632, wR2 = 0.1030

R indices (all data)
R1 = 0.1578, wR2 = 0.1174

Extinction coefficient
0.00153(14)

Largest diff. peak and hole
1.194 and (0.816 e Å(3


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill Ewald sphere). Data collection 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 Program used to solve structure: DIRDIF-96 (P. T. Beurskens, G. Beurskens, W. P. Bosman, R. de Gelder, S. Garcia-Granda, R. O. Gould, R. Israël & J. M. M. Smits (1996). Crystallography Laboratory, University of Nijmegen, The Netherlands.  Program used to refine structure: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany).

Further information:  http://www.soton.ac.uk/~xservice/strat.htm 

Special details: 

1:1 solvate of C62H42Fe with CH2Cl2 

The asymmetric unit contains two formula units

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.
Fe1
1970(1)
2104(1)
4060(1)
21(1)
1

C101
38(4)
1526(2)
4239(1)
18(1)
1

C102
485(4)
2358(2)
4476(1)
18(1)
1

C103
1759(4)
2480(3)
4763(1)
19(1)
1

C104
2093(4)
1703(2)
4708(1)
19(1)
1

C105
1008(4)
1102(3)
4384(1)
18(1)
1

C106
2257(4)
2773(3)
3491(1)
20(1)
1

C107
3474(4)
3026(3)
3825(1)
26(1)
1

C108
3932(4)
2315(3)
3856(1)
27(1)
1

C109
3003(4)
1628(3)
3554(1)
25(1)
1

C110
1971(4)
1905(3)
3333(1)
27(1)
1

C111
1555(4)
3334(3)
3328(1)
22(1)
1

C112
1032(4)
3818(3)
3185(1)
23(1)
1

C113
394(4)
4437(3)
3036(1)
24(1)
1

C114
951(4)
5297(2)
3353(1)
20(1)
1

C115
337(4)
5886(3)
3209(1)
21(1)
1

C116
(752(4)
5543(2)
2784(1)
21(1)
1

C117
(9(4)
5208(2)
2391(2)
21(1)
1

C118
628(4)
4621(2)
2523(1)
22(1)
1

C119
1951(4)
5513(3)
3737(1)
25(1)
1

C121
1739(4)
6899(3)
3845(2)
30(1)
1

C120
2336(4)
6323(3)
3982(2)
28(1)
1

C122
737(4)
6681(3)
3452(2)
28(1)
1

C125
892(4)
5118(3)
1635(2)
31(1)
1

C123
1405(4)
4297(2)
2216(2)
26(1)
1

C124
1538(4)
4542(3)
1767(2)
28(1)
1

C126
118(4)
5456(3)
1944(2)
26(1)
1

C127
(1201(4)
4198(3)
3059(1)
22(1)
1

C128
(1803(4)
4795(3)
2928(1)
21(1)
1

C129
(3199(4)
4689(3)
2956(1)
26(1)
1

C130
(4001(4)
3965(3)
3102(1)
31(1)
1

C131
(3413(4)
3363(3)
3217(1)
31(1)
1

C132
(1989(4)
3484(3)
3206(1)
28(1)
1

C10
(1302(4)
1152(2)
3918(1)
19(1)
1

C11
(1567(4)
1527(2)
3530(1)
24(1)
1

C12
(2827(4)
1253(3)
3249(1)
27(1)
1

C14
(3608(4)
197(3)
3744(2)
28(1)
1

C13
(3846(4)
582(3)
3362(2)
27(1)
1

C15
(2344(4)
481(2)
4022(1)
26(1)
1

C20
(344(4)
2961(3)
4489(1)
21(1)
1

C21
189(4)
3782(3)
4418(1)
25(1)
1

C22
(588(4)
4335(3)
4468(1)
30(1)
1

C23
(1933(4)
4068(3)
4597(1)
34(1)
1

C24
(2484(4)
3263(3)
4667(1)
30(1)
1

C25
(1702(4)
2705(3)
4612(1)
24(1)
1

C30
2529(4)
3233(2)
5103(1)
18(1)
1

C31
3947(4)
3621(2)
5096(1)
24(1)
1

C32
4664(4)
4276(3)
5444(2)
29(1)
1

C33
3993(4)
4544(2)
5816(2)
29(1)
1

C34
2574(4)
4173(3)
5827(1)
28(1)
1

C35
1863(4)
3529(2)
5472(1)
23(1)
1

C40
3307(4)
1547(2)
4963(1)
19(1)
1

C41
4160(4)
1138(2)
4724(1)
22(1)
1

C42
5287(4)
1006(2)
4970(2)
25(1)
1

C43
5581(4)
1268(2)
5452(2)
26(1)
1

C44
4741(4)
1672(2)
5698(2)
28(1)
1

C45
3605(4)
1805(2)
5454(1)
22(1)
1

C50
822(3)
196(3)
4261(1)
20(1)
1

C51
290(4)
(228(3)
3802(2)
25(1)
1

C52
(113(4)
(1092(3)
3712(2)
28(1)
1

C53
22(4)
(1547(3)
4077(2)
27(1)
1

C54
605(4)
(1132(3)
4522(2)
26(1)
1

C55
1001(3)
(278(3)
4619(1)
21(1)
1

Fe2
(3733(1)
(3057(1)
1138(1)
26(1)
1

C201
(3310(4)
(4013(3)
1435(1)
22(1)
1

C202
(2314(4)
(3719(3)
1101(1)
25(1)
1

C203
(1631(4)
(2852(3)
1261(1)
23(1)
1

C204
(2184(4)
(2603(3)
1691(1)
23(1)
1

C205
(3212(4)
(3331(3)
1802(1)
23(1)
1

C206
(4465(4)
(2104(3)
926(2)
23(1)
1

C207
(4141(4)
(2594(3)
529(2)
28(1)
1

C208
(4968(4)
(3428(3)
506(2)
31(1)
1

C209
(5793(4)
(3478(3)
896(2)
28(1)
1

C210
(5479(4)
(2670(3)
1158(2)
29(1)
1

C212
(3700(4)
(472(3)
1159(2)
24(1)
1

C211
(3977(4)
(1212(3)
1057(1)
23(1)
1

C213
(3450(4)
409(3)
1350(1)
25(1)
1

C214
(4467(4)
520(3)
1722(1)
27(1)
1

C215
(4266(4)
1344(3)
1918(2)
30(1)
1

C216
(3077(4)
1959(3)
1733(1)
33(1)
1

C217
(3426(4)
1811(3)
1191(2)
30(1)
1

C218
(3628(4)
988(3)
988(2)
28(1)
1

C219
(5546(4)
(116(3)
1839(1)
31(1)
1

C220
(6415(4)
93(3)
2166(2)
36(1)
1

C221
(6219(5)
913(3)
2364(2)
36(1)
1

C222
(5146(5)
1540(3)
2243(2)
38(1)
1

C223
(3952(4)
761(3)
499(2)
36(1)
1

C224
(4082(4)
1369(3)
219(2)
40(1)
1

C225
(3877(4)
2177(3)
425(2)
41(1)
1

C226
(3540(4)
2408(3)
911(2)
40(1)
1

C227
(1981(4)
856(3)
1606(1)
26(1)
1

C228
(1807(4)
1667(3)
1810(2)
28(1)
1

C229
(525(5)
2157(3)
2043(2)
42(1)
1

C230
583(4)
1813(3)
2053(2)
43(1)
1

C231
412(4)
1021(3)
1839(2)
37(1)
1

C232
(881(4)
521(3)
1617(1)
33(1)
1

C10'
(4205(4)
(4892(3)
1406(2)
26(1)
1

C11'
(5066(4)
(5327(3)
999(2)
27(1)
1

C12'
(5851(4)
(6149(3)
978(2)
31(1)
1

C13'
(5801(4)
(6545(3)
1371(2)
39(1)
1

C14'
(4946(4)
(6122(3)
1778(2)
38(1)
1

C15'
(4153(4)
(5305(3)
1792(2)
32(1)
1

C20'
(2069(4)
(4263(3)
682(2)
25(1)
1

C21'
(1891(4)
(5029(3)
744(2)
30(1)
1

C22'
(1680(4)
(5565(3)
361(2)
35(1)
1

C23'
(1640(4)
(5341(3)
(88(2)
34(1)
1

C24'
(1795(4)
(4577(3)
(152(2)
34(1)
1

C25'
(2003(4)
(4041(3)
229(2)
30(1)
1

C30'
(490(4)
(2291(3)
1048(1)
27(1)
1

C31'
675(4)
(2530(3)
934(1)
35(1)
1

C32'
1777(4)
(1989(3)
756(2)
47(1)
1

C33'
1727(5)
(1208(3)
695(2)
47(1)
1

C34'
566(5)
(959(3)
795(2)
45(1)
1

C35'
(534(4)
(1506(3)
964(2)
35(1)
1

C40'
(1815(4)
(1778(3)
1996(1)
23(1)
1

C41'
(2851(4)
(1416(3)
2131(1)
26(1)
1

C42'
(2532(4)
(679(3)
2440(1)
26(1)
1

C43'
(1179(4)
(280(3)
2626(1)
29(1)
1

C44'
(144(4)
(623(3)
2495(1)
28(1)
1

C45'
(444(4)
(1356(3)
2183(1)
28(1)
1

C50'
(3874(4)
(3366(2)
2253(1)
23(1)
1

C51'
(5277(4)
(3758(3)
2271(2)
32(1)
1

C52'
(5826(4)
(3820(3)
2706(2)
37(1)
1

C53'
(4996(4)
(3496(3)
3129(2)
36(1)
1

C54'
(3590(4)
(3098(3)
3119(2)
31(1)
1

C55'
(3055(4)
(3032(2)
2684(2)
26(1)
1

Cl1
7354(1)
2252(1)
7726(1)
64(1)
1

Cl2
7149(1)
1238(1)
6798(1)
46(1)
1

C1
6323(4)
1788(3)
7191(2)
62(2)
1

Cl3
1667(2)
1477(1)
471(1)
147(1)
1

Cl4
222(2)
2702(2)
703(1)
173(1)
1

C2
110(6)
1679(4)
593(2)
107(2)
1



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



Fe1(C109
2.040(4)

Fe1(C108
2.043(4)

Fe1(C101
2.045(3)

Fe1(C110
2.050(4)

Fe1(C104
2.050(4)

Fe1(C107
2.055(4)

Fe1(C105
2.057(4)

Fe1(C103
2.060(4)

Fe1(C102
2.069(4)

Fe1(C106
2.076(4)

C101(C102
1.414(5)

C101(C105
1.437(5)

C101(C10
1.508(5)

C102(C103
1.428(5)

C102(C20
1.490(5)

C103(C104
1.438(5)

C103(C30
1.480(5)

C104(C105
1.443(5)

C104(C40
1.489(5)

C105(C50
1.482(5)

C106(C110
1.419(5)

C106(C107
1.431(5)

C106(C111
1.439(5)

C107(C108
1.415(5)

C107(H107
0.9500

C108(C109
1.412(5)

C108(H108
0.9500

C109(C110
1.404(5)

C109(H109
0.9500

C110(H110
0.9500

C111(C112
1.191(5)

C112(C113
1.467(5)

C113(C114
1.543(5)

C113(C118
1.545(5)

C113(C127
1.552(5)

C114(C119
1.378(5)

C114(C115
1.402(5)

C115(C122
1.365(5)

C115(C116
1.516(5)

C116(C117
1.520(5)

C116(C128
1.522(5)

C116(H116
1.0000

C117(C126
1.389(5)

C117(C118
1.403(5)

C118(C123
1.371(5)

C119(C120
1.390(5)

C119(H119
0.9500

C121(C120
1.364(5)

C121(C122
1.396(5)

C121(H121
0.9500

C120(H120
0.9500

C122(H122
0.9500

C125(C126
1.385(5)

C125(C124
1.391(5)

C125(H125
0.9500

C123(C124
1.393(5)

C123(H123
0.9500

C124(H124
0.9500

C126(H126
0.9500

C127(C132
1.375(5)

C127(C128
1.393(5)

C128(C129
1.377(5)

C129(C130
1.389(5)

C129(H129
0.9500

C130(C131
1.378(5)

C130(H130
0.9500

C131(C132
1.396(5)

C131(H131
0.9500

C132(H132
0.9500

C10(C11
1.387(5)

C10(C15
1.388(5)

C11(C12
1.384(5)

C11(H11
0.9500

C12(C13
1.384(5)

C12(H12
0.9500

C14(C13
1.377(5)

C14(C15
1.384(5)

C14(H14
0.9500

C13(H13
0.9500

C15(H15
0.9500

C20(C21
1.384(5)

C20(C25
1.396(5)

C21(C22
1.381(5)

C21(H21
0.9500

C22(C23
1.391(5)

C22(H22
0.9500

C23(C24
1.362(5)

C23(H23
0.9500

C24(C25
1.393(5)

C24(H24
0.9500

C25(H25
0.9500

C30(C35
1.394(5)

C30(C31
1.398(5)

C31(C32
1.381(5)

C31(H31
0.9500

C32(C33
1.385(5)

C32(H32
0.9500

C33(C34
1.394(5)

C33(H33
0.9500

C34(C35
1.381(5)

C34(H34
0.9500

C35(H35
0.9500

C40(C45
1.395(5)

C40(C41
1.404(5)

C41(C42
1.386(5)

C41(H41
0.9500

C42(C43
1.371(5)

C42(H42
0.9500

C43(C44
1.397(5)

C43(H43
0.9500

C44(C45
1.390(5)

C44(H44
0.9500

C45(H45
0.9500

C50(C51
1.399(5)

C50(C55
1.406(5)

C51(C52
1.385(5)

C51(H51
0.9500

C52(C53
1.389(5)

C52(H52
0.9500

C53(C54
1.374(5)

C53(H53
0.9500

C54(C55
1.370(5)

C54(H54
0.9500

C55(H55
0.9500

Fe2(C209
2.039(4)

Fe2(C208
2.041(4)

Fe2(C210
2.048(4)

Fe2(C201
2.050(4)

Fe2(C203
2.050(4)

Fe2(C204
2.052(4)

Fe2(C207
2.053(4)

Fe2(C202
2.054(4)

Fe2(C205
2.072(4)

Fe2(C206
2.091(4)

C201(C205
1.430(5)

C201(C202
1.453(5)

C201(C10'
1.493(5)

C202(C203
1.431(5)

C202(C20'
1.485(5)

C203(C204
1.439(5)

C203(C30'
1.484(5)

C204(C205
1.450(5)

C204(C40'
1.481(5)

C205(C50'
1.479(5)

C206(C207
1.424(5)

C206(C211
1.437(6)

C206(C210
1.442(5)

C207(C208
1.411(5)

C207(H207
0.9500

C208(C209
1.422(5)

C208(H208
0.9500

C209(C210
1.410(5)

C209(H209
0.9500

C210(H210
0.9500

C212(C211
1.195(5)

C212(C213
1.463(6)

C213(C218
1.542(5)

C213(C227
1.545(5)

C213(C214
1.548(5)

C214(C215
1.386(5)

C214(C219
1.387(5)

C215(C222
1.392(5)

C215(C216
1.517(5)

C216(C228
1.512(5)

C216(C217
1.531(5)

C216(H216
1.0000

C217(C226
1.387(5)

C217(C218
1.389(5)

C218(C223
1.386(5)

C219(C220
1.394(5)

C219(H219
0.9500

C220(C221
1.383(5)

C220(H220
0.9500

C221(C222
1.377(5)

C221(H221
0.9500

C222(H222
0.9500

C223(C224
1.408(5)

C223(H223
0.9500

C224(C225
1.369(6)

C224(H224
0.9500

C225(C226
1.380(6)

C225(H225
0.9500

C226(H226
0.9500

C227(C228
1.377(5)

C227(C232
1.383(5)

C228(C229
1.395(5)

C229(C230
1.400(6)

C229(H229
0.9500

C230(C231
1.357(6)

C230(H230
0.9500

C231(C232
1.397(5)

C231(H231
0.9500

C232(H232
0.9500

C10'(C15'
1.379(5)

C10'(C11'
1.390(5)

C11'(C12'
1.382(5)

C11'(H11'
0.9500

C12'(C13'
1.380(5)

C12'(H12'
0.9500

C13'(C14'
1.381(5)

C13'(H13'
0.9500

C14'(C15'
1.380(5)

C14'(H14'
0.9500

C15'(H15'
0.9500

C20'(C25'
1.387(5)

C20'(C21'
1.388(5)

C21'(C22'
1.393(5)

C21'(H21'
0.9500

C22'(C23'
1.376(5)

C22'(H22'
0.9500

C23'(C24'
1.378(5)

C23'(H23'
0.9500

C24'(C25'
1.386(5)

C24'(H24'
0.9500

C25'(H25'
0.9500

C30'(C35'
1.390(5)

C30'(C31'
1.390(5)

C31'(C32'
1.391(5)

C31'(H31'
0.9500

C32'(C33'
1.368(6)

C32'(H32'
0.9500

C33'(C34'
1.386(6)

C33'(H33'
0.9500

C34'(C35'
1.383(5)

C34'(H34'
0.9500

C35'(H35'
0.9500

C40'(C45'
1.399(5)

C40'(C41'
1.403(5)

C41'(C42'
1.373(5)

C41'(H41'
0.9500

C42'(C43'
1.377(5)

C42'(H42'
0.9500

C43'(C44'
1.379(5)

C43'(H43'
0.9500

C44'(C45'
1.376(5)

C44'(H44'
0.9500

C45'(H45'
0.9500

C50'(C51'
1.390(5)

C50'(C55'
1.393(5)

C51'(C52'
1.390(5)

C51'(H51'
0.9500

C52'(C53'
1.375(5)

C52'(H52'
0.9500

C53'(C54'
1.391(5)

C53'(H53'
0.9500

C54'(C55'
1.381(5)

C54'(H54'
0.9500

C55'(H55'
0.9500

Cl1(C1
1.745(5)

Cl2(C1
1.759(5)

C1(H1A
0.9900

C1(H1B
0.9900

Cl3(C2
1.746(6)

Cl4(C2
1.688(7)

C2(H2A
0.9900

C2(H2B
0.9900

C109(Fe1(C108
40.46(14)

C109(Fe1(C101
126.16(16)

C108(Fe1(C101
162.40(17)

C109(Fe1(C110
40.15(14)

C108(Fe1(C110
67.74(15)

C101(Fe1(C110
109.39(15)

C109(Fe1(C104
115.25(16)

C108(Fe1(C104
104.49(15)

C101(Fe1(C104
68.93(14)

C110(Fe1(C104
150.21(17)

C109(Fe1(C107
68.12(16)

C108(Fe1(C107
40.42(14)

C101(Fe1(C107
156.33(16)

C110(Fe1(C107
68.08(16)

C104(Fe1(C107
125.54(15)

C109(Fe1(C105
104.49(16)

C108(Fe1(C105
123.52(16)

C101(Fe1(C105
41.02(13)

C110(Fe1(C105
117.61(16)

C104(Fe1(C105
41.15(13)

C107(Fe1(C105
161.95(15)

C109(Fe1(C103
150.70(15)

C108(Fe1(C103
118.09(16)

C101(Fe1(C103
68.33(14)

C110(Fe1(C103
168.18(16)

C104(Fe1(C103
40.97(14)

C107(Fe1(C103
109.03(16)

C105(Fe1(C103
68.86(15)

C109(Fe1(C102
165.25(16)

C108(Fe1(C102
154.23(16)

C101(Fe1(C102
40.20(13)

C110(Fe1(C102
130.50(15)

C104(Fe1(C102
68.49(15)

C107(Fe1(C102
122.46(16)

C105(Fe1(C102
68.36(15)

C103(Fe1(C102
40.47(13)

C109(Fe1(C106
67.61(16)

C108(Fe1(C106
67.69(15)

C101(Fe1(C106
122.20(15)

C110(Fe1(C106
40.23(14)

C104(Fe1(C106
165.20(16)

C107(Fe1(C106
40.52(14)

C105(Fe1(C106
153.65(15)

C103(Fe1(C106
130.30(17)

C102(Fe1(C106
112.73(15)

C102(C101(C105
108.8(3)

C102(C101(C10
124.0(3)

C105(C101(C10
127.1(4)

C102(C101(Fe1
70.8(2)

C105(C101(Fe1
70.0(2)

C10(C101(Fe1
128.6(3)

C101(C102(C103
108.4(3)

C101(C102(C20
125.6(3)

C103(C102(C20
125.2(4)

C101(C102(Fe1
69.0(2)

C103(C102(Fe1
69.4(2)

C20(C102(Fe1
135.1(3)

C102(C103(C104
107.9(3)

C102(C103(C30
126.8(4)

C104(C103(C30
124.9(3)

C102(C103(Fe1
70.1(2)

C104(C103(Fe1
69.2(2)

C30(C103(Fe1
131.7(3)

C103(C104(C105
107.7(3)

C103(C104(C40
125.4(3)

C105(C104(C40
126.8(4)

C103(C104(Fe1
69.9(2)

C105(C104(Fe1
69.7(2)

C40(C104(Fe1
128.2(3)

C101(C105(C104
107.1(3)

C101(C105(C50
125.3(3)

C104(C105(C50
127.3(3)

C101(C105(Fe1
69.0(2)

C104(C105(Fe1
69.2(2)

C50(C105(Fe1
131.9(3)

C110(C106(C107
107.5(4)

C110(C106(C111
128.0(4)

C107(C106(C111
124.3(4)

C110(C106(Fe1
68.9(2)

C107(C106(Fe1
68.9(2)

C111(C106(Fe1
131.1(3)

C108(C107(C106
107.4(4)

C108(C107(Fe1
69.3(2)

C106(C107(Fe1
70.5(2)

C108(C107(H107
126.3

C106(C107(H107
126.3

Fe1(C107(H107
125.4

C109(C108(C107
108.4(4)

C109(C108(Fe1
69.7(2)

C107(C108(Fe1
70.2(2)

C109(C108(H108
125.8

C107(C108(H108
125.8

Fe1(C108(H108
125.9

C110(C109(C108
108.2(4)

C110(C109(Fe1
70.3(2)

C108(C109(Fe1
69.9(2)

C110(C109(H109
125.9

C108(C109(H109
125.9

Fe1(C109(H109
125.5

C109(C110(C106
108.5(4)

C109(C110(Fe1
69.6(2)

C106(C110(Fe1
70.9(2)

C109(C110(H110
125.8

C106(C110(H110
125.8

Fe1(C110(H110
125.4

C112(C111(C106
176.8(4)

C111(C112(C113
176.9(5)

C112(C113(C114
113.0(3)

C112(C113(C118
114.5(3)

C114(C113(C118
104.7(3)

C112(C113(C127
113.9(3)

C114(C113(C127
104.1(3)

C118(C113(C127
105.8(3)

C119(C114(C115
120.5(4)

C119(C114(C113
126.7(4)

C115(C114(C113
112.8(3)

C122(C115(C114
119.7(4)

C122(C115(C116
126.6(4)

C114(C115(C116
113.6(4)

C115(C116(C117
105.4(3)

C115(C116(C128
105.6(3)

C117(C116(C128
107.0(3)

C115(C116(H116
112.7

C117(C116(H116
112.7

C128(C116(H116
112.7

C126(C117(C118
120.3(4)

C126(C117(C116
126.1(4)

C118(C117(C116
113.5(4)

C123(C118(C117
120.4(4)

C123(C118(C113
126.7(4)

C117(C118(C113
112.9(4)

C114(C119(C120
118.9(4)

C114(C119(H119
120.5

C120(C119(H119
120.5

C120(C121(C122
120.1(4)

C120(C121(H121
119.9

C122(C121(H121
119.9

C121(C120(C119
120.9(4)

C121(C120(H120
119.6

C119(C120(H120
119.6

C115(C122(C121
119.9(4)

C115(C122(H122
120.1

C121(C122(H122
120.1

C126(C125(C124
121.1(4)

C126(C125(H125
119.5

C124(C125(H125
119.5

C118(C123(C124
119.7(4)

C118(C123(H123
120.2

C124(C123(H123
120.2

C125(C124(C123
119.8(4)

C125(C124(H124
120.1

C123(C124(H124
120.1

C125(C126(C117
118.7(4)

C125(C126(H126
120.6

C117(C126(H126
120.6

C132(C127(C128
120.9(4)

C132(C127(C113
125.1(4)

C128(C127(C113
114.0(4)

C129(C128(C127
120.4(4)

C129(C128(C116
126.9(4)

C127(C128(C116
112.7(3)

C128(C129(C130
118.9(4)

C128(C129(H129
120.6

C130(C129(H129
120.6

C131(C130(C129
120.7(4)

C131(C130(H130
119.6

C129(C130(H130
119.6

C130(C131(C132
120.4(4)

C130(C131(H131
119.8

C132(C131(H131
119.8

C127(C132(C131
118.6(4)

C127(C132(H132
120.7

C131(C132(H132
120.7

C11(C10(C15
118.2(3)

C11(C10(C101
119.8(3)

C15(C10(C101
121.7(3)

C12(C11(C10
122.1(4)

C12(C11(H11
118.9

C10(C11(H11
118.9

C11(C12(C13
118.3(4)

C11(C12(H12
120.8

C13(C12(H12
120.8

C13(C14(C15
120.1(4)

C13(C14(H14
120.0

C15(C14(H14
120.0

C14(C13(C12
120.8(4)

C14(C13(H13
119.6

C12(C13(H13
119.6

C14(C15(C10
120.5(4)

C14(C15(H15
119.8

C10(C15(H15
119.8

C21(C20(C25
117.9(4)

C21(C20(C102
123.5(3)

C25(C20(C102
118.4(4)

C22(C21(C20
121.5(4)

C22(C21(H21
119.3

C20(C21(H21
119.3

C21(C22(C23
119.6(4)

C21(C22(H22
120.2

C23(C22(H22
120.2

C24(C23(C22
120.1(4)

C24(C23(H23
119.9

C22(C23(H23
119.9

C23(C24(C25
120.1(4)

C23(C24(H24
119.9

C25(C24(H24
119.9

C24(C25(C20
120.8(4)

C24(C25(H25
119.6

C20(C25(H25
119.6

C35(C30(C31
117.9(4)

C35(C30(C103
119.6(3)

C31(C30(C103
122.2(4)

C32(C31(C30
120.8(4)

C32(C31(H31
119.6

C30(C31(H31
119.6

C31(C32(C33
120.4(4)

C31(C32(H32
119.8

C33(C32(H32
119.8

C32(C33(C34
119.7(4)

C32(C33(H33
120.1

C34(C33(H33
120.1

C35(C34(C33
119.3(4)

C35(C34(H34
120.3

C33(C34(H34
120.3

C34(C35(C30
121.8(4)

C34(C35(H35
119.1

C30(C35(H35
119.1

C45(C40(C41
118.6(3)

C45(C40(C104
119.5(4)

C41(C40(C104
121.8(4)

C42(C41(C40
120.6(4)

C42(C41(H41
119.7

C40(C41(H41
119.7

C43(C42(C41
120.4(4)

C43(C42(H42
119.8

C41(C42(H42
119.8

C42(C43(C44
120.0(4)

C42(C43(H43
120.0

C44(C43(H43
120.0

C45(C44(C43
120.0(4)

C45(C44(H44
120.0

C43(C44(H44
120.0

C44(C45(C40
120.4(4)

C44(C45(H45
119.8

C40(C45(H45
119.8

C51(C50(C55
118.1(4)

C51(C50(C105
121.1(4)

C55(C50(C105
120.3(4)

C52(C51(C50
120.6(4)

C52(C51(H51
119.7

C50(C51(H51
119.7

C51(C52(C53
120.1(4)

C51(C52(H52
119.9

C53(C52(H52
119.9

C54(C53(C52
119.4(4)

C54(C53(H53
120.3

C52(C53(H53
120.3

C55(C54(C53
121.3(4)

C55(C54(H54
119.3

C53(C54(H54
119.3

C54(C55(C50
120.4(4)

C54(C55(H55
119.8

C50(C55(H55
119.8

C209(Fe2(C208
40.80(14)

C209(Fe2(C210
40.35(14)

C208(Fe2(C210
68.01(16)

C209(Fe2(C201
105.62(16)

C208(Fe2(C201
114.24(17)

C210(Fe2(C201
128.65(16)

C209(Fe2(C203
166.54(18)

C208(Fe2(C203
128.75(17)

C210(Fe2(C203
152.20(17)

C201(Fe2(C203
69.24(16)

C209(Fe2(C204
150.18(17)

C208(Fe2(C204
168.73(17)

C210(Fe2(C204
119.08(16)

C201(Fe2(C204
69.15(16)

C203(Fe2(C204
41.06(14)

C209(Fe2(C207
68.39(16)

C208(Fe2(C207
40.33(14)

C210(Fe2(C207
68.18(16)

C201(Fe2(C207
147.71(17)

C203(Fe2(C207
108.88(16)

C204(Fe2(C207
131.68(16)

C209(Fe2(C202
127.33(17)

C208(Fe2(C202
105.88(17)

C210(Fe2(C202
166.51(17)

C201(Fe2(C202
41.48(14)

C203(Fe2(C202
40.81(14)

C204(Fe2(C202
69.07(16)

C207(Fe2(C202
115.56(16)

C209(Fe2(C205
115.76(16)

C208(Fe2(C205
147.74(17)

C210(Fe2(C205
109.36(16)

C201(Fe2(C205
40.59(14)

C203(Fe2(C205
69.00(15)

C204(Fe2(C205
41.17(14)

C207(Fe2(C205
171.05(17)

C202(Fe2(C205
68.94(16)

C209(Fe2(C206
68.21(16)

C208(Fe2(C206
67.69(16)

C210(Fe2(C206
40.78(14)

C201(Fe2(C206
168.84(16)

C203(Fe2(C206
118.86(16)

C204(Fe2(C206
111.23(16)

C207(Fe2(C206
40.17(14)

C202(Fe2(C206
149.64(16)

C205(Fe2(C206
132.51(17)

C205(C201(C202
108.2(4)

C205(C201(C10'
127.0(4)

C202(C201(C10'
124.8(4)

C205(C201(Fe2
70.5(2)

C202(C201(Fe2
69.4(2)

C10'(C201(Fe2
128.5(3)

C203(C202(C201
107.7(4)

C203(C202(C20'
128.5(4)

C201(C202(C20'
123.8(4)

C203(C202(Fe2
69.5(2)

C201(C202(Fe2
69.1(2)

C20'(C202(Fe2
128.2(3)

C202(C203(C204
108.4(4)

C202(C203(C30'
127.6(4)

C204(C203(C30'
124.0(4)

C202(C203(Fe2
69.7(2)

C204(C203(Fe2
69.5(2)

C30'(C203(Fe2
128.9(3)

C203(C204(C205
107.8(4)

C203(C204(C40'
129.4(4)

C205(C204(C40'
122.8(4)

C203(C204(Fe2
69.4(2)

C205(C204(Fe2
70.1(2)

C40'(C204(Fe2
127.0(3)

C201(C205(C204
107.9(4)

C201(C205(C50'
127.1(4)

C204(C205(C50'
124.5(4)

C201(C205(Fe2
68.9(2)

C204(C205(Fe2
68.7(2)

C50'(C205(Fe2
134.2(3)

C207(C206(C211
127.6(4)

C207(C206(C210
106.6(4)

C211(C206(C210
125.6(4)

C207(C206(Fe2
68.5(2)

C211(C206(Fe2
131.9(3)

C210(C206(Fe2
68.0(2)

C208(C207(C206
108.6(4)

C208(C207(Fe2
69.4(2)

C206(C207(Fe2
71.4(2)

C208(C207(H207
125.7

C206(C207(H207
125.7

Fe2(C207(H207
125.1

C207(C208(C209
108.5(4)

C207(C208(Fe2
70.3(2)

C209(C208(Fe2
69.5(2)

C207(C208(H208
125.7

C209(C208(H208
125.7

Fe2(C208(H208
126.0

C210(C209(C208
107.7(4)

C210(C209(Fe2
70.1(2)

C208(C209(Fe2
69.7(2)

C210(C209(H209
126.2

C208(C209(H209
126.2

Fe2(C209(H209
125.6

C209(C210(C206
108.6(4)

C209(C210(Fe2
69.5(2)

C206(C210(Fe2
71.2(2)

C209(C210(H210
125.7

C206(C210(H210
125.7

Fe2(C210(H210
125.1

C211(C212(C213
171.5(5)

C212(C211(C206
173.8(4)

C212(C213(C218
116.6(4)

C212(C213(C227
115.2(3)

C218(C213(C227
103.1(3)

C212(C213(C214
111.2(3)

C218(C213(C214
104.1(3)

C227(C213(C214
105.5(3)

C215(C214(C219
121.0(4)

C215(C214(C213
113.6(4)

C219(C214(C213
125.3(4)

C214(C215(C222
119.8(4)

C214(C215(C216
113.8(4)

C222(C215(C216
126.4(4)

C228(C216(C215
106.8(3)

C228(C216(C217
104.6(3)

C215(C216(C217
105.1(3)

C228(C216(H216
113.2

C215(C216(H216
113.2

C217(C216(H216
113.2

C226(C217(C218
121.0(4)

C226(C217(C216
126.1(4)

C218(C217(C216
113.0(4)

C223(C218(C217
119.5(4)

C223(C218(C213
126.4(4)

C217(C218(C213
114.2(4)

C214(C219(C220
118.3(4)

C214(C219(H219
120.8

C220(C219(H219
120.8

C221(C220(C219
121.0(4)

C221(C220(H220
119.5

C219(C220(H220
119.5

C222(C221(C220
120.1(4)

C222(C221(H221
120.0

C220(C221(H221
120.0

C221(C222(C215
119.8(4)

C221(C222(H222
120.1

C215(C222(H222
120.1

C218(C223(C224
119.2(4)

C218(C223(H223
120.4

C224(C223(H223
120.4

C225(C224(C223
120.5(4)

C225(C224(H224
119.7

C223(C224(H224
119.7

C224(C225(C226
120.5(5)

C224(C225(H225
119.8

C226(C225(H225
119.8

C225(C226(C217
119.4(5)

C225(C226(H226
120.3

C217(C226(H226
120.3

C228(C227(C232
120.7(4)

C228(C227(C213
113.8(4)

C232(C227(C213
125.4(4)

C227(C228(C229
120.4(4)

C227(C228(C216
114.1(3)

C229(C228(C216
125.4(4)

C228(C229(C230
118.5(4)

C228(C229(H229
120.7

C230(C229(H229
120.7

C231(C230(C229
120.6(4)

C231(C230(H230
119.7

C229(C230(H230
119.7

C230(C231(C232
121.0(4)

C230(C231(H231
119.5

C232(C231(H231
119.5

C227(C232(C231
118.7(4)

C227(C232(H232
120.7

C231(C232(H232
120.7

C15'(C10'(C11'
118.0(4)

C15'(C10'(C201
119.2(4)

C11'(C10'(C201
122.8(4)

C12'(C11'(C10'
121.4(4)

C12'(C11'(H11'
119.3

C10'(C11'(H11'
119.3

C13'(C12'(C11'
119.6(4)

C13'(C12'(H12'
120.2

C11'(C12'(H12'
120.2

C12'(C13'(C14'
119.6(4)

C12'(C13'(H13'
120.2

C14'(C13'(H13'
120.2

C15'(C14'(C13'
120.3(4)

C15'(C14'(H14'
119.9

C13'(C14'(H14'
119.9

C10'(C15'(C14'
121.1(4)

C10'(C15'(H15'
119.5

C14'(C15'(H15'
119.5

C25'(C20'(C21'
118.0(4)

C25'(C20'(C202
123.0(4)

C21'(C20'(C202
119.0(4)

C20'(C21'(C22'
121.0(4)

C20'(C21'(H21'
119.5

C22'(C21'(H21'
119.5

C23'(C22'(C21'
120.4(5)

C23'(C22'(H22'
119.8

C21'(C22'(H22'
119.8

C22'(C23'(C24'
119.1(4)

C22'(C23'(H23'
120.5

C24'(C23'(H23'
120.5

C23'(C24'(C25'
120.8(4)

C23'(C24'(H24'
119.6

C25'(C24'(H24'
119.6

C24'(C25'(C20'
120.9(4)

C24'(C25'(H25'
119.6

C20'(C25'(H25'
119.6

C35'(C30'(C31'
117.8(4)

C35'(C30'(C203
121.4(4)

C31'(C30'(C203
120.8(4)

C30'(C31'(C32'
120.9(4)

C30'(C31'(H31'
119.6

C32'(C31'(H31'
119.6

C33'(C32'(C31'
120.0(4)

C33'(C32'(H32'
120.0

C31'(C32'(H32'
120.0

C32'(C33'(C34'
120.4(4)

C32'(C33'(H33'
119.8

C34'(C33'(H33'
119.8

C35'(C34'(C33'
119.2(4)

C35'(C34'(H34'
120.4

C33'(C34'(H34'
120.4

C34'(C35'(C30'
121.6(4)

C34'(C35'(H35'
119.2

C30'(C35'(H35'
119.2

C45'(C40'(C41'
117.6(4)

C45'(C40'(C204
121.7(4)

C41'(C40'(C204
120.6(3)

C42'(C41'(C40'
121.1(4)

C42'(C41'(H41'
119.4

C40'(C41'(H41'
119.4

C41'(C42'(C43'
120.4(4)

C41'(C42'(H42'
119.8

C43'(C42'(H42'
119.8

C42'(C43'(C44'
119.3(4)

C42'(C43'(H43'
120.3

C44'(C43'(H43'
120.3

C45'(C44'(C43'
121.0(4)

C45'(C44'(H44'
119.5

C43'(C44'(H44'
119.5

C44'(C45'(C40'
120.5(4)

C44'(C45'(H45'
119.8

C40'(C45'(H45'
119.8

C51'(C50'(C55'
117.6(4)

C51'(C50'(C205
123.1(4)

C55'(C50'(C205
119.3(3)

C50'(C51'(C52'
120.6(4)

C50'(C51'(H51'
119.7

C52'(C51'(H51'
119.7

C53'(C52'(C51'
120.9(4)

C53'(C52'(H52'
119.6

C51'(C52'(H52'
119.6

C52'(C53'(C54'
119.4(4)

C52'(C53'(H53'
120.3

C54'(C53'(H53'
120.3

C55'(C54'(C53'
119.4(4)

C55'(C54'(H54'
120.3

C53'(C54'(H54'
120.3

C54'(C55'(C50'
122.1(4)

C54'(C55'(H55'
119.0

C50'(C55'(H55'
119.0

Cl1(C1(Cl2
112.7(2)

Cl1(C1(H1A
109.0

Cl2(C1(H1A
109.0

Cl1(C1(H1B
109.0

Cl2(C1(H1B
109.0

H1A(C1(H1B
107.8

Cl4(C2(Cl3
114.5(4)

Cl4(C2(H2A
108.6

Cl3(C2(H2A
108.6

Cl4(C2(H2B
108.6

Cl3(C2(H2B
108.6

H2A(C2(H2B
107.6



Symmetry transformations used to generate equivalent atoms: 
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