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Table 1. Crystal data and structure refinement.

	


Identification code 
2005src0354    

Empirical formula 
C48H36FeN6OS10Zn

Formula weight 
1154.65

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 9.810(13) Å
a = 67.34(8)°


b = 16.222(15) Å
b = 78.62(13)°


c = 17.61(2) Å
(  = 76.86(8)°

Volume
2499(5) Å3
Z
2

Density (calculated)
1.534 Mg / m3
Absorption coefficient
1.232 mm(1
F(000)
1180

Crystal
Sheet; Red

Crystal size
0.24 ( 0.16 ( 0.02 mm3
( range for data collection
3.00 ( 27.48°

Index ranges
(12 ( h ( 12, (20 ( k ( 20, (22 ( l ( 22

Reflections collected
30983

Independent reflections
8874 [Rint = 0.2174]

Completeness to ( = 27.48°
77.4 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9758 and 0.7564

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
8874 / 135 / 624

Goodness-of-fit on F2
1.016

Final R indices [F2 > 2((F2)]
R1 = 0.1549, wR2 = 0.2851

R indices (all data)
R1 = 0.3814, wR2 = 0.3772

Largest diff. peak and hole
1.000 and (0.440 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: SADABS Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. 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 some disorder of the methyl group in the m5phen rings.

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
4944(3)
6868(2)
2289(2)
81(1)
1

Zn1
1002(2)
2284(2)
3126(1)
85(1)
1

C1
260(20)
1667(15)
1824(11)
86(6)
1

C2
1057(18)
2314(13)
1393(10)
66(5)
1

C3
13(19)
1969(16)
296(11)
101(7)
1

S1
(26(7)
1237(4)
2918(3)
110(2)
1

S2
2024(5)
2836(4)
1755(3)
84(2)
1

S3
1070(5)
2679(4)
316(3)
91(2)
1

S4
(581(6)
1322(5)
1277(3)
109(2)
1

S5
(363(6)
1942(5)
(564(4)
126(3)
1

C11
1489(18)
2455(13)
4694(11)
79(6)
1

C12
360(20)
3125(15)
4478(11)
82(6)
1

C13
749(17)
3170(12)
5886(11)
71(5)
1

S11
2412(6)
1748(4)
4187(3)
90(2)
1

S12
(435(5)
3440(4)
3576(3)
84(2)
1

S13
1977(5)
2325(4)
5653(3)
87(2)
1

S14
(325(5)
3760(4)
5117(3)
86(2)
1

S15
701(6)
3419(5)
6720(3)
104(2)
1

C21
3940(18)
7057(13)
724(12)
90(6)
1

C22
3950(20)
7453(15)
(163(12)
101(7)
1

C23
4680(20)
8157(15)
(619(12)
103(7)
1

C24
5430(20)
8503(13)
(223(11)
92(7)
1

C25
5380(20)
8082(13)
643(10)
86(6)
1

C26
6006(18)
8401(13)
1083(11)
83(6)
1

C27
6770(20)
9109(13)
670(13)
87(6)
1

C28
7370(20)
9383(14)
1155(14)
104(7)
1

C29
7230(20)
8939(15)
1996(13)
102(7)
1

C30
6489(18)
8214(13)
2355(11)
81(6)
1

C31
6220(20)
9223(14)
(630(11)
106(8)
1

C32
6840(20)
9531(15)
(220(14)
117(9)
1

C33
6360(30)
9651(19)
(1585(14)
118(11)
0.66(2)

N21
4676(14)
7357(10)
1098(8)
79(5)
1

N22
5904(16)
7924(10)
1921(9)
88(5)
1

C34
7470(60)
10240(40)
(700(30)
118(11)
0.34(2)

C41
2150(20)
8118(15)
2139(12)
107(7)
1

C42
1005(19)
8698(14)
2431(12)
87(6)
1

C43
1007(19)
8757(13)
3195(13)
101(7)
1

C44
2090(18)
8203(13)
3709(12)
86(6)
1

C45
3151(18)
7642(12)
3382(10)
73(6)
1

C46
4184(18)
7059(12)
3854(11)
86(6)
1

C47
4200(20)
7003(14)
4662(10)
88(7)
1

C48
5230(20)
6346(16)
5087(11)
111(9)
1

C49
6180(20)
5795(15)
4719(11)
102(7)
1

C50
6081(18)
5914(13)
3897(11)
87(6)
1

C51
2202(19)
8209(15)
4504(12)
91(7)
1

C52
3170(20)
7646(14)
4961(12)
98(7)
1

C53
1180(30)
8921(19)
4819(17)
119(11)
0.72(2)

N41
3188(14)
7614(9)
2598(8)
73(4)
1

N42
5157(16)
6540(11)
3462(9)
83(5)
1

C54
3200(60)
7730(50)
5680(30)
119(11)
0.28(2)

C61
2800(20)
5653(14)
2821(11)
97(7)
1

C62
2380(20)
4804(17)
2964(14)
128(10)
1

C63
3390(30)
4137(16)
2782(13)
119(10)
1

C64
4830(20)
4238(14)
2482(12)
107(8)
1

C65
5170(20)
5071(14)
2390(11)
89(6)
1

C66
6530(20)
5232(15)
2112(12)
99(7)
1

C67
7570(30)
4576(15)
1926(14)
115(9)
1

C68
8930(20)
4767(17)
1721(13)
118(9)
1

C69
9144(19)
5607(16)
1622(12)
92(7)
1

C70
8030(20)
6230(13)
1805(10)
81(6)
1

C71
5920(30)
3572(13)
2313(14)
105(8)
1

C72
7230(30)
3715(15)
2043(14)
129(10)
1

C73
5680(30)
2620(16)
2425(16)
100(9)
0.71(2)

N61
4146(18)
5761(11)
2548(9)
93(5)
1

N62
6719(16)
6064(11)
2044(8)
82(5)
1

C74
7990(60)
3050(30)
1800(40)
100(9)
0.29(2)

O81
6060(20)
618(14)
2586(12)
146(7)
1

C81
5700(30)
290(18)
3310(20)
112(8)
1

C82
6320(30)
426(18)
3944(14)
143(10)
1

C83
4590(30)
(228(19)
3625(17)
170(13)
1

	


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

	


Fe1(N22
1.969(15)

Fe1(N42
1.967(14)

Fe1(N61
1.978(15)

Fe1(N41
1.980(14)

Fe1(N21
1.985(13)

Fe1(N62
2.006(15)

Zn1(S11
2.319(6)

Zn1(S2
2.328(6)

Zn1(S1
2.333(6)

Zn1(S12
2.373(6)

C1(C2
1.35(2)

C1(S4
1.692(18)

C1(S1
1.765(19)

C2(S2
1.746(17)

C2(S3
1.754(17)

C3(S5
1.646(17)

C3(S4
1.71(2)

C3(S3
1.73(2)

C11(C12
1.37(2)

C11(S11
1.71(2)

C11(S13
1.768(18)

C12(S14
1.748(19)

C12(S12
1.750(18)

C13(S15
1.657(16)

C13(S14
1.722(18)

C13(S13
1.727(17)

C21(N21
1.334(15)

C21(C22
1.442(18)

C21(H21
0.9500

C22(C23
1.381(19)

C22(H22
0.9500

C23(C24
1.425(19)

C23(H23
0.9500

C24(C25
1.406(17)

C24(C31
1.423(19)

C25(C26
1.374(17)

C25(N21
1.388(16)

C26(N22
1.373(16)

C26(C27
1.394(18)

C27(C28
1.375(19)

C27(C32
1.44(2)

C28(C29
1.369(18)

C28(H28
0.9500

C29(C30
1.395(18)

C29(H29
0.9500

C30(N22
1.307(15)

C30(H30
0.9500

C31(C32
1.317(19)

C31(C33
1.54(2)

C31(H31
0.9500

C32(C34
1.33(4)

C32(H32
0.9500

C33(H33A
0.9800

C33(H33B
0.9800

C33(H33C
0.9800

C34(H34A
0.9800

C34(H34B
0.9800

C34(H34C
0.9800

C41(N41
1.343(16)

C41(C42
1.439(18)

C41(H41
0.9500

C42(C43
1.385(18)

C42(H42
0.9500

C43(C44
1.440(19)

C43(H43
0.9500

C44(C45
1.408(17)

C44(C51
1.429(18)

C45(C46
1.380(17)

C45(N41
1.391(16)

C46(C47
1.392(17)

C46(N42
1.385(16)

C47(C48
1.387(19)

C47(C52
1.452(19)

C48(C49
1.385(18)

C48(H48
0.9500

C49(C50
1.406(17)

C49(H49
0.9500

C50(N42
1.302(16)

C50(H50
0.9500

C51(C52
1.316(19)

C51(C53
1.55(2)

C51(H51
0.9500

C52(C54
1.33(4)

C52(H52
0.9500

C53(H53A
0.9800

C53(H53B
0.9800

C53(H53C
0.9800

C54(H54A
0.9800

C54(H54B
0.9800

C54(H54C
0.9800

C61(N61
1.340(16)

C61(C62
1.442(19)

C61(H61
0.9500

C62(C63
1.383(19)

C62(H62
0.9500

C63(C64
1.424(19)

C63(H63
0.9500

C64(C65
1.408(18)

C64(C71
1.418(19)

C65(C66
1.377(17)

C65(N61
1.399(16)

C66(N62
1.360(17)

C66(C67
1.385(18)

C67(C68
1.38(2)

C67(C72
1.44(2)

C68(C69
1.364(19)

C68(H68
0.9500

C69(C70
1.392(17)

C69(H69
0.9500

C70(N62
1.322(15)

C70(H70
0.9500

C71(C72
1.32(2)

C71(C73
1.55(2)

C71(H71
0.9500

C72(C74
1.33(4)

C72(H72
0.9500

C73(H73A
0.9800

C73(H73B
0.9800

C73(H73C
0.9800

C74(H74A
0.9800

C74(H74B
0.9800

C74(H74C
0.9800

O81(C81
1.20(3)

C81(C83
1.42(3)

C81(C82
1.47(3)

C82(H82A
0.9800

C82(H82B
0.9800

C82(H82C
0.9800

C83(H83A
0.9800

C83(H83B
0.9800

C83(H83C
0.9800

N22(Fe1(N42
93.4(6)

N22(Fe1(N61
172.7(7)

N42(Fe1(N61
91.2(6)

N22(Fe1(N41
89.1(6)

N42(Fe1(N41
81.7(6)

N61(Fe1(N41
97.2(7)

N22(Fe1(N21
81.2(6)

N42(Fe1(N21
172.9(7)

N61(Fe1(N21
94.6(6)

N41(Fe1(N21
93.5(6)

N22(Fe1(N62
92.6(7)

N42(Fe1(N62
95.3(6)

N61(Fe1(N62
81.4(7)

N41(Fe1(N62
176.7(6)

N21(Fe1(N62
89.6(6)

S11(Zn1(S2
119.4(2)

S11(Zn1(S1
117.6(2)

S2(Zn1(S1
94.0(2)

S11(Zn1(S12
94.7(2)

S2(Zn1(S12
112.9(2)

S1(Zn1(S12
120.1(2)

C2(C1(S4
117.4(13)

C2(C1(S1
122.7(14)

S4(C1(S1
119.8(14)

C1(C2(S2
129.3(13)

C1(C2(S3
113.6(13)

S2(C2(S3
117.1(12)

S5(C3(S4
125.5(12)

S5(C3(S3
123.7(13)

S4(C3(S3
110.8(9)

C1(S1(Zn1
96.9(8)

C2(S2(Zn1
94.7(7)

C3(S3(C2
98.5(9)

C1(S4(C3
99.6(10)

C12(C11(S11
129.3(14)

C12(C11(S13
111.9(14)

S11(C11(S13
118.8(11)

C11(C12(S14
118.3(14)

C11(C12(S12
124.9(15)

S14(C12(S12
116.7(13)

S15(C13(S14
124.6(10)

S15(C13(S13
123.4(11)

S14(C13(S13
111.9(9)

C11(S11(Zn1
95.7(6)

C12(S12(Zn1
95.2(7)

C13(S13(C11
100.0(9)

C13(S14(C12
97.7(9)

N21(C21(C22
119.7(16)

N21(C21(H21
120.1

C22(C21(H21
120.1

C23(C22(C21
119.9(17)

C23(C22(H22
120.0

C21(C22(H22
120.0

C22(C23(C24
120.8(17)

C22(C23(H23
119.6

C24(C23(H23
119.6

C25(C24(C23
116.1(16)

C25(C24(C31
118.3(15)

C23(C24(C31
125.5(18)

C26(C25(N21
116.8(15)

C26(C25(C24
120.2(16)

N21(C25(C24
123.0(14)

C25(C26(N22
114.7(16)

C25(C26(C27
120.3(16)

N22(C26(C27
124.9(14)

C28(C27(C26
116.6(16)

C28(C27(C32
124.0(18)

C26(C27(C32
119.4(16)

C27(C28(C29
119.1(17)

C27(C28(H28
120.4

C29(C28(H28
120.4

C28(C29(C30
120.4(16)

C28(C29(H29
119.8

C30(C29(H29
119.8

N22(C30(C29
122.9(16)

N22(C30(H30
118.5

C29(C30(H30
118.5

C32(C31(C24
122.2(16)

C32(C31(C33
119.0(18)

C24(C31(C33
118.8(19)

C32(C31(H31
118.9

C24(C31(H31
118.9

C33(C31(H31
0.5

C31(C32(C34
114(3)

C31(C32(C27
119.5(17)

C34(C32(C27
126(3)

C31(C32(H32
120.3

C34(C32(H32
6.3

C27(C32(H32
120.3

C31(C33(H33A
109.5

C31(C33(H33B
109.5

C31(C33(H33C
109.5

C21(N21(C25
120.4(14)

C21(N21(Fe1
127.3(13)

C25(N21(Fe1
112.3(9)

C30(N22(C26
115.9(14)

C30(N22(Fe1
129.4(13)

C26(N22(Fe1
114.7(11)

C32(C34(H34A
109.5

C32(C34(H34B
109.5

H34A(C34(H34B
109.5

C32(C34(H34C
109.5

H34A(C34(H34C
109.5

H34B(C34(H34C
109.5

N41(C41(C42
121.6(15)

N41(C41(H41
119.2

C42(C41(H41
119.2

C43(C42(C41
119.0(16)

C43(C42(H42
120.5

C41(C42(H42
120.5

C42(C43(C44
120.3(16)

C42(C43(H43
119.9

C44(C43(H43
119.9

C45(C44(C51
117.8(15)

C45(C44(C43
116.9(15)

C51(C44(C43
125.2(17)

C46(C45(N41
116.9(15)

C46(C45(C44
120.2(15)

N41(C45(C44
122.8(13)

C45(C46(C47
121.3(16)

C45(C46(N42
114.4(15)

C47(C46(N42
124.3(15)

C48(C47(C46
115.4(16)

C48(C47(C52
126.9(16)

C46(C47(C52
117.6(16)

C47(C48(C49
121.3(15)

C47(C48(H48
119.3

C49(C48(H48
119.3

C48(C49(C50
118.5(15)

C48(C49(H49
120.7

C50(C49(H49
120.7

N42(C50(C49
122.5(15)

N42(C50(H50
118.8

C49(C50(H50
118.8

C52(C51(C44
121.8(16)

C52(C51(C53
119.4(17)

C44(C51(C53
118.7(18)

C52(C51(H51
119.1

C44(C51(H51
119.1

C53(C51(H51
1.8

C51(C52(C54
117(3)

C51(C52(C47
120.6(16)

C54(C52(C47
123(3)

C51(C52(H52
119.7

C54(C52(H52
4.0

C47(C52(H52
119.7

C51(C53(H53A
109.5

C51(C53(H53B
109.5

C51(C53(H53C
109.5

C41(N41(C45
119.2(13)

C41(N41(Fe1
128.9(12)

C45(N41(Fe1
111.7(11)

C50(N42(C46
117.8(13)

C50(N42(Fe1
128.3(13)

C46(N42(Fe1
113.9(11)

C52(C54(H54A
109.5

C52(C54(H54B
109.5

H54A(C54(H54B
109.5

C52(C54(H54C
109.5

H54A(C54(H54C
109.5

H54B(C54(H54C
109.5

N61(C61(C62
119.6(16)

N61(C61(H61
120.2

C62(C61(H61
120.2

C63(C62(C61
118.0(18)

C63(C62(H62
121.0

C61(C62(H62
121.0

C62(C63(C64
123.4(18)

C62(C63(H63
118.3

C64(C63(H63
118.3

C65(C64(C71
118.2(17)

C65(C64(C63
115.5(17)

C71(C64(C63
126.3(19)

C66(C65(N61
118.6(16)

C66(C65(C64
119.9(17)

N61(C65(C64
121.4(16)

N62(C66(C65
113.9(17)

N62(C66(C67
125.8(16)

C65(C66(C67
120.4(18)

C68(C67(C66
116.1(18)

C68(C67(C72
123.7(19)

C66(C67(C72
119.8(19)

C69(C68(C67
119.2(18)

C69(C68(H68
120.4

C67(C68(H68
120.4

C68(C69(C70
120.1(17)

C68(C69(H69
119.9

C70(C69(H69
119.9

N62(C70(C69
122.9(16)

N62(C70(H70
118.6

C69(C70(H70
118.6

C72(C71(C64
122.7(18)

C72(C71(C73
114.7(19)

C64(C71(C73
123(2)

C72(C71(H71
118.7

C64(C71(H71
118.7

C73(C71(H71
4.0

C71(C72(C74
111(3)

C71(C72(C67
119.0(18)

C74(C72(C67
130(3)

C71(C72(H72
120.5

C74(C72(H72
13.0

C67(C72(H72
120.5

C71(C73(H73A
109.5

C71(C73(H73B
109.5

C71(C73(H73C
109.5

C61(N61(C65
122.0(15)

C61(N61(Fe1
126.6(14)

C65(N61(Fe1
111.5(11)

C70(N62(C66
115.5(15)

C70(N62(Fe1
129.9(13)

C66(N62(Fe1
114.6(12)

C72(C74(H74A
109.5

C72(C74(H74B
109.5

H74A(C74(H74B
109.5

C72(C74(H74C
109.5

H74A(C74(H74C
109.5

H74B(C74(H74C
109.5

O81(C81(C83
122(3)

O81(C81(C82
123(3)

C83(C81(C82
115(3)

C81(C82(H82A
109.5

C81(C82(H82B
109.5

H82A(C82(H82B
109.5

C81(C82(H82C
109.5

H82A(C82(H82C
109.5

H82B(C82(H82C
109.5

C81(C83(H83A
109.5

C81(C83(H83B
109.5

H83A(C83(H83B
109.5

C81(C83(H83C
109.5

H83A(C83(H83C
109.5

H83B(C83(H83C
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
Fe1
88(2) 
100(2)
72(2) 
(39(2)
(25(2) 
(21(2)

Zn1
104(2) 
100(2)
65(2) 
(34(1)
(28(1) 
(20(1)

C1
130(17) 
97(17)
45(12) 
(48(12)
(20(12) 
2(14)

C2
83(12) 
71(14)
47(11) 
(18(11)
(38(10) 
0(11)

C3
82(13) 
180(20)
72(14) 
(73(15)
(6(11) 
(35(14)

S1
147(5) 
125(5)
82(4) 
(46(4)
(10(4) 
(56(4)

S2
94(3) 
110(4)
59(3) 
(36(3)
(14(3) 
(24(3)

S3
95(4) 
121(5)
67(3) 
(43(3)
(29(3) 
(4(3)

S4
119(4) 
154(6)
93(4) 
(71(4)
(22(3) 
(43(4)

S5
95(4) 
222(8)
99(4) 
(99(5)
(32(3) 
(6(4)

C11
60(11) 
76(15)
92(15) 
(15(12)
(27(11) 
(4(11)

C12
85(14) 
103(17)
79(14) 
(43(13)
(20(11) 
(26(13)

C13
75(11) 
75(14)
87(13) 
(52(12)
(3(10) 
(23(10)

S11
108(4) 
96(4)
80(4) 
(45(3)
(31(3) 
0(3)

S12
91(3) 
103(4)
64(3) 
(27(3)
(32(3) 
(14(3)

S13
89(3) 
117(5)
71(3) 
(38(3)
(36(3) 
(17(3)

S14
88(3) 
110(4)
79(3) 
(46(3)
(25(3) 
(19(3)

S15
97(4) 
156(6)
86(4) 
(63(4)
(22(3) 
(29(4)

C21
86(13) 
108(18)
99(17) 
(61(15)
(31(12) 
(2(12)

C22
120(19) 
100(20)
81(18) 
(46(15)
(31(14) 
18(16)

C23
92(16) 
100(20)
89(17) 
(40(16)
7(14) 
25(14)

C24
96(16) 
102(19)
84(17) 
(28(15)
(35(13) 
(16(14)

C25
105(16) 
85(17)
62(15) 
(6(13)
(30(12) 
(23(13)

C26
70(13) 
120(20)
83(17) 
(71(16)
(15(12) 
6(13)

C27
83(14) 
79(17)
94(18) 
(16(15)
(36(13) 
(10(12)

C28
100(16) 
110(20)
107(19) 
(43(17)
(9(15) 
(26(14)

C29
81(14) 
150(20)
93(19) 
(62(18)
(17(14) 
(11(15)

C30
66(12) 
100(18)
83(15) 
(45(14)
(7(11) 
(7(12)

C31
82(15) 
110(20)
60(15) 
13(15)
43(12) 
(9(14)

C32
120(20) 
90(20)
160(30) 
(50(20)
(44(19) 
(2(15)

C33
120(20) 
70(20)
110(30) 
10(18)
27(19) 
(24(18)

N21
76(10) 
111(14)
76(11) 
(54(11)
(38(9) 
(4(10)

N22
106(12) 
114(14)
67(11) 
(47(11)
(31(10) 
(17(10)

C34
120(20) 
70(20)
110(30) 
10(18)
27(19) 
(24(18)

C41
101(16) 
160(20)
91(16) 
(58(17)
(29(15) 
(41(16)

C42
73(13) 
126(19)
79(15) 
(56(14)
(4(11) 
(17(13)

C43
71(14) 
93(18)
130(20) 
(31(16)
(7(14) 
(9(12)

C44
71(13) 
100(18)
121(19) 
(70(16)
12(14) 
(46(13)

C45
79(13) 
74(15)
66(13) 
0(12)
(49(12) 
(22(11)

C46
95(15) 
102(18)
98(18) 
(62(15)
(3(14) 
(50(14)

C47
121(18) 
117(19)
39(12) 
(25(13)
(19(12) 
(47(15)

C48
140(20) 
190(30)
52(14) 
(56(17)
(11(15) 
(80(20)

C49
97(16) 
140(20)
62(15) 
(20(14)
(31(12) 
(21(15)

C50
95(15) 
120(20)
61(14) 
(41(14)
(9(12) 
(41(14)

C51
73(14) 
150(20)
93(17) 
(72(17)
(4(12) 
(43(14)

C52
103(17) 
140(20)
100(18) 
(96(18)
17(15) 
(42(16)

C53
120(20) 
160(30)
120(20) 
(110(20)
35(18) 
(50(20)

N41
81(10) 
87(12)
75(11) 
(45(10)
(19(9) 
(20(9)

N42
105(13) 
96(14)
63(11) 
(25(10)
(42(10) 
(23(11)

C54
120(20) 
160(30)
120(20) 
(110(20)
35(18) 
(50(20)

C61
96(16) 
140(20)
59(13) 
(40(14)
(15(12) 
(17(16)

C62
180(30) 
150(30)
101(18) 
(39(19)
(35(18) 
(110(20)

C63
210(30) 
110(20)
71(16) 
(34(15)
(60(20) 
(40(20)

C64
120(20) 
160(30)
69(15) 
(52(16)
(7(14) 
(70(20)

C65
112(18) 
110(20)
86(15) 
(67(15)
(38(14) 
(16(16)

C66
96(18) 
120(20)
83(15) 
(28(16)
(25(13) 
(35(18)

C67
160(30) 
63(19)
110(20) 
(19(16)
(50(20) 
30(20)

C68
150(20) 
120(30)
81(17) 
(33(18)
(51(17) 
20(20)

C69
82(15) 
110(20)
75(15) 
(36(16)
(20(12) 
23(16)

C70
91(15) 
119(19)
45(11) 
(23(12)
(17(11) 
(47(15)

C71
160(20) 
90(20)
70(16) 
(44(15)
3(16) 
(20(20)

C72
180(30) 
90(20)
64(16) 
(7(16)
11(18) 
10(20)

C73
130(20) 
90(20)
90(20) 
(31(18)
(17(17) 
(35(18)

N61
107(14) 
117(16)
72(12) 
(42(11)
(8(10) 
(37(13)

N62
108(14) 
87(14)
63(10) 
(28(10)
(26(9) 
(27(11)

C74
130(20) 
90(20)
90(20) 
(31(18)
(17(17) 
(35(18)

O81
170(17) 
174(19)
104(14) 
(47(14)
(6(13) 
(65(14)

C81
107(19) 
100(20)
120(20) 
(30(20)
0(20) 
(19(16)

C82
130(20) 
160(30)
94(19) 
19(18)
(29(16) 
(31(18)

C83
200(30) 
150(30)
180(30) 
(100(20)
80(20) 
(80(20)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H21
3413
6585
1042
108
1

H22
3450
7230
(434
122
1

H23
4690
8414
(1204
123
1

H28
7886
9874
910
124
1

H29
7639
9125
2338
123
1

H30
6405
7919
2940
97
1

H31
6300
9491
(1218
127
0.34(2)

H32
7330
10028
(507
140
0.66(2)

H33A
5455
10017
(1759
176
0.66(2)

H33B
6625
9171
(1820
176
0.66(2)

H33C
7085
10038
(1782
176
0.66(2)

H34A
6839
10798
(685
176
0.34(2)

H34B
7671
10246
(1266
176
0.34(2)

H34C
8347
10188
(487
176
0.34(2)

H41
2163
8090
1607
128
1

H42
262
9035
2105
104
1

H43
291
9164
3381
121
1

H48
5293
6273
5643
133
1

H49
6891
5347
5016
122
1

H50
6710
5523
3649
105
1

H51
1557
8632
4708
109
0.28(2)

H52
3207
7659
5491
118
0.72(2)

H53A
1354
8827
5378
178
0.72(2)

H53B
204
8856
4833
178
0.72(2)

H53C
1330
9531
4444
178
0.72(2)

H54A
3761
8190
5594
178
0.28(2)

H54B
3614
7145
6068
178
0.28(2)

H54C
2232
7906
5912
178
0.28(2)

H61
2125
6134
2920
117
1

H62
1441
4706
3177
154
1

H63
3118
3582
2862
143
1

H68
9706
4320
1649
141
1

H69
10057
5766
1429
110
1

H70
8208
6800
1757
97
1

H71
5707
2998
2398
126
0.29(2)

H72
7936
3256
1926
155
0.71(2)

H73A
5053
2678
2029
149
0.71(2)

H73B
5241
2331
2991
149
0.71(2)

H73C
6583
2248
2324
149
0.71(2)

H74A
7487
2531
2011
149
0.29(2)

H74B
8904
2858
2019
149
0.29(2)

H74C
8149
3260
1193
149
0.29(2)

H82A
7153
716
3683
215
1

H82B
6596
(162
4373
215
1

H82C
5624
813
4197
215
1

H83A
4452
(448
3203
256
1

H83B
3716
153
3758
256
1

H83C
4829
(745
4126
256
1
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