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Table 1. Crystal data and structure refinement.

	


Identification code 
2008src0843    

Empirical formula 
C24H23NO6
Formula weight 
421.43

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 8.2973(3) Å
( = 98.021(2)°


b = 13.8488(5) Å
( = 90.671(2)°


c = 18.2558(5) Å
(  = 91.166(2)°

Volume
2076.55(12) Å3
Z
4

Density (calculated)
1.348 Mg / m3
Absorption coefficient
0.097 mm(1
F(000)
888

Crystal
Cut Block; Colourless

Crystal size
0.43 ( 0.28 ( 0.16 mm3
( range for data collection
2.97 ( 27.48°

Index ranges
(10 ( h ( 10, (17 ( k ( 17, (23 ( l ( 23

Reflections collected
45024

Independent reflections
9500 [Rint = 0.0820]

Completeness to ( = 27.48°
99.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9846 and 0.9594

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
9500 / 2 / 573

Goodness-of-fit on F2
1.445

Final R indices [F2 > 2((F2)]
R1 = 0.1252, wR2 = 0.3355

R indices (all data)
R1 = 0.1586, wR2 = 0.3725

Extinction coefficient
0.026(7)

Largest diff. peak and hole
0.780 and (0.886 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 using a standard riding model.

The crystal was a merohedral twin (matrix 1 0 0 0 -1 0 0 0 -1) at 20.7%

There was also some disorder in an ethyl group. The lesser occupied group did have a very close contact with its equivalent neighbour but from the percentages this is likely never to happen.

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
5576(6)
7927(4)
3336(3)
30(1)
1

C2
6906(6)
6508(4)
2877(2)
28(1)
1

C3
5307(6)
6155(4)
3142(2)
28(1)
1

C4
4459(6)
7093(4)
3469(2)
28(1)
1

C5
4427(6)
6993(4)
4313(3)
31(1)
1

C6
3082(6)
6251(3)
4415(3)
29(1)
1

C7
3817(6)
5285(4)
4059(3)
29(1)
1

C8
5526(6)
5629(3)
3840(2)
26(1)
1

C9
4434(6)
7937(4)
4825(3)
32(1)
1

C10
2850(20)
9329(15)
5190(20)
51(5)
0.627(16)

C11
1552(19)
9315(9)
5741(8)
70(4)
0.627(16)

C12
8353(6)
8099(4)
2861(3)
30(1)
1

C13
9765(7)
8124(4)
3279(3)
38(1)
1

C14
11062(7)
8702(4)
3108(3)
44(1)
1

C15
10928(7)
9225(4)
2514(3)
42(1)
1

C16
9512(7)
9203(4)
2109(3)
42(1)
1

C17
8215(7)
8641(4)
2283(3)
35(1)
1

C18
6792(6)
4871(3)
3798(2)
24(1)
1

C19
8329(6)
5092(4)
4096(2)
27(1)
1

C20
9493(6)
4371(4)
4071(2)
29(1)
1

C21
9129(6)
3445(4)
3739(2)
28(1)
1

C22
7604(6)
3219(4)
3415(2)
30(1)
1

C23
6460(6)
3928(4)
3448(2)
29(1)
1

C24
11452(7)
2764(4)
4227(3)
46(2)
1

N1
6989(5)
7516(3)
3034(2)
28(1)
1

O1
5354(5)
8788(3)
3474(2)
39(1)
1

O2
7968(5)
6015(3)
2584(2)
35(1)
1

O3
5864(4)
6459(2)
4402(2)
27(1)
1

O4
5582(6)
8293(3)
5184(2)
52(1)
1

O5
3002(5)
8345(3)
4809(2)
44(1)
1

O6
10182(4)
2681(3)
3686(2)
36(1)
1

C110
2900(40)
9260(30)
5290(40)
51(5)
0.373(16)

C111
1180(30)
9544(17)
5331(15)
70(4)
0.373(16)

C31
495(6)
2136(4)
1620(2)
30(1)
1

C32
1880(6)
3548(4)
2121(2)
28(1)
1

C33
276(6)
3901(4)
1862(2)
26(1)
1

C34
(622(6)
2955(3)
1519(2)
28(1)
1

C35
(754(6)
3114(4)
691(2)
26(1)
1

C36
(2079(6)
3875(4)
637(3)
29(1)
1

C37
(1210(6)
4814(4)
975(3)
28(1)
1

C38
474(5)
4455(3)
1172(2)
24(1)
1

C39
(903(6)
2203(4)
138(3)
30(1)
1

C40
(2764(7)
944(4)
(400(3)
42(1)
1

C41
(2608(9)
60(5)
(28(4)
53(2)
1

C42
3274(6)
1970(3)
2094(3)
28(1)
1

C43
3186(7)
1460(4)
2689(3)
35(1)
1

C44
4456(7)
901(4)
2855(3)
39(1)
1

C45
5798(7)
836(4)
2420(3)
43(1)
1

C46
5885(7)
1339(4)
1823(3)
43(1)
1

C47
4634(7)
1912(4)
1655(3)
39(1)
1

C48
1808(6)
5209(3)
1216(2)
24(1)
1

C49
3336(6)
4981(4)
937(3)
26(1)
1

C50
4531(6)
5713(4)
938(2)
28(1)
1

C51
4226(6)
6650(4)
1229(2)
27(1)
1

C52
2730(6)
6884(4)
1539(3)
31(1)
1

C53
1538(6)
6154(4)
1531(2)
30(1)
1

C54
6582(7)
7304(4)
721(3)
44(1)
1

N31
1945(5)
2555(3)
1928(2)
29(1)
1

O31
241(5)
1277(3)
1439(2)
39(1)
1

O32
2972(5)
4043(3)
2441(2)
36(1)
1

O33
699(4)
3647(2)
594(2)
25(1)
1

O34
162(5)
1859(3)
(246(2)
42(1)
1

O35
(2425(4)
1834(3)
119(2)
36(1)
1

O36
5285(4)
7429(3)
1228(2)
34(1)
1

	


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

	


C1(O1
1.202(6)

C1(N1
1.399(6)

C1(C4
1.514(7)

C2(O2
1.209(6)

C2(N1
1.386(6)

C2(C3
1.512(7)

C3(C4
1.539(7)

C3(C8
1.564(6)

C3(H3
1.0000

C4(C5
1.568(6)

C4(H4
1.0000

C5(O3
1.435(6)

C5(C9
1.497(7)

C5(C6
1.533(7)

C6(C7
1.545(7)

C6(H6A
0.9900

C6(H6B
0.9900

C7(C8
1.561(7)

C7(H7A
0.9900

C7(H7B
0.9900

C8(O3
1.451(6)

C8(C18
1.495(7)

C9(O4
1.206(6)

C9(O5
1.327(6)

C10(O5
1.451(11)

C10(C11
1.48(2)

C10(H10A
0.9900

C10(H10B
0.9900

C11(H11A
0.9800

C11(H11B
0.9800

C11(H11C
0.9800

C12(C17
1.384(7)

C12(C13
1.388(7)

C12(N1
1.440(6)

C13(C14
1.392(8)

C13(H13
0.9500

C14(C15
1.391(8)

C14(H14
0.9500

C15(C16
1.379(8)

C15(H15
0.9500

C16(C17
1.381(7)

C16(H16
0.9500

C17(H17
0.9500

C18(C19
1.392(6)

C18(C23
1.392(7)

C19(C20
1.400(7)

C19(H19
0.9500

C20(C21
1.366(7)

C20(H20
0.9500

C21(O6
1.379(6)

C21(C22
1.402(7)

C22(C23
1.375(7)

C22(H22
0.9500

C23(H23
0.9500

C24(O6
1.427(6)

C24(H24A
0.9800

C24(H24B
0.9800

C24(H24C
0.9800

O5(C110
1.448(15)

C110(C111
1.49(3)

C110(H10C
0.9900

C110(H10D
0.9900

C111(H11D
0.9800

C111(H11E
0.9800

C111(H11F
0.9800

C31(O31
1.204(6)

C31(N31
1.403(6)

C31(C34
1.508(7)

C32(O32
1.217(6)

C32(N31
1.373(6)

C32(C33
1.520(6)

C33(C34
1.544(7)

C33(C38
1.572(6)

C33(H33
1.0000

C34(C35
1.561(6)

C34(H34
1.0000

C35(O33
1.426(5)

C35(C39
1.504(7)

C35(C36
1.550(7)

C36(C37
1.522(7)

C36(H36A
0.9900

C36(H36B
0.9900

C37(C38
1.548(6)

C37(H37A
0.9900

C37(H37B
0.9900

C38(O33
1.445(6)

C38(C48
1.499(6)

C39(O34
1.199(6)

C39(O35
1.350(6)

C40(O35
1.467(6)

C40(C41
1.487(8)

C40(H40A
0.9900

C40(H40B
0.9900

C41(H41A
0.9800

C41(H41B
0.9800

C41(H41C
0.9800

C42(C43
1.378(6)

C42(C47
1.389(7)

C42(N31
1.436(6)

C43(C44
1.376(7)

C43(H43
0.9500

C44(C45
1.373(8)

C44(H44
0.9500

C45(C46
1.376(8)

C45(H45
0.9500

C46(C47
1.377(8)

C46(H46
0.9500

C47(H47
0.9500

C48(C53
1.378(7)

C48(C49
1.398(7)

C49(C50
1.402(6)

C49(H49
0.9500

C50(C51
1.362(7)

C50(H50
0.9500

C51(O36
1.378(6)

C51(C52
1.395(7)

C52(C53
1.399(7)

C52(H52
0.9500

C53(H53
0.9500

C54(O36
1.426(6)

C54(H54A
0.9800

C54(H54B
0.9800

C54(H54C
0.9800

O1(C1(N1
124.7(5)

O1(C1(C4
128.1(5)

N1(C1(C4
107.2(4)

O2(C2(N1
124.2(5)

O2(C2(C3
127.3(5)

N1(C2(C3
108.6(4)

C2(C3(C4
104.5(4)

C2(C3(C8
111.5(4)

C4(C3(C8
101.8(4)

C2(C3(H3
112.8

C4(C3(H3
112.8

C8(C3(H3
112.8

C1(C4(C3
105.8(4)

C1(C4(C5
110.3(4)

C3(C4(C5
102.0(4)

C1(C4(H4
112.7

C3(C4(H4
112.7

C5(C4(H4
112.7

O3(C5(C9
111.5(4)

O3(C5(C6
102.9(4)

C9(C5(C6
116.8(4)

O3(C5(C4
101.9(4)

C9(C5(C4
115.2(4)

C6(C5(C4
106.9(4)

C5(C6(C7
101.9(4)

C5(C6(H6A
111.4

C7(C6(H6A
111.4

C5(C6(H6B
111.4

C7(C6(H6B
111.4

H6A(C6(H6B
109.3

C6(C7(C8
102.0(4)

C6(C7(H7A
111.4

C8(C7(H7A
111.4

C6(C7(H7B
111.4

C8(C7(H7B
111.4

H7A(C7(H7B
109.2

O3(C8(C18
113.3(4)

O3(C8(C7
102.2(4)

C18(C8(C7
115.1(4)

O3(C8(C3
100.5(3)

C18(C8(C3
116.5(4)

C7(C8(C3
107.3(4)

O4(C9(O5
124.7(5)

O4(C9(C5
125.2(5)

O5(C9(C5
110.0(4)

O5(C10(C11
108.0(17)

O5(C10(H10A
110.1

C11(C10(H10A
110.1

O5(C10(H10B
110.1

C11(C10(H10B
110.1

H10A(C10(H10B
108.4

C17(C12(C13
121.1(5)

C17(C12(N1
118.7(5)

C13(C12(N1
120.2(4)

C12(C13(C14
119.2(5)

C12(C13(H13
120.4

C14(C13(H13
120.4

C15(C14(C13
119.4(5)

C15(C14(H14
120.3

C13(C14(H14
120.3

C16(C15(C14
120.8(5)

C16(C15(H15
119.6

C14(C15(H15
119.6

C15(C16(C17
120.0(5)

C15(C16(H16
120.0

C17(C16(H16
120.0

C16(C17(C12
119.5(5)

C16(C17(H17
120.2

C12(C17(H17
120.2

C19(C18(C23
118.6(5)

C19(C18(C8
121.1(4)

C23(C18(C8
120.4(4)

C18(C19(C20
120.6(5)

C18(C19(H19
119.7

C20(C19(H19
119.7

C21(C20(C19
119.8(5)

C21(C20(H20
120.1

C19(C20(H20
120.1

C20(C21(O6
124.5(5)

C20(C21(C22
120.2(5)

O6(C21(C22
115.3(4)

C23(C22(C21
119.7(5)

C23(C22(H22
120.1

C21(C22(H22
120.1

C22(C23(C18
121.0(5)

C22(C23(H23
119.5

C18(C23(H23
119.5

O6(C24(H24A
109.5

O6(C24(H24B
109.5

H24A(C24(H24B
109.5

O6(C24(H24C
109.5

H24A(C24(H24C
109.5

H24B(C24(H24C
109.5

C2(N1(C1
113.6(4)

C2(N1(C12
123.7(4)

C1(N1(C12
122.6(4)

C5(O3(C8
98.6(4)

C9(O5(C110
113.8(19)

C9(O5(C10
117.7(11)

C110(O5(C10
9(5)

C21(O6(C24
116.0(4)

O5(C110(C111
108(2)

O5(C110(H10C
110.0

C111(C110(H10C
110.0

O5(C110(H10D
110.0

C111(C110(H10D
110.0

H10C(C110(H10D
108.4

C110(C111(H11D
109.5

C110(C111(H11E
109.5

H11D(C111(H11E
109.5

C110(C111(H11F
109.5

H11D(C111(H11F
109.5

H11E(C111(H11F
109.5

O31(C31(N31
125.2(5)

O31(C31(C34
127.0(5)

N31(C31(C34
107.7(4)

O32(C32(N31
123.6(5)

O32(C32(C33
127.1(5)

N31(C32(C33
109.3(4)

C32(C33(C34
103.8(4)

C32(C33(C38
111.8(4)

C34(C33(C38
101.8(3)

C32(C33(H33
112.9

C34(C33(H33
112.9

C38(C33(H33
112.9

C31(C34(C33
105.7(4)

C31(C34(C35
111.5(4)

C33(C34(C35
101.2(3)

C31(C34(H34
112.5

C33(C34(H34
112.5

C35(C34(H34
112.5

O33(C35(C39
111.3(4)

O33(C35(C36
103.2(3)

C39(C35(C36
115.4(4)

O33(C35(C34
102.4(3)

C39(C35(C34
115.8(4)

C36(C35(C34
107.2(4)

C37(C36(C35
101.4(4)

C37(C36(H36A
111.5

C35(C36(H36A
111.5

C37(C36(H36B
111.5

C35(C36(H36B
111.5

H36A(C36(H36B
109.3

C36(C37(C38
102.7(4)

C36(C37(H37A
111.2

C38(C37(H37A
111.2

C36(C37(H37B
111.2

C38(C37(H37B
111.2

H37A(C37(H37B
109.1

O33(C38(C48
113.0(3)

O33(C38(C37
102.1(4)

C48(C38(C37
115.1(4)

O33(C38(C33
100.7(3)

C48(C38(C33
116.5(4)

C37(C38(C33
107.5(3)

O34(C39(O35
124.4(5)

O34(C39(C35
125.2(4)

O35(C39(C35
110.4(4)

O35(C40(C41
111.1(5)

O35(C40(H40A
109.4

C41(C40(H40A
109.4

O35(C40(H40B
109.4

C41(C40(H40B
109.4

H40A(C40(H40B
108.0

C40(C41(H41A
109.5

C40(C41(H41B
109.5

H41A(C41(H41B
109.5

C40(C41(H41C
109.5

H41A(C41(H41C
109.5

H41B(C41(H41C
109.5

C43(C42(C47
120.2(5)

C43(C42(N31
119.5(4)

C47(C42(N31
120.3(4)

C44(C43(C42
120.0(5)

C44(C43(H43
120.0

C42(C43(H43
120.0

C45(C44(C43
120.0(5)

C45(C44(H44
120.0

C43(C44(H44
120.0

C44(C45(C46
120.1(5)

C44(C45(H45
120.0

C46(C45(H45
120.0

C45(C46(C47
120.6(5)

C45(C46(H46
119.7

C47(C46(H46
119.7

C46(C47(C42
119.1(5)

C46(C47(H47
120.5

C42(C47(H47
120.5

C53(C48(C49
118.4(4)

C53(C48(C38
120.0(4)

C49(C48(C38
121.6(4)

C48(C49(C50
120.5(5)

C48(C49(H49
119.7

C50(C49(H49
119.7

C51(C50(C49
120.3(4)

C51(C50(H50
119.9

C49(C50(H50
119.9

C50(C51(O36
124.9(4)

C50(C51(C52
120.1(4)

O36(C51(C52
115.0(4)

C51(C52(C53
119.4(5)

C51(C52(H52
120.3

C53(C52(H52
120.3

C48(C53(C52
121.2(5)

C48(C53(H53
119.4

C52(C53(H53
119.4

O36(C54(H54A
109.5

O36(C54(H54B
109.5

H54A(C54(H54B
109.5

O36(C54(H54C
109.5

H54A(C54(H54C
109.5

H54B(C54(H54C
109.5

C32(N31(C31
113.1(4)

C32(N31(C42
124.7(4)

C31(N31(C42
121.8(4)

C35(O33(C38
98.2(3)

C39(O35(C40
116.9(4)

C51(O36(C54
116.9(4)

	


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
23(2) 
45(3)
27(2) 
18(2)
5(2) 
3(2)

C2
27(3) 
39(3)
20(2) 
14(2)
2(2) 
(1(2)

C3
22(2) 
39(3)
25(2) 
16(2)
1(2) 
(4(2)

C4
21(2) 
41(3)
25(2) 
20(2)
(1(2) 
0(2)

C5
19(2) 
48(3)
31(2) 
26(2)
(2(2) 
4(2)

C6
24(2) 
37(3)
30(2) 
19(2)
2(2) 
1(2)

C7
24(2) 
40(3)
28(2) 
20(2)
0(2) 
(2(2)

C8
22(2) 
34(3)
25(2) 
16(2)
3(2) 
(1(2)

C9
29(3) 
42(3)
28(2) 
18(2)
1(2) 
4(2)

C10
34(4) 
51(5)
67(10) 
6(5)
7(4) 
1(3)

C11
89(9) 
52(6)
70(9) 
7(6)
44(8) 
2(6)

C12
23(2) 
35(3)
35(2) 
15(2)
2(2) 
0(2)

C13
30(3) 
44(3)
43(3) 
21(2)
0(2) 
6(2)

C14
27(3) 
49(4)
57(3) 
11(3)
(1(3) 
(1(2)

C15
28(3) 
43(3)
58(3) 
12(3)
14(3) 
(2(2)

C16
43(3) 
39(3)
47(3) 
22(2)
10(3) 
(6(3)

C17
34(3) 
40(3)
35(3) 
18(2)
3(2) 
(4(2)

C18
20(2) 
35(3)
22(2) 
15(2)
2(2) 
2(2)

C19
19(2) 
39(3)
25(2) 
15(2)
(2(2) 
(6(2)

C20
19(2) 
43(3)
28(2) 
17(2)
(2(2) 
(2(2)

C21
24(2) 
41(3)
23(2) 
15(2)
0(2) 
7(2)

C22
30(3) 
34(3)
28(2) 
10(2)
(2(2) 
(1(2)

C23
22(2) 
40(3)
29(2) 
16(2)
(6(2) 
1(2)

C24
34(3) 
51(4)
54(3) 
7(3)
(18(3) 
15(3)

N1
20(2) 
36(2)
31(2) 
17(2)
5(2) 
0(2)

O1
36(2) 
34(2)
51(2) 
22(2)
12(2) 
7(2)

O2
30(2) 
43(2)
35(2) 
17(2)
11(2) 
2(2)

O3
19(2) 
38(2)
27(2) 
15(1)
0(1) 
2(1)

O4
47(3) 
45(2)
60(3) 
(3(2)
(24(2) 
9(2)

O5
24(2) 
51(2)
56(2) 
5(2)
1(2) 
6(2)

O6
26(2) 
44(2)
40(2) 
6(2)
(6(2) 
10(2)

C110
34(4) 
51(5)
67(10) 
6(5)
7(4) 
1(3)

C111
89(9) 
52(6)
70(9) 
7(6)
44(8) 
2(6)

C31
27(2) 
40(3)
26(2) 
21(2)
(4(2) 
(5(2)

C32
23(2) 
43(3)
21(2) 
19(2)
(2(2) 
(5(2)

C33
21(2) 
37(3)
23(2) 
18(2)
0(2) 
4(2)

C34
23(2) 
40(3)
24(2) 
17(2)
2(2) 
(6(2)

C35
19(2) 
39(3)
26(2) 
22(2)
2(2) 
(4(2)

C36
25(2) 
40(3)
27(2) 
18(2)
(4(2) 
0(2)

C37
21(2) 
41(3)
25(2) 
17(2)
(3(2) 
2(2)

C38
16(2) 
37(3)
24(2) 
20(2)
1(2) 
(1(2)

C39
24(2) 
40(3)
32(2) 
24(2)
3(2) 
(6(2)

C40
35(3) 
45(3)
48(3) 
16(3)
(2(2) 
(8(2)

C41
50(4) 
47(4)
64(4) 
13(3)
(3(3) 
(4(3)

C42
25(2) 
30(3)
30(2) 
14(2)
(2(2) 
(2(2)

C43
30(3) 
47(3)
34(2) 
24(2)
1(2) 
2(2)

C44
35(3) 
43(3)
41(3) 
19(2)
(8(2) 
2(2)

C45
31(3) 
38(3)
59(3) 
8(3)
(15(3) 
5(2)

C46
24(3) 
49(4)
56(3) 
10(3)
3(2) 
(4(2)

C47
31(3) 
50(3)
41(3) 
22(3)
2(2) 
(12(2)

C48
20(2) 
35(3)
21(2) 
18(2)
(5(2) 
(2(2)

C49
22(2) 
28(2)
30(2) 
14(2)
(3(2) 
2(2)

C50
14(2) 
45(3)
27(2) 
16(2)
(3(2) 
(1(2)

C51
19(2) 
40(3)
25(2) 
16(2)
(2(2) 
(6(2)

C52
28(3) 
35(3)
31(2) 
12(2)
4(2) 
(2(2)

C53
24(2) 
41(3)
28(2) 
13(2)
3(2) 
(3(2)

C54
33(3) 
49(3)
52(3) 
13(3)
15(3) 
(11(3)

N31
22(2) 
39(2)
29(2) 
18(2)
(5(2) 
(4(2)

O31
32(2) 
39(2)
49(2) 
23(2)
(11(2) 
(7(2)

O32
32(2) 
44(2)
37(2) 
20(2)
(13(2) 
(6(2)

O33
19(2) 
36(2)
24(2) 
18(1)
2(1) 
(2(1)

O34
33(2) 
49(2)
45(2) 
8(2)
11(2) 
(7(2)

O35
24(2) 
43(2)
44(2) 
15(2)
(1(2) 
(11(2)

O36
23(2) 
41(2)
40(2) 
10(2)
2(2) 
(8(2)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H3
4660
5756
2739
33
1

H4
3356
7144
3252
33
1

H6A
2077
6391
4156
35
1

H6B
2856
6240
4945
35
1

H7A
3183
4988
3619
35
1

H7B
3888
4811
4416
35
1

H10A
2576
9779
4835
61
0.627(16)

H10B
3878
9556
5444
61
0.627(16)

H11A
547
9068
5489
106
0.627(16)

H11B
1397
9978
5995
106
0.627(16)

H11C
1854
8890
6105
106
0.627(16)

H13
9845
7753
3678
45
1

H14
12030
8738
3395
53
1

H15
11824
9602
2385
51
1

H16
9428
9574
1710
50
1

H17
7234
8627
2007
42
1

H19
8590
5739
4318
32
1

H20
10533
4525
4283
35
1

H22
7361
2579
3174
36
1

H23
5427
3772
3227
35
1

H24A
12292
3214
4095
69
1

H24B
11912
2121
4244
69
1

H24C
11024
3014
4713
69
1

H10C
3552
9772
5098
61
0.373(16)

H10D
3310
9192
5793
61
0.373(16)

H11D
730
9514
4829
106
0.373(16)

H11E
1100
10210
5591
106
0.373(16)

H11F
568
9095
5599
106
0.373(16)

H33
(334
4281
2271
31
1

H34
(1699
2874
1746
34
1

H36A
(2406
3899
116
35
1

H36B
(3040
3738
925
35
1

H37A
(1765
5123
1421
34
1

H37B
(1131
5284
614
34
1

H40A
(2003
910
(815
50
1

H40B
(3871
964
(605
50
1

H41A
(1518
45
182
80
1

H41B
(2807
(524
(389
80
1

H41C
(3398
78
369
80
1

H43
2249
1494
2985
42
1

H44
4404
559
3272
46
1

H45
6668
442
2532
51
1

H46
6817
1291
1524
51
1

H47
4700
2263
1245
47
1

H49
3568
4326
745
31
1

H50
5557
5554
735
33
1

H52
2523
7534
1754
37
1

H53
524
6312
1747
36
1

H54A
7380
6875
897
66
1

H54B
7089
7940
682
66
1

H54C
6167
7012
233
66
1
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