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Table 1. Crystal data and structure refinement.

	


Identification code 
2008src0845    

Empirical formula 
C23H20N2O6
Formula weight 
420.41

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/n 

Unit cell dimensions
a = 21.5955(7) Å
( = 90°


b = 9.5241(3) Å
( = 107.4310(10)°


c = 30.6167(10) Å
(  = 90°

Volume
6008.0(3) Å3
Z
12

Density (calculated)
1.394 Mg / m3
Absorption coefficient
0.102 mm(1
F(000)
2640

Crystal
Cut Block; Colourless

Crystal size
0.16 ( 0.13 ( 0.09 mm3
( range for data collection
2.91 ( 27.48°

Index ranges
(27 ( h ( 27, (12 ( k ( 12, (38 ( l ( 39

Reflections collected
52032

Independent reflections
13704 [Rint = 0.0509]

Completeness to ( = 27.48°
99.4 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9909 and 0.9838

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
13704 / 0 / 844

Goodness-of-fit on F2
1.068

Final R indices [F2 > 2((F2)]
R1 = 0.0795, wR2 = 0.1414

R indices (all data)
R1 = 0.1262, wR2 = 0.1653

Largest diff. peak and hole
0.331 and (0.271 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.

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
9634(1)
(167(3)
3227(1)
20(1)
1

C2
10605(1)
(837(3)
3761(1)
19(1)
1

C3
10659(1)
(1324(3)
3302(1)
18(1)
1

C4
9995(1)
(986(3)
2956(1)
18(1)
1

C5
10193(1)
18(3)
2618(1)
18(1)
1

C6
10548(1)
(951(3)
2367(1)
19(1)
1

C7
11121(1)
(408(3)
3104(1)
18(1)
1

C8
9684(1)
996(3)
2328(1)
20(1)
1

C9
8698(1)
1086(3)
1728(1)
29(1)
1

C10
11769(1)
34(3)
3411(1)
23(1)
1

C11
9776(1)
413(3)
4049(1)
19(1)
1

C12
9141(1)
143(3)
4042(1)
24(1)
1

C13
8921(2)
702(3)
4387(1)
28(1)
1

C14
9336(2)
1469(3)
4742(1)
28(1)
1

C15
9965(2)
1734(3)
4741(1)
26(1)
1

C16
10188(1)
1223(3)
4389(1)
23(1)
1

C17
11558(1)
(2314(3)
2658(1)
20(1)
1

C18
12205(1)
(1911(3)
2592(1)
20(1)
1

C19
12781(1)
(2342(3)
2907(1)
29(1)
1

C20
13377(2)
(2076(4)
2834(1)
37(1)
1

C21
13395(2)
(1380(3)
2444(1)
34(1)
1

C22
12828(2)
(937(4)
2130(1)
35(1)
1

C23
12235(2)
(1192(3)
2206(1)
31(1)
1

N1
10007(1)
(168(2)
3691(1)
18(1)
1

N2
11137(1)
(1121(2)
2678(1)
19(1)
1

O1
9118(1)
414(2)
3072(1)
28(1)
1

O2
11003(1)
(1011(2)
4129(1)
25(1)
1

O3
10719(1)
777(2)
2920(1)
19(1)
1

O4
10332(1)
(1516(2)
1996(1)
24(1)
1

O5
9708(1)
2254(2)
2360(1)
25(1)
1

O6
9215(1)
256(2)
2036(1)
24(1)
1

C31
3722(1)
138(3)
88(1)
20(1)
1

C32
2770(1)
910(3)
(444(1)
20(1)
1

C33
2721(1)
1406(3)
16(1)
18(1)
1

C34
3378(1)
994(3)
363(1)
18(1)
1

C35
3151(1)
14(3)
695(1)
18(1)
1

C36
2814(1)
1017(3)
946(1)
19(1)
1

C37
2238(1)
546(3)
204(1)
19(1)
1

C38
3635(1)
(1009(3)
986(1)
19(1)
1

C39
4599(2)
(1182(3)
1602(1)
30(1)
1

C40
1576(1)
178(3)
(108(1)
23(1)
1

C41
3580(1)
(408(3)
(734(1)
18(1)
1

C42
3157(1)
(1157(3)
(1083(1)
22(1)
1

C43
3372(2)
(1672(3)
(1438(1)
24(1)
1

C44
4011(2)
(1468(3)
(1428(1)
26(1)
1

C45
4439(2)
(754(3)
(1067(1)
28(1)
1

C46
4222(1)
(207(3)
(720(1)
25(1)
1

C47
1812(1)
2417(3)
673(1)
22(1)
1

C48
1239(1)
1966(3)
828(1)
21(1)
1

C49
719(2)
2883(4)
761(1)
32(1)
1

C50
195(2)
2530(4)
912(1)
44(1)
1

C51
190(2)
1281(4)
1139(1)
43(1)
1

C52
709(2)
378(4)
1211(1)
36(1)
1

C53
1229(1)
705(3)
1052(1)
26(1)
1

N31
3358(1)
190(2)
(373(1)
18(1)
1

N32
2238(1)
1267(2)
634(1)
19(1)
1

O31
4223(1)
(497(2)
245(1)
27(1)
1

O32
2380(1)
1122(2)
(814(1)
24(1)
1

O33
2610(1)
(684(2)
386(1)
18(1)
1

O34
3028(1)
1524(2)
1327(1)
23(1)
1

O35
3573(1)
(2258(2)
958(1)
25(1)
1

O36
4115(1)
(309(2)
1282(1)
23(1)
1

C61
7917(1)
5056(3)
1563(1)
19(1)
1

C62
8862(1)
5857(3)
2096(1)
19(1)
1

C63
8915(1)
6307(3)
1633(1)
18(1)
1

C64
8266(1)
5889(3)
1286(1)
18(1)
1

C65
8493(1)
4877(3)
964(1)
17(1)
1

C66
8850(1)
5827(3)
711(1)
17(1)
1

C67
9405(1)
5390(3)
1463(1)
18(1)
1

C68
8003(1)
3863(3)
673(1)
19(1)
1

C69
7028(1)
3729(3)
65(1)
28(1)
1

C70
10045(1)
5020(3)
1797(1)
22(1)
1

C71
8067(1)
4497(3)
2385(1)
20(1)
1

C72
8502(1)
3740(3)
2730(1)
22(1)
1

C73
8294(2)
3193(3)
3083(1)
26(1)
1

C74
7656(2)
3378(3)
3084(1)
27(1)
1

C75
7222(2)
4102(3)
2728(1)
27(1)
1

C76
7427(1)
4687(3)
2379(1)
24(1)
1

C77
9848(1)
7241(3)
1001(1)
20(1)
1

C78
10442(1)
6864(3)
862(1)
22(1)
1

C79
10405(2)
6800(4)
402(1)
36(1)
1

C80
10959(2)
6549(4)
272(2)
53(1)
1

C81
11547(2)
6373(4)
598(2)
60(1)
1

C82
11592(2)
6440(5)
1053(2)
56(1)
1

C83
11038(2)
6676(4)
1184(1)
38(1)
1

N61
8278(1)
5113(2)
2022(1)
19(1)
1

N62
9435(1)
6043(2)
1031(1)
17(1)
1

O61
7416(1)
4423(2)
1409(1)
27(1)
1

O62
9247(1)
6092(2)
2464(1)
25(1)
1

O63
9021(1)
4167(2)
1285(1)
18(1)
1

O64
8648(1)
6327(2)
330(1)
23(1)
1

O65
8057(1)
2607(2)
695(1)
26(1)
1

O66
7523(1)
4582(2)
382(1)
22(1)
1

	


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

	


C1(O1
1.205(3)

C1(N1
1.407(3)

C1(C4
1.516(4)

C2(O2
1.208(3)

C2(N1
1.397(3)

C2(C3
1.517(4)

C3(C4
1.539(4)

C3(C7
1.576(4)

C3(H3
1.0000

C4(C5
1.559(4)

C4(H4
1.0000

C5(O3
1.428(3)

C5(C8
1.509(4)

C5(C6
1.544(4)

C6(O4
1.215(3)

C6(N2
1.352(3)

C7(O3
1.433(3)

C7(N2
1.480(3)

C7(C10
1.493(4)

C8(O5
1.202(3)

C8(O6
1.336(3)

C9(O6
1.459(3)

C9(H9A
0.9800

C9(H9B
0.9800

C9(H9C
0.9800

C10(H10A
0.9800

C10(H10B
0.9800

C10(H10C
0.9800

C11(C16
1.384(4)

C11(C12
1.390(4)

C11(N1
1.443(3)

C12(C13
1.386(4)

C12(H12
0.9500

C13(C14
1.391(4)

C13(H13
0.9500

C14(C15
1.383(4)

C14(H14
0.9500

C15(C16
1.395(4)

C15(H15
0.9500

C16(H16
0.9500

C17(N2
1.468(3)

C17(C18
1.519(4)

C17(H17A
0.9900

C17(H17B
0.9900

C18(C23
1.386(4)

C18(C19
1.388(4)

C19(C20
1.392(4)

C19(H19
0.9500

C20(C21
1.378(5)

C20(H20
0.9500

C21(C22
1.376(5)

C21(H21
0.9500

C22(C23
1.389(4)

C22(H22
0.9500

C23(H23
0.9500

C31(O31
1.207(3)

C31(N31
1.394(4)

C31(C34
1.517(4)

C32(O32
1.209(3)

C32(N31
1.402(3)

C32(C33
1.518(4)

C33(C34
1.547(4)

C33(C37
1.565(4)

C33(H33
1.0000

C34(C35
1.562(4)

C34(H34
1.0000

C35(O33
1.428(3)

C35(C38
1.509(4)

C35(C36
1.540(4)

C36(O34
1.220(3)

C36(N32
1.342(4)

C37(O33
1.435(3)

C37(N32
1.484(3)

C37(C40
1.503(4)

C38(O35
1.197(3)

C38(O36
1.333(3)

C39(O36
1.460(3)

C39(H39A
0.9800

C39(H39B
0.9800

C39(H39C
0.9800

C40(H40A
0.9800

C40(H40B
0.9800

C40(H40C
0.9800

C41(C42
1.379(4)

C41(C46
1.388(4)

C41(N31
1.447(3)

C42(C43
1.394(4)

C42(H42
0.9500

C43(C44
1.385(4)

C43(H43
0.9500

C44(C45
1.388(4)

C44(H44
0.9500

C45(C46
1.385(4)

C45(H45
0.9500

C46(H46
0.9500

C47(N32
1.458(3)

C47(C48
1.515(4)

C47(H47A
0.9900

C47(H47B
0.9900

C48(C53
1.386(4)

C48(C49
1.387(4)

C49(C50
1.388(5)

C49(H49
0.9500

C50(C51
1.379(6)

C50(H50
0.9500

C51(C52
1.377(5)

C51(H51
0.9500

C52(C53
1.387(4)

C52(H52
0.9500

C53(H53
0.9500

C61(O61
1.206(3)

C61(N61
1.391(4)

C61(C64
1.515(4)

C62(O62
1.206(3)

C62(N61
1.405(3)

C62(C63
1.518(4)

C63(C64
1.536(4)

C63(C67
1.574(4)

C63(H63
1.0000

C64(C65
1.560(4)

C64(H64
1.0000

C65(O63
1.432(3)

C65(C68
1.510(4)

C65(C66
1.538(4)

C66(O64
1.215(3)

C66(N62
1.363(3)

C67(O63
1.439(3)

C67(N62
1.481(3)

C67(C70
1.494(4)

C68(O65
1.201(3)

C68(O66
1.335(3)

C69(O66
1.458(3)

C69(H69A
0.9800

C69(H69B
0.9800

C69(H69C
0.9800

C70(H70A
0.9800

C70(H70B
0.9800

C70(H70C
0.9800

C71(C72
1.387(4)

C71(C76
1.389(4)

C71(N61
1.445(3)

C72(C73
1.391(4)

C72(H72
0.9500

C73(C74
1.390(4)

C73(H73
0.9500

C74(C75
1.389(4)

C74(H74
0.9500

C75(C76
1.389(4)

C75(H75
0.9500

C76(H76
0.9500

C77(N62
1.469(3)

C77(C78
1.511(4)

C77(H77A
0.9900

C77(H77B
0.9900

C78(C83
1.380(4)

C78(C79
1.388(4)

C79(C80
1.389(5)

C79(H79
0.9500

C80(C81
1.370(6)

C80(H80
0.9500

C81(C82
1.368(6)

C81(H81
0.9500

C82(C83
1.390(5)

C82(H82
0.9500

C83(H83
0.9500

O1(C1(N1
125.6(3)

O1(C1(C4
125.8(3)

N1(C1(C4
108.6(2)

O2(C2(N1
124.9(3)

O2(C2(C3
126.3(2)

N1(C2(C3
108.8(2)

C2(C3(C4
105.0(2)

C2(C3(C7
114.8(2)

C4(C3(C7
100.8(2)

C2(C3(H3
111.8

C4(C3(H3
111.8

C7(C3(H3
111.8

C1(C4(C3
104.9(2)

C1(C4(C5
109.7(2)

C3(C4(C5
101.6(2)

C1(C4(H4
113.3

C3(C4(H4
113.3

C5(C4(H4
113.3

O3(C5(C8
111.5(2)

O3(C5(C6
102.0(2)

C8(C5(C6
117.3(2)

O3(C5(C4
101.7(2)

C8(C5(C4
118.2(2)

C6(C5(C4
103.8(2)

O4(C6(N2
128.5(3)

O4(C6(C5
128.4(2)

N2(C6(C5
102.9(2)

O3(C7(N2
100.7(2)

O3(C7(C10
111.6(2)

N2(C7(C10
114.7(2)

O3(C7(C3
102.0(2)

N2(C7(C3
105.6(2)

C10(C7(C3
119.8(2)

O5(C8(O6
125.9(3)

O5(C8(C5
124.2(3)

O6(C8(C5
109.9(2)

O6(C9(H9A
109.5

O6(C9(H9B
109.5

H9A(C9(H9B
109.5

O6(C9(H9C
109.5

H9A(C9(H9C
109.5

H9B(C9(H9C
109.5

C7(C10(H10A
109.5

C7(C10(H10B
109.5

H10A(C10(H10B
109.5

C7(C10(H10C
109.5

H10A(C10(H10C
109.5

H10B(C10(H10C
109.5

C16(C11(C12
121.6(3)

C16(C11(N1
119.6(2)

C12(C11(N1
118.8(3)

C13(C12(C11
118.6(3)

C13(C12(H12
120.7

C11(C12(H12
120.7

C12(C13(C14
120.6(3)

C12(C13(H13
119.7

C14(C13(H13
119.7

C15(C14(C13
119.9(3)

C15(C14(H14
120.0

C13(C14(H14
120.0

C14(C15(C16
120.3(3)

C14(C15(H15
119.9

C16(C15(H15
119.9

C11(C16(C15
118.9(3)

C11(C16(H16
120.6

C15(C16(H16
120.6

N2(C17(C18
114.5(2)

N2(C17(H17A
108.6

C18(C17(H17A
108.6

N2(C17(H17B
108.6

C18(C17(H17B
108.6

H17A(C17(H17B
107.6

C23(C18(C19
118.5(3)

C23(C18(C17
121.2(3)

C19(C18(C17
120.2(3)

C18(C19(C20
121.0(3)

C18(C19(H19
119.5

C20(C19(H19
119.5

C21(C20(C19
119.6(3)

C21(C20(H20
120.2

C19(C20(H20
120.2

C22(C21(C20
120.1(3)

C22(C21(H21
120.0

C20(C21(H21
120.0

C21(C22(C23
120.2(3)

C21(C22(H22
119.9

C23(C22(H22
119.9

C18(C23(C22
120.6(3)

C18(C23(H23
119.7

C22(C23(H23
119.7

C2(N1(C1
112.3(2)

C2(N1(C11
124.9(2)

C1(N1(C11
122.8(2)

C6(N2(C17
121.7(2)

C6(N2(C7
107.5(2)

C17(N2(C7
124.8(2)

C5(O3(C7
97.31(19)

C8(O6(C9
115.3(2)

O31(C31(N31
126.0(3)

O31(C31(C34
125.2(3)

N31(C31(C34
108.8(2)

O32(C32(N31
124.8(3)

O32(C32(C33
126.5(2)

N31(C32(C33
108.6(2)

C32(C33(C34
104.7(2)

C32(C33(C37
114.6(2)

C34(C33(C37
101.0(2)

C32(C33(H33
111.9

C34(C33(H33
111.9

C37(C33(H33
111.9

C31(C34(C33
104.8(2)

C31(C34(C35
109.9(2)

C33(C34(C35
101.3(2)

C31(C34(H34
113.3

C33(C34(H34
113.3

C35(C34(H34
113.3

O33(C35(C38
112.0(2)

O33(C35(C36
101.8(2)

C38(C35(C36
116.9(2)

O33(C35(C34
101.6(2)

C38(C35(C34
118.3(2)

C36(C35(C34
103.9(2)

O34(C36(N32
128.0(3)

O34(C36(C35
128.5(3)

N32(C36(C35
103.4(2)

O33(C37(N32
100.6(2)

O33(C37(C40
111.8(2)

N32(C37(C40
114.7(2)

O33(C37(C33
102.2(2)

N32(C37(C33
105.1(2)

C40(C37(C33
120.0(2)

O35(C38(O36
126.3(3)

O35(C38(C35
123.8(3)

O36(C38(C35
109.8(2)

O36(C39(H39A
109.5

O36(C39(H39B
109.5

H39A(C39(H39B
109.5

O36(C39(H39C
109.5

H39A(C39(H39C
109.5

H39B(C39(H39C
109.5

C37(C40(H40A
109.5

C37(C40(H40B
109.5

H40A(C40(H40B
109.5

C37(C40(H40C
109.5

H40A(C40(H40C
109.5

H40B(C40(H40C
109.5

C42(C41(C46
121.3(3)

C42(C41(N31
120.1(2)

C46(C41(N31
118.7(2)

C41(C42(C43
119.2(3)

C41(C42(H42
120.4

C43(C42(H42
120.4

C44(C43(C42
119.8(3)

C44(C43(H43
120.1

C42(C43(H43
120.1

C43(C44(C45
120.5(3)

C43(C44(H44
119.7

C45(C44(H44
119.7

C46(C45(C44
119.9(3)

C46(C45(H45
120.0

C44(C45(H45
120.0

C45(C46(C41
119.2(3)

C45(C46(H46
120.4

C41(C46(H46
120.4

N32(C47(C48
114.1(2)

N32(C47(H47A
108.7

C48(C47(H47A
108.7

N32(C47(H47B
108.7

C48(C47(H47B
108.7

H47A(C47(H47B
107.6

C53(C48(C49
119.2(3)

C53(C48(C47
122.4(3)

C49(C48(C47
118.4(3)

C48(C49(C50
120.2(3)

C48(C49(H49
119.9

C50(C49(H49
119.9

C51(C50(C49
120.5(3)

C51(C50(H50
119.8

C49(C50(H50
119.8

C52(C51(C50
119.4(3)

C52(C51(H51
120.3

C50(C51(H51
120.3

C51(C52(C53
120.6(3)

C51(C52(H52
119.7

C53(C52(H52
119.7

C48(C53(C52
120.1(3)

C48(C53(H53
119.9

C52(C53(H53
119.9

C31(N31(C32
112.6(2)

C31(N31(C41
122.9(2)

C32(N31(C41
124.5(2)

C36(N32(C47
123.2(2)

C36(N32(C37
107.6(2)

C47(N32(C37
126.0(2)

C35(O33(C37
97.39(19)

C38(O36(C39
115.2(2)

O61(C61(N61
125.4(3)

O61(C61(C64
125.6(3)

N61(C61(C64
108.9(2)

O62(C62(N61
125.4(3)

O62(C62(C63
126.6(2)

N61(C62(C63
108.0(2)

C62(C63(C64
105.3(2)

C62(C63(C67
113.4(2)

C64(C63(C67
101.1(2)

C62(C63(H63
112.1

C64(C63(H63
112.1

C67(C63(H63
112.1

C61(C64(C63
104.7(2)

C61(C64(C65
109.5(2)

C63(C64(C65
101.7(2)

C61(C64(H64
113.4

C63(C64(H64
113.4

C65(C64(H64
113.4

O63(C65(C68
112.1(2)

O63(C65(C66
102.0(2)

C68(C65(C66
116.7(2)

O63(C65(C64
101.1(2)

C68(C65(C64
118.0(2)

C66(C65(C64
104.7(2)

O64(C66(N62
128.3(3)

O64(C66(C65
128.7(2)

N62(C66(C65
102.9(2)

O63(C67(N62
100.1(2)

O63(C67(C70
112.2(2)

N62(C67(C70
115.5(2)

O63(C67(C63
101.9(2)

N62(C67(C63
106.0(2)

C70(C67(C63
118.8(2)

O65(C68(O66
126.2(3)

O65(C68(C65
124.3(3)

O66(C68(C65
109.4(2)

O66(C69(H69A
109.5

O66(C69(H69B
109.5

H69A(C69(H69B
109.5

O66(C69(H69C
109.5

H69A(C69(H69C
109.5

H69B(C69(H69C
109.5

C67(C70(H70A
109.5

C67(C70(H70B
109.5

H70A(C70(H70B
109.5

C67(C70(H70C
109.5

H70A(C70(H70C
109.5

H70B(C70(H70C
109.5

C72(C71(C76
121.5(3)

C72(C71(N61
119.9(2)

C76(C71(N61
118.6(3)

C71(C72(C73
118.9(3)

C71(C72(H72
120.5

C73(C72(H72
120.5

C74(C73(C72
120.3(3)

C74(C73(H73
119.8

C72(C73(H73
119.8

C75(C74(C73
119.9(3)

C75(C74(H74
120.1

C73(C74(H74
120.1

C74(C75(C76
120.4(3)

C74(C75(H75
119.8

C76(C75(H75
119.8

C71(C76(C75
118.9(3)

C71(C76(H76
120.6

C75(C76(H76
120.6

N62(C77(C78
114.6(2)

N62(C77(H77A
108.6

C78(C77(H77A
108.6

N62(C77(H77B
108.6

C78(C77(H77B
108.6

H77A(C77(H77B
107.6

C83(C78(C79
118.6(3)

C83(C78(C77
121.2(3)

C79(C78(C77
120.1(3)

C78(C79(C80
120.3(4)

C78(C79(H79
119.8

C80(C79(H79
119.8

C81(C80(C79
120.2(4)

C81(C80(H80
119.9

C79(C80(H80
119.9

C82(C81(C80
120.2(3)

C82(C81(H81
119.9

C80(C81(H81
119.9

C81(C82(C83
119.8(4)

C81(C82(H82
120.1

C83(C82(H82
120.1

C78(C83(C82
120.9(4)

C78(C83(H83
119.5

C82(C83(H83
119.5

C61(N61(C62
112.6(2)

C61(N61(C71
123.6(2)

C62(N61(C71
123.8(2)

C66(N62(C77
121.4(2)

C66(N62(C67
107.5(2)

C77(N62(C67
125.0(2)

C65(O63(C67
97.37(19)

C68(O66(C69
115.3(2)

	


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
18(1) 
21(1)
19(2) 
3(1)
4(1) 
(2(1)

C2
22(1) 
17(1)
18(2) 
1(1)
7(1) 
1(1)

C3
17(1) 
18(1)
17(1) 
2(1)
4(1) 
0(1)

C4
20(1) 
17(1)
13(1) 
(2(1)
2(1) 
(3(1)

C5
17(1) 
20(1)
15(1) 
0(1)
3(1) 
(3(1)

C6
21(1) 
20(1)
16(2) 
4(1)
6(1) 
(2(1)

C7
19(1) 
17(1)
17(1) 
(2(1)
4(1) 
0(1)

C8
19(1) 
24(2)
18(2) 
3(1)
6(1) 
1(1)

C9
24(2) 
29(2)
29(2) 
7(1)
1(1) 
2(1)

C10
19(1) 
28(2)
19(2) 
(3(1)
0(1) 
(2(1)

C11
24(1) 
17(1)
16(2) 
3(1)
8(1) 
3(1)

C12
22(1) 
24(2)
26(2) 
1(1)
9(1) 
0(1)

C13
26(2) 
33(2)
31(2) 
3(1)
16(1) 
0(1)

C14
38(2) 
25(2)
24(2) 
1(1)
16(1) 
5(1)

C15
34(2) 
20(2)
24(2) 
(2(1)
11(1) 
(1(1)

C16
23(1) 
24(2)
22(2) 
2(1)
8(1) 
(3(1)

C17
20(1) 
20(1)
21(2) 
1(1)
8(1) 
2(1)

C18
24(1) 
21(1)
18(2) 
(2(1)
10(1) 
1(1)

C19
25(2) 
37(2)
24(2) 
8(1)
5(1) 
2(1)

C20
21(2) 
46(2)
44(2) 
7(2)
7(1) 
2(1)

C21
25(2) 
35(2)
46(2) 
(1(2)
19(2) 
(6(1)

C22
35(2) 
45(2)
30(2) 
7(2)
16(2) 
(5(2)

C23
30(2) 
36(2)
26(2) 
7(1)
9(1) 
(1(1)

N1
20(1) 
21(1)
15(1) 
0(1)
6(1) 
2(1)

N2
19(1) 
22(1)
14(1) 
(1(1)
5(1) 
1(1)

O1
21(1) 
38(1)
23(1) 
3(1)
5(1) 
6(1)

O2
26(1) 
31(1)
16(1) 
0(1)
3(1) 
7(1)

O3
18(1) 
18(1)
20(1) 
0(1)
2(1) 
(2(1)

O4
28(1) 
26(1)
16(1) 
(1(1)
5(1) 
(1(1)

O5
27(1) 
19(1)
28(1) 
3(1)
6(1) 
2(1)

O6
22(1) 
23(1)
22(1) 
3(1)
0(1) 
1(1)

C31
21(1) 
21(1)
18(2) 
0(1)
8(1) 
(4(1)

C32
26(1) 
16(1)
18(2) 
2(1)
9(1) 
2(1)

C33
22(1) 
18(1)
14(1) 
0(1)
5(1) 
0(1)

C34
20(1) 
17(1)
19(2) 
2(1)
7(1) 
1(1)

C35
19(1) 
19(1)
15(1) 
2(1)
5(1) 
(1(1)

C36
25(1) 
17(1)
18(2) 
2(1)
11(1) 
(1(1)

C37
21(1) 
18(1)
19(2) 
0(1)
8(1) 
3(1)

C38
23(1) 
21(1)
15(1) 
1(1)
6(1) 
0(1)

C39
27(2) 
34(2)
24(2) 
7(1)
(2(1) 
4(1)

C40
22(1) 
23(2)
23(2) 
(2(1)
5(1) 
2(1)

C41
24(1) 
18(1)
16(2) 
1(1)
11(1) 
2(1)

C42
25(1) 
19(1)
22(2) 
0(1)
8(1) 
0(1)

C43
34(2) 
20(1)
19(2) 
(2(1)
9(1) 
(1(1)

C44
36(2) 
22(2)
25(2) 
2(1)
18(1) 
4(1)

C45
28(2) 
30(2)
31(2) 
2(1)
19(1) 
(2(1)

C46
25(2) 
29(2)
22(2) 
(2(1)
11(1) 
(4(1)

C47
29(2) 
19(1)
19(2) 
2(1)
10(1) 
5(1)

C48
22(1) 
25(2)
14(1) 
(5(1)
4(1) 
0(1)

C49
30(2) 
32(2)
33(2) 
(6(1)
6(1) 
9(1)

C50
24(2) 
56(2)
50(2) 
(18(2)
9(2) 
10(2)

C51
27(2) 
65(3)
44(2) 
(25(2)
21(2) 
(15(2)

C52
34(2) 
43(2)
35(2) 
(11(2)
18(2) 
(15(2)

C53
24(2) 
30(2)
26(2) 
(4(1)
10(1) 
(4(1)

N31
19(1) 
20(1)
16(1) 
0(1)
7(1) 
3(1)

N32
23(1) 
21(1)
15(1) 
1(1)
9(1) 
2(1)

O31
23(1) 
37(1)
21(1) 
4(1)
6(1) 
8(1)

O32
28(1) 
30(1)
15(1) 
3(1)
7(1) 
10(1)

O33
18(1) 
17(1)
19(1) 
0(1)
4(1) 
1(1)

O34
30(1) 
26(1)
15(1) 
(3(1)
8(1) 
(1(1)

O35
28(1) 
21(1)
26(1) 
3(1)
6(1) 
2(1)

O36
21(1) 
25(1)
20(1) 
2(1)
1(1) 
(1(1)

C61
20(1) 
21(1)
19(2) 
(1(1)
7(1) 
3(1)

C62
19(1) 
19(1)
18(2) 
(2(1)
6(1) 
(2(1)

C63
23(1) 
16(1)
15(1) 
(1(1)
7(1) 
0(1)

C64
21(1) 
16(1)
17(1) 
(2(1)
5(1) 
2(1)

C65
18(1) 
16(1)
18(1) 
1(1)
7(1) 
2(1)

C66
19(1) 
17(1)
14(1) 
(4(1)
4(1) 
0(1)

C67
19(1) 
17(1)
17(1) 
1(1)
5(1) 
(3(1)

C68
18(1) 
22(1)
16(2) 
(3(1)
6(1) 
(1(1)

C69
23(2) 
30(2)
25(2) 
(9(1)
(2(1) 
(5(1)

C70
19(1) 
23(2)
20(2) 
3(1)
2(1) 
0(1)

C71
22(1) 
22(1)
20(2) 
(5(1)
10(1) 
(4(1)

C72
22(1) 
21(1)
22(2) 
(1(1)
7(1) 
0(1)

C73
33(2) 
20(1)
24(2) 
3(1)
7(1) 
1(1)

C74
38(2) 
22(2)
26(2) 
0(1)
19(1) 
(6(1)

C75
29(2) 
26(2)
33(2) 
(4(1)
18(1) 
(4(1)

C76
23(2) 
24(2)
25(2) 
(2(1)
9(1) 
0(1)

C77
23(1) 
19(1)
17(2) 
(1(1)
7(1) 
(3(1)

C78
23(1) 
19(1)
26(2) 
(1(1)
11(1) 
(3(1)

C79
45(2) 
40(2)
30(2) 
1(2)
22(2) 
2(2)

C80
74(3) 
50(2)
56(3) 
5(2)
51(2) 
9(2)

C81
53(3) 
50(2)
99(4) 
15(3)
57(3) 
12(2)

C82
24(2) 
60(3)
85(3) 
11(2)
16(2) 
7(2)

C83
26(2) 
47(2)
38(2) 
4(2)
6(2) 
4(2)

N61
17(1) 
23(1)
17(1) 
0(1)
7(1) 
(1(1)

N62
19(1) 
19(1)
14(1) 
1(1)
5(1) 
(1(1)

O61
21(1) 
37(1)
22(1) 
(3(1)
6(1) 
(5(1)

O62
27(1) 
32(1)
16(1) 
(4(1)
6(1) 
(9(1)

O63
18(1) 
17(1)
17(1) 
1(1)
3(1) 
0(1)

O64
26(1) 
27(1)
14(1) 
2(1)
2(1) 
(2(1)

O65
30(1) 
19(1)
26(1) 
(2(1)
4(1) 
(1(1)

O66
19(1) 
21(1)
21(1) 
(2(1)
1(1) 
1(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H3
10765
(2347
3304
21
1

H4
9756
(1839
2804
21
1

H9A
8459
1587
1907
43
1

H9B
8400
463
1508
43
1

H9C
8886
1766
1564
43
1

H10A
11987
620
3239
35
1

H10B
12034
(799
3526
35
1

H10C
11712
572
3669
35
1

H12
8863
(413
3806
28
1

H13
8483
560
4380
34
1

H14
9187
1810
4984
33
1

H15
10246
2268
4982
31
1

H16
10616
1427
4382
27
1

H17A
11323
(2935
2402
24
1

H17B
11642
(2860
2945
24
1

H19
12769
(2825
3175
35
1

H20
13768
(2372
3053
45
1

H21
13800
(1206
2391
40
1

H22
12842
(456
1862
42
1

H23
11846
(869
1990
37
1

H33
2639
2439
18
22
1

H34
3636
1820
520
22
1

H39A
4381
(1835
1755
45
1

H39B
4897
(584
1831
45
1

H39C
4844
(1715
1435
45
1

H40A
1621
(366
(368
35
1

H40B
1334
1042
(219
35
1

H40C
1343
(380
61
35
1

H42
2724
(1321
(1081
26
1

H43
3081
(2161
(1686
29
1

H44
4158
(1819
(1670
31
1

H45
4879
(641
(1058
33
1

H46
4510
300
(475
29
1

H47A
1647
2885
371
26
1

H47B
2069
3115
893
26
1

H49
723
3755
611
39
1

H50
(164
3153
859
53
1

H51
(168
1046
1245
52
1

H52
711
(478
1371
43
1

H53
1580
64
1097
31
1

H63
9005
7335
1622
22
1

H64
8011
6709
1122
22
1

H69A
7236
3057
(89
43
1

H69B
6735
4338
(164
43
1

H69C
6779
3218
234
43
1

H70A
9975
4435
2041
33
1

H70B
10274
5881
1929
33
1

H70C
10306
4501
1638
33
1

H72
8935
3597
2725
26
1

H73
8589
2690
3325
31
1

H74
7517
3010
3327
32
1

H75
6782
4198
2723
33
1

H76
7134
5207
2141
28
1

H77A
9990
7715
1302
24
1

H77B
9585
7921
776
24
1

H79
9999
6929
174
43
1

H80
10930
6498
(43
64
1

H81
11925
6205
508
72
1

H82
12001
6325
1278
68
1

H83
11070
6708
1500
45
1
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