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Table 1. Crystal data and structure refinement.

	


Identification code 
03src0702    

Empirical formula 
C47H45NO6
Formula weight 
719.84

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 11.4901(2) Å
( = 76.218(2)°


b = 11.8161(4) Å
( = 76.820(2)°


c = 15.3291(5) Å
(  = 81.584(2)°

Volume
1958.70(10) Å3
Z
2

Density (calculated)
1.221 Mg / m3
Absorption coefficient
0.080 mm(1
F(000)
764

Crystal
Slab; Colourless

Crystal size
0.30 ( 0.16 ( 0.04 mm3
( range for data collection
2.98 ( 27.48°

Index ranges
(14 ( h ( 14, (15 ( k ( 15, (19 ( l ( 19

Reflections collected
38553

Independent reflections
8948 [Rint = 0.0697]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9968 and 0.9764

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
8948 / 0 / 492

Goodness-of-fit on F2
1.025

Final R indices [F2 > 2((F2)]
R1 = 0.0510, wR2 = 0.1039

R indices (all data)
R1 = 0.0877, wR2 = 0.1173

Extinction coefficient
0.0082(9)

Largest diff. peak and hole
0.273 and (0.212 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
(336(1)
10635(1)
1538(1)
19(1)
1

C2
(1429(1)
10308(1)
1284(1)
20(1)
1

C3
(1996(1)
9287(1)
1991(1)
20(1)
1

C4
(1010(1)
8357(1)
2282(1)
20(1)
1

C5
177(1)
8577(1)
2006(1)
20(1)
1

C6
1126(1)
7704(1)
2184(1)
21(1)
1

C7
897(1)
6610(1)
2680(1)
22(1)
1

C8
(321(1)
6364(1)
3082(1)
22(1)
1

C9
(601(1)
5316(1)
3721(1)
28(1)
1

C10
(1766(2)
5109(2)
4120(1)
33(1)
1

C11
(2700(1)
5952(2)
3889(1)
32(1)
1

C12
(2465(1)
6986(2)
3286(1)
26(1)
1

C13
(1268(1)
7244(1)
2862(1)
21(1)
1

C14
3008(1)
6087(2)
2771(1)
33(1)
1

C15
3871(2)
5037(2)
3067(2)
44(1)
1

C16
2832(2)
3792(2)
2623(2)
46(1)
1

C17
1931(2)
4799(2)
2321(1)
36(1)
1

C18
239(1)
11662(1)
844(1)
20(1)
1

C19
(275(1)
12310(1)
123(1)
23(1)
1

C20
219(1)
13294(1)
(460(1)
24(1)
1

C21
1245(1)
13644(1)
(319(1)
22(1)
1

C22
1778(1)
13001(1)
399(1)
25(1)
1

C23
1284(1)
12025(1)
967(1)
24(1)
1

C24
1289(2)
15276(2)
(1587(1)
33(1)
1

C25
(603(1)
10938(1)
2484(1)
21(1)
1

C26
(1647(1)
11635(1)
2768(1)
25(1)
1

C27
(1825(2)
12048(2)
3563(1)
30(1)
1

C28
(950(2)
11784(2)
4094(1)
31(1)
1

C29
83(2)
11077(2)
3836(1)
31(1)
1

C30
244(1)
10654(1)
3042(1)
26(1)
1

C31
(214(2)
12262(2)
5285(1)
49(1)
1

C32
(2841(1)
8840(1)
1556(1)
21(1)
1

C33
(4039(1)
8987(1)
1754(1)
22(1)
1

C34
(4726(1)
9614(1)
2477(1)
23(1)
1

C35
(5496(1)
9035(2)
3238(1)
29(1)
1

C36
(6113(1)
9584(2)
3939(1)
32(1)
1

C37
(5976(1)
10747(2)
3879(1)
28(1)
1

C38
(5233(1)
11351(2)
3117(1)
28(1)
1

C39
(4624(1)
10790(1)
2428(1)
25(1)
1

C40
(7138(2)
10753(2)
5380(1)
38(1)
1

C41
(4753(1)
8510(1)
1251(1)
22(1)
1

C42
(4409(1)
7435(1)
1010(1)
25(1)
1

C43
(5019(1)
7024(2)
482(1)
27(1)
1

C44
(6008(1)
7705(2)
191(1)
25(1)
1

C45
(6392(1)
8771(1)
446(1)
25(1)
1

C46
(5775(1)
9165(1)
970(1)
24(1)
1

C47
(6326(2)
6278(2)
(583(1)
43(1)
1

N1
1826(1)
5694(1)
2865(1)
26(1)
1

O1
568(1)
9640(1)
1516(1)
21(1)
1

O2
3977(1)
4194(1)
2521(1)
48(1)
1

O3
1818(1)
14588(1)
(850(1)
29(1)
1

O4
(1201(1)
12244(1)
4866(1)
43(1)
1

O5
(6547(1)
11385(1)
4521(1)
37(1)
1

O6
(6681(1)
7380(1)
(326(1)
32(1)
1

	


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

	


C1(O1
1.4524(17)

C1(C2
1.5207(19)

C1(C25
1.528(2)

C1(C18
1.529(2)

C2(C3
1.530(2)

C2(H2A
0.9900

C2(H2B
0.9900

C3(C32
1.510(2)

C3(C4
1.523(2)

C3(H3
1.0000

C4(C5
1.377(2)

C4(C13
1.430(2)

C5(O1
1.3804(18)

C5(C6
1.414(2)

C6(C7
1.363(2)

C6(H6
0.9500

C7(N1
1.4304(19)

C7(C8
1.437(2)

C8(C9
1.410(2)

C8(C13
1.432(2)

C9(C10
1.370(2)

C9(H9
0.9500

C10(C11
1.400(2)

C10(H10
0.9500

C11(C12
1.367(2)

C11(H11
0.9500

C12(C13
1.423(2)

C12(H12
0.9500

C14(N1
1.465(2)

C14(C15
1.517(2)

C14(H14A
0.9900

C14(H14B
0.9900

C15(O2
1.422(2)

C15(H15A
0.9900

C15(H15B
0.9900

C16(O2
1.426(2)

C16(C17
1.516(2)

C16(H16A
0.9900

C16(H16B
0.9900

C17(N1
1.471(2)

C17(H17A
0.9900

C17(H17B
0.9900

C18(C19
1.385(2)

C18(C23
1.398(2)

C19(C20
1.393(2)

C19(H19
0.9500

C20(C21
1.381(2)

C20(H20
0.9500

C21(O3
1.3699(18)

C21(C22
1.392(2)

C22(C23
1.378(2)

C22(H22
0.9500

C23(H23
0.9500

C24(O3
1.4278(19)

C24(H24A
0.9800

C24(H24B
0.9800

C24(H24C
0.9800

C25(C30
1.392(2)

C25(C26
1.397(2)

C26(C27
1.380(2)

C26(H26
0.9500

C27(C28
1.389(2)

C27(H27
0.9500

C28(O4
1.3734(19)

C28(C29
1.384(2)

C29(C30
1.388(2)

C29(H29
0.9500

C30(H30
0.9500

C31(O4
1.429(2)

C31(H31A
0.9800

C31(H31B
0.9800

C31(H31C
0.9800

C32(C33
1.336(2)

C32(H32
0.9500

C33(C41
1.487(2)

C33(C34
1.492(2)

C34(C35
1.391(2)

C34(C39
1.395(2)

C35(C36
1.389(2)

C35(H35
0.9500

C36(C37
1.386(2)

C36(H36
0.9500

C37(O5
1.3713(19)

C37(C38
1.389(2)

C38(C39
1.380(2)

C38(H38
0.9500

C39(H39
0.9500

C40(O5
1.423(2)

C40(H40A
0.9800

C40(H40B
0.9800

C40(H40C
0.9800

C41(C42
1.385(2)

C41(C46
1.402(2)

C42(C43
1.389(2)

C42(H42
0.9500

C43(C44
1.390(2)

C43(H43
0.9500

C44(O6
1.3722(18)

C44(C45
1.388(2)

C45(C46
1.379(2)

C45(H45
0.9500

C46(H46
0.9500

C47(O6
1.425(2)

C47(H47A
0.9800

C47(H47B
0.9800

C47(H47C
0.9800

O1(C1(C2
107.06(12)

O1(C1(C25
109.60(11)

C2(C1(C25
113.35(12)

O1(C1(C18
105.75(11)

C2(C1(C18
113.13(12)

C25(C1(C18
107.66(12)

C1(C2(C3
112.24(12)

C1(C2(H2A
109.2

C3(C2(H2A
109.2

C1(C2(H2B
109.2

C3(C2(H2B
109.2

H2A(C2(H2B
107.9

C32(C3(C4
113.07(13)

C32(C3(C2
107.18(12)

C4(C3(C2
109.46(11)

C32(C3(H3
109.0

C4(C3(H3
109.0

C2(C3(H3
109.0

C5(C4(C13
117.31(13)

C5(C4(C3
120.48(13)

C13(C4(C3
122.20(12)

C4(C5(O1
124.38(13)

C4(C5(C6
122.35(14)

O1(C5(C6
113.25(12)

C7(C6(C5
120.83(13)

C7(C6(H6
119.6

C5(C6(H6
119.6

C6(C7(N1
122.89(13)

C6(C7(C8
119.61(13)

N1(C7(C8
117.42(13)

C9(C8(C13
119.55(13)

C9(C8(C7
122.02(14)

C13(C8(C7
118.33(14)

C10(C9(C8
121.37(15)

C10(C9(H9
119.3

C8(C9(H9
119.3

C9(C10(C11
119.45(16)

C9(C10(H10
120.3

C11(C10(H10
120.3

C12(C11(C10
120.94(15)

C12(C11(H11
119.5

C10(C11(H11
119.5

C11(C12(C13
121.53(15)

C11(C12(H12
119.2

C13(C12(H12
119.2

C12(C13(C4
121.84(14)

C12(C13(C8
117.12(14)

C4(C13(C8
120.95(13)

N1(C14(C15
109.05(14)

N1(C14(H14A
109.9

C15(C14(H14A
109.9

N1(C14(H14B
109.9

C15(C14(H14B
109.9

H14A(C14(H14B
108.3

O2(C15(C14
111.02(15)

O2(C15(H15A
109.4

C14(C15(H15A
109.4

O2(C15(H15B
109.4

C14(C15(H15B
109.4

H15A(C15(H15B
108.0

O2(C16(C17
110.76(16)

O2(C16(H16A
109.5

C17(C16(H16A
109.5

O2(C16(H16B
109.5

C17(C16(H16B
109.5

H16A(C16(H16B
108.1

N1(C17(C16
109.68(14)

N1(C17(H17A
109.7

C16(C17(H17A
109.7

N1(C17(H17B
109.7

C16(C17(H17B
109.7

H17A(C17(H17B
108.2

C19(C18(C23
117.61(14)

C19(C18(C1
122.77(13)

C23(C18(C1
119.47(13)

C18(C19(C20
121.73(14)

C18(C19(H19
119.1

C20(C19(H19
119.1

C21(C20(C19
119.64(14)

C21(C20(H20
120.2

C19(C20(H20
120.2

O3(C21(C20
124.98(14)

O3(C21(C22
115.50(13)

C20(C21(C22
119.52(14)

C23(C22(C21
120.20(14)

C23(C22(H22
119.9

C21(C22(H22
119.9

C22(C23(C18
121.29(14)

C22(C23(H23
119.4

C18(C23(H23
119.4

O3(C24(H24A
109.5

O3(C24(H24B
109.5

H24A(C24(H24B
109.5

O3(C24(H24C
109.5

H24A(C24(H24C
109.5

H24B(C24(H24C
109.5

C30(C25(C26
117.48(14)

C30(C25(C1
121.35(13)

C26(C25(C1
120.70(13)

C27(C26(C25
121.44(14)

C27(C26(H26
119.3

C25(C26(H26
119.3

C26(C27(C28
120.04(15)

C26(C27(H27
120.0

C28(C27(H27
120.0

O4(C28(C29
124.44(15)

O4(C28(C27
115.86(15)

C29(C28(C27
119.68(15)

C28(C29(C30
119.69(15)

C28(C29(H29
120.2

C30(C29(H29
120.2

C29(C30(C25
121.62(15)

C29(C30(H30
119.2

C25(C30(H30
119.2

O4(C31(H31A
109.5

O4(C31(H31B
109.5

H31A(C31(H31B
109.5

O4(C31(H31C
109.5

H31A(C31(H31C
109.5

H31B(C31(H31C
109.5

C33(C32(C3
126.59(14)

C33(C32(H32
116.7

C3(C32(H32
116.7

C32(C33(C41
120.36(14)

C32(C33(C34
122.78(14)

C41(C33(C34
116.86(12)

C35(C34(C39
117.31(15)

C35(C34(C33
120.67(14)

C39(C34(C33
122.02(14)

C36(C35(C34
121.97(16)

C36(C35(H35
119.0

C34(C35(H35
119.0

C37(C36(C35
119.37(15)

C37(C36(H36
120.3

C35(C36(H36
120.3

O5(C37(C36
124.68(15)

O5(C37(C38
115.62(15)

C36(C37(C38
119.69(15)

C39(C38(C37
120.14(16)

C39(C38(H38
119.9

C37(C38(H38
119.9

C38(C39(C34
121.49(15)

C38(C39(H39
119.3

C34(C39(H39
119.3

O5(C40(H40A
109.5

O5(C40(H40B
109.5

H40A(C40(H40B
109.5

O5(C40(H40C
109.5

H40A(C40(H40C
109.5

H40B(C40(H40C
109.5

C42(C41(C46
117.69(14)

C42(C41(C33
121.54(13)

C46(C41(C33
120.71(14)

C41(C42(C43
121.84(14)

C41(C42(H42
119.1

C43(C42(H42
119.1

C42(C43(C44
119.27(15)

C42(C43(H43
120.4

C44(C43(H43
120.4

O6(C44(C45
115.98(13)

O6(C44(C43
124.05(15)

C45(C44(C43
119.94(14)

C46(C45(C44
119.99(14)

C46(C45(H45
120.0

C44(C45(H45
120.0

C45(C46(C41
121.22(15)

C45(C46(H46
119.4

C41(C46(H46
119.4

O6(C47(H47A
109.5

O6(C47(H47B
109.5

H47A(C47(H47B
109.5

O6(C47(H47C
109.5

H47A(C47(H47C
109.5

H47B(C47(H47C
109.5

C7(N1(C14
114.96(13)

C7(N1(C17
112.39(12)

C14(N1(C17
109.79(13)

C5(O1(C1
115.20(10)

C15(O2(C16
109.59(14)

C21(O3(C24
117.09(12)

C28(O4(C31
116.84(14)

C37(O5(C40
117.05(14)

C44(O6(C47
117.37(12)

	


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
20(1) 
18(1)
21(1) 
(4(1)
(6(1) 
0(1)

C2
21(1) 
21(1)
19(1) 
(4(1)
(6(1) 
(2(1)

C3
20(1) 
21(1)
20(1) 
(5(1)
(4(1) 
(2(1)

C4
23(1) 
20(1)
19(1) 
(6(1)
(5(1) 
(2(1)

C5
26(1) 
18(1)
16(1) 
(4(1)
(5(1) 
(3(1)

C6
20(1) 
25(1)
19(1) 
(6(1)
(4(1) 
(1(1)

C7
25(1) 
21(1)
20(1) 
(6(1)
(6(1) 
0(1)

C8
28(1) 
21(1)
20(1) 
(7(1)
(7(1) 
(3(1)

C9
33(1) 
21(1)
27(1) 
(1(1)
(8(1) 
(1(1)

C10
40(1) 
25(1)
31(1) 
3(1)
(4(1) 
(9(1)

C11
27(1) 
31(1)
34(1) 
(2(1)
(2(1) 
(8(1)

C12
25(1) 
27(1)
26(1) 
(5(1)
(6(1) 
(4(1)

C13
26(1) 
21(1)
18(1) 
(6(1)
(5(1) 
(5(1)

C14
26(1) 
30(1)
41(1) 
(1(1)
(9(1) 
0(1)

C15
32(1) 
37(1)
60(1) 
(3(1)
(16(1) 
4(1)

C16
44(1) 
31(1)
62(1) 
(12(1)
(15(1) 
8(1)

C17
40(1) 
27(1)
41(1) 
(12(1)
(12(1) 
7(1)

C18
21(1) 
20(1)
20(1) 
(6(1)
(2(1) 
(2(1)

C19
23(1) 
24(1)
24(1) 
(5(1)
(7(1) 
(5(1)

C20
27(1) 
24(1)
21(1) 
(2(1)
(7(1) 
(2(1)

C21
26(1) 
20(1)
21(1) 
(6(1)
(1(1) 
(4(1)

C22
22(1) 
29(1)
26(1) 
(5(1)
(6(1) 
(7(1)

C23
24(1) 
26(1)
22(1) 
(2(1)
(8(1) 
(1(1)

C24
46(1) 
28(1)
26(1) 
2(1)
(11(1) 
(12(1)

C25
26(1) 
17(1)
21(1) 
(2(1)
(5(1) 
(6(1)

C26
29(1) 
24(1)
24(1) 
(4(1)
(6(1) 
(4(1)

C27
37(1) 
24(1)
27(1) 
(8(1)
(2(1) 
0(1)

C28
53(1) 
22(1)
20(1) 
(6(1)
(7(1) 
(6(1)

C29
43(1) 
27(1)
26(1) 
(3(1)
(16(1) 
(5(1)

C30
31(1) 
24(1)
25(1) 
(4(1)
(9(1) 
(1(1)

C31
85(2) 
41(1)
30(1) 
(13(1)
(23(1) 
(9(1)

C32
24(1) 
20(1)
21(1) 
(5(1)
(4(1) 
(3(1)

C33
22(1) 
19(1)
22(1) 
(2(1)
(4(1) 
(3(1)

C34
20(1) 
24(1)
26(1) 
(5(1)
(7(1) 
(2(1)

C35
32(1) 
23(1)
32(1) 
(7(1)
(2(1) 
(6(1)

C36
33(1) 
31(1)
28(1) 
(6(1)
4(1) 
(7(1)

C37
29(1) 
28(1)
25(1) 
(8(1)
(3(1) 
2(1)

C38
28(1) 
22(1)
33(1) 
(6(1)
(7(1) 
0(1)

C39
22(1) 
25(1)
26(1) 
(3(1)
(3(1) 
(1(1)

C40
42(1) 
42(1)
28(1) 
(9(1)
1(1) 
(3(1)

C41
19(1) 
23(1)
22(1) 
(3(1)
(1(1) 
(4(1)

C42
18(1) 
27(1)
31(1) 
(5(1)
(7(1) 
(1(1)

C43
24(1) 
25(1)
34(1) 
(10(1)
(5(1) 
(2(1)

C44
22(1) 
28(1)
24(1) 
(4(1)
(5(1) 
(8(1)

C45
21(1) 
25(1)
28(1) 
(2(1)
(7(1) 
(1(1)

C46
22(1) 
22(1)
27(1) 
(4(1)
(2(1) 
(2(1)

C47
48(1) 
38(1)
55(1) 
(20(1)
(23(1) 
(7(1)

N1
26(1) 
22(1)
29(1) 
(4(1)
(8(1) 
2(1)

O1
19(1) 
18(1)
25(1) 
(4(1)
(3(1) 
(2(1)

O2
35(1) 
36(1)
66(1) 
(7(1)
(6(1) 
10(1)

O3
34(1) 
25(1)
28(1) 
1(1)
(9(1) 
(11(1)

O4
70(1) 
36(1)
28(1) 
(16(1)
(14(1) 
(1(1)

O5
47(1) 
32(1)
30(1) 
(11(1)
4(1) 
0(1)

O6
31(1) 
33(1)
39(1) 
(11(1)
(16(1) 
(5(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H2A
(1187
10092
678
24
1

H2B
(2033
10997
1232
24
1

H3
(2468
9580
2541
24
1

H6
1934
7883
1955
25
1

H9
31
4743
3877
33
1

H10
(1939
4399
4550
40
1

H11
(3509
5802
4156
38
1

H12
(3115
7546
3146
31
1

H14A
2946
6664
3158
40
1

H14B
3309
6470
2126
40
1

H15A
4670
5299
3009
53
1

H15B
3578
4675
3719
53
1

H16A
2542
3419
3273
55
1

H16B
2909
3197
2250
55
1

H17A
2195
5146
1662
43
1

H17B
1138
4507
2407
43
1

H19
(983
12077
24
28
1

H20
(148
13722
(952
28
1

H22
2485
13237
498
30
1

H23
1661
11590
1451
29
1

H24A
1249
14784
(2010
50
1

H24B
1779
15919
(1915
50
1

H24C
477
15597
(1342
50
1

H26
(2247
11830
2407
30
1

H27
(2546
12512
3748
36
1

H29
678
10881
4202
37
1

H30
949
10159
2874
31
1

H31A
41
11462
5582
74
1

H31B
(462
12748
5744
74
1

H31C
456
12587
4815
74
1

H32
(2483
8412
1094
25
1

H35
(5602
8240
3278
35
1

H36
(6624
9165
4456
38
1

H38
(5144
12151
3069
33
1

H39
(4123
11215
1908
30
1

H40A
(7782
10363
5286
57
1

H40B
(7479
11295
5787
57
1

H40C
(6558
10165
5658
57
1

H42
(3736
6965
1211
30
1

H43
(4763
6285
321
33
1

H45
(7079
9229
258
30
1

H46
(6047
9892
1145
29
1

H47A
(5519
6287
(968
64
1

H47B
(6893
6134
(926
64
1

H47C
(6324
5656
(31
64
1
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