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Table 1. Crystal data and structure refinement.



Identification code 
00SRC130    

Empirical formula 
C44H45O4Sb

Formula weight 
759.55

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 9.5400(19) Å
( = 90°


b = 13.248(3) Å
( = 98.73(3)°


c = 28.592(6) Å
(  = 90°

Volume
3571.6(12) Å3
Z
4

Density (calculated)
1.413 Mg / m3
Absorption coefficient
0.816 mm(1
F(000)
1568

Crystal
prism; colourless

Crystal size
0.15 ( 0.15 ( 0.1 mm3
( range for data collection
2.11 ( 27.50°

Index ranges
(12 ( h ( 10, (17 ( k ( 17, (34 ( l ( 36

Reflections collected
57917

Independent reflections
7391 [Rint = 0.0723]

Completeness to ( = 27.50°
90.1 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9229 and 0.8874

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7391 / 0 / 443

Goodness-of-fit on F2
1.430

Final R indices [F2 > 2((F2)]
R1 = 0.0577, wR2 = 0.1866

R indices (all data)
R1 = 0.0778, wR2 = 0.1945

Largest diff. peak and hole
1.434 and (1.477 e Å(3


Diffractometer: Enraf 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: 

SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). 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: 

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.
Sb1
1545(1)
1338(1)
1228(1)
29(1)
1

O1
1704(4)
2560(2)
751(1)
34(1)
1

O2
4055(4)
2377(3)
561(1)
51(1)
1

O3
1221(4)
112(2)
1693(1)
35(1)
1

O4
3509(4)
64(3)
1740(1)
44(1)
1

C1
2379(5)
372(4)
669(2)
31(1)
1

C2
3525(5)
(273(4)
678(2)
36(1)
1

C3
3963(6)
(896(4)
296(2)
38(1)
1

C4
3286(6)
(880(4)
(94(2)
42(1)
1

C5
2153(6)
(229(4)
(105(2)
45(1)
1

C6
1691(6)
402(4)
272(2)
42(1)
1

C7
(675(6)
1475(4)
1280(2)
34(1)
1

C8
(1559(5)
652(4)
1442(2)
41(1)
1

C9
(2993(6)
736(4)
1466(2)
47(2)
1

C10
(3598(6)
1621(5)
1341(2)
50(2)
1

C11
(2769(6)
2419(5)
1190(2)
50(2)
1

C12
(1267(5)
2371(4)
1154(2)
40(1)
1

C13
2309(5)
2225(3)
1751(2)
31(1)
1

C14
1769(6)
2018(4)
2220(2)
43(1)
1

C15
2236(7)
2603(4)
2580(2)
50(2)
1

C16
3121(7)
3382(5)
2465(2)
55(2)
1

C17
3659(7)
3611(4)
1999(2)
53(2)
1

C18
3214(5)
3028(4)
1634(2)
36(1)
1

C19
2928(6)
2735(4)
479(2)
38(1)
1

C20
2888(8)
3407(5)
59(2)
60(2)
1

C21
2178(6)
2893(4)
(325(2)
40(1)
1

C22
744(6)
2667(4)
(260(2)
48(2)
1

C23
197(7)
2172(4)
(603(2)
59(2)
1

C24
984(10)
1886(5)
(1012(3)
82(3)
1

C25
2447(10)
2098(5)
(1079(2)
78(3)
1

C26
3008(6)
2590(5)
(733(2)
49(2)
1

C27
2381(7)
4428(4)
190(2)
62(2)
1

C28
3197(6)
4993(4)
542(2)
45(2)
1

C29
2766(6)
6095(4)
492(2)
44(1)
1

C30
2835(7)
6227(4)
(45(2)
47(2)
1

C31
2388(7)
5207(4)
(225(2)
55(2)
1

C32
2303(6)
(247(4)
1858(2)
34(1)
1

C33
1926(7)
(1095(4)
2224(2)
47(2)
1

C34
1649(5)
(599(4)
2705(2)
31(1)
1

C35
288(7)
(558(5)
2939(2)
56(2)
1

C36
(28(8)
(74(6)
3371(3)
71(2)
1

C37
1133(9)
354(5)
3575(2)
61(2)
1

C38
2431(8)
299(5)
3346(2)
65(2)
1

C39
2721(6)
(153(5)
2917(2)
53(2)
1

C40
2908(7)
(1939(5)
2161(2)
57(2)
1

C41
2560(9)
(2806(5)
2505(2)
66(2)
1

C42
3428(10)
(3640(5)
2279(3)
75(2)
1

C43
3701(12)
(3438(6)
1771(3)
92(3)
1

C44
2965(9)
(2476(5)
1676(2)
67(2)
1



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



Sb1(C13
1.952(4)

Sb1(O1
2.137(3)

Sb1(O3
2.151(3)

Sb1(C7
2.152(6)

Sb1(C1
2.283(5)

O1(C19
1.516(7)

O2(C19
1.166(6)

O3(C32
1.169(6)

O4(C32
1.313(7)

C1(C6
1.224(6)

C1(C2
1.385(7)

C2(C3
1.479(8)

C3(C4
1.201(7)

C4(C5
1.379(8)

C5(C6
1.484(8)

C7(C12
1.340(7)

C7(C8
1.496(8)

C8(C9
1.384(8)

C9(C10
1.331(9)

C10(C11
1.426(9)

C11(C12
1.454(8)

C13(C18
1.442(7)

C13(C14
1.531(8)

C14(C15
1.312(7)

C15(C16
1.403(9)

C16(C17
1.529(10)

C17(C18
1.314(7)

C19(C20
1.490(8)

C20(C21
1.380(7)

C20(C27
1.502(9)

C21(C22
1.440(9)

C21(C26
1.559(9)

C22(C23
1.229(8)

C23(C24
1.529(12)

C24(C25
1.465(12)

C25(C26
1.237(9)

C27(C28
1.394(7)

C27(C31
1.574(9)

C28(C29
1.517(7)

C29(C30
1.558(9)

C30(C31
1.486(8)

C32(C33
1.614(8)

C33(C40
1.488(9)

C33(C34
1.580(8)

C34(C39
1.255(7)

C34(C35
1.550(9)

C35(C36
1.461(10)

C36(C37
1.301(10)

C37(C38
1.488(11)

C38(C39
1.429(10)

C40(C44
1.567(9)

C40(C41
1.579(9)

C41(C42
1.577(10)

C42(C43
1.538(12)

C43(C44
1.460(10)

C13(Sb1(O1
88.78(16)

C13(Sb1(O3
93.06(17)

O1(Sb1(O3
175.84(12)

C13(Sb1(C7
98.9(2)

O1(Sb1(C7
98.36(16)

O3(Sb1(C7
77.67(17)

C13(Sb1(C1
138.06(19)

O1(Sb1(C1
84.94(15)

O3(Sb1(C1
96.14(15)

C7(Sb1(C1
123.08(17)

C19(O1(Sb1
125.3(3)

C32(O3(Sb1
110.8(4)

C6(C1(C2
110.4(5)

C6(C1(Sb1
115.9(4)

C2(C1(Sb1
133.7(3)

C1(C2(C3
130.0(4)

C4(C3(C2
120.2(5)

C3(C4(C5
110.0(5)

C4(C5(C6
130.8(5)

C1(C6(C5
118.7(5)

C12(C7(C8
119.6(5)

C12(C7(Sb1
115.8(4)

C8(C7(Sb1
124.5(3)

C9(C8(C7
124.4(5)

C10(C9(C8
116.7(6)

C9(C10(C11
119.8(6)

C10(C11(C12
126.0(5)

C7(C12(C11
113.6(5)

C18(C13(C14
128.9(4)

C18(C13(Sb1
115.7(4)

C14(C13(Sb1
115.2(3)

C15(C14(C13
117.5(6)

C14(C15(C16
113.3(6)

C15(C16(C17
130.1(5)

C18(C17(C16
117.6(6)

C17(C18(C13
112.5(6)

O2(C19(C20
108.3(6)

O2(C19(O1
126.5(5)

C20(C19(O1
125.2(5)

C21(C20(C19
107.2(5)

C21(C20(C27
120.3(6)

C19(C20(C27
108.0(6)

C20(C21(C22
111.2(6)

C20(C21(C26
118.7(6)

C22(C21(C26
130.0(5)

C23(C22(C21
107.7(6)

C22(C23(C24
123.0(7)

C25(C24(C23
129.8(5)

C26(C25(C24
107.5(7)

C25(C26(C21
121.9(7)

C28(C27(C20
119.8(5)

C28(C27(C31
97.4(5)

C20(C27(C31
111.4(6)

C27(C28(C29
109.5(4)

C28(C29(C30
98.6(4)

C31(C30(C29
100.8(5)

C30(C31(C27
111.6(5)

O3(C32(O4
121.6(5)

O3(C32(C33
105.9(5)

O4(C32(C33
132.5(5)

C40(C33(C34
127.5(5)

C40(C33(C32
103.7(5)

C34(C33(C32
111.0(4)

C39(C34(C35
116.6(5)

C39(C34(C33
112.7(5)

C35(C34(C33
130.7(5)

C36(C35(C34
132.4(5)

C37(C36(C35
107.4(7)

C36(C37(C38
119.3(6)

C39(C38(C37
132.9(6)

C34(C39(C38
111.3(6)

C33(C40(C44
123.8(5)

C33(C40(C41
106.0(6)

C44(C40(C41
105.0(5)

C42(C41(C40
94.7(6)

C43(C42(C41
116.1(6)

C44(C43(C42
100.4(7)

C43(C44(C40
108.3(6)



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
Sb1
34(1) 
25(1)
24(1) 
(1(1)
(10(1) 
2(1)

O1
39(2) 
28(2)
28(2) 
3(1)
(17(2) 
4(2)

O2
54(3) 
48(2)
45(2) 
(6(2)
(8(2) 
(6(2)

O3
38(2) 
28(2)
32(2) 
4(1)
(16(2) 
0(2)

O4
46(2) 
42(2)
36(2) 
(5(2)
(24(2) 
9(2)

C1
37(3) 
24(2)
27(2) 
(1(2)
(10(2) 
(2(2)

C2
38(3) 
34(3)
31(3) 
5(2)
(10(2) 
4(2)

C3
41(3) 
33(3)
38(3) 
0(2)
(3(2) 
10(2)

C4
56(4) 
31(3)
34(3) 
(10(2)
(3(2) 
(2(3)

C5
56(4) 
45(3)
28(3) 
(7(2)
(16(2) 
2(3)

C6
45(3) 
36(3)
36(3) 
0(2)
(20(2) 
(2(2)

C7
36(3) 
37(3)
25(3) 
(7(2)
(11(2) 
4(2)

C8
33(3) 
39(3)
44(3) 
(10(2)
(15(2) 
3(2)

C9
34(3) 
44(3)
55(4) 
(12(3)
(13(3) 
(1(2)

C10
29(3) 
66(4)
49(3) 
(6(3)
(9(2) 
9(3)

C11
42(4) 
59(4)
46(3) 
0(3)
(9(3) 
15(3)

C12
36(3) 
42(3)
36(3) 
2(2)
(13(2) 
8(2)

C13
31(3) 
27(2)
29(2) 
0(2)
(19(2) 
8(2)

C14
61(4) 
30(3)
31(3) 
0(2)
(19(2) 
2(3)

C15
70(4) 
40(3)
33(3) 
(3(2)
(20(3) 
16(3)

C16
63(4) 
39(3)
47(4) 
(13(3)
(37(3) 
10(3)

C17
61(4) 
34(3)
53(4) 
(10(2)
(30(3) 
6(3)

C18
31(3) 
34(3)
36(3) 
(4(2)
(19(2) 
3(2)

C19
55(4) 
27(3)
25(3) 
0(2)
(16(2) 
(8(2)

C20
78(5) 
47(4)
44(4) 
3(3)
(21(3) 
(18(3)

C21
54(3) 
32(3)
27(3) 
4(2)
(13(2) 
2(2)

C22
53(4) 
39(3)
48(3) 
6(3)
(6(3) 
3(3)

C23
53(4) 
38(3)
73(5) 
8(3)
(28(3) 
(1(3)

C24
119(7) 
34(4)
68(5) 
(5(3)
(65(5) 
6(4)

C25
133(8) 
60(4)
31(3) 
(6(3)
(18(4) 
48(5)

C26
42(3) 
60(4)
42(3) 
13(3)
(8(3) 
10(3)

C27
75(5) 
37(3)
58(4) 
1(3)
(41(3) 
10(3)

C28
56(4) 
32(3)
37(3) 
(2(2)
(24(3) 
(2(2)

C29
41(3) 
39(3)
46(3) 
(2(2)
(13(2) 
11(2)

C30
46(3) 
40(3)
49(4) 
4(2)
(11(3) 
6(2)

C31
64(4) 
42(3)
47(3) 
(4(3)
(32(3) 
2(3)

C32
49(3) 
25(2)
23(2) 
(2(2)
(6(2) 
5(2)

C33
72(4) 
35(3)
30(3) 
3(2)
(5(3) 
4(3)

C34
35(3) 
26(2)
28(2) 
4(2)
(11(2) 
2(2)

C35
54(4) 
45(3)
60(4) 
0(3)
(16(3) 
(7(3)

C36
65(5) 
74(5)
76(5) 
(13(4)
22(4) 
0(4)

C37
100(6) 
40(3)
38(3) 
(7(3)
(7(3) 
(6(4)

C38
78(5) 
56(4)
48(4) 
(10(3)
(34(3) 
7(3)

C39
43(3) 
59(4)
48(3) 
3(3)
(23(3) 
5(3)

C40
68(4) 
42(3)
54(4) 
(1(3)
(12(3) 
12(3)

C41
115(6) 
41(4)
40(3) 
11(3)
6(4) 
21(4)

C42
97(6) 
65(5)
56(5) 
(6(3)
(13(4) 
3(4)

C43
137(8) 
76(5)
54(5) 
(8(4)
(12(5) 
18(5)

C44
114(6) 
52(4)
33(3) 
0(3)
10(3) 
12(4)



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

Atom 
x
y
z
Ueq
S.o.f.
H2
4108
(322
969
43
1

H3
4766
(1301
358
46
1

H4
3496
(1252
(350
50
1

H5
1583
(177
(399
54
1

H6
894
813
208
50
1

H8
(1116
42
1534
49
1

H9
(3508
201
1564
56
1

H10
(4558
1718
1352
60
1

H11
(3232
3026
1108
61
1

H12
(765
2911
1054
47
1

H14
1133
1497
2248
52
1

H15
2005
2511
2881
60
1

H16
3427
3828
2710
65
1

H17
4279
4143
1974
64
1

H18
3457
3124
1334
43
1

H20
3870
3491
3
71
1

H22
310
2860
(4
58
1

H23
(738
1962
(615
70
1

H24
453
1521
(1254
98
1

H25
2876
1900
(1336
93
1

H26
3951
2785
(716
59
1

H27
1415
4368
264
74
1

H28A
4194
4925
515
54
1

H28B
3057
4746
851
54
1

H29A
3432
6532
687
53
1

H29B
1817
6207
565
53
1

H30A
2187
6746
(186
56
1

H30B
3789
6387
(101
56
1

H31A
3029
4972
(435
66
1

H31B
1444
5247
(407
66
1

H33
992
(1346
2081
56
1

H35
(474
(908
2774
67
1

H36
(899
(73
3479
85
1

H37
1151
690
3862
73
1

H38
3209
625
3516
78
1

H39
3592
(120
2810
64
1

H40
3871
(1703
2279
68
1

H41A
2934
(2671
2834
79
1

H41B
1555
(2958
2471
79
1

H42A
4337
(3722
2479
90
1

H42B
2924
(4276
2281
90
1

H43A
4706
(3377
1754
110
1

H43B
3293
(3960
1554
110
1

H44A
2011
(2591
1513
80
1

H44B
3465
(2056
1478
80
1
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