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Table 1.  Crystal data and structure refinement for 2009src0647.

Identification code 
2009src0647

Empirical formula 
C46 H58 Br2 S3

Formula weight 
866.92

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Monoclinic

Space group 
P2(1)/n

Unit cell dimensions
a = 11.3163(3) Å
a= 90º.


b = 11.8126(2) Å
b= 99.3500(10)º.


c = 33.2617(7) Å
g = 90º.

Volume
4387.18(17) Å3
Z
4

Density (calculated)
1.313 Mg/m3
Absorption coefficient
2.021 mm-1
F(000)
1808

Crystal size
0.40 x 0.10 x 0.04 mm3
Theta range for data collection
2.93 to 27.50º.

Index ranges
-14<=h<=14, -15<=k<=13, -43<=l<=43

Reflections collected
48089

Independent reflections
10019 [R(int) = 0.0706]

Completeness to theta = 27.50º
99.5 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.9235 and 0.4987

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
10019 / 0 / 464

Goodness-of-fit on F2
1.039

Final R indices [I>2sigma(I)]
R1 = 0.0520, wR2 = 0.1138

R indices (all data)
R1 = 0.0762, wR2 = 0.1255

Largest diff. peak and hole
1.560 and -0.651 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2009src0647.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

C(1)
7620(3)
3321(3)
-1695(1)
22(1)

C(2)
8258(3)
4213(3)
-1489(1)
21(1)

C(3)
8096(3)
4273(3)
-1076(1)
21(1)

C(4)
7374(3)
3432(3)
-976(1)
23(1)

C(5)
7142(3)
3504(3)
-539(1)
24(1)

C(6)
7874(3)
4577(3)
-406(1)
24(1)

C(7)
8047(3)
5099(3)
-28(1)
24(1)

C(8)
8738(3)
6070(3)
21(1)
26(1)

C(9)
9261(3)
6529(3)
-291(1)
25(1)

C(10)
9120(3)
5991(3)
-669(1)
25(1)

C(11)
8424(3)
5021(3)
-722(1)
21(1)

C(12)
7709(4)
2506(3)
-271(1)
32(1)

C(13)
7176(4)
1345(3)
-373(1)
35(1)

C(14)
7836(4)
448(4)
-83(1)
49(1)

C(15)
7439(4)
-777(3)
-217(1)
45(1)

C(16)
6161(4)
-1038(4)
-198(1)
45(1)

C(17)
5857(5)
-2257(4)
-301(2)
54(1)

C(18)
5804(3)
3667(3)
-522(1)
28(1)

C(19)
5261(3)
4732(3)
-734(2)
43(1)

C(20)
3941(4)
4762(4)
-837(1)
48(1)

C(21)
3400(4)
5852(4)
-1003(2)
53(1)

C(22)
2130(4)
5927(5)
-1172(2)
74(2)

C(23)
1631(5)
7026(4)
-1313(2)
72(2)

C(24)
7774(3)
3271(3)
-2110(1)
22(1)

C(25)
8539(3)
4109(3)
-2208(1)
22(1)

C(26)
8721(3)
4034(3)
-2622(1)
22(1)

C(27)
8081(3)
3171(3)
-2822(1)
23(1)

C(28)
8273(3)
3034(3)
-3258(1)
23(1)

C(29)
9207(3)
3965(3)
-3270(1)
23(1)

C(30)
9774(3)
4258(3)
-3592(1)
27(1)

C(31)
10588(3)
5153(3)
-3537(1)
28(1)

C(32)
10832(3)
5751(3)
-3175(1)
27(1)

C(33)
10255(3)
5454(3)
-2850(1)
24(1)

C(34)
9444(3)
4561(3)
-2898(1)
21(1)

C(35)
7117(3)
3273(3)
-3563(1)
26(1)

C(36)
6583(3)
4440(3)
-3517(1)
34(1)

C(37)
5431(3)
4661(3)
-3809(1)
33(1)

C(38)
4925(3)
5843(3)
-3775(1)
37(1)

C(39)
4555(4)
6110(4)
-3367(1)
42(1)

C(40)
4003(4)
7279(4)
-3352(2)
50(1)

C(41)
8759(3)
1844(3)
-3331(1)
26(1)

C(42)
9897(3)
1505(3)
-3041(1)
30(1)

C(43)
10031(4)
234(3)
-2998(2)
46(1)

C(44)
11157(4)
-148(3)
-2719(1)
38(1)

C(45)
11229(5)
-1409(4)
-2659(2)
89(2)

C(46)
12332(5)
-1816(4)
-2382(2)
65(2)

S(1)
6828(1)
2555(1)
-1381(1)
23(1)

S(2)
9069(1)
4984(1)
-1797(1)
21(1)

S(3)
7255(1)
2399(1)
-2521(1)
23(1)

Br(1)
8954(1)
6820(1)
536(1)
31(1)

Br(2)
11359(1)
5584(1)
-3981(1)
44(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2009src0647.

_____________________________________________________

C(1)-C(2) 
1.393(4)

C(1)-C(24) 
1.420(4)

C(1)-S(1) 
1.736(3)

C(2)-C(3) 
1.417(4)

C(2)-S(2) 
1.740(3)

C(3)-C(4) 
1.361(5)

C(3)-C(11) 
1.471(4)

C(4)-C(5) 
1.519(4)

C(4)-S(1) 
1.733(3)

C(5)-C(18) 
1.537(5)

C(5)-C(6) 
1.540(5)

C(5)-C(12) 
1.552(5)

C(6)-C(7) 
1.385(4)

C(6)-C(11) 
1.406(5)

C(7)-C(8) 
1.383(5)

C(8)-C(9) 
1.386(5)

C(8)-Br(1) 
1.907(3)

C(9)-C(10) 
1.393(5)

C(10)-C(11) 
1.385(5)

C(12)-C(13) 
1.514(5)

C(13)-C(14) 
1.542(5)

C(14)-C(15) 
1.558(6)

C(15)-C(16) 
1.490(6)

C(16)-C(17) 
1.506(6)

C(18)-C(19) 
1.523(5)

C(19)-C(20) 
1.477(5)

C(20)-C(21) 
1.492(6)

C(21)-C(22) 
1.459(6)

C(22)-C(23) 
1.462(7)

C(24)-C(25) 
1.388(5)

C(24)-S(3) 
1.737(3)

C(25)-C(26) 
1.426(4)

C(25)-S(2) 
1.742(3)

C(26)-C(27) 
1.360(4)

C(26)-C(34) 
1.465(5)

C(27)-C(28) 
1.511(4)

C(27)-S(3) 
1.735(3)

C(28)-C(29) 
1.530(5)

C(28)-C(41) 
1.543(5)

C(28)-C(35) 
1.544(5)

C(29)-C(30) 
1.380(5)

C(29)-C(34) 
1.410(4)

C(30)-C(31) 
1.394(5)

C(31)-C(32) 
1.385(5)

C(31)-Br(2) 
1.900(3)

C(32)-C(33) 
1.396(5)

C(33)-C(34) 
1.391(5)

C(35)-C(36) 
1.522(5)

C(36)-C(37) 
1.517(5)

C(37)-C(38) 
1.520(5)

C(38)-C(39) 
1.519(6)

C(39)-C(40) 
1.520(6)

C(41)-C(42) 
1.531(5)

C(42)-C(43) 
1.514(5)

C(43)-C(44) 
1.519(5)

C(44)-C(45) 
1.503(6)

C(45)-C(46) 
1.506(7)

C(2)-C(1)-C(24)
111.9(3)

C(2)-C(1)-S(1)
112.1(2)

C(24)-C(1)-S(1)
136.0(3)

C(1)-C(2)-C(3)
112.1(3)

C(1)-C(2)-S(2)
112.8(2)

C(3)-C(2)-S(2)
135.1(3)

C(4)-C(3)-C(2)
112.2(3)

C(4)-C(3)-C(11)
109.0(3)

C(2)-C(3)-C(11)
138.7(3)

C(3)-C(4)-C(5)
113.4(3)

C(3)-C(4)-S(1)
113.5(2)

C(5)-C(4)-S(1)
133.0(3)

C(4)-C(5)-C(18)
111.5(3)

C(4)-C(5)-C(6)
98.8(3)

C(18)-C(5)-C(6)
111.9(3)

C(4)-C(5)-C(12)
112.8(3)

C(18)-C(5)-C(12)
113.0(3)

C(6)-C(5)-C(12)
107.9(3)

C(7)-C(6)-C(11)
119.8(3)

C(7)-C(6)-C(5)
128.2(3)

C(11)-C(6)-C(5)
112.0(3)

C(8)-C(7)-C(6)
118.1(3)

C(7)-C(8)-C(9)
122.5(3)

C(7)-C(8)-Br(1)
118.7(3)

C(9)-C(8)-Br(1)
118.8(3)

C(8)-C(9)-C(10)
119.8(3)

C(11)-C(10)-C(9)
118.1(3)

C(10)-C(11)-C(6)
121.6(3)

C(10)-C(11)-C(3)
131.5(3)

C(6)-C(11)-C(3)
106.8(3)

C(13)-C(12)-C(5)
116.6(3)

C(12)-C(13)-C(14)
110.4(3)

C(13)-C(14)-C(15)
111.8(3)

C(16)-C(15)-C(14)
114.6(4)

C(15)-C(16)-C(17)
112.1(4)

C(19)-C(18)-C(5)
114.3(3)

C(20)-C(19)-C(18)
116.3(3)

C(19)-C(20)-C(21)
116.4(4)

C(22)-C(21)-C(20)
121.0(4)

C(21)-C(22)-C(23)
118.9(5)

C(25)-C(24)-C(1)
112.3(3)

C(25)-C(24)-S(3)
112.4(2)

C(1)-C(24)-S(3)
135.3(3)

C(24)-C(25)-C(26)
112.1(3)

C(24)-C(25)-S(2)
112.7(2)

C(26)-C(25)-S(2)
135.1(3)

C(27)-C(26)-C(25)
111.7(3)

C(27)-C(26)-C(34)
108.5(3)

C(25)-C(26)-C(34)
139.6(3)

C(26)-C(27)-C(28)
113.8(3)

C(26)-C(27)-S(3)
113.9(2)

C(28)-C(27)-S(3)
132.3(2)

C(27)-C(28)-C(29)
98.9(2)

C(27)-C(28)-C(41)
111.0(3)

C(29)-C(28)-C(41)
112.6(3)

C(27)-C(28)-C(35)
111.8(3)

C(29)-C(28)-C(35)
111.5(3)

C(41)-C(28)-C(35)
110.5(3)

C(30)-C(29)-C(34)
120.6(3)

C(30)-C(29)-C(28)
127.6(3)

C(34)-C(29)-C(28)
111.8(3)

C(29)-C(30)-C(31)
118.1(3)

C(32)-C(31)-C(30)
122.2(3)

C(32)-C(31)-Br(2)
119.1(3)

C(30)-C(31)-Br(2)
118.6(3)

C(31)-C(32)-C(33)
119.6(3)

C(34)-C(33)-C(32)
119.0(3)

C(33)-C(34)-C(29)
120.5(3)

C(33)-C(34)-C(26)
132.5(3)

C(29)-C(34)-C(26)
107.0(3)

C(36)-C(35)-C(28)
114.1(3)

C(37)-C(36)-C(35)
114.0(3)

C(36)-C(37)-C(38)
113.9(3)

C(39)-C(38)-C(37)
114.7(3)

C(38)-C(39)-C(40)
113.1(4)

C(42)-C(41)-C(28)
115.1(3)

C(43)-C(42)-C(41)
112.4(3)

C(42)-C(43)-C(44)
114.4(3)

C(45)-C(44)-C(43)
113.3(4)

C(44)-C(45)-C(46)
114.7(4)

C(4)-S(1)-C(1)
90.12(16)

C(2)-S(2)-C(25)
90.26(16)

C(27)-S(3)-C(24)
89.89(16)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2009src0647.  The anisotropic

displacement factor exponent takes the form: -2p2[ h2a*2U11 + ... + 2 h k a* b* U12 ]

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

C(1)
20(2) 
20(2)
24(2) 
-1(1)
0(1) 
4(1)

C(2)
19(2) 
23(2)
19(2) 
1(1)
0(1) 
4(1)

C(3)
20(2) 
22(2)
20(2) 
-1(1)
-1(1) 
7(1)

C(4)
25(2) 
23(2)
21(2) 
0(1)
1(1) 
7(1)

C(5)
27(2) 
22(2)
24(2) 
3(1)
5(1) 
3(1)

C(6)
24(2) 
22(2)
24(2) 
2(1)
2(1) 
6(1)

C(7)
22(2) 
31(2)
19(2) 
0(1)
2(1) 
7(1)

C(8)
24(2) 
28(2)
22(2) 
-4(1)
-4(1) 
9(1)

C(9)
20(2) 
29(2)
25(2) 
-2(1)
-3(1) 
2(1)

C(10)
23(2) 
29(2)
21(2) 
-2(1)
0(1) 
5(1)

C(11)
19(2) 
24(2)
18(2) 
-2(1)
0(1) 
8(1)

C(12)
37(2) 
34(2)
24(2) 
5(2)
-1(2) 
4(2)

C(13)
37(2) 
29(2)
35(2) 
4(2)
-1(2) 
1(2)

C(14)
48(3) 
39(2)
55(3) 
14(2)
-8(2) 
6(2)

C(15)
45(3) 
36(2)
58(3) 
19(2)
20(2) 
16(2)

C(16)
50(3) 
47(3)
37(2) 
8(2)
7(2) 
4(2)

C(17)
66(3) 
41(3)
54(3) 
11(2)
8(2) 
3(2)

C(18)
28(2) 
31(2)
25(2) 
1(1)
7(2) 
-2(2)

C(19)
24(2) 
35(2)
72(3) 
8(2)
13(2) 
3(2)

C(20)
27(2) 
71(3)
47(2) 
15(2)
5(2) 
7(2)

C(21)
30(2) 
48(3)
82(4) 
0(2)
9(2) 
2(2)

C(22)
33(3) 
97(4)
90(4) 
39(3)
3(3) 
5(3)

C(23)
37(3) 
53(3)
125(5) 
18(3)
8(3) 
11(2)

C(24)
19(2) 
24(2)
23(2) 
-3(1)
2(1) 
4(1)

C(25)
20(2) 
21(2)
24(2) 
-3(1)
1(1) 
2(1)

C(26)
21(2) 
23(2)
21(2) 
-3(1)
0(1) 
0(1)

C(27)
20(2) 
24(2)
24(2) 
-4(1)
2(1) 
-1(1)

C(28)
23(2) 
26(2)
18(2) 
-3(1)
2(1) 
-5(1)

C(29)
19(2) 
26(2)
22(2) 
-4(1)
-1(1) 
-1(1)

C(30)
26(2) 
34(2)
20(2) 
-7(1)
2(1) 
-7(2)

C(31)
25(2) 
34(2)
24(2) 
-1(1)
2(1) 
-6(2)

C(32)
22(2) 
29(2)
30(2) 
0(1)
5(1) 
-6(1)

C(33)
25(2) 
24(2)
22(2) 
-6(1)
0(1) 
-1(1)

C(34)
21(2) 
23(2)
21(2) 
-3(1)
5(1) 
0(1)

C(35)
25(2) 
32(2)
21(2) 
-3(1)
1(1) 
-6(2)

C(36)
27(2) 
35(2)
38(2) 
2(2)
-3(2) 
-3(2)

C(37)
27(2) 
43(2)
28(2) 
3(2)
-1(2) 
-7(2)

C(38)
25(2) 
40(2)
43(2) 
13(2)
0(2) 
-3(2)

C(39)
42(3) 
43(2)
40(2) 
2(2)
1(2) 
2(2)

C(40)
39(3) 
42(2)
66(3) 
-8(2)
-3(2) 
-3(2)

C(41)
25(2) 
27(2)
27(2) 
-7(1)
3(1) 
-5(2)

C(42)
26(2) 
29(2)
34(2) 
-9(2)
2(2) 
-4(2)

C(43)
37(2) 
26(2)
68(3) 
-8(2)
-11(2) 
-3(2)

C(44)
37(2) 
28(2)
45(2) 
-8(2)
0(2) 
1(2)

C(45)
61(4) 
30(3)
153(6) 
1(3)
-47(4) 
0(2)

C(46)
61(3) 
37(3)
88(4) 
2(3)
-15(3) 
8(2)

S(1)
26(1) 
22(1)
21(1) 
-1(1)
3(1) 
0(1)

S(2)
21(1) 
23(1)
19(1) 
-4(1)
1(1) 
-1(1)

S(3)
24(1) 
25(1)
20(1) 
-3(1)
3(1) 
-5(1)

Br(1)
31(1) 
37(1)
22(1) 
-8(1)
1(1) 
4(1)

Br(2)
39(1) 
66(1)
29(1) 
-4(1)
11(1) 
-25(1)

______________________________________________________________________________
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