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Table 1.  Crystal data and structure refinement for 2008src0227.

Identification code 
2008src0227 (IAFused)
Empirical formula 
C22 H12 S3

Formula weight 
372.50

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Monoclinic

Space group 
P2(1)/c

Unit cell dimensions
a = 15.8475(14) Å
a= 90º.


b = 15.8514(14) Å
b= 98.498(6)º.


c = 6.9724(4) Å
g = 90º.

Volume
1732.3(2) Å3
Z
4

Density (calculated)
1.428 Mg/m3
Absorption coefficient
0.429 mm-1
F(000)
768

Crystal size
0.45 x 0.02 x 0.01 mm3
Theta range for data collection
3.22 to 27.49º.

Index ranges
-20<=h<=20, -20<=k<=20, -8<=l<=9

Reflections collected
19708

Independent reflections
3940 [R(int) = 0.1068]

Completeness to theta = 27.49º
99.1 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.9957 and 0.8305

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3940 / 0 / 227

Goodness-of-fit on F2
1.104

Final R indices [I>2sigma(I)]
R1 = 0.1079, wR2 = 0.2576

R indices (all data)
R1 = 0.1583, wR2 = 0.2819

Extinction coefficient
0.013(4)

Largest diff. peak and hole
1.393 and -0.864 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2008src0227.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

C(1)
2012(4)
3217(4)
1690(8)
20(1)

C(2)
2335(4)
2405(3)
1814(8)
19(1)

C(3)
3237(4)
2380(4)
2023(9)
20(1)

C(4)
3583(4)
3185(4)
2103(9)
22(1)

C(5)
4536(4)
3180(4)
2340(9)
24(1)

C(6)
4713(4)
2235(4)
2417(9)
25(1)

C(7)
5490(4)
1813(4)
2653(9)
30(2)

C(8)
5488(5)
934(5)
2692(10)
34(2)

C(9)
4714(5)
479(4)
2485(11)
36(2)

C(10)
3936(5)
895(4)
2261(9)
27(1)

C(11)
3935(4)
1777(4)
2214(8)
22(1)

C(12)
1108(4)
3242(4)
1450(8)
20(1)

C(13)
763(4)
2439(4)
1378(8)
20(1)

C(14)
-149(4)
2451(4)
1074(8)
20(1)

C(15)
-456(4)
3260(4)
981(9)
23(1)

C(16)
-1423(4)
3291(4)
653(9)
26(1)

C(17)
-1625(4)
2353(4)
609(8)
22(1)

C(18)
-2418(4)
1973(4)
378(9)
27(1)

C(19)
-2455(5)
1087(4)
338(10)
31(2)

C(20)
-1712(5)
605(4)
575(9)
27(1)

C(21)
-909(4)
992(4)
819(9)
26(1)

C(22)
-869(4)
1873(4)
833(9)
22(1)

S(1)
2819(1)
3973(1)
1875(2)
25(1)

S(2)
1531(1)
1647(1)
1599(2)
21(1)

S(3)
332(1)
4021(1)
1195(2)
24(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2008src0227.

_____________________________________________________

C(1)-C(2) 
1.383(8)

C(1)-C(12) 
1.417(8)

C(1)-S(1) 
1.745(6)

C(2)-C(3) 
1.415(9)

C(2)-S(2) 
1.743(6)

C(3)-C(4) 
1.387(8)

C(3)-C(11) 
1.454(8)

C(4)-C(5) 
1.495(9)

C(4)-S(1) 
1.731(6)

C(5)-C(6) 
1.524(9)

C(6)-C(7) 
1.389(9)

C(6)-C(11) 
1.421(9)

C(7)-C(8) 
1.393(10)

C(8)-C(9) 
1.411(11)

C(9)-C(10) 
1.386(10)

C(10)-C(11) 
1.398(9)

C(12)-C(13) 
1.384(8)

C(12)-S(3) 
1.734(6)

C(13)-C(14) 
1.429(9)

C(13)-S(2) 
1.740(6)

C(14)-C(15) 
1.369(8)

C(14)-C(22) 
1.454(9)

C(15)-C(16) 
1.516(9)

C(15)-S(3) 
1.726(6)

C(16)-C(17) 
1.520(8)

C(17)-C(18) 
1.382(9)

C(17)-C(22) 
1.410(9)

C(18)-C(19) 
1.407(9)

C(19)-C(20) 
1.393(10)

C(20)-C(21) 
1.400(9)

C(21)-C(22) 
1.397(9)

C(2)-C(1)-C(12)
113.2(5)

C(2)-C(1)-S(1)
112.0(5)

C(12)-C(1)-S(1)
134.9(5)

C(1)-C(2)-C(3)
113.1(5)

C(1)-C(2)-S(2)
112.1(5)

C(3)-C(2)-S(2)
134.8(5)

C(4)-C(3)-C(2)
111.5(5)

C(4)-C(3)-C(11)
108.1(5)

C(2)-C(3)-C(11)
140.4(6)

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

C(3)-C(4)-S(1)
113.1(5)

C(5)-C(4)-S(1)
134.1(5)

C(4)-C(5)-C(6)
100.7(5)

C(7)-C(6)-C(11)
120.4(6)

C(7)-C(6)-C(5)
129.3(6)

C(11)-C(6)-C(5)
110.3(5)

C(6)-C(7)-C(8)
118.7(7)

C(7)-C(8)-C(9)
120.9(7)

C(10)-C(9)-C(8)
120.9(7)

C(9)-C(10)-C(11)
118.5(7)

C(10)-C(11)-C(6)
120.7(6)

C(10)-C(11)-C(3)
131.2(6)

C(6)-C(11)-C(3)
108.1(5)

C(13)-C(12)-C(1)
111.4(5)

C(13)-C(12)-S(3)
112.3(5)

C(1)-C(12)-S(3)
136.2(5)

C(12)-C(13)-C(14)
112.2(5)

C(12)-C(13)-S(2)
113.1(5)

C(14)-C(13)-S(2)
134.6(5)

C(15)-C(14)-C(13)
111.4(5)

C(15)-C(14)-C(22)
108.6(5)

C(13)-C(14)-C(22)
140.1(6)

C(14)-C(15)-C(16)
112.4(5)

C(14)-C(15)-S(3)
113.8(5)

C(16)-C(15)-S(3)
133.8(5)

C(15)-C(16)-C(17)
100.2(5)

C(18)-C(17)-C(22)
121.4(6)

C(18)-C(17)-C(16)
127.9(6)

C(22)-C(17)-C(16)
110.7(6)

C(17)-C(18)-C(19)
118.2(6)

C(20)-C(19)-C(18)
120.9(7)

C(19)-C(20)-C(21)
120.7(6)

C(22)-C(21)-C(20)
118.6(6)

C(21)-C(22)-C(17)
120.1(6)

C(21)-C(22)-C(14)
131.7(6)

C(17)-C(22)-C(14)
108.2(5)

C(4)-S(1)-C(1)
90.3(3)

C(13)-S(2)-C(2)
90.2(3)

C(15)-S(3)-C(12)
90.3(3)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008src0227.  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)
26(3) 
16(3)
18(3) 
6(2)
1(2) 
2(2)

C(2)
30(3) 
13(3)
15(3) 
5(2)
6(2) 
-2(2)

C(3)
26(3) 
14(3)
22(3) 
-2(2)
5(2) 
0(2)

C(4)
30(3) 
15(3)
20(3) 
1(2)
3(2) 
0(2)

C(5)
26(3) 
21(3)
24(3) 
-2(2)
5(2) 
-6(3)

C(6)
26(3) 
32(3)
17(3) 
1(3)
1(2) 
1(3)

C(7)
29(4) 
37(4)
22(3) 
-2(3)
1(3) 
1(3)

C(8)
34(4) 
37(4)
32(4) 
1(3)
5(3) 
19(3)

C(9)
43(5) 
26(4)
39(4) 
0(3)
8(3) 
8(3)

C(10)
33(4) 
24(3)
24(3) 
-2(3)
3(3) 
7(3)

C(11)
27(3) 
23(3)
15(3) 
2(2)
3(2) 
2(3)

C(12)
27(3) 
14(3)
18(3) 
4(2)
6(2) 
5(2)

C(13)
29(3) 
12(3)
18(3) 
7(2)
4(2) 
3(2)

C(14)
28(3) 
23(3)
10(3) 
1(2)
1(2) 
0(3)

C(15)
29(3) 
19(3)
19(3) 
1(2)
1(2) 
0(3)

C(16)
31(4) 
23(3)
22(3) 
2(2)
4(3) 
2(3)

C(17)
30(3) 
18(3)
18(3) 
1(2)
7(2) 
3(3)

C(18)
22(3) 
35(4)
25(3) 
0(3)
9(3) 
-2(3)

C(19)
29(4) 
35(4)
30(4) 
-5(3)
7(3) 
-3(3)

C(20)
38(4) 
22(3)
23(3) 
1(3)
7(3) 
-3(3)

C(21)
32(4) 
19(3)
28(3) 
1(3)
11(3) 
3(3)

C(22)
28(3) 
23(3)
17(3) 
5(2)
8(2) 
3(3)

S(1)
29(1) 
15(1)
30(1) 
0(1)
5(1) 
-2(1)

S(2)
26(1) 
15(1)
21(1) 
0(1)
5(1) 
1(1)

S(3)
29(1) 
15(1)
26(1) 
1(1)
4(1) 
2(1)

______________________________________________________________________________
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