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Table 1.  Crystal data and structure refinement for 2008src0864.

Identification code 
2008src0864 (AP227)
Empirical formula 
C27 H28 N4 O3 S

Formula weight 
488.59

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Monoclinic

Space group 
P2(1)/c

Unit cell dimensions
a = 8.9260(8) Å
a= 90º.


b = 15.4665(7) Å
b= 99.900(3)º.


c = 17.7890(15) Å
g = 90º.

Volume
2419.3(3) Å3
Z
4

Density (calculated)
1.341 Mg/m3
Absorption coefficient
0.171 mm-1
F(000)
1032

Crystal size
0.34 x 0.12 x 0.05 mm3
Theta range for data collection
2.99 to 27.21º.

Index ranges
-11<=h<=11, -19<=k<=18, -22<=l<=22

Reflections collected
31632

Independent reflections
5360 [R(int) = 0.1765]

Completeness to theta = 27.21º
99.3 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.9915 and 0.9441

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5360 / 0 / 316

Goodness-of-fit on F2
1.010

Final R indices [I>2sigma(I)]
R1 = 0.0749, wR2 = 0.1418

R indices (all data)
R1 = 0.1647, wR2 = 0.1743

Largest diff. peak and hole
0.481 and -0.481 e.Å-3
Chirality: C2,C3 = R.

Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2008src0864.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

C(1)
850(4)
3804(2)
1616(2)
21(1)

C(2)
-850(4)
3693(2)
1633(2)
20(1)

C(3)
-1617(4)
4533(2)
1291(2)
23(1)

C(4)
3457(4)
3369(2)
1723(2)
28(1)

C(5)
3755(5)
3496(3)
914(2)
37(1)

C(6)
1543(4)
2281(2)
2000(2)
22(1)

C(7)
1896(5)
1588(2)
1448(2)
28(1)

C(8)
-1595(4)
2910(2)
1192(2)
20(1)

C(9)
-1246(4)
2704(2)
483(2)
24(1)

C(10)
-1964(4)
2020(2)
61(2)
24(1)

C(11)
-3071(4)
1552(2)
336(2)
21(1)

C(12)
-3430(4)
1751(2)
1040(2)
24(1)

C(13)
-2683(4)
2422(2)
1468(2)
23(1)

C(14)
-3490(6)
619(3)
-759(2)
45(1)

C(15)
-24(4)
3657(2)
3093(2)
21(1)

C(16)
223(4)
2869(2)
3466(2)
22(1)

C(17)
1389(4)
2795(2)
4093(2)
26(1)

C(18)
2284(5)
3493(2)
4344(2)
33(1)

C(19)
2017(5)
4288(2)
3983(2)
33(1)

C(20)
862(5)
4369(2)
3360(2)
29(1)

C(21)
-2629(4)
4770(2)
1852(2)
23(1)

C(22)
-3850(4)
5414(2)
1710(2)
26(1)

C(23)
-4869(5)
5510(2)
2215(2)
27(1)

C(24)
-6060(5)
6096(2)
2070(2)
31(1)

C(25)
-6208(5)
6609(3)
1428(3)
42(1)

C(26)
-5198(5)
6525(3)
923(3)
48(1)

C(27)
-4029(5)
5932(3)
1061(3)
39(1)

N(1)
1321(4)
4586(2)
1451(2)
28(1)

N(2)
1855(4)
3167(2)
1749(2)
24(1)

N(3)
-1213(3)
3715(2)
2429(2)
21(1)

N(4)
-2276(3)
4367(2)
2490(2)
23(1)

O(1)
-120(3)
5723(2)
603(1)
33(1)

O(2)
38(3)
5834(1)
1983(1)
29(1)

O(3)
-3881(3)
883(1)
-43(1)
28(1)

S(1)
-40(1)
5287(1)
1321(1)
26(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2008src0864.

_____________________________________________________

C(1)-N(2) 
1.325(4)

C(1)-N(1) 
1.330(4)

C(1)-C(2) 
1.532(5)

C(2)-N(3) 
1.506(4)

C(2)-C(8) 
1.531(5)

C(2)-C(3) 
1.545(5)

C(3)-C(21) 
1.501(5)

C(3)-S(1) 
1.822(4)

C(3)-H(3) 
1.0000

C(4)-N(2) 
1.473(5)

C(4)-C(5) 
1.520(5)

C(4)-H(4A) 
0.9900

C(4)-H(4B) 
0.9900

C(5)-H(5A) 
0.9800

C(5)-H(5B) 
0.9800

C(5)-H(5C) 
0.9800

C(6)-N(2) 
1.483(4)

C(6)-C(7) 
1.523(5)

C(6)-H(6A) 
0.9900

C(6)-H(6B) 
0.9900

C(7)-H(7A) 
0.9800

C(7)-H(7B) 
0.9800

C(7)-H(7C) 
0.9800

C(8)-C(13) 
1.384(5)

C(8)-C(9) 
1.389(5)

C(9)-C(10) 
1.388(5)

C(9)-H(9) 
0.9500

C(10)-C(11) 
1.380(5)

C(10)-H(10) 
0.9500

C(11)-O(3) 
1.370(4)

C(11)-C(12) 
1.380(5)

C(12)-C(13) 
1.388(5)

C(12)-H(12) 
0.9500

C(13)-H(13) 
0.9500

C(14)-O(3) 
1.437(5)

C(14)-H(14A) 
0.9800

C(14)-H(14B) 
0.9800

C(14)-H(14C) 
0.9800

C(15)-C(16) 
1.386(5)

C(15)-C(20) 
1.391(5)

C(15)-N(3) 
1.448(4)

C(16)-C(17) 
1.393(5)

C(16)-H(16) 
0.9500

C(17)-C(18) 
1.372(5)

C(17)-H(17) 
0.9500

C(18)-C(19) 
1.389(5)

C(18)-H(18) 
0.9500

C(19)-C(20) 
1.383(5)

C(19)-H(19) 
0.9500

C(20)-H(20) 
0.9500

C(21)-N(4) 
1.285(4)

C(21)-C(22) 
1.466(5)

C(22)-C(27) 
1.390(5)

C(22)-C(23) 
1.393(5)

C(23)-C(24) 
1.388(5)

C(23)-H(23) 
0.9500

C(24)-C(25) 
1.378(5)

C(24)-H(24) 
0.9500

C(25)-C(26) 
1.384(6)

C(25)-H(25) 
0.9500

C(26)-C(27) 
1.380(6)

C(26)-H(26) 
0.9500

C(27)-H(27) 
0.9500

N(1)-S(1) 
1.615(3)

N(3)-N(4) 
1.402(4)

O(1)-S(1) 
1.436(3)

O(2)-S(1) 
1.442(3)

N(2)-C(1)-N(1)
119.0(3)

N(2)-C(1)-C(2)
123.7(3)

N(1)-C(1)-C(2)
117.3(3)

N(3)-C(2)-C(8)
110.8(3)

N(3)-C(2)-C(1)
113.0(3)

C(8)-C(2)-C(1)
115.0(3)

N(3)-C(2)-C(3)
101.5(3)

C(8)-C(2)-C(3)
109.9(3)

C(1)-C(2)-C(3)
105.7(3)

C(21)-C(3)-C(2)
102.7(3)

C(21)-C(3)-S(1)
112.0(2)

C(2)-C(3)-S(1)
103.8(2)

C(21)-C(3)-H(3)
112.5

C(2)-C(3)-H(3)
112.5

S(1)-C(3)-H(3)
112.5

N(2)-C(4)-C(5)
112.7(3)

N(2)-C(4)-H(4A)
109.0

C(5)-C(4)-H(4A)
109.0

N(2)-C(4)-H(4B)
109.0

C(5)-C(4)-H(4B)
109.0

H(4A)-C(4)-H(4B)
107.8

C(4)-C(5)-H(5A)
109.5

C(4)-C(5)-H(5B)
109.5

H(5A)-C(5)-H(5B)
109.5

C(4)-C(5)-H(5C)
109.5

H(5A)-C(5)-H(5C)
109.5

H(5B)-C(5)-H(5C)
109.5

N(2)-C(6)-C(7)
112.8(3)

N(2)-C(6)-H(6A)
109.0

C(7)-C(6)-H(6A)
109.0

N(2)-C(6)-H(6B)
109.0

C(7)-C(6)-H(6B)
109.0

H(6A)-C(6)-H(6B)
107.8

C(6)-C(7)-H(7A)
109.5

C(6)-C(7)-H(7B)
109.5

H(7A)-C(7)-H(7B)
109.5

C(6)-C(7)-H(7C)
109.5

H(7A)-C(7)-H(7C)
109.5

H(7B)-C(7)-H(7C)
109.5

C(13)-C(8)-C(9)
118.5(3)

C(13)-C(8)-C(2)
121.3(3)

C(9)-C(8)-C(2)
120.1(3)

C(10)-C(9)-C(8)
120.7(3)

C(10)-C(9)-H(9)
119.6

C(8)-C(9)-H(9)
119.6

C(11)-C(10)-C(9)
120.0(3)

C(11)-C(10)-H(10)
120.0

C(9)-C(10)-H(10)
120.0

O(3)-C(11)-C(12)
115.4(3)

O(3)-C(11)-C(10)
124.8(3)

C(12)-C(11)-C(10)
119.8(3)

C(11)-C(12)-C(13)
120.0(3)

C(11)-C(12)-H(12)
120.0

C(13)-C(12)-H(12)
120.0

C(8)-C(13)-C(12)
120.9(3)

C(8)-C(13)-H(13)
119.5

C(12)-C(13)-H(13)
119.5

O(3)-C(14)-H(14A)
109.5

O(3)-C(14)-H(14B)
109.5

H(14A)-C(14)-H(14B)
109.5

O(3)-C(14)-H(14C)
109.5

H(14A)-C(14)-H(14C)
109.5

H(14B)-C(14)-H(14C)
109.5

C(16)-C(15)-C(20)
119.8(3)

C(16)-C(15)-N(3)
118.6(3)

C(20)-C(15)-N(3)
121.6(3)

C(15)-C(16)-C(17)
119.4(3)

C(15)-C(16)-H(16)
120.3

C(17)-C(16)-H(16)
120.3

C(18)-C(17)-C(16)
120.6(3)

C(18)-C(17)-H(17)
119.7

C(16)-C(17)-H(17)
119.7

C(17)-C(18)-C(19)
120.1(4)

C(17)-C(18)-H(18)
119.9

C(19)-C(18)-H(18)
119.9

C(20)-C(19)-C(18)
119.7(3)

C(20)-C(19)-H(19)
120.2

C(18)-C(19)-H(19)
120.2

C(19)-C(20)-C(15)
120.3(3)

C(19)-C(20)-H(20)
119.9

C(15)-C(20)-H(20)
119.9

N(4)-C(21)-C(22)
123.0(3)

N(4)-C(21)-C(3)
112.6(3)

C(22)-C(21)-C(3)
124.4(3)

C(27)-C(22)-C(23)
118.7(4)

C(27)-C(22)-C(21)
120.7(4)

C(23)-C(22)-C(21)
120.6(3)

C(24)-C(23)-C(22)
120.9(4)

C(24)-C(23)-H(23)
119.6

C(22)-C(23)-H(23)
119.6

C(25)-C(24)-C(23)
119.5(4)

C(25)-C(24)-H(24)
120.3

C(23)-C(24)-H(24)
120.3

C(24)-C(25)-C(26)
120.3(4)

C(24)-C(25)-H(25)
119.9

C(26)-C(25)-H(25)
119.9

C(27)-C(26)-C(25)
120.2(4)

C(27)-C(26)-H(26)
119.9

C(25)-C(26)-H(26)
119.9

C(26)-C(27)-C(22)
120.4(4)

C(26)-C(27)-H(27)
119.8

C(22)-C(27)-H(27)
119.8

C(1)-N(1)-S(1)
112.6(3)

C(1)-N(2)-C(4)
117.9(3)

C(1)-N(2)-C(6)
125.8(3)

C(4)-N(2)-C(6)
116.0(3)

N(4)-N(3)-C(15)
113.2(3)

N(4)-N(3)-C(2)
110.3(2)

C(15)-N(3)-C(2)
121.2(3)

C(21)-N(4)-N(3)
110.4(3)

C(11)-O(3)-C(14)
117.5(3)

O(1)-S(1)-O(2)
116.06(15)

O(1)-S(1)-N(1)
111.32(17)

O(2)-S(1)-N(1)
110.37(16)

O(1)-S(1)-C(3)
110.76(17)

O(2)-S(1)-C(3)
109.14(16)

N(1)-S(1)-C(3)
97.63(15)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008src0864.  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)
24(2) 
18(2)
20(2) 
1(1)
2(2) 
-3(2)

C(2)
24(2) 
16(2)
20(2) 
1(1)
5(2) 
-1(1)

C(3)
26(2) 
16(2)
26(2) 
2(1)
0(2) 
-1(1)

C(4)
25(2) 
21(2)
37(2) 
-4(2)
3(2) 
-1(2)

C(5)
33(3) 
35(2)
46(3) 
4(2)
13(2) 
0(2)

C(6)
27(2) 
17(2)
23(2) 
5(1)
5(2) 
1(2)

C(7)
36(3) 
18(2)
29(2) 
3(2)
6(2) 
5(2)

C(8)
22(2) 
14(2)
21(2) 
2(1)
1(2) 
-2(1)

C(9)
25(2) 
21(2)
25(2) 
6(1)
5(2) 
-2(2)

C(10)
29(2) 
24(2)
18(2) 
1(1)
2(2) 
2(2)

C(11)
22(2) 
15(2)
24(2) 
2(1)
-2(2) 
1(1)

C(12)
30(2) 
18(2)
23(2) 
2(1)
5(2) 
-3(2)

C(13)
26(2) 
20(2)
22(2) 
0(1)
7(2) 
0(2)

C(14)
65(4) 
39(2)
31(2) 
-14(2)
10(2) 
-12(2)

C(15)
27(2) 
19(2)
18(2) 
-2(1)
5(2) 
0(2)

C(16)
25(2) 
20(2)
24(2) 
-2(1)
11(2) 
-1(1)

C(17)
28(2) 
24(2)
25(2) 
4(2)
7(2) 
6(2)

C(18)
30(3) 
39(2)
28(2) 
1(2)
0(2) 
1(2)

C(19)
43(3) 
24(2)
30(2) 
-4(2)
1(2) 
-12(2)

C(20)
33(3) 
22(2)
29(2) 
0(2)
2(2) 
-1(2)

C(21)
24(2) 
16(2)
30(2) 
1(2)
4(2) 
0(1)

C(22)
22(2) 
17(2)
36(2) 
3(2)
0(2) 
0(1)

C(23)
31(2) 
21(2)
29(2) 
-6(2)
2(2) 
-1(2)

C(24)
32(3) 
24(2)
37(2) 
-6(2)
9(2) 
2(2)

C(25)
38(3) 
35(2)
54(3) 
14(2)
12(2) 
14(2)

C(26)
43(3) 
47(3)
58(3) 
31(2)
20(2) 
21(2)

C(27)
33(3) 
39(2)
49(3) 
14(2)
13(2) 
9(2)

N(1)
29(2) 
16(2)
38(2) 
1(1)
6(2) 
-2(1)

N(2)
24(2) 
20(2)
27(2) 
-1(1)
3(1) 
-2(1)

N(3)
24(2) 
19(2)
20(2) 
-2(1)
3(1) 
4(1)

N(4)
23(2) 
16(2)
29(2) 
-2(1)
5(1) 
6(1)

O(1)
45(2) 
24(1)
33(2) 
9(1)
13(1) 
2(1)

O(2)
34(2) 
14(1)
40(2) 
-2(1)
8(1) 
-1(1)

O(3)
32(2) 
23(1)
26(1) 
-6(1)
0(1) 
-4(1)

S(1)
31(1) 
16(1)
33(1) 
3(1)
9(1) 
-2(1)

______________________________________________________________________________
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