[image: image2.jpg]


Table 1.  Crystal data and structure refinement for 2008src0405r.

Identification code 
2008src0405r (DbFLN193)
Empirical formula 
C21 H20 F N2 O3

Formula weight 
367.39

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Monoclinic

Space group 
P2(1)/c

Unit cell dimensions
a = 27.4599(12) Å
a= 90º.


b = 5.6654(2) Å
b= 92.250(2)º.


c = 11.4275(5) Å
g = 90º.

Volume
1776.42(13) Å3
Z
4

Density (calculated)
1.374 Mg/m3
Absorption coefficient
0.100 mm-1
F(000)
772

Crystal size
0.60 x 0.20 x 0.03 mm3
Theta range for data collection
2.97 to 27.49º.

Index ranges
-35<=h<=35, -6<=k<=7, -14<=l<=14

Reflections collected
17171

Independent reflections
3958 [R(int) = 0.0651]

Completeness to theta = 27.49º
96.8 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.9970 and 0.9427

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3958 / 0 / 263

Goodness-of-fit on F2
1.040

Final R indices [I>2sigma(I)]
R1 = 0.0543, wR2 = 0.1219

R indices (all data)
R1 = 0.1033, wR2 = 0.1448

Largest diff. peak and hole
0.268 and -0.330 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2008src0405r.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

C(7)
4008(1)
7536(3)
12098(2)
21(1)

C(8)
4045(1)
5680(4)
12902(2)
23(1)

C(9)
4375(1)
5779(4)
13843(2)
25(1)

C(10)
4682(1)
7707(4)
13990(2)
26(1)

C(11)
4657(1)
9537(4)
13192(2)
24(1)

C(12)
4318(1)
9469(4)
12255(2)
21(1)

C(13)
3643(1)
7417(3)
11104(2)
20(1)

C(14)
3296(1)
9169(4)
10879(2)
22(1)

F(1)
3284(1)
11098(4)
11619(2)
30(1)

C(15)
2939(1)
9010(4)
9999(2)
23(1)

C(16)
2915(1)
7014(4)
9284(2)
21(1)

C(17)
3266(1)
5262(4)
9463(2)
23(1)

C(18)
3615(1)
5502(4)
10352(2)
22(1)

F(1')
3966(1)
3774(4)
10436(2)
26(1)

C(19)
2511(1)
6702(4)
8347(2)
24(1)

C(20)
2428(1)
8851(4)
7571(2)
31(1)

C(21)
2045(1)
5921(4)
8929(2)
21(1)

O(2)
2118(1)
4019(3)
9583(1)
29(1)

O(3)
1655(1)
6918(3)
8806(1)
30(1)

C(1)
-714(1)
4993(3)
4067(2)
19(1)

C(2)
-538(1)
6236(4)
3125(2)
21(1)

C(3)
-796(1)
8169(4)
2690(2)
24(1)

C(4)
-1217(1)
8822(4)
3219(2)
24(1)

C(5)
-1143(1)
5778(4)
4539(2)
21(1)

C(6)
-424(1)
2931(4)
4527(2)
19(1)

N(1)
-1391(1)
7665(3)
4138(2)
24(1)

N(2)
-606(1)
1603(3)
5374(2)
23(1)

O(1)
-20(1)
2532(2)
4126(1)
23(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2008src0405r.

_____________________________________________________

C(7)-C(12) 
1.394(3)

C(7)-C(8) 
1.398(3)

C(7)-C(13) 
1.488(3)

C(8)-C(9) 
1.380(3)

C(9)-C(10) 
1.386(3)

C(10)-C(11) 
1.381(3)

C(11)-C(12) 
1.391(3)

C(13)-C(18) 
1.385(3)

C(13)-C(14) 
1.392(3)

C(14)-C(15) 
1.380(3)

C(15)-C(16) 
1.395(3)

C(16)-C(17) 
1.393(3)

C(16)-C(19) 
1.521(3)

C(17)-C(18) 
1.375(3)

C(19)-C(20) 
1.518(3)

C(19)-C(21) 
1.531(3)

C(21)-O(3) 
1.214(2)

C(21)-O(2) 
1.322(3)

C(1)-C(5) 
1.387(3)

C(1)-C(2) 
1.389(3)

C(1)-C(6) 
1.497(3)

C(2)-C(3) 
1.385(3)

C(3)-C(4) 
1.377(3)

C(4)-N(1) 
1.342(3)

C(5)-N(1) 
1.339(3)

C(6)-O(1) 
1.238(2)

C(6)-N(2) 
1.337(3)

C(12)-C(7)-C(8)
118.6(2)

C(12)-C(7)-C(13)
121.62(18)

C(8)-C(7)-C(13)
119.79(18)

C(9)-C(8)-C(7)
120.7(2)

C(8)-C(9)-C(10)
120.3(2)

C(11)-C(10)-C(9)
119.8(2)

C(10)-C(11)-C(12)
120.2(2)

C(11)-C(12)-C(7)
120.46(19)

C(18)-C(13)-C(14)
115.04(19)

C(18)-C(13)-C(7)
121.89(18)

C(14)-C(13)-C(7)
123.04(18)

C(15)-C(14)-C(13)
123.3(2)

C(14)-C(15)-C(16)
119.70(19)

C(17)-C(16)-C(15)
118.36(19)

C(17)-C(16)-C(19)
120.13(19)

C(15)-C(16)-C(19)
121.50(19)

C(18)-C(17)-C(16)
119.8(2)

C(17)-C(18)-C(13)
123.75(19)

C(20)-C(19)-C(16)
113.93(18)

C(20)-C(19)-C(21)
112.16(18)

C(16)-C(19)-C(21)
109.11(17)

O(3)-C(21)-O(2)
123.92(19)

O(3)-C(21)-C(19)
124.4(2)

O(2)-C(21)-C(19)
111.73(18)

C(5)-C(1)-C(2)
117.70(19)

C(5)-C(1)-C(6)
124.13(18)

C(2)-C(1)-C(6)
118.16(17)

C(3)-C(2)-C(1)
119.41(19)

C(4)-C(3)-C(2)
118.8(2)

N(1)-C(4)-C(3)
122.9(2)

N(1)-C(5)-C(1)
123.48(19)

O(1)-C(6)-N(2)
122.03(19)

O(1)-C(6)-C(1)
118.96(18)

N(2)-C(6)-C(1)
119.00(18)

C(5)-N(1)-C(4)
117.77(18)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008src0405r.  The anisotropic

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

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

C(7)
17(1) 
21(1)
24(1) 
1(1)
3(1) 
4(1)

C(8)
22(1) 
20(1)
28(1) 
0(1)
4(1) 
2(1)

C(9)
29(1) 
24(1)
23(1) 
3(1)
4(1) 
7(1)

C(10)
24(1) 
32(1)
22(1) 
-5(1)
-1(1) 
8(1)

C(11)
22(1) 
23(1)
27(1) 
-3(1)
2(1) 
1(1)

C(12)
20(1) 
22(1)
23(1) 
2(1)
3(1) 
2(1)

C(13)
18(1) 
18(1)
24(1) 
4(1)
4(1) 
-2(1)

C(14)
24(1) 
16(1)
25(1) 
-3(1)
5(1) 
-1(1)

F(1)
34(2) 
25(1)
32(2) 
-5(1)
2(1) 
1(1)

C(15)
18(1) 
23(1)
29(1) 
7(1)
3(1) 
2(1)

C(16)
17(1) 
23(1)
22(1) 
5(1)
3(1) 
-4(1)

C(17)
23(1) 
19(1)
26(1) 
1(1)
3(1) 
-2(1)

C(18)
16(1) 
20(1)
29(1) 
4(1)
2(1) 
4(1)

F(1')
24(1) 
19(1)
34(1) 
0(1)
-2(1) 
8(1)

C(19)
17(1) 
26(1)
28(1) 
0(1)
4(1) 
1(1)

C(20)
23(1) 
39(1)
31(1) 
6(1)
3(1) 
2(1)

C(21)
19(1) 
22(1)
23(1) 
-4(1)
-1(1) 
-3(1)

O(2)
21(1) 
29(1)
38(1) 
8(1)
8(1) 
-1(1)

O(3)
19(1) 
32(1)
40(1) 
2(1)
5(1) 
5(1)

C(1)
17(1) 
19(1)
20(1) 
-4(1)
0(1) 
-1(1)

C(2)
18(1) 
23(1)
22(1) 
-4(1)
3(1) 
2(1)

C(3)
23(1) 
28(1)
21(1) 
5(1)
1(1) 
0(1)

C(4)
22(1) 
23(1)
27(1) 
3(1)
-2(1) 
3(1)

C(5)
17(1) 
23(1)
22(1) 
0(1)
1(1) 
-1(1)

C(6)
18(1) 
21(1)
20(1) 
-3(1)
2(1) 
0(1)

N(1)
21(1) 
23(1)
26(1) 
-1(1)
3(1) 
3(1)

N(2)
18(1) 
23(1)
28(1) 
4(1)
5(1) 
4(1)

O(1)
18(1) 
25(1)
28(1) 
0(1)
5(1) 
4(1)

______________________________________________________________________________
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