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Table 1. Crystal data and structure refinement.



Identification code 
00sot036    

Empirical formula 
C16H17F3O2
Formula weight 
298.30

Temperature 
293(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 9.2288(18) Å
( = 90°


b = 20.362(4) Å
( = 91.00(3)°


c = 7.6375(15) Å
(  = 90°

Volume
1435.0(5) Å3
Z
4

Density (calculated)
1.381 Mg / m3
Absorption coefficient
0.115 mm(1
F(000)
624

Crystal
plate; colourless

Crystal size
0.25 ( 0.20 ( 0.05 mm3
( range for data collection
2.98 ( 27.50°

Index ranges
(11 ( h ( 11, (26 ( k ( 26, (9 ( l ( 9

Reflections collected
13593

Independent reflections
3244 [Rint = 0.0734]

Completeness to ( = 27.50°
98.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9943 and 0.9717

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3244 / 0 / 190

Goodness-of-fit on F2
1.136

Final R indices [F2 > 2((F2)]
R1 = 0.0571, wR2 = 0.1599

R indices (all data)
R1 = 0.0860, wR2 = 0.1774

Largest diff. peak and hole
0.511 and (0.253 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.
F1
6597(2)
2792(1)
5120(2)
49(1)
1

F2
5580(1)
3519(1)
3472(2)
47(1)
1

F3
7784(1)
3256(1)
3077(2)
48(1)
1

O1
4350(2)
4916(1)
7746(2)
36(1)
1

O2
7713(2)
4456(1)
4591(2)
37(1)
1

C1
5974(2)
4074(1)
6750(2)
30(1)
1

C2
5264(2)
3553(1)
7841(3)
37(1)
1

C3
4439(2)
3876(1)
9308(3)
39(1)
1

C4
3503(2)
4417(1)
8597(3)
41(1)
1

C5
5521(2)
4693(1)
6842(2)
31(1)
1

C6
7261(2)
3914(1)
5601(2)
30(1)
1

C7
6815(2)
3370(1)
4309(3)
36(1)
1

C8
8591(2)
3698(1)
6746(3)
32(1)
1

C9
8991(2)
4230(1)
8044(3)
38(1)
1

C10
9085(3)
4135(1)
9732(3)
53(1)
1

C11
9892(2)
3480(1)
5705(2)
32(1)
1

C12
10269(2)
2821(1)
5707(3)
39(1)
1

C13
11454(3)
2600(1)
4781(4)
53(1)
1

C14
12294(2)
3039(1)
3886(3)
51(1)
1

C15
11946(3)
3691(1)
3883(3)
50(1)
1

C16
10752(2)
3914(1)
4797(3)
42(1)
1



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



F1(C7
1.347(2)

F2(C7
1.332(2)

F3(C7
1.330(2)

O1(C5
1.371(2)

O1(C4
1.444(3)

O2(C6
1.414(2)

C1(C5
1.330(3)

C1(C2
1.507(3)

C1(C6
1.524(3)

C2(C3
1.516(3)

C3(C4
1.496(3)

C6(C7
1.534(3)

C6(C8
1.558(3)

C8(C9
1.510(3)

C8(C11
1.518(3)

C9(C10
1.305(3)

C11(C16
1.383(3)

C11(C12
1.387(3)

C12(C13
1.388(3)

C13(C14
1.372(4)

C14(C15
1.367(4)

C15(C16
1.391(3)

C5(O1(C4
115.54(15)

C5(C1(C2
119.88(18)

C5(C1(C6
118.84(17)

C2(C1(C6
121.21(16)

C1(C2(C3
109.41(16)

C4(C3(C2
110.20(17)

O1(C4(C3
111.61(17)

C1(C5(O1
126.32(18)

O2(C6(C1
112.78(15)

O2(C6(C7
106.88(15)

C1(C6(C7
108.78(16)

O2(C6(C8
106.85(15)

C1(C6(C8
110.59(15)

C7(C6(C8
110.91(15)

F3(C7(F2
106.28(16)

F3(C7(F1
106.26(16)

F2(C7(F1
106.59(17)

F3(C7(C6
113.91(17)

F2(C7(C6
111.25(16)

F1(C7(C6
112.07(16)

C9(C8(C11
111.52(16)

C9(C8(C6
110.31(15)

C11(C8(C6
114.28(16)

C10(C9(C8
123.6(2)

C16(C11(C12
118.2(2)

C16(C11(C8
122.87(18)

C12(C11(C8
118.87(18)

C11(C12(C13
120.8(2)

C14(C13(C12
120.1(2)

C15(C14(C13
119.9(2)

C14(C15(C16
120.3(2)

C11(C16(C15
120.7(2)



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
F1
68(1) 
31(1)
47(1) 
(7(1)
(1(1) 
(7(1)

F2
37(1) 
61(1)
42(1) 
(11(1)
(10(1) 
(1(1)

F3
41(1) 
67(1)
36(1) 
(15(1)
1(1) 
2(1)

O1
40(1) 
35(1)
34(1) 
1(1)
3(1) 
10(1)

O2
35(1) 
37(1)
39(1) 
13(1)
0(1) 
1(1)

C1
31(1) 
32(1)
27(1) 
2(1)
(3(1) 
0(1)

C2
37(1) 
34(1)
42(1) 
5(1)
4(1) 
(2(1)

C3
41(1) 
40(1)
35(1) 
3(1)
6(1) 
(2(1)

C4
37(1) 
47(1)
39(1) 
1(1)
7(1) 
4(1)

C5
33(1) 
30(1)
30(1) 
2(1)
1(1) 
2(1)

C6
32(1) 
28(1)
30(1) 
4(1)
0(1) 
(1(1)

C7
33(1) 
43(1)
31(1) 
(4(1)
0(1) 
4(1)

C8
32(1) 
28(1)
35(1) 
2(1)
(1(1) 
1(1)

C9
38(1) 
39(1)
38(1) 
(5(1)
(7(1) 
1(1)

C10
60(2) 
56(1)
41(1) 
(4(1)
(7(1) 
0(1)

C11
29(1) 
33(1)
33(1) 
(4(1)
(3(1) 
0(1)

C12
36(1) 
38(1)
43(1) 
3(1)
(1(1) 
7(1)

C13
42(1) 
55(1)
64(2) 
(5(1)
(2(1) 
15(1)

C14
27(1) 
71(2)
53(1) 
(13(1)
2(1) 
3(1)

C15
34(1) 
66(2)
50(1) 
(9(1)
7(1) 
(15(1)

C16
38(1) 
40(1)
48(1) 
(3(1)
2(1) 
(5(1)



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

Atom 
x
y
z
Ueq
S.o.f.
H2
7044
4575
3946
55
1

H2A
5996
3260
8328
45
1

H2B
4605
3296
7114
45
1

H3A
3841
3551
9881
47
1

H3B
5118
4052
10170
47
1

H4A
2806
4236
7763
49
1

H4B
2969
4614
9546
49
1

H5
6051
5005
6235
37
1

H8
8282
3317
7429
38
1

H9
9181
4648
7617
46
1

H10A
8901
3721
10195
63
1

H10B
9336
4481
10473
63
1

H12
9720
2523
6336
47
1

H13
11680
2155
4767
64
1

H14
13099
2892
3282
61
1

H15
12510
3987
3266
60
1

H16
10531
4360
4797
50
1
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