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Table 1. Crystal data and structure refinement.

	


Identification code 
2008src0076 / JBB1-053 (MeCN)    

Empirical formula 
C22H25BF4N2O

Formula weight 
420.25

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
P212121 

Unit cell dimensions
a = 9.7751(3) Å
( = 90°


b = 12.8596(4) Å
( = 90°


c = 16.8243(4) Å
(  = 90°

Volume
2114.88(11) Å3
Z
4

Density (calculated)
1.320 Mg / m3
Absorption coefficient
0.105 mm(1
F(000)
880

Crystal
Cut Block; Colourless

Crystal size
0.28 ( 0.24 ( 0.17 mm3
( range for data collection
3.17 ( 27.48°

Index ranges
(11 ( h ( 12, (16 ( k ( 16, (21 ( l ( 21

Reflections collected
18778

Independent reflections
2740 [Rint = 0.0552]

Completeness to ( = 27.48°
99.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9824 and 0.9713

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2740 / 419 / 344

Goodness-of-fit on F2
1.049

Final R indices [F2 > 2((F2)]
R1 = 0.0418, wR2 = 0.0950

R indices (all data)
R1 = 0.0557, wR2 = 0.1029

Absolute structure parameter
?

Largest diff. peak and hole
0.182 and (0.205 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit sphere). Cell determination: DirAx (Duisenberg, A.J.M.(1992). J. Appl. Cryst. 25, 92-96.) Data collection: Collect (Collect: Data collection software, R. Hooft, Nonius B.V., 1998). Data reduction 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: SADABS Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: ORTEP3 for Windows (L. J. Farrugia, J. Appl. Crystallogr. 1997, 30, 565).
Special details: 

All hydrogen atoms were fixed using a standard riding model.

The tetrafluoroborate anion was disordered and modelled based on three main positions.

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.
C1
3298(3)
8189(2)
9567(1)
23(1)
1

C2
4779(2)
8209(2)
9306(1)
22(1)
1

C3
3222(2)
8842(2)
8247(1)
21(1)
1

C4
2716(3)
8171(2)
7559(1)
28(1)
1

C5
3134(3)
9996(2)
8049(1)
25(1)
1

C6
1059(3)
8791(2)
9095(2)
32(1)
1

C7
5619(2)
8972(2)
9819(1)
27(1)
1

C8
5096(2)
10077(2)
9803(1)
24(1)
1

C9
5769(3)
10829(2)
9359(2)
34(1)
1

C10
5249(3)
11834(2)
9298(2)
40(1)
1

C11
4044(3)
12099(2)
9676(1)
38(1)
1

C12
3377(3)
11363(2)
10134(1)
34(1)
1

C13
3900(3)
10362(2)
10204(1)
26(1)
1

C14
5611(2)
8437(2)
7930(1)
22(1)
1

C15
6901(2)
7952(2)
8047(1)
22(1)
1

C16
7685(2)
7798(2)
7394(1)
22(1)
1

C17
8893(2)
7145(2)
7337(1)
21(1)
1

C18
9398(2)
6574(2)
7983(1)
24(1)
1

C19
10472(3)
5881(2)
7878(1)
27(1)
1

C20
11056(3)
5755(2)
7129(1)
29(1)
1

C21
10572(3)
6324(2)
6486(1)
28(1)
1

C22
9506(2)
7021(2)
6587(1)
25(1)
1

N1
2518(2)
8579(1)
8985(1)
23(1)
1

N2
4660(2)
8534(1)
8465(1)
20(1)
1

O1
2910(2)
7904(1)
10226(1)
30(1)
1

B1
5814(6)
10149(5)
6053(4)
34(1)
0.669(4)

F1
4724(7)
9466(5)
6179(6)
50(1)
0.669(4)

F2
6043(7)
10282(9)
5260(3)
68(2)
0.669(4)

F3
6946(6)
9696(5)
6410(5)
67(2)
0.669(4)

F4
5566(9)
11065(3)
6429(4)
89(2)
0.669(4)

B11
5976(18)
10119(12)
6153(9)
34(1)
0.156(7)

F11
4910(30)
9420(19)
6155(16)
50(1)
0.156(7)

F12
5900(20)
10786(13)
5530(12)
74(5)
0.156(7)

F13
7180(20)
9585(15)
6035(11)
47(4)
0.156(7)

F14
6010(17)
10652(16)
6855(11)
62(5)
0.156(7)

B21
5625(17)
10141(12)
6098(10)
34(1)
0.175(7)

F21
4900(20)
9218(12)
6152(19)
50(1)
0.175(7)

F22
6270(20)
10190(30)
5381(11)
79(6)
0.175(7)

F23
6570(20)
10163(15)
6704(12)
74(5)
0.175(7)

F24
4700(20)
10932(10)
6187(9)
65(5)
0.175(7)

	


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

	


C1(O1
1.227(3)

C1(N1
1.338(3)

C1(C2
1.513(3)

C2(N2
1.480(3)

C2(C7
1.543(3)

C2(H2
1.0000

C3(N1
1.459(3)

C3(N2
1.505(3)

C3(C5
1.524(3)

C3(C4
1.526(3)

C4(H4A
0.9800

C4(H4B
0.9800

C4(H4C
0.9800

C5(H5A
0.9800

C5(H5B
0.9800

C5(H5C
0.9800

C6(N1
1.465(3)

C6(H6A
0.9800

C6(H6B
0.9800

C6(H6C
0.9800

C7(C8
1.510(3)

C7(H7A
0.9900

C7(H7B
0.9900

C8(C9
1.389(3)

C8(C13
1.398(3)

C9(C10
1.391(4)

C9(H9
0.9500

C10(C11
1.382(4)

C10(H10
0.9500

C11(C12
1.384(4)

C11(H11
0.9500

C12(C13
1.390(3)

C12(H12
0.9500

C13(H13
0.9500

C14(N2
1.300(3)

C14(C15
1.420(3)

C14(H14
0.9500

C15(C16
1.354(3)

C15(H15
0.9500

C16(C17
1.452(3)

C16(H16
0.9500

C17(C18
1.400(3)

C17(C22
1.406(3)

C18(C19
1.389(3)

C18(H18
0.9500

C19(C20
1.394(3)

C19(H19
0.9500

C20(C21
1.388(4)

C20(H20
0.9500

C21(C22
1.385(3)

C21(H21
0.9500

C22(H22
0.9500

B1(F4
1.359(6)

B1(F2
1.363(5)

B1(F3
1.388(6)

B1(F1
1.397(5)

B11(F12
1.357(11)

B11(F14
1.366(10)

B11(F11
1.377(10)

B11(F13
1.378(11)

B21(F22
1.363(10)

B21(F24
1.367(10)

B21(F23
1.377(10)

B21(F21
1.387(10)

O1(C1(N1
126.6(2)

O1(C1(C2
124.2(2)

N1(C1(C2
109.02(18)

N2(C2(C1
101.94(18)

N2(C2(C7
113.36(19)

C1(C2(C7
110.98(18)

N2(C2(H2
110.1

C1(C2(H2
110.1

C7(C2(H2
110.1

N1(C3(N2
99.88(16)

N1(C3(C5
112.62(19)

N2(C3(C5
111.24(19)

N1(C3(C4
111.22(19)

N2(C3(C4
109.84(19)

C5(C3(C4
111.47(19)

C3(C4(H4A
109.5

C3(C4(H4B
109.5

H4A(C4(H4B
109.5

C3(C4(H4C
109.5

H4A(C4(H4C
109.5

H4B(C4(H4C
109.5

C3(C5(H5A
109.5

C3(C5(H5B
109.5

H5A(C5(H5B
109.5

C3(C5(H5C
109.5

H5A(C5(H5C
109.5

H5B(C5(H5C
109.5

N1(C6(H6A
109.5

N1(C6(H6B
109.5

H6A(C6(H6B
109.5

N1(C6(H6C
109.5

H6A(C6(H6C
109.5

H6B(C6(H6C
109.5

C8(C7(C2
114.12(19)

C8(C7(H7A
108.7

C2(C7(H7A
108.7

C8(C7(H7B
108.7

C2(C7(H7B
108.7

H7A(C7(H7B
107.6

C9(C8(C13
118.2(2)

C9(C8(C7
120.3(2)

C13(C8(C7
121.4(2)

C8(C9(C10
120.9(3)

C8(C9(H9
119.6

C10(C9(H9
119.6

C11(C10(C9
120.4(2)

C11(C10(H10
119.8

C9(C10(H10
119.8

C10(C11(C12
119.3(2)

C10(C11(H11
120.3

C12(C11(H11
120.3

C11(C12(C13
120.4(3)

C11(C12(H12
119.8

C13(C12(H12
119.8

C12(C13(C8
120.6(2)

C12(C13(H13
119.7

C8(C13(H13
119.7

N2(C14(C15
125.6(2)

N2(C14(H14
117.2

C15(C14(H14
117.2

C16(C15(C14
117.1(2)

C16(C15(H15
121.5

C14(C15(H15
121.5

C15(C16(C17
126.8(2)

C15(C16(H16
116.6

C17(C16(H16
116.6

C18(C17(C22
119.1(2)

C18(C17(C16
122.6(2)

C22(C17(C16
118.1(2)

C19(C18(C17
120.3(2)

C19(C18(H18
119.8

C17(C18(H18
119.8

C18(C19(C20
119.9(2)

C18(C19(H19
120.0

C20(C19(H19
120.0

C21(C20(C19
120.2(2)

C21(C20(H20
119.9

C19(C20(H20
119.9

C22(C21(C20
120.2(2)

C22(C21(H21
119.9

C20(C21(H21
119.9

C21(C22(C17
120.2(2)

C21(C22(H22
119.9

C17(C22(H22
119.9

C1(N1(C3
116.17(19)

C1(N1(C6
122.1(2)

C3(N1(C6
121.6(2)

C14(N2(C2
125.3(2)

C14(N2(C3
121.60(18)

C2(N2(C3
112.41(17)

F4(B1(F2
112.1(5)

F4(B1(F3
107.7(5)

F2(B1(F3
110.2(5)

F4(B1(F1
109.8(5)

F2(B1(F1
110.7(5)

F3(B1(F1
106.2(4)

F12(B11(F14
110.6(11)

F12(B11(F11
111.8(12)

F14(B11(F11
110.1(11)

F12(B11(F13
104.6(14)

F14(B11(F13
110.7(11)

F11(B11(F13
108.8(11)

F22(B21(F24
111.7(11)

F22(B21(F23
110.0(11)

F24(B21(F23
110.3(10)

F22(B21(F21
109.6(11)

F24(B21(F21
106.9(10)

F23(B21(F21
108.3(11)

	


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
C1
28(1) 
19(1)
22(1) 
(1(1)
0(1) 
(2(1)

C2
29(1) 
22(1)
16(1) 
3(1)
2(1) 
5(1)

C3
19(1) 
22(1)
23(1) 
1(1)
1(1) 
2(1)

C4
26(1) 
31(1)
27(1) 
(6(1)
(2(1) 
0(1)

C5
26(1) 
23(1)
26(1) 
3(1)
(2(1) 
4(1)

C6
21(1) 
38(1)
38(1) 
2(1)
5(1) 
1(1)

C7
22(1) 
35(1)
24(1) 
(2(1)
(2(1) 
6(1)

C8
25(1) 
28(1)
20(1) 
(2(1)
(4(1) 
(3(1)

C9
27(1) 
43(1)
31(1) 
(1(1)
1(1) 
(13(1)

C10
54(2) 
33(1)
32(1) 
4(1)
(8(1) 
(23(1)

C11
62(2) 
23(1)
30(1) 
(4(1)
(13(1) 
(3(1)

C12
42(2) 
30(1)
30(1) 
(6(1)
(1(1) 
5(1)

C13
31(1) 
25(1)
24(1) 
0(1)
3(1) 
(1(1)

C14
26(1) 
20(1)
19(1) 
1(1)
1(1) 
0(1)

C15
22(1) 
24(1)
21(1) 
0(1)
(1(1) 
2(1)

C16
21(1) 
22(1)
24(1) 
1(1)
(2(1) 
(1(1)

C17
19(1) 
21(1)
25(1) 
(1(1)
2(1) 
(3(1)

C18
23(1) 
28(1)
23(1) 
0(1)
1(1) 
0(1)

C19
25(1) 
29(1)
27(1) 
2(1)
(3(1) 
4(1)

C20
22(1) 
26(1)
39(1) 
(3(1)
3(1) 
3(1)

C21
25(1) 
31(1)
29(1) 
(3(1)
5(1) 
0(1)

C22
24(1) 
29(1)
23(1) 
1(1)
2(1) 
(1(1)

N1
21(1) 
22(1)
25(1) 
1(1)
3(1) 
1(1)

N2
21(1) 
19(1)
20(1) 
0(1)
1(1) 
4(1)

O1
37(1) 
28(1)
23(1) 
3(1)
7(1) 
(5(1)

B1
38(2) 
31(2)
34(2) 
11(1)
(10(2) 
(6(2)

F1
51(2) 
50(2)
50(1) 
(1(2)
4(2) 
(15(2)

F2
38(2) 
122(5)
44(2) 
34(3)
(3(2) 
(4(3)

F3
58(3) 
49(3)
95(4) 
35(3)
(41(3) 
(7(2)

F4
128(5) 
29(2)
111(4) 
(8(2)
(1(3) 
2(3)

B11
38(2) 
31(2)
34(2) 
11(1)
(10(2) 
(6(2)

F11
51(2) 
50(2)
50(1) 
(1(2)
4(2) 
(15(2)

F12
94(10) 
54(8)
73(9) 
45(7)
8(9) 
6(8)

F13
40(6) 
43(7)
58(9) 
1(7)
12(7) 
5(5)

F14
48(9) 
57(10)
80(9) 
(42(8)
10(7) 
(16(7)

B21
38(2) 
31(2)
34(2) 
11(1)
(10(2) 
(6(2)

F21
51(2) 
50(2)
50(1) 
(1(2)
4(2) 
(15(2)

F22
48(11) 
123(13)
66(10) 
25(11)
29(9) 
(18(9)

F23
74(10) 
56(10)
93(10) 
18(8)
(42(8) 
(4(8)

F24
114(11) 
30(6)
52(7) 
21(5)
14(7) 
43(7)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H2
5181
7495
9339
27
1

H4A
2960
7443
7656
42
1

H4B
3144
8406
7063
42
1

H4C
1720
8234
7514
42
1

H5A
2202
10165
7877
37
1

H5B
3779
10160
7621
37
1

H5C
3363
10406
8522
37
1

H6A
812
8678
9653
49
1

H6B
522
8322
8758
49
1

H6C
864
9513
8949
49
1

H7A
5618
8722
10375
32
1

H7B
6578
8968
9630
32
1

H9
6595
10656
9093
40
1

H10
5726
12340
8994
48
1

H11
3678
12779
9623
46
1

H12
2555
11543
10403
41
1

H13
3441
9866
10527
32
1

H14
5428
8714
7418
26
1

H15
7200
7744
8560
27
1

H16
7417
8154
6925
27
1

H18
9003
6662
8494
29
1

H19
10809
5494
8317
32
1

H20
11788
5278
7057
35
1

H21
10974
6235
5976
34
1

H22
9188
7417
6147
30
1
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