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Table 1. Crystal data and structure refinement.

	


Identification code 
2006src1540 / MAB/SD03    

Empirical formula 
C19H18BNO

Formula weight 
287.15

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 14.2194(3) Å
( = 90°


b = 10.2937(2) Å
( = 95.2720(10)°


c = 20.6731(5) Å
(  = 90°

Volume
3013.13(11) Å3
Z
8

Density (calculated)
1.266 Mg / m3
Absorption coefficient
0.077 mm(1
F(000)
1216

Crystal
Blade; Colourless

Crystal size
0.38 ( 0.15 ( 0.08 mm3
( range for data collection
3.34 ( 27.48°

Index ranges
(18 ( h ( 18, (13 ( k ( 13, (26 ( l ( 26

Reflections collected
30176

Independent reflections
6886 [Rint = 0.0437]

Completeness to ( = 27.48°
99.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9939 and 0.9715

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6886 / 0 / 398

Goodness-of-fit on F2
1.097

Final R indices [F2 > 2((F2)]
R1 = 0.0518, wR2 = 0.1016

R indices (all data)
R1 = 0.0678, wR2 = 0.1113

Extinction coefficient
0.0023(5)

Largest diff. peak and hole
0.359 and (0.208 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

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
4925(1)
6300(2)
1425(1)
25(1)
1

C2
5986(1)
6162(2)
1422(1)
30(1)
1

C3
6356(1)
4960(2)
1765(1)
23(1)
1

C4
7290(1)
4866(2)
2031(1)
31(1)
1

C5
7616(1)
3747(2)
2341(1)
31(1)
1

C6
7002(1)
2714(2)
2381(1)
26(1)
1

C7
6086(1)
2852(2)
2113(1)
22(1)
1

C8
4069(1)
4124(2)
2226(1)
20(1)
1

C9
3086(1)
3934(2)
2178(1)
24(1)
1

C10
2562(1)
4052(2)
2710(1)
27(1)
1

C11
2997(1)
4412(2)
3311(1)
26(1)
1

C12
3962(1)
4631(2)
3375(1)
23(1)
1

C13
4486(1)
4463(2)
2841(1)
21(1)
1

C14
4351(1)
2755(2)
1128(1)
19(1)
1

C15
3929(1)
1635(2)
1351(1)
21(1)
1

C16
3733(1)
558(2)
955(1)
24(1)
1

C17
3950(1)
577(2)
316(1)
26(1)
1

C18
4367(1)
1674(2)
79(1)
27(1)
1

C19
4566(1)
2743(2)
479(1)
23(1)
1

B1
4612(1)
4030(2)
1567(1)
19(1)
1

N1
5762(1)
3948(1)
1814(1)
19(1)
1

O1
4478(1)
5171(1)
1157(1)
22(1)
1

C21
(904(1)
391(2)
3690(1)
26(1)
1

C22
120(1)
(10(2)
3816(1)
29(1)
1

C23
701(1)
921(2)
4248(1)
23(1)
1

C24
1575(1)
536(2)
4541(1)
28(1)
1

C25
2131(1)
1399(2)
4911(1)
31(1)
1

C26
1813(1)
2657(2)
4978(1)
30(1)
1

C27
939(1)
2993(2)
4683(1)
26(1)
1

C28
(1393(1)
2590(2)
4596(1)
22(1)
1

C29
(1168(1)
3026(2)
5233(1)
24(1)
1

C30
(1831(1)
3051(2)
5690(1)
27(1)
1

C31
(2744(1)
2624(2)
5522(1)
28(1)
1

C32
(2992(1)
2182(2)
4896(1)
27(1)
1

C33
(2328(1)
2178(2)
4443(1)
26(1)
1

C34
(572(1)
4046(2)
3707(1)
22(1)
1

C35
(1190(1)
5061(2)
3805(1)
27(1)
1

C36
(1138(1)
6256(2)
3497(1)
32(1)
1

C37
(445(1)
6473(2)
3082(1)
31(1)
1

C38
191(1)
5493(2)
2977(1)
30(1)
1

C39
122(1)
4302(2)
3282(1)
28(1)
1

B21
(686(1)
2617(2)
4017(1)
22(1)
1

N21
382(1)
2143(1)
4328(1)
21(1)
1

O21
(963(1)
1708(1)
3494(1)
23(1)
1

	


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

	


C1(O1
1.4133(19)

C1(C2
1.516(2)

C1(H1A
0.9900

C1(H1B
0.9900

C2(C3
1.498(2)

C2(H2A
0.9900

C2(H2B
0.9900

C3(N1
1.350(2)

C3(C4
1.393(2)

C4(C5
1.378(3)

C4(H4
0.9500

C5(C6
1.382(3)

C5(H5
0.9500

C6(C7
1.376(2)

C6(H6
0.9500

C7(N1
1.347(2)

C7(H7
0.9500

C8(C13
1.396(2)

C8(C9
1.406(2)

C8(B1
1.630(2)

C9(C10
1.390(2)

C9(H9
0.9500

C10(C11
1.386(2)

C10(H10
0.9500

C11(C12
1.385(2)

C11(H11
0.9500

C12(C13
1.398(2)

C12(H12
0.9500

C13(H13
0.9500

C14(C15
1.399(2)

C14(C19
1.403(2)

C14(B1
1.619(2)

C15(C16
1.392(2)

C15(H15
0.9500

C16(C17
1.383(2)

C16(H16
0.9500

C17(C18
1.386(3)

C17(H17
0.9500

C18(C19
1.388(2)

C18(H18
0.9500

C19(H19
0.9500

B1(O1
1.450(2)

B1(N1
1.670(2)

C21(O21
1.416(2)

C21(C22
1.512(2)

C21(H21A
0.9900

C21(H21B
0.9900

C22(C23
1.504(2)

C22(H22A
0.9900

C22(H22B
0.9900

C23(N21
1.353(2)

C23(C24
1.390(2)

C24(C25
1.374(3)

C24(H24
0.9500

C25(C26
1.383(3)

C25(H25
0.9500

C26(C27
1.376(2)

C26(H26
0.9500

C27(N21
1.350(2)

C27(H27
0.9500

C28(C29
1.401(2)

C28(C33
1.404(2)

C28(B21
1.632(2)

C29(C30
1.394(2)

C29(H29
0.9500

C30(C31
1.385(2)

C30(H30
0.9500

C31(C32
1.386(2)

C31(H31
0.9500

C32(C33
1.390(2)

C32(H32
0.9500

C33(H33
0.9500

C34(C35
1.392(2)

C34(C39
1.404(2)

C34(B21
1.619(3)

C35(C36
1.391(3)

C35(H35
0.9500

C36(C37
1.383(3)

C36(H36
0.9500

C37(C38
1.385(3)

C37(H37
0.9500

C38(C39
1.387(3)

C38(H38
0.9500

C39(H39
0.9500

B21(O21
1.455(2)

B21(N21
1.667(2)

O1(C1(C2
109.48(13)

O1(C1(H1A
109.8

C2(C1(H1A
109.8

O1(C1(H1B
109.8

C2(C1(H1B
109.8

H1A(C1(H1B
108.2

C3(C2(C1
112.41(14)

C3(C2(H2A
109.1

C1(C2(H2A
109.1

C3(C2(H2B
109.1

C1(C2(H2B
109.1

H2A(C2(H2B
107.9

N1(C3(C4
119.79(16)

N1(C3(C2
118.60(14)

C4(C3(C2
121.61(16)

C5(C4(C3
120.65(17)

C5(C4(H4
119.7

C3(C4(H4
119.7

C4(C5(C6
118.87(16)

C4(C5(H5
120.6

C6(C5(H5
120.6

C7(C6(C5
118.48(16)

C7(C6(H6
120.8

C5(C6(H6
120.8

N1(C7(C6
122.82(16)

N1(C7(H7
118.6

C6(C7(H7
118.6

C13(C8(C9
115.79(14)

C13(C8(B1
125.62(14)

C9(C8(B1
118.46(14)

C10(C9(C8
122.27(16)

C10(C9(H9
118.9

C8(C9(H9
118.9

C11(C10(C9
120.34(16)

C11(C10(H10
119.8

C9(C10(H10
119.8

C12(C11(C10
119.04(15)

C12(C11(H11
120.5

C10(C11(H11
120.5

C11(C12(C13
119.99(15)

C11(C12(H12
120.0

C13(C12(H12
120.0

C8(C13(C12
122.51(15)

C8(C13(H13
118.7

C12(C13(H13
118.7

C15(C14(C19
116.49(15)

C15(C14(B1
124.48(14)

C19(C14(B1
119.03(14)

C16(C15(C14
122.07(15)

C16(C15(H15
119.0

C14(C15(H15
119.0

C17(C16(C15
120.03(16)

C17(C16(H16
120.0

C15(C16(H16
120.0

C16(C17(C18
119.31(16)

C16(C17(H17
120.3

C18(C17(H17
120.3

C17(C18(C19
120.37(16)

C17(C18(H18
119.8

C19(C18(H18
119.8

C18(C19(C14
121.73(16)

C18(C19(H19
119.1

C14(C19(H19
119.1

O1(B1(C14
108.54(13)

O1(B1(C8
113.18(13)

C14(B1(C8
114.56(13)

O1(B1(N1
106.97(12)

C14(B1(N1
107.30(12)

C8(B1(N1
105.83(12)

C7(N1(C3
119.38(14)

C7(N1(B1
117.81(13)

C3(N1(B1
122.64(13)

C1(O1(B1
114.06(12)

O21(C21(C22
110.01(14)

O21(C21(H21A
109.7

C22(C21(H21A
109.7

O21(C21(H21B
109.7

C22(C21(H21B
109.7

H21A(C21(H21B
108.2

C23(C22(C21
113.28(14)

C23(C22(H22A
108.9

C21(C22(H22A
108.9

C23(C22(H22B
108.9

C21(C22(H22B
108.9

H22A(C22(H22B
107.7

N21(C23(C24
120.47(15)

N21(C23(C22
119.63(14)

C24(C23(C22
119.85(16)

C25(C24(C23
120.34(17)

C25(C24(H24
119.8

C23(C24(H24
119.8

C24(C25(C26
118.89(16)

C24(C25(H25
120.6

C26(C25(H25
120.6

C27(C26(C25
118.80(16)

C27(C26(H26
120.6

C25(C26(H26
120.6

N21(C27(C26
122.58(17)

N21(C27(H27
118.7

C26(C27(H27
118.7

C29(C28(C33
115.98(15)

C29(C28(B21
125.60(14)

C33(C28(B21
118.29(14)

C30(C29(C28
122.22(16)

C30(C29(H29
118.9

C28(C29(H29
118.9

C31(C30(C29
120.07(16)

C31(C30(H30
120.0

C29(C30(H30
120.0

C30(C31(C32
119.34(15)

C30(C31(H31
120.3

C32(C31(H31
120.3

C31(C32(C33
120.05(16)

C31(C32(H32
120.0

C33(C32(H32
120.0

C32(C33(C28
122.33(16)

C32(C33(H33
118.8

C28(C33(H33
118.8

C35(C34(C39
116.12(16)

C35(C34(B21
122.44(14)

C39(C34(B21
121.29(15)

C36(C35(C34
122.38(16)

C36(C35(H35
118.8

C34(C35(H35
118.8

C37(C36(C35
119.88(17)

C37(C36(H36
120.1

C35(C36(H36
120.1

C36(C37(C38
119.46(17)

C36(C37(H37
120.3

C38(C37(H37
120.3

C37(C38(C39
119.94(16)

C37(C38(H38
120.0

C39(C38(H38
120.0

C38(C39(C34
122.20(16)

C38(C39(H39
118.9

C34(C39(H39
118.9

O21(B21(C34
108.64(13)

O21(B21(C28
112.99(14)

C34(B21(C28
113.35(14)

O21(B21(N21
105.91(13)

C34(B21(N21
107.33(13)

C28(B21(N21
108.21(13)

C27(N21(C23
118.88(14)

C27(N21(B21
119.27(14)

C23(N21(B21
121.83(13)

C21(O21(B21
113.46(13)

	


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
32(1) 
16(1)
27(1) 
1(1)
3(1) 
1(1)

C2
31(1) 
22(1)
37(1) 
3(1)
5(1) 
(5(1)

C3
25(1) 
22(1)
23(1) 
(4(1)
5(1) 
(2(1)

C4
25(1) 
33(1)
34(1) 
(5(1)
2(1) 
(6(1)

C5
21(1) 
42(1)
30(1) 
(6(1)
(3(1) 
2(1)

C6
29(1) 
27(1)
23(1) 
(1(1)
0(1) 
6(1)

C7
25(1) 
21(1)
20(1) 
(1(1)
3(1) 
1(1)

C8
23(1) 
15(1)
23(1) 
0(1)
4(1) 
2(1)

C9
22(1) 
28(1)
24(1) 
(1(1)
2(1) 
3(1)

C10
21(1) 
29(1)
33(1) 
1(1)
7(1) 
3(1)

C11
32(1) 
22(1)
24(1) 
3(1)
12(1) 
7(1)

C12
32(1) 
19(1)
20(1) 
1(1)
4(1) 
2(1)

C13
23(1) 
17(1)
22(1) 
1(1)
3(1) 
(1(1)

C14
15(1) 
21(1)
22(1) 
(1(1)
1(1) 
3(1)

C15
19(1) 
23(1)
21(1) 
0(1)
2(1) 
2(1)

C16
19(1) 
20(1)
31(1) 
1(1)
(2(1) 
1(1)

C17
24(1) 
23(1)
30(1) 
(8(1)
(2(1) 
4(1)

C18
29(1) 
30(1)
23(1) 
(5(1)
3(1) 
3(1)

C19
23(1) 
23(1)
23(1) 
(1(1)
4(1) 
1(1)

B1
18(1) 
19(1)
20(1) 
(1(1)
1(1) 
0(1)

N1
21(1) 
19(1)
17(1) 
(2(1)
4(1) 
1(1)

O1
26(1) 
19(1)
21(1) 
1(1)
1(1) 
1(1)

C21
26(1) 
26(1)
26(1) 
(5(1)
3(1) 
(6(1)

C22
31(1) 
24(1)
31(1) 
(5(1)
1(1) 
0(1)

C23
21(1) 
26(1)
22(1) 
(1(1)
4(1) 
(1(1)

C24
24(1) 
29(1)
30(1) 
1(1)
4(1) 
4(1)

C25
20(1) 
44(1)
28(1) 
0(1)
1(1) 
2(1)

C26
22(1) 
39(1)
30(1) 
(8(1)
1(1) 
(6(1)

C27
24(1) 
29(1)
26(1) 
(5(1)
4(1) 
(2(1)

C28
22(1) 
23(1)
22(1) 
1(1)
3(1) 
3(1)

C29
23(1) 
24(1)
25(1) 
0(1)
2(1) 
0(1)

C30
33(1) 
27(1)
21(1) 
(1(1)
5(1) 
4(1)

C31
28(1) 
30(1)
26(1) 
4(1)
11(1) 
9(1)

C32
20(1) 
35(1)
28(1) 
5(1)
4(1) 
4(1)

C33
23(1) 
32(1)
22(1) 
1(1)
2(1) 
2(1)

C34
19(1) 
28(1)
20(1) 
(3(1)
2(1) 
0(1)

C35
24(1) 
32(1)
25(1) 
0(1)
6(1) 
4(1)

C36
35(1) 
29(1)
33(1) 
2(1)
5(1) 
10(1)

C37
38(1) 
28(1)
27(1) 
4(1)
1(1) 
1(1)

C38
31(1) 
35(1)
25(1) 
1(1)
9(1) 
0(1)

C39
28(1) 
28(1)
28(1) 
(2(1)
9(1) 
4(1)

B21
17(1) 
25(1)
22(1) 
(2(1)
1(1) 
2(1)

N21
18(1) 
24(1)
21(1) 
(2(1)
3(1) 
(1(1)

O21
21(1) 
26(1)
22(1) 
(2(1)
2(1) 
(1(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1A
4760
6426
1875
30
1

H1B
4705
7070
1166
30
1

H2A
6150
6139
967
36
1

H2B
6297
6931
1635
36
1

H4
7705
5580
1998
37
1

H5
8252
3686
2524
38
1

H6
7209
1928
2588
32
1

H7
5663
2143
2140
26
1

H9
2769
3717
1768
29
1

H10
1902
3886
2662
33
1

H11
2638
4506
3674
31
1

H12
4268
4895
3781
28
1

H13
5150
4585
2899
25
1

H15
3771
1608
1788
26
1

H16
3449
(191
1122
28
1

H17
3816
(154
43
31
1

H18
4518
1696
(359
32
1

H19
4854
3485
308
27
1

H21A
(1223
(165
3346
31
1

H21B
(1227
272
4090
31
1

H22A
150
(881
4020
34
1

H22B
398
(78
3396
34
1

H24
1789
(327
4486
33
1

H25
2725
1135
5119
37
1

H26
2190
3279
5222
37
1

H27
719
3855
4732
31
1

H29
(543
3314
5359
29
1

H30
(1655
3362
6117
32
1

H31
(3197
2634
5833
33
1

H32
(3615
1883
4777
33
1

H33
(2513
1885
4014
31
1

H35
(1665
4932
4094
32
1

H36
(1578
6922
3571
39
1

H37
(404
7289
2871
37
1

H38
673
5636
2697
36
1

H39
559
3636
3202
33
1
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