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Table 1. Crystal data and structure refinement.

	


Identification code 
2007src0719   (KMJ-1-70) 

Empirical formula 
C32H31BN2O2
Formula weight 
486.40

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
P2(1)/n
Space group 
Monoclinic 

Unit cell dimensions
a = 9.31820(10) Å
( = 90°


b = 15.1558(2) Å
( = 99.5870(10)°


c = 18.9653(2) Å
(  = 90°

Volume
2640.96(5) Å3
Z
4

Density (calculated)
1.223 Mg / m3
Absorption coefficient
0.075 mm(1
F(000)
1032

Crystal
prism; colourless

Crystal size
0.60 ( 0.20 ( 0.20 mm3
( range for data collection
3.14 ( 27.50°

Index ranges
(12 ( h ( 12, (19 ( k ( 19, (22 ( l ( 24

Reflections collected
31895

Independent reflections
6042 [Rint = 0.0372]

Completeness to ( = 27.50°
99.6 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9851 and 0.9561

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6042 / 0 / 336

Goodness-of-fit on F2
1.031

Final R indices [F2 > 2((F2)]
R1 = 0.0406, wR2 = 0.0944

R indices (all data)
R1 = 0.0522, wR2 = 0.1008

Largest diff. peak and hole
0.243 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: PLATON  (A.L. Spek, J. Appl. Crystallogr. 2003, 36, 7).
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.
C1
6647(1)
515(1)
2151(1)
24(1)
1

C2
7779(2)
1739(1)
1570(1)
35(1)
1

C3
8403(2)
159(1)
1410(1)
36(1)
1

C4
3564(1)
624(1)
2418(1)
24(1)
1

C5
2565(1)
318(1)
2819(1)
27(1)
1

C6
2884(1)
354(1)
3558(1)
25(1)
1

C7
4207(1)
692(1)
3891(1)
24(1)
1

C8
5192(1)
990(1)
3482(1)
22(1)
1

C9
1875(1)
(2084(1)
3699(1)
18(1)
1

C10
2472(1)
(2293(1)
3083(1)
23(1)
1

C11
1765(2)
(2104(1)
2394(1)
27(1)
1

C12
406(2)
(1704(1)
2289(1)
29(1)
1

C13
(220(1)
(1483(1)
2879(1)
26(1)
1

C14
507(1)
(1672(1)
3569(1)
21(1)
1

C15
2004(1)
(2014(1)
5159(1)
19(1)
1

C16
1714(1)
(1107(1)
5210(1)
21(1)
1

C17
1144(1)
(740(1)
5780(1)
26(1)
1

C18
869(1)
(1273(1)
6338(1)
29(1)
1

C19
1172(1)
(2168(1)
6320(1)
30(1)
1

C20
1719(1)
(2526(1)
5740(1)
24(1)
1

C21
2436(1)
(3508(1)
4441(1)
18(1)
1

C22
1010(1)
(3841(1)
4399(1)
21(1)
1

C23
688(1)
(4733(1)
4316(1)
26(1)
1

C24
1785(2)
(5341(1)
4270(1)
29(1)
1

C25
3202(1)
(5043(1)
4305(1)
26(1)
1

C26
3512(1)
(4140(1)
4388(1)
21(1)
1

C27
4448(1)
(2177(1)
4624(1)
18(1)
1

C28
5420(1)
(2558(1)
5191(1)
21(1)
1

C29
6898(1)
(2352(1)
5327(1)
25(1)
1

C30
7476(1)
(1743(1)
4904(1)
27(1)
1

C31
6552(1)
(1343(1)
4348(1)
26(1)
1

C32
5074(1)
(1560(1)
4215(1)
22(1)
1

B1
2704(1)
(2432(1)
4487(1)
17(1)
1

N1
4827(1)
939(1)
2769(1)
19(1)
1

N2
7563(1)
812(1)
1737(1)
27(1)
1

O1
5832(1)
1245(1)
2364(1)
24(1)
1

O2
6437(1)
(223(1)
2340(1)
31(1)
1

	


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

	


C1(O2
1.2012(15)

C1(N2
1.3303(16)

C1(O1
1.4368(15)

C2(N2
1.4608(18)

C3(N2
1.4614(17)

C4(N1
1.3397(15)

C4(C5
1.3764(17)

C5(C6
1.3853(18)

C6(C7
1.3866(18)

C7(C8
1.3746(17)

C8(N1
1.3400(15)

C9(C14
1.4034(16)

C9(C10
1.4109(16)

C9(B1
1.6506(16)

C10(C11
1.3916(17)

C11(C12
1.3883(19)

C12(C13
1.3865(18)

C13(C14
1.3989(16)

C15(C16
1.4077(17)

C15(C20
1.4073(16)

C15(B1
1.6521(16)

C16(C17
1.3974(16)

C17(C18
1.3881(19)

C18(C19
1.387(2)

C19(C20
1.3970(17)

C21(C26
1.4016(16)

C21(C22
1.4119(16)

C21(B1
1.6493(17)

C22(C23
1.3882(18)

C23(C24
1.3891(19)

C24(C25
1.3870(19)

C25(C26
1.4019(17)

C27(C32
1.4030(16)

C27(C28
1.4094(16)

C27(B1
1.6485(16)

C28(C29
1.3935(17)

C29(C30
1.3892(19)

C30(C31
1.3853(18)

C31(C32
1.3970(17)

N1(O1
1.3865(12)

O2(C1(N2
130.04(12)

O2(C1(O1
120.88(10)

N2(C1(O1
109.07(10)

N1(C4(C5
117.69(11)

C4(C5(C6
119.66(11)

C5(C6(C7
120.04(11)

C8(C7(C6
119.37(11)

N1(C8(C7
118.04(11)

C14(C9(C10
115.23(10)

C14(C9(B1
125.15(10)

C10(C9(B1
119.21(10)

C11(C10(C9
122.75(11)

C12(C11(C10
120.14(11)

C11(C12(C13
119.08(11)

C12(C13(C14
120.15(11)

C13(C14(C9
122.63(11)

C16(C15(C20
114.94(11)

C16(C15(B1
122.14(10)

C20(C15(B1
122.85(10)

C17(C16(C15
122.90(12)

C18(C17(C16
120.03(12)

C19(C18(C17
119.09(11)

C18(C19(C20
120.10(12)

C19(C20(C15
122.90(12)

C26(C21(C22
115.39(11)

C26(C21(B1
125.14(10)

C22(C21(B1
119.30(10)

C23(C22(C21
122.60(11)

C22(C23(C24
120.36(11)

C25(C24(C23
119.04(12)

C24(C25(C26
120.01(12)

C21(C26(C25
122.60(11)

C32(C27(C28
114.95(10)

C32(C27(B1
123.97(10)

C28(C27(B1
121.05(10)

C29(C28(C27
122.59(11)

C30(C29(C28
120.57(11)

C31(C30(C29
118.62(11)

C30(C31(C32
120.21(12)

C31(C32(C27
123.04(11)

C27(B1(C21
112.13(9)

C27(B1(C9
111.64(9)

C21(B1(C9
102.96(9)

C27(B1(C15
107.06(9)

C21(B1(C15
110.12(9)

C9(B1(C15
113.01(9)

C8(N1(C4
125.19(10)

C8(N1(O1
117.28(9)

C4(N1(O1
117.53(9)

C1(N2(C2
125.32(11)

C1(N2(C3
117.54(11)

C2(N2(C3
117.12(11)

N1(O1(C1
109.61(8)

	


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
19(1) 
29(1)
23(1) 
5(1)
3(1) 
4(1)

C2
30(1) 
38(1)
39(1) 
11(1)
13(1) 
(3(1)

C3
28(1) 
44(1)
38(1) 
9(1)
16(1) 
12(1)

C4
21(1) 
30(1)
20(1) 
(2(1)
1(1) 
0(1)

C5
21(1) 
31(1)
28(1) 
(5(1)
4(1) 
(4(1)

C6
26(1) 
24(1)
28(1) 
2(1)
12(1) 
2(1)

C7
29(1) 
25(1)
18(1) 
0(1)
5(1) 
6(1)

C8
21(1) 
23(1)
21(1) 
(3(1)
0(1) 
3(1)

C9
19(1) 
17(1)
19(1) 
0(1)
3(1) 
(2(1)

C10
23(1) 
23(1)
22(1) 
0(1)
5(1) 
1(1)

C11
38(1) 
26(1)
19(1) 
(2(1)
6(1) 
(1(1)

C12
37(1) 
26(1)
19(1) 
2(1)
(4(1) 
0(1)

C13
23(1) 
24(1)
28(1) 
2(1)
(2(1) 
2(1)

C14
21(1) 
21(1)
22(1) 
0(1)
3(1) 
0(1)

C15
14(1) 
24(1)
18(1) 
(1(1)
1(1) 
0(1)

C16
18(1) 
24(1)
21(1) 
(2(1)
1(1) 
1(1)

C17
18(1) 
29(1)
29(1) 
(9(1)
0(1) 
3(1)

C18
19(1) 
46(1)
24(1) 
(12(1)
5(1) 
0(1)

C19
28(1) 
42(1)
20(1) 
0(1)
7(1) 
(3(1)

C20
25(1) 
27(1)
21(1) 
0(1)
5(1) 
1(1)

C21
19(1) 
21(1)
14(1) 
2(1)
2(1) 
1(1)

C22
21(1) 
26(1)
18(1) 
1(1)
4(1) 
0(1)

C23
27(1) 
31(1)
19(1) 
3(1)
4(1) 
(8(1)

C24
39(1) 
20(1)
26(1) 
2(1)
3(1) 
(6(1)

C25
32(1) 
21(1)
26(1) 
1(1)
3(1) 
5(1)

C26
21(1) 
23(1)
20(1) 
1(1)
2(1) 
1(1)

C27
19(1) 
18(1)
19(1) 
(4(1)
4(1) 
2(1)

C28
23(1) 
22(1)
20(1) 
(2(1)
3(1) 
1(1)

C29
21(1) 
30(1)
23(1) 
(6(1)
(1(1) 
6(1)

C30
17(1) 
35(1)
30(1) 
(12(1)
5(1) 
(2(1)

C31
24(1) 
27(1)
29(1) 
(3(1)
9(1) 
(6(1)

C32
21(1) 
21(1)
23(1) 
0(1)
4(1) 
1(1)

B1
16(1) 
20(1)
17(1) 
1(1)
3(1) 
1(1)

N1
18(1) 
21(1)
20(1) 
2(1)
6(1) 
1(1)

N2
21(1) 
34(1)
28(1) 
8(1)
9(1) 
4(1)

O1
22(1) 
25(1)
28(1) 
5(1)
11(1) 
0(1)

O2
30(1) 
28(1)
38(1) 
10(1)
14(1) 
7(1)
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