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                        Fig.  2   Perspective view of the X-ray crystal structure of  1.

Table 1.  Crystal data and structure refinement for 1.

Identification code 
3hg

Empirical formula 
C10 H16 B N S

Formula weight 
193.11

Temperature 
168(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P-1

Unit cell dimensions
a = 7.128(2) Å
= 62.984(3)°.


b = 9.196(3) Å
= 87.519(4)°.


c = 9.506(3) Å
 = 75.878(4)°.

Volume
536.7(3) Å3
Z
2

Density (calculated)
1.195 Mg/m3
Absorption coefficient
0.255 mm-1
F(000)
208

Crystal size
0.73 x 0.42 x 0.18 mm3
Theta range for data collection
2.41 to 25.00°.

Index ranges
-5<=h<=8, -10<=k<=10, -11<=l<=11

Reflections collected
6056

Independent reflections
1874 [R(int) = 0.0097]

Completeness to theta = 25.00°
99.2 % 

Max. and min. transmission
0.9556 and 0.8359

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
1874 / 0 / 118

Goodness-of-fit on F2
1.051

Final R indices [I>2sigma(I)]
R1 = 0.0328, wR2 = 0.0896

R indices (all data)
R1 = 0.0343, wR2 = 0.0908

Largest diff. peak and hole
0.278 and -0.243 e.Å-3
 Table 2.  Atomic coordinates  ( x 104) and equivalent  isotropic displacement parameters (Å2x 103) for 1.  U(eq) is defined as one third of  the trace of the orthogonalized Uij tensor.

________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________

S(1)
3567(1)
5618(1)
2017(1)
27(1)

C(2)
4890(2)
3613(2)
3635(2)
26(1)

C(3)
6743(2)
2685(2)
3222(2)
25(1)

N(4)
8470(2)
3429(2)
2932(1)
20(1)

C(5)
8040(2)
5204(2)
1552(2)
22(1)

C(6)
6951(2)
6657(2)
1872(2)
22(1)

C(7)
4931(2)
7009(2)
2010(2)
23(1)

C(8)
3963(2)
8485(2)
2110(2)
28(1)

C(9)
4984(3)
9596(2)
2109(2)
32(1)

C(10)
6983(3)
9232(2)
2028(2)
32(1)

C(11)
7949(2)
7778(2)
1904(2)
28(1)

C(4)
9172(2)
3407(2)
4407(2)
26(1)

B(4)
10205(3)
2229(2)
2439(2)
27(1)

________________________________________________________________________

 Table  3.   Bond lengths [Å] and angles [°] for 1.

__________________________________________________________________ 

S(1)-C(7)  
1.7833(16)

S(1)-C(2) 
1.8318(16)

C(2)-C(3) 
  1.528(2)

C(3)-N(4)                          1.5058(19)

N(4)-C(4) 
1.4994(19)

N(4)-C(5)                            1.5248(18)

N(4)-B(4)                            1.649(2)

C(5)-C(6)                            1.524(2)

C(6)-C(11)                          1.399(2)

C(6)-C(7)                           1.411(2)

C(7)-C(8)                           1.409(2)

C(8)-C(9)                           1.391(2)

C(9)-C(10)                         1.389(3)

C(10)-C(11)                       1.401(2)

C(7)-S(1)-C(2)
101.14(7)

C(3)-C(2)-S(1)
116.04(11)

N(4)-C(3)-C(2)
117.51(12)

C(4)-N(4)-C(3)
110.76(11)

C(4)-N(4)-C(5)
111.00(11)

C(3)-N(4)-C(5)
112.04(11)

C(4)-N(4)-B(4)
108.63(11)

C(3)-N(4)-B(4)
106.98(11)

C(5)-N(4)-B(4)
107.23(11)

C(6)-C(5)-N(4)
117.72(12)

C(6)-C(11)-C(10)
121.64(15)

C(11)-C(6)-C(7)
117.92(13)

C(11)-C(6)-C(5)
119.24(13)

C(7)-C(6)-C(5)
122.63(13)

C(8)-C(7)-C(6)
120.18(14)

C(8)-C(7)-S(1)
119.28(12)

C(6)-C(7)-S(1)
120.53(11)

C(9)-C(8)-C(7)
120.70(14)

C(10)-C(9)-C(8)
119.57(14)

C(9)-C(10)-C(11)
119.94(15)

Table 4.   Anisotropic displacement parameters  (Å2x 103) for 1. 

 The anisotropic displacement factor exponent takes the form:

  -22[ h2 a*2U11 + ...  + 2 h k a* b* U12 ]

________________________________________________________________________ 


U11
U22 
U33
U23
U13
U12
________________________________________________________________________

S(1)
18(1) 
32(1)
34(1) 
-16(1)
-1(1) 
-4(1)

C(2)
22(1) 
27(1)
31(1) 
-13(1)
5(1) 
-9(1)

C(3)
23(1) 
23(1)
32(1) 
-14(1)
3(1) 
-9(1)

N(4)
19(1) 
20(1)
24(1) 
-12(1)
2(1) 
-5(1)

C(5)
21(1) 
20(1)
23(1) 
-10(1)
3(1) 
-4(1)

C(6)
22(1) 
20(1)
21(1) 
-9(1)
0(1) 
-2(1)

C(7)
22(1) 
24(1)
21(1) 
-10(1)
1(1) 
-3(1)

C(8)
24(1) 
28(1)
28(1) 
-12(1)
3(1) 
1(1)

C(9)
37(1) 
23(1)
34(1) 
-15(1)
4(1) 
1(1)

C(10)
36(1) 
23(1)
40(1) 
-17(1)
1(1) 
-7(1)

C(11)
24(1) 
25(1)
34(1) 
-15(1)
2(1) 
-5(1)

C(4)
24(1) 
30(1)
26(1) 
-14(1)
-1(1) 
-5(1)

B(4)
25(1) 
22(1)
33(1) 
-15(1)
6(1) 
-2(1)

________________________________________________________________________

 Table 5.   Hydrogen coordinates ( x 104) and isotropic  displacement parameters (Å2x 10 3) for 1.

________________________________________________________________________


x 
y 
z 
U(eq)

________________________________________________________________________

H(2A)
5232
3830
4508
31

H(2B)
4005
2856
4038
31

H(3A)
7136
1521
4095
30

H(3B)
6426
2603
2261
30

H(5A)
9290
5433
1138
26

H(5B)
7279
5214
699
26

H(8A)
2598
8726
2180
34

H(9A)
4319
10596
2163
39

H(10A)
7695
9968
2057
39

H(11A)
9315
7547
1840
33

H(4A)
8153
4116
4713
39

H(4B)
10332
3844
4208
39

H(4C)
9490
2248
5263
39

H(4'A)
10522
1075
3304
40

H(4'B)
11361
2672
2244
40

H(4'C)
9763
2229
1478
40

________________________________________________________________________
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