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Table 1. Crystal data and structure refinement details.

	


Identification code 
2010src0792ra    

Empirical formula 
C15H12BrNO2
Formula weight 
318.17

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 19.623(3) Å
( = 90°


b = 4.0710(5) Å
( = 101.698(3)°


c = 32.979(4) Å
(  = 90°

Volume
2579.8(6) Å3
Z
8

Density (calculated)
1.638 Mg / m3
Absorption coefficient
3.183 mm(1
F(000)
1280

Crystal
block; yellow

Crystal size
0.10 ( 0.04 ( 0.02 mm3
( range for data collection
2.95 ( 27.48°

Index ranges
(24 ( h ( 24, (4 ( k ( 5, (42 ( l ( 41

Reflections collected
9093

Independent reflections
2888 [Rint = 0.0715]

Completeness to ( = 27.48°
97.6 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9391 and 0.7414

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2888 / 7 / 181

Goodness-of-fit on F2
1.125

Final R indices [F2 > 2((F2)]
R1 = 0.0785, wR2 = 0.1445

R indices (all data)
R1 = 0.1198, wR2 = 0.1671

Largest diff. peak and hole
0.654 and (0.813 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 (Sheldrick, G. M. (2007). SADABS. Version 2007/2. Bruker AXS Inc., Madison, Wisconsin, USA.). Structure solution: SHELXS97 (Sheldrick, G.M. (2008). Acta Cryst. A64, 112-122.) Structure refinement: SHELXL97 (G Sheldrick, G.M. (2008). Acta Cryst. A64, 112-122.). Graphics: OLEX2 (Dolomanov, O. V., Bourhis, L. J., Gildea, R. J., Howard, J. A. K. & Puschmann, H. (2009). J. Appl. Cryst. 42, 339-341.)
Special details: 

The solvent water molecule is disordered over two orientations (50:50)

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
2772(4)
(5058(18)
4522(2)
25(2)
1

C2
2785(3)
(3241(18)
4129(2)
24(1)
1

C3
2090(3)
(1948(18)
3991(2)
23(1)
1

C4
1755(4)
36(17)
3660(2)
24(2)
1

C5
1064(4)
943(18)
3631(2)
28(2)
1

C6
691(4)
(81(18)
3926(2)
29(2)
1

C7
1011(4)
(1959(19)
4263(2)
28(2)
1

C8
1699(3)
(2880(17)
4286(2)
21(1)
1

C9
3395(4)
(3067(18)
3994(2)
25(2)
1

C10
3502(4)
(1743(18)
3593(2)
25(2)
1

C11
3038(4)
(2444(17)
3226(2)
25(2)
1

C12
3166(4)
(1394(17)
2848(2)
24(2)
1

C13
3770(4)
373(18)
2846(2)
25(2)
1

C14
4252(4)
1064(17)
3205(2)
27(2)
1

C15
4113(4)
(33(19)
3581(2)
28(2)
1

N1
2114(3)
(4745(15)
4597(2)
25(1)
1

O1
3249(3)
(6563(13)
4746(1)
30(1)
1

Br1
3939(1)
1889(2)
2328(1)
31(1)
1

O1W
4678(4)
(7460(30)
4769(2)
107(4)
1

	


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

	


C1(O1
1.231(8)

C1(N1
1.369(9)

C1(C2
1.497(9)

C2(C9
1.360(9)

C2(C3
1.447(10)

C3(C8
1.408(9)

C3(C4
1.410(10)

C4(C5
1.389(10)

C4(H4
0.9500

C5(C6
1.395(9)

C5(H5
0.9500

C6(C7
1.392(10)

C6(H6
0.9500

C7(C8
1.388(9)

C7(H7
0.9500

C8(N1
1.397(9)

C9(C10
1.483(9)

C9(H9
0.9500

C10(C11
1.388(9)

C10(C15
1.395(10)

C11(C12
1.391(9)

C11(H11
0.9500

C12(C13
1.388(10)

C12(H12
0.9500

C13(C14
1.388(10)

C13(Br1
1.907(6)

C14(C15
1.393(9)

C14(H14
0.9500

C15(H15
0.9500

N1(H1
0.8800

O1W(H1W
0.85(2)

O1W(H2WA
0.854(19)

O1W(H2WB
0.85(2)

O1(C1(N1
124.7(6)

O1(C1(C2
128.3(6)

N1(C1(C2
107.0(6)

C9(C2(C3
135.5(6)

C9(C2(C1
118.7(6)

C3(C2(C1
105.8(5)

C8(C3(C4
117.1(6)

C8(C3(C2
107.1(6)

C4(C3(C2
135.7(6)

C5(C4(C3
120.0(6)

C5(C4(H4
120.0

C3(C4(H4
120.0

C4(C5(C6
121.1(7)

C4(C5(H5
119.4

C6(C5(H5
119.4

C7(C6(C5
120.4(7)

C7(C6(H6
119.8

C5(C6(H6
119.8

C8(C7(C6
117.9(6)

C8(C7(H7
121.0

C6(C7(H7
121.0

C7(C8(N1
126.9(6)

C7(C8(C3
123.4(6)

N1(C8(C3
109.6(6)

C2(C9(C10
127.2(7)

C2(C9(H9
116.4

C10(C9(H9
116.4

C11(C10(C15
119.6(6)

C11(C10(C9
121.1(7)

C15(C10(C9
119.1(6)

C10(C11(C12
120.9(7)

C10(C11(H11
119.6

C12(C11(H11
119.6

C13(C12(C11
118.3(6)

C13(C12(H12
120.9

C11(C12(H12
120.9

C12(C13(C14
122.4(6)

C12(C13(Br1
118.4(5)

C14(C13(Br1
119.2(5)

C13(C14(C15
118.2(7)

C13(C14(H14
120.9

C15(C14(H14
120.9

C14(C15(C10
120.7(7)

C14(C15(H15
119.6

C10(C15(H15
119.6

C1(N1(C8
110.4(5)

C1(N1(H1
124.8

C8(N1(H1
124.8

H1W(O1W(H2WA
106(5)

H1W(O1W(H2WB
107(5)

H2WA(O1W(H2WB
108(10)

	


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
29(4) 
26(4)
18(3) 
(6(3)
5(3) 
(6(3)

C2
24(4) 
27(4)
21(3) 
(5(3)
8(3) 
(2(3)

C3
23(3) 
24(4)
21(3) 
(13(3)
5(3) 
(8(3)

C4
36(4) 
18(4)
22(3) 
(6(3)
11(3) 
(3(3)

C5
32(4) 
25(4)
27(3) 
(2(3)
8(3) 
3(3)

C6
26(4) 
32(4)
29(3) 
(5(3)
6(3) 
(2(3)

C7
29(4) 
33(4)
23(3) 
(2(3)
7(3) 
3(4)

C8
23(3) 
22(4)
18(3) 
(5(3)
1(2) 
(3(3)

C9
31(4) 
18(3)
28(3) 
(3(3)
10(3) 
6(3)

C10
27(4) 
24(4)
22(3) 
0(3)
6(3) 
9(3)

C11
23(4) 
24(4)
31(3) 
2(3)
11(3) 
3(3)

C12
29(4) 
23(4)
21(3) 
1(3)
4(3) 
(3(3)

C13
30(4) 
26(4)
23(3) 
2(3)
16(3) 
1(3)

C14
29(4) 
22(4)
34(4) 
(2(3)
16(3) 
0(3)

C15
23(4) 
33(4)
31(3) 
(2(3)
8(3) 
7(3)

N1
19(3) 
38(4)
19(3) 
(4(3)
6(2) 
1(3)

O1
25(3) 
43(3)
21(2) 
2(2)
2(2) 
(1(3)

Br1
37(1) 
32(1)
28(1) 
5(1)
14(1) 
1(1)

O1W
31(4) 
223(12)
71(5) 
43(7)
17(4) 
16(6)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H4
2001
754
3456
29
1

H5
843
2284
3407
33
1

H6
214
506
3896
35
1

H7
767
(2591
4472
34
1

H9
3796
(3884
4177
30
1

H11
2627
(3657
3234
31
1

H12
2848
(1874
2597
29
1

H14
4665
2253
3196
32
1

H15
4438
387
3830
34
1

H1
1972
(5597
4811
30
1

H1W
4260(30)
(7900(400)
4790(50)
161
1

H2WA
4940(50)
(8900(500)
4920(110)
161
0.50

H2WB
4770(70)
(5570(170)
4880(50)
161
0.50

	


Table 6. Hydrogen bonds [Å and °].

 D(H···A
d(D(H)
d(H···A)
d(D···A)
((DHA)

 N1(H1...O1i
0.88
1.98
2.844(7)
166.9

 O1W(H1W...O1
0.85(2)
2.04(7)
2.815(9)
151(13)

 O1W(H2WA...O1Wii
0.854(19)
1.88(2)
2.720(19)
167(12)

 O1W(H2WB...O1Wiii
0.85(2)
1.88(2)
2.68(3)
154(8) 
	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+1/2,(y(3/2,(z+1    (ii) (x+1,(y(2,(z+1    (iii) (x+1,(y(1,(z+1  
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