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Table 1. Crystal data and structure refinement details.

	


Identification code 
2010src0795a    

Empirical formula 
C15H12ClNO2
Formula weight 
273.71

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 19.6553(12) Å
( = 90°


b = 4.0406(2) Å
( = 101.378(2)°


c = 32.653(2) Å
(  = 90°

Volume
2542.3(3) Å3
Z
8

Density (calculated)
1.430 Mg / m3
Absorption coefficient
0.297 mm(1
F(000)
1136

Crystal
rod; yellow

Crystal size
0.16 ( 0.14 ( 0.08 mm3
( range for data collection
3.62 ( 27.48°

Index ranges
(25 ( h ( 25, (5 ( k ( 5, (42 ( l ( 42

Reflections collected
13217

Independent reflections
2890 [Rint = 0.0578]

Completeness to ( = 27.48°
99.2 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9767 and 0.9541

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2890 / 7 / 181

Goodness-of-fit on F2
1.067

Final R indices [F2 > 2((F2)]
R1 = 0.0470, wR2 = 0.1209

R indices (all data)
R1 = 0.0657, wR2 = 0.1320

Largest diff. peak and hole
0.306 and (0.348 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.
Cl1
3963(1)
3333(1)
2339(1)
34(1)
1

O1
3248(1)
11581(4)
4740(1)
29(1)
1

N1
2117(1)
9751(4)
4590(1)
25(1)
1

C1
2771(1)
10059(5)
4516(1)
25(1)
1

C2
2783(1)
8277(5)
4113(1)
23(1)
1

C3
2077(1)
6948(5)
3972(1)
22(1)
1

C4
1752(1)
5034(5)
3635(1)
25(1)
1

C5
1058(1)
4144(5)
3607(1)
28(1)
1

C6
697(1)
5116(5)
3914(1)
28(1)
1

C7
1010(1)
6993(5)
4256(1)
26(1)
1

C8
1695(1)
7910(5)
4275(1)
23(1)
1

C9
3385(1)
8098(5)
3976(1)
24(1)
1

C10
3506(1)
6805(5)
3574(1)
22(1)
1

C11
3047(1)
7500(5)
3197(1)
24(1)
1

C12
3193(1)
6471(5)
2819(1)
25(1)
1

C13
3799(1)
4716(5)
2816(1)
25(1)
1

C14
4266(1)
3995(5)
3183(1)
27(1)
1

C15
4119(1)
5084(5)
3559(1)
24(1)
1

O1W
4673(1)
12496(10)
4761(1)
110(1)
1

	


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

	


Cl1(C13
1.7427(19)

O1(C1
1.233(2)

N1(C1
1.359(2)

N1(C8
1.401(3)

N1(H1
0.8800

C1(C2
1.503(3)

C2(C9
1.349(3)

C2(C3
1.475(3)

C3(C4
1.391(3)

C3(C8
1.409(3)

C4(C5
1.395(3)

C4(H4
0.9500

C5(C6
1.392(3)

C5(H5
0.9500

C6(C7
1.388(3)

C6(H6
0.9500

C7(C8
1.386(3)

C7(H7
0.9500

C9(C10
1.473(3)

C9(H9
0.9500

C10(C15
1.400(3)

C10(C11
1.404(3)

C11(C12
1.384(3)

C11(H11
0.9500

C12(C13
1.388(3)

C12(H12
0.9500

C13(C14
1.390(3)

C14(C15
1.387(3)

C14(H14
0.9500

C15(H15
0.9500

O1W(H1W
0.878(19)

O1W(H2WA
0.859(19)

O1W(H2WB
0.848(19)

C1(N1(C8
111.15(15)

C1(N1(H1
124.4

C8(N1(H1
124.4

O1(C1(N1
125.11(17)

O1(C1(C2
127.99(17)

N1(C1(C2
106.89(17)

C9(C2(C3
135.18(18)

C9(C2(C1
118.96(18)

C3(C2(C1
105.79(15)

C4(C3(C8
118.89(18)

C4(C3(C2
134.97(18)

C8(C3(C2
106.11(17)

C3(C4(C5
119.02(18)

C3(C4(H4
120.5

C5(C4(H4
120.5

C6(C5(C4
120.7(2)

C6(C5(H5
119.7

C4(C5(H5
119.7

C7(C6(C5
121.63(19)

C7(C6(H6
119.2

C5(C6(H6
119.2

C8(C7(C6
117.01(18)

C8(C7(H7
121.5

C6(C7(H7
121.5

C7(C8(N1
127.13(17)

C7(C8(C3
122.77(19)

N1(C8(C3
110.05(17)

C2(C9(C10
128.47(19)

C2(C9(H9
115.8

C10(C9(H9
115.8

C15(C10(C11
118.41(18)

C15(C10(C9
119.90(17)

C11(C10(C9
121.46(17)

C12(C11(C10
120.82(18)

C12(C11(H11
119.6

C10(C11(H11
119.6

C11(C12(C13
119.29(19)

C11(C12(H12
120.4

C13(C12(H12
120.4

C12(C13(C14
121.41(18)

C12(C13(Cl1
118.73(16)

C14(C13(Cl1
119.85(15)

C15(C14(C13
118.73(19)

C15(C14(H14
120.6

C13(C14(H14
120.6

C14(C15(C10
121.32(19)

C14(C15(H15
119.3

C10(C15(H15
119.3

H1W(O1W(H2WA
104(4)

H1W(O1W(H2WB
107(5)

H2WA(O1W(H2WB
100(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
Cl1
43(1) 
37(1)
26(1) 
(5(1)
15(1) 
0(1)

O1
28(1) 
42(1)
19(1) 
(4(1)
6(1) 
(3(1)

N1
26(1) 
34(1)
16(1) 
1(1)
7(1) 
2(1)

C1
28(1) 
30(1)
17(1) 
4(1)
7(1) 
2(1)

C2
27(1) 
25(1)
17(1) 
4(1)
5(1) 
2(1)

C3
27(1) 
21(1)
18(1) 
5(1)
6(1) 
2(1)

C4
31(1) 
23(1)
24(1) 
3(1)
10(1) 
2(1)

C5
34(1) 
24(1)
25(1) 
1(1)
5(1) 
(2(1)

C6
25(1) 
28(1)
31(1) 
7(1)
7(1) 
(1(1)

C7
27(1) 
29(1)
23(1) 
6(1)
8(1) 
3(1)

C8
28(1) 
24(1)
18(1) 
6(1)
7(1) 
4(1)

C9
27(1) 
25(1)
20(1) 
2(1)
5(1) 
(1(1)

C10
26(1) 
21(1)
22(1) 
1(1)
8(1) 
(3(1)

C11
26(1) 
22(1)
25(1) 
1(1)
9(1) 
0(1)

C12
30(1) 
24(1)
22(1) 
1(1)
6(1) 
(2(1)

C13
32(1) 
23(1)
24(1) 
(2(1)
13(1) 
(4(1)

C14
27(1) 
24(1)
31(1) 
(1(1)
11(1) 
(1(1)

C15
24(1) 
24(1)
24(1) 
0(1)
6(1) 
(2(1)

O1W
38(1) 
223(4)
73(2) 
(44(2)
24(1) 
(29(2)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1
1977
10598
4808
30
1

H4
1998
4343
3428
30
1

H5
830
2862
3377
34
1

H6
226
4480
3888
33
1

H7
765
7621
4467
31
1

H9
3783
8913
4162
29
1

H11
2632
8691
3201
29
1

H12
2882
6960
2565
30
1

H14
4677
2778
3177
32
1

H15
4440
4655
3811
29
1

H1W
4235(12)
12320(150)
4780(17)
164
1

H2WA
4850(40)
13780(160)
4964(18)
164
0.50

H2WB
4870(40)
10690(140)
4849(19)
164
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
2.849(2)
167.3

 O1W(H1W...O1
0.878(19)
1.94(2)
2.813(3)
171(5)

 O1W(H2WA...O1Wii
0.859(19)
1.902(19)
2.718(6)
158(7)

 O1W(H2WB...O1Wiii
0.848(19)
1.906(19)
2.713(8)
158(7) 
	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+1/2,(y+5/2,(z+1    (ii) (x+1,(y+3,(z+1    (iii) (x+1,(y+2,(z+1  
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