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Table 1. Crystal data and structure refinement details.

	


Identification code 
2010src0793a    

Empirical formula 
C16H13NO

Formula weight 
235.27

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 8.1168(4) Å
( = 62.290(2)°


b = 9.2556(4) Å
( = 80.933(3)°


c = 9.3927(3) Å
(  = 72.180(2)°

Volume
594.64(4) Å3
Z
2

Density (calculated)
1.314 Mg / m3
Absorption coefficient
0.082 mm(1
F(000)
248

Crystal
fragment; yellow

Crystal size
0.12 ( 0.08 ( 0.05 mm3
( range for data collection
3.16 ( 27.48°

Index ranges
(10 ( h ( 10, (11 ( k ( 12, (12 ( l ( 12

Reflections collected
10007

Independent reflections
2701 [Rint = 0.0506]

Completeness to ( = 27.48°
99.2 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9959 and 0.9902

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2701 / 0 / 165

Goodness-of-fit on F2
1.049

Final R indices [F2 > 2((F2)]
R1 = 0.0647, wR2 = 0.1240

R indices (all data)
R1 = 0.0924, wR2 = 0.1419

Extinction coefficient
0.017(5)

Largest diff. peak and hole
0.236 and (0.263 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: CAMERON (Watkin, D. M., Pearce, L. & Prout, C. K. (1993). Chemical Crystallography Lab, University of Oxford)
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
8966(3)
4150(3)
2247(3)
26(1)
1

C2
8082(3)
3257(3)
3803(2)
25(1)
1

C3
8055(3)
1662(3)
3834(3)
25(1)
1

C4
7533(3)
235(3)
4951(3)
29(1)
1

C5
7802(3)
(1127(3)
4606(3)
32(1)
1

C6
8605(3)
(1107(3)
3188(3)
33(1)
1

C7
9174(3)
295(3)
2061(3)
32(1)
1

C8
8880(3)
1646(3)
2407(3)
27(1)
1

C9
7640(3)
3974(3)
4814(3)
26(1)
1

C10
6737(3)
3483(3)
6373(3)
25(1)
1

C11
5478(3)
2602(3)
6816(3)
26(1)
1

C12
4657(3)
2179(3)
8313(3)
28(1)
1

C13
5048(3)
2636(3)
9412(3)
29(1)
1

C14
6278(3)
3553(3)
8951(3)
30(1)
1

C15
7097(3)
3979(3)
7460(3)
29(1)
1

C16
4159(3)
2186(3)
11036(3)
37(1)
1

N1
9369(2)
3154(2)
1478(2)
29(1)
1

O1
9289(2)
5533(2)
1728(2)
31(1)
1

	


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

	


C1(O1
1.237(3)

C1(N1
1.355(3)

C1(C2
1.498(3)

C2(C9
1.343(3)

C2(C3
1.469(3)

C3(C4
1.393(3)

C3(C8
1.405(3)

C4(C5
1.389(3)

C4(H4
0.9500

C5(C6
1.382(3)

C5(H5
0.9500

C6(C7
1.397(3)

C6(H6
0.9500

C7(C8
1.378(3)

C7(H7
0.9500

C8(N1
1.401(3)

C9(C10
1.461(3)

C9(H9
0.9500

C10(C11
1.394(3)

C10(C15
1.397(3)

C11(C12
1.388(3)

C11(H11
0.9500

C12(C13
1.392(3)

C12(H12
0.9500

C13(C14
1.395(3)

C13(C16
1.506(3)

C14(C15
1.383(3)

C14(H14
0.9500

C15(H15
0.9500

C16(H16A
0.9800

C16(H16B
0.9800

C16(H16C
0.9800

N1(H1
0.8800

O1(C1(N1
125.1(2)

O1(C1(C2
127.7(2)

N1(C1(C2
107.22(18)

C9(C2(C3
136.6(2)

C9(C2(C1
117.79(19)

C3(C2(C1
105.39(18)

C4(C3(C8
118.1(2)

C4(C3(C2
135.0(2)

C8(C3(C2
106.71(18)

C5(C4(C3
119.4(2)

C5(C4(H4
120.3

C3(C4(H4
120.3

C6(C5(C4
121.4(2)

C6(C5(H5
119.3

C4(C5(H5
119.3

C5(C6(C7
120.4(2)

C5(C6(H6
119.8

C7(C6(H6
119.8

C8(C7(C6
117.7(2)

C8(C7(H7
121.2

C6(C7(H7
121.2

C7(C8(N1
127.4(2)

C7(C8(C3
123.0(2)

N1(C8(C3
109.56(19)

C2(C9(C10
131.9(2)

C2(C9(H9
114.0

C10(C9(H9
114.0

C11(C10(C15
117.8(2)

C11(C10(C9
123.6(2)

C15(C10(C9
118.5(2)

C12(C11(C10
120.9(2)

C12(C11(H11
119.5

C10(C11(H11
119.5

C11(C12(C13
121.2(2)

C11(C12(H12
119.4

C13(C12(H12
119.4

C12(C13(C14
117.8(2)

C12(C13(C16
121.5(2)

C14(C13(C16
120.8(2)

C15(C14(C13
121.2(2)

C15(C14(H14
119.4

C13(C14(H14
119.4

C14(C15(C10
121.0(2)

C14(C15(H15
119.5

C10(C15(H15
119.5

C13(C16(H16A
109.5

C13(C16(H16B
109.5

H16A(C16(H16B
109.5

C13(C16(H16C
109.5

H16A(C16(H16C
109.5

H16B(C16(H16C
109.5

C1(N1(C8
111.07(18)

C1(N1(H1
124.5

C8(N1(H1
124.5

	


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
24(1) 
30(1)
24(1) 
(10(1)
1(1) 
(10(1)

C2
26(1) 
24(1)
21(1) 
(7(1)
1(1) 
(8(1)

C3
24(1) 
25(1)
24(1) 
(10(1)
(1(1) 
(6(1)

C4
32(1) 
26(1)
25(1) 
(8(1)
1(1) 
(8(1)

C5
35(1) 
25(1)
32(1) 
(8(1)
0(1) 
(11(1)

C6
37(1) 
28(1)
36(1) 
(14(1)
(4(1) 
(8(1)

C7
37(1) 
35(1)
27(1) 
(15(1)
3(1) 
(11(1)

C8
27(1) 
27(1)
24(1) 
(9(1)
0(1) 
(9(1)

C9
27(1) 
23(1)
25(1) 
(7(1)
1(1) 
(9(1)

C10
28(1) 
22(1)
23(1) 
(8(1)
0(1) 
(6(1)

C11
30(1) 
25(1)
25(1) 
(12(1)
1(1) 
(8(1)

C12
28(1) 
23(1)
31(1) 
(9(1)
4(1) 
(11(1)

C13
34(1) 
22(1)
24(1) 
(6(1)
4(1) 
(7(1)

C14
35(1) 
30(1)
25(1) 
(12(1)
(3(1) 
(8(1)

C15
32(1) 
28(1)
26(1) 
(10(1)
1(1) 
(12(1)

C16
47(2) 
32(1)
28(1) 
(11(1)
9(1) 
(13(1)

N1
34(1) 
32(1)
23(1) 
(12(1)
8(1) 
(16(1)

O1
37(1) 
31(1)
27(1) 
(11(1)
7(1) 
(18(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H4
6997
192
5940
35
1

H5
7427
(2091
5360
38
1

H6
8772
(2053
2979
40
1

H7
9744
315
1090
39
1

H9
7978
4989
4447
31
1

H11
5177
2287
6083
32
1

H12
3813
1567
8592
34
1

H14
6558
3892
9675
36
1

H15
7918
4618
7171
35
1

H16A
3459
1421
11207
55
1

H16B
3408
3219
11082
55
1

H16C
5029
1625
11875
55
1

H1
9870
3420
521
34
1
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