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Table 2. Geometric parameters (A, o) 
O1--C1 1.309 (2) C4--C5 1.496 (2) 
0 2 - - C 1  1.205 (2) C6--C7 1.350 (2) 
0 3 - - C 5  I. 190 (2) C6--C9 1.399 (2) 
0 4 - - C 5  1.340 (2) C7--C8 1.421 (2) 
O4- -C6 1.404 (1) C8- -C8"  1.417 (2) 
C1--C2 1.495 (2) C8"- -C10  1.411 (2) 
C2--C3 1.514 (2) C9--C10 1.366 (2) 
C3--C4 1.512 (2) 

C 5 - - O 4 - - C 6  120.5 (1) O4- -C5- -C4  110.3 (1) 
O I - - C 1 - - O 2  122.3 (1) O4- -C6- -C7  122.6 (1) 
0 1 - - C 1 - - C 2  113.9 (I) O 4 - - C 6 - - C 9  115.1 (1) 
O2- -C1- -C2  123.8 (I) C7- -C6- -C9  122.2 (l) 
C I - - C 2 - - C 3  112.7 (1) C6- -C7- -C8  119.3 (t) 
C 2 - - C 3 - - C 4  112.4 (1) C 8 " - - C 8 - - C 7  119.5 (1) 
C3- -C4- -C5  112.6 (1) C8- -C8" - -C10  118.6 (1) 
O 3 - - C 5 - - O 4  122.9 (1) C6- -C9- -C10  119.5 (1) 
O 3 - - C 5 - - C 4  126.8 (I) C8" - -C10- -C9  120.9 (1) 

C 6 - - O 4 - - C 5 - - O 3  6.9 (4) C 2 - - C 3 - - C 4 - - C 5  173.4 (2) 
C 6 - - O 4 - - C 5 - - C 4  - 173.6 (2) C 3 - - C 4 - - C 5 - - O 3  21.5 (4) 
C 5 - - O 4 - - C 6 - - C 7  -63 .9  (3) C 3 - - C 4 - - C 5 - - O 4  - 158.0 (2) 
C 5 - - O 4 - - C 6 - - C 9  119.6 (2) O 4 - - C 6 - - C 7 - - C 8  - 175.9 (2) 
O I - - C I - - C 2 - - C 3  177.1 (2) C 9 - - C 6 - - C 7 - - C 8  0.3 (3) 
O 2 - - C 1 - - C 2 - - C 3  - 4 . 0  (3) O 4 - - C 6 - - C 9 - - C 1 0  176.0 (4) 
C 1 - - C 2 - - C 3 - - C 4  175.3 (2) C 7 - - C 6 - - C 9 - - C 1 0  - 0 . 5  (4) 

Programs used to solve the structure: SIR88 (Burla, Camalli, 
Cascarano, Giacovazzo, Polidori, Spagna & Viterbo, 1989). Pro- 
gram used to refine the structure: SDP (Enraf-Nonius, 1985). 
Refinement by full-matrix least-squares methods. All programs 
were run on a MicroVAX computer. 

Financial support from the Ministero dell'Universitfi e 
della Ricerca Scientifica e Tecnologica is gratefully ac- 
knowledged. 

Lists of structure factors, anisotropic thermal parameters and H-atom co- 
ordinates have been deposited with the British Library Document Supply 
Centre as Supplementary Publication No. SUP 55353 (13 pp.). Copies 
may be obtained through The Technical Editor, International Union of 
Crystallography, 5 Abbey Square, Chester CH1 2HU, England. [CIF ref- 
erence: NA 1008] 
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Abstract 
The benzylideneaniline moiety adopts a non-planar 
conformation with a dihedral angle of 51.0 (1) ° 
between the two phenyl rings. The methoxy substit- 
uent is twisted from the aniline ring by 4.1 (5) °. 

Comment 
Benzylideneaniline normally adopts a non-planar 
conformation minimizing steric hindrance (Btirgi & 
Dunitz, 1970; Bernstein, Engel & Hagler, 1981) but 
disorder can give rise to a nominally planar confor- 
mation (Bar & Bernstein, 1983). An almost planar 
conformation, stabilized by an intramolecular hydro- 
gen bond, is observed in some of its derivatives 
(Yeap, Fun, Teo & Teoh, 1992). The title compound, 
which was prepared according to Srivastava & 
Chauhan (1977), exhibits a non-planar conforma- 
tion [C(7) - -N--C(8) - -C(9)  - 147.4 (4), C ( 8 ) - - N - -  
C(7)--C(1) - 170.5 (4) and N---C(7)--C(1)---C(2) 
14.7 (4)°]. The methoxy substitutent is nearly copla- 
nar with the phenyl ring having a torsion angle of  
4.1 (5) ° about  O(2)--C(11). The widening of  the 
angle O(2)--C(11)--C(10)  [124.6 (3) °] and the nar- 
rowing of  O(2)---C(11)--C(12) [1 15.4 (3) °] are due to 
steric interactions between C(10) and C(14). 
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Fig. 1. A view of  the molecule showing the labelling of  the non-H 
atoms. Thermal ellipsoids are shown at 50% probability levels. 

E x p e r i m e n t a l  

Crystal data 

C14H13NO2 M o  Kc~ radiat ion 
Mr = 227.3 A = 0.71069 A. 
Or thorhombic  Cell parameters  f rom 25 
Pbcn reflections 
a = 22.521 (6) A 0 = 7 .5 -17 .5  ° 
b -- 10.809 (3) A # = 0.088 m m  -~ 
c = 9.509 (2) ,~ T = 298 K 
V = 2314.9 (10) A3 Needle  
Z = 8  2 x 0.2 x 0.1 m m  
Dx = 1.304 M g  m -3  Yellow 
D m =  1.310 M g  m -3  

Data collection 
Siemens  P4  di f f ractometer  
2010 scans 
Absorp t ion  correction: 

none  
2681 measu red  reflections 
2681 independen t  reflections 
1171 observed  reflections 

[F>4 .0 t r (F) ]  

Refinement 

Ref inement  on  F 
Final R = 0.0454 
wR = 0.0493 
S =  1.00 
1171 reflections 
206 p a r a m e t e r s  

0~x  = 55.0 ° 
h = 0 - + 2 9  
k = 0 ---. 14 
l = 0---~ 12 
2 s tandard reflections 

mon i to red  every  100 
reflections 

intensi ty variation: none  

All  H-a tom parameters  re- 
fined 

w = 1.0/[ t r2(F)+0.001F 2] 
(A/o ' ) ,~x  = 0.001 

Apma~ = 0.20 e A -3  
Apmin = --0.20 e A -3  

T a b l e  1. Fractional atomic coordinates and equivalent 
isotropic thermal parameters ( A  2) 

1 . . . .  * * . . Ueq -- 5 ~,~.iUijai a) a,.aj. 

x y Z Ueq 
N 0.3305 (1) 0.5219 (2) 0.1597 (3) 0.038 (1) 
O(1) 0.1366 (1) 0.7434 (2) --0.2745 (3) 0.051 (1) 
0(2) 0.4661 (1) 0.1609 (2) 0.4301 (3) 0.068 (1) 

0.2442 (1) 0.5609 (3) 0.0125 (3) 0.034 (1) 
0.2631 (1) 0.6721 (3) --0.0480 (3) 0.036 (1) 
0.2281 (1) 0.7347 (3) --0.1422 (3) 0.037 (1) 
0.1725 (1) 0.6878 (3) --0.1795 (3) 0.036 (1) 
0.1529 (1) 0.5778 (3) --0.1191 (4) 0.043 (1) 
0.1879 (1) 0.5160 (3) --0.0253 (4) 0.042 (1) 
0.2818 (1) 0.4861 (3) 0.1026 (3) 0.039 (1) 
0.3667 (1) 0.4318 (3) 0.2274 (3) 0.038 (1) 
0.4000 (1) 0.4636 (3) 0.3431 (3) 0.046 (1) 
0.4339 (2) 0.3765 (3) 0.4152 (4) 0.053 (1) 
0.4354 (1) 0.2559 (3) 0.3665 (4) 0.049 (1) 
0.4052 (2) 0.2243 (3) 0.2462 (4) 0.049 (1) 
0.3710 (1) 0.3106 (3) 0.1762 (4) 0.043 (1) 
0.4953 (3) 0.1857 (7) 0.5594 (5) 0.081 (2) 

T a b l e  2. Bond lengths (A) and angles (o) 

N--C(7) 1.283 (4) C(9)--C(8) 1.375 (4) 
N--C(8) 1.424 (4) C(9)--C(10) 1.393 (5) 
O(1)--C(4) 1.352 (4) C(3)--C(2) 1.372 (4) 
C(4)--C(5) 1.392 (4) O(2)--C(11) 1.377 (4) 
C(4)--C(3) 1.397 (4) O(2)--C(14) 1.420 (6) 
C(5)--C(6) 1.365 (5) C(13)--C(8) 1.400 (4) 
C(1)--C(6) 1.405 (4) C(13)--C(12) 1.380 (5) 
C(1)--C(7) 1.450 (4) C(11)--C(12) 1.374 (5) 
C(1)--C(2) 1.398 (4) C(ll)--C(10) 1.383 (5) 

C(7)--N--C(8) 118.3 (2) N--C(7)--C(1) 125.5 (3) 
O(1)--C(4)--C(5) 117.8 (3) C(8)--C(13)--C(12) 120.2 (3) 
O(1)--C(4)--C(3) 122.9 (3) N--C(8)--C(9) 120.1 (3) 
C(5)--C(4)--C(3) 119.3 (3) N--C(8)--C(13) 121.5 (3) 
C(4)--C(5)--C(6) 120.3 (3) C(9)--C(8)--C(13) 118.3 (3) 
C(6)--C(1)--C(7) 119.0 (3) C(1)--C(2)--C(3) 121.2 (3) 
C(6)--C(1)--C(2) 117.8 (3) O(2)--C(11)--C(12) 115.4 (3) 
C(7)--C(1)--C(2) 123.0 (3) O(2)--C(11)--C(10) 124.6 (3) 
C(8)--C(9)--C(10) 121.5 (3) C(12)--C(11)--C(10) 120.0 (3) 
C(4)--C(3)--C(2) 120.2 (3) C(13)--C(12)--C(110 120.6 (3) 
C(5)--C(6)--C(1) 121.3 (3) CO)--C(IO)--C(ll) 119.1 (3) 
C(11)--O(2)--C(14) 118.1 (4) 

The  data were  col lected us ing  a variable scan speed  of  5 .33-  
29.3 ° m i n  --1 in w. The  structure was  so lved  by direct  me thods  
and ref ined by ful l -matr ix  least squares.  SHELXTL/PC (S iemens  
Crysta l lographic  Resea rch  Systems,  1990) was  used  for  all cal- 
culat ions.  

T h e  a u t h o r s  w o u l d  l i k e  t o  t h a n k  t h e  M a l a y s i a n  G o v e r n -  
m e n t  a n d  t h e  U n i v e r s i t i  S a i n s  M a l a y s i a  f o r  r e s e a r c h  g r a n t s  
N o s .  R & D  1 2 3 - 3 2 0 3 - 2 5 0 4  a n d  1 2 3 - 3 4 1 7 - 2 2 0 1 .  

Lists of structure factors, anisotropic thermal parameters and H-atom co- 
ordinates have been deposited with the British Library Document Sup- 
ply Centre as Supplementary Publication No. SUP 55365 (8 pp.). Copies 
may be obtained through The Technical Editor, International Union of 
Crystallography, 5 Abbey Square, Chester CH1 2HU, England. [CIF ref- 
erence: LI1009] 
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