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e g | e L et Table 1. Data collection and handling.
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Crystal: dark violet plate,
size 0.20 x 0.20 x 0.25 mm
Wavelength: Mo K radlanon (0.71073 A)
4 9.88cm™
Diffractometer, scan mode: Siemens P4, m
20max: 50°
- Nihkl)measured, N(hki Junique: 5833, 4722
— e — / . Criterion for Iobs, N(hkl)g: Tobs > 2 o(lops), 3953
ci cs o \ — / N(pafam)n:ﬁn:d: 442
/‘; . \ Programs: SHELXTL-suite [8, 9]
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PP \s o e Table 2. Atomic coordinates and displacement parameters (in A?).
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Atom Site x y z Uiso
Abstract _
CaoH15FeNOy, triclinic, PT (No. 2), a= 7.252(3) A, HQ2A) 2i 01846  -0.2653 0.3082 0.045
b=10.391(2) A c=20. 662(32} A, o = 82.526(6)°, B =89.90(2)°, ggi; gl ..g'?g(g}; ggg; gggg g-ggg
o I L .| 5 i
7=89. ;21(3) = 1543.8 A%, Z= 4, Ry(F) = 0.033, H(5A) 2 —0.0895 0.0703 0.3290 0.052
WRrer(F7) = 0.096, T =293 K. H(6A) 2i 05691  -0.0847 02812  0.061
H(7A)  2i 0.4402 —-0.0174 0.1700 0.066
Source of material H(8A) 2i 0.2591 0.1872 0.1736 0.072
The compound was synthesised from hippuric acid and HOA)  2i 0.2756 0.2439 0.2877 0.066
ferrocenylaldehyde as reported [1] and crystals were obtained BUO0AY, ¥ (532 g fais e
Y Y PO O H() 2 0.088(4) -0.041(3) 0434(1)  0.031(7)
from a dichloromethane/n-hexane solution. H(16A) 2i 0.1878 -0.5901 0.4033 0.055
H(17A) 2i 02367  -0.8104 04154 0.066
Discussion H(18A) 2i 03451  -09173 05130  0.068
The title compound is a useful starting material for the synthesis Heloay. 2 04033 08028 03286 0.067
X 7 3 . H(20A) 2i 0.3530 -0.5818 0.5879 0.057
of racemic [1] and optically active [2] ferrocenylalanine. In con- H(22A) 2i 0.5884 0.5695 0.8289 0.052
tinuation of our studies on organometallic complexes of amino H(23A) 2i 0.6081 0.5323 0.7121 0.059
acids [3] we report on its crystal structure. The unit cell contains H(24A)  2i 0.4400 0.3294 0.6991 0.057
two independent molecules. In the molecule, the phenylringand ~ H(25A) 2i 03148 02356 08083  0.046
the oxazolone ring are almost coplanar (dihedral le Bz 4 nuers STIE 0.8530 g
g - cop-all 1hecial aug H(Q27A) 2i 0.2247 0.7431 0.7875 0.067
(C2~C]—Cl 1-C12) 18.43(1)%)) which allows conjugation [Sllpr H(28A) 2i 0.2425 0.6865 0.6734 0.070
ported by the observed C11—C12 (134.8(4) pm) and C1—C11 H(29A) 2i 0.0612 0.4828 0.6698 0.067
(143.8(4) pm) bond lengths] and may explain the deep violet ~ H(30A) 2i -0.0697 0.4157 0.7811 0.060
color of the compound. The C11—C12 distance (135 pm) is typi- EI(Z) U oAstn 0N DA D0BAH
(36A) 2 03118 00900 09033 0.055
similar to those which were found for various oxazolone com- H(38A) 2i 0.1545 04168 1.0130 0.068
plexes [4-7]. In the crystal the molecules form staples where the H(3%A) 2 0.0955  -0.3018 1.0988 0.066
H(40A) 2i 0.1484 -0.0816 1.0882 0.056

molecules are head to tail arranged. The two cyclopentadienyl
rings of the ferrocene unit show the eclipsed conformation.
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4-Ferrocenylmethylene-2-phenyl-4H-oxazol-5-one

Table 3. Atomic coordinates and displacement parameters (in AZ).

U Uz U Uiz Uns

Atom Site x y z Un
Fe(1) 2i 0.21697(5) -0.00598(4) 0.27302(2)  0.0359(2)
Fe(2) 2i 0.28300(5) 0.49403(4)  0.77300(2) 0.0361(2)
o) 2i 0.2105(4) -0.1528(2) 0.5586(1) 0.100(2)
0(2) 2i 0.2506(3) —0.3613(2) 0.54151(9)  0.066(1)
0Q3) 2i 0.2900(4) 0.3469(2) 1.0586(1) 0.101(2)
04) 2i 0.2495(3) 0.1383(2) 1.04156(9)  0.066(1)
N(1) 2i 0.1834(3) -0.3510(2) 0.4342(1) 0.045(1)
N(2) 2i 0.3165(3) 0.1496(2) 0.9342(1) 0.043(1)
C(l) 2i 0.0617(3) —0.1059(3) 0.3461(1) 0.035(1)
C(2) 2i 0.1157(4)  -0.1893(3) 0.2995(1) 0.045(2)
CQ3) 2i 0.0460(4) —0.1357(3) 0.2379(1) 0.057(2)
C4) 2i -0.0487(4)  -0.0208(3) 0.2454(2) 0.040(2)
C(5) 2i -0.0393(4) 0.0002(3) 0.3113(1) 0.039(2)
C(6) 2i 0.4963(4) -0.0117(4) 0.2689(2) 0.037(2)
C(7) 2i 0.4238(4) 0.0258(4) 0.2062(2) 0.055(2)
C(8) 2i 0.3219(5) 0.1407(4) 0.2084(2) 0.072(2)
C(9) 2i 0.3317(5) 0.1728(3) 0.2726(2) 0.070(2)
C(10) 2i 0.4409(4) 0.0789(3) 0.3095(2) 0.050(2)
C(1}) 2i 0.1053(4)  -0.1182(3) 0.4145(1) 0.043(2)
C(12) 2i 0.1625(4)  —0.2268(3) 0.4521(1) 0.044(2)
C(13) 2i 0.2061(4)  -0.2320(3) 0.5215(1) 0.060(2)
C(14) 2i 0.2314(4) -0.4239(3) 0.4864(1) 0.039(1)
C(15) 2i 0.2655(4) ~0.5626(3) 0.4945(1) 0.040(2)
C(16) 2i 0.2309(4) -0.6326(3) 0.4428(1) 0.053(2)
C(17) 2i 0.2604(5)  —0.7640(4) 0.4501(2) 0.066(2)
C(18) 2i 0.3250(5) -0.8281(4) 0.5084(2) 0.064(2)
C(19) 2i 0.3595(5)  -0.7597(4) 0.5593(2) 0.067(2)
C(20) 2i 0.3298(4) -0.6274(3) 0.5530(1) 0.059(2)
C(21) 2i 0.4382(4) 0.3937(3) 0.8459(1) 0.036(1)
C(22) 2i 0.5387(4) 0.4996(3) 0.8111(1) 0.035(1)
C(23) 2i 0.5487(4) 0.4789(3) 0.7453(2) 0.045(2)
C(24) 2i 0.4542(4) 0.3644(3) 0.7379(1) 0.061(2)
C(25) 2i 0.3839(4) 0.3110(3) 0.7996(1) 0.047(2)
C(26) 2i 0.0586(4) 0.5791(3) 0.8093(2) 0.049(2)
C(27) 2i 0.1687(5) 0.6726(3) 0.7723(2) 0.068(2)
C(28) 2i 0.1794(5) 0.6405(4) 0.7081(2) 0.072(2)
C(29) 2i 0.0771(5) 0.5259(4) 0.7061(2) 0.058(2)
C(30) 2i 0.0031(4) 0.4882(3) 0.7688(2) 0.037(2)
C@31) 2i 0.3950(4) 0.3816(3) 0.9144(1) 0.043(2)
C(32) 2i 0.3377(4) 0.2736(3) 0.9519(1) 0.044(2)
C(33) 2i 0.2938(4) 0.2682(3) 1.0216(1) 0.057(2)
C(34) 2i 0.2692(4) 0.0764(3) 0.9863(1) 0.043(2)
C(35) 2 0.2350(4)  -0.0625(3) 0.9946(1) 0.041(2)
C(36) 2i 0.2691(4) -0.1324(3) 0.9428(1) 0.056(2)
C(37) 2i 0.2402(5)  -0.2638(4) 0.9499(2) 0.067(2)
C(38) 2i 0.1748(5) -0.3277(3) 1.0084(2) 0.064(2)
C(39) 2i 0.1400(5) -0.2591(4) 1.0596(2) 0.067(2)
C(40) 2i 0.1708(4) -0.1273(3) 1.0531(1) 0.059(2)

0.0297(3) 0.0293(2) -0.0018(2) 0.0027(1) 0.0007(2)
0.0299(3) 0.0289(2) 0.0015(2) -0.0016(1) 0.0006(2)
0.045(2) 0.036(1) 0.003(1) 0.002(1) -0.008(1)
0.038(2) 0.029(1) 0.004(1) -0.0025(8) -0.0019(8)
0.044(2) 0.037(1) -0.001(1) 0.000(1) -0.010(1)
0.037(2) 0.030(1) —0.004(1) 0.0025(8)  -0.0015(8)
0.035(2) 0.032(1) 0.002(1) 0.0010(9)  —0.002(1)
0.035(2) 0.031(1) -0.001(1) 0.0001(9)  -0.001(1)
0.031(2) 0.037(1) -0.001(1) 0.006(1) 0.002(1)
0.029(2) 0.038(1) -0.003(1) 0.003(1) -0.002(1)
0.044(2) 0.037(2) -0.015(2) -0.002(1) -0.006(1)
0.054(2) 0.047(2) -0.003(1) -0.010(1) 0.007(1)
0.043(2) 0.047(2) 0.006(1) 0.004(1) 0.002(1)
0.058(2) 0.057(2) —0.004(1) 0.008(1) -0.006(2)
0.067(3) 0.044(2) -0.016(2) 0.020(1) —0.009(2)
0.054(3) 0.048(2) -0.022(2) 0.002(2) 0.016(2)
0.033(2) 0.062(2) -0.011(2) 0.007(2) —0.005(2)
0.056(2) 0.046(2) -0.017(2) -0.001(1) -0.006(2)
0.030(2) 0.035(1) -0.000(1) 0.009(1) -0.003(1)
0.034(2) 0.032(1) 0.002(1) 0.006(1) —0.004(1)
0.037(2) 0.033(2) 0.001(1) 0.005(1) -0.002(1)
0.041(2) 0.031(1) -0.001(1) 0.002(1) -0.004(1)
0.036(2) 0.036(1) 0.000(1) 0.005(1) 0.002(1)
0.044(3) 0.040(2) 0.005(1) 0.000(1) —0.004(1)
0.044(3) 0.057(2) 0.002(2) 0.005(2) -0.015(2)
0.034(2) 0.071(2) 0.005(2) 0.007(2) -0.001(2)
0.042(3) 0.053(2) 0.005(2) -0.002(2) 0.010(2)
0.044(3) 0.037(2) 0.001(2) -0.004(1) 0.002(1)
0.030(2) 0.036(1) 0.002(1) -0.005(1) 0.003(1)
0.045(2) 0.048(2) -0.008(1) -0.004(1) 0.003(1)
0.054(2) 0.046(2) 0.001(2) 0.011(1) 0.009(2)
0.045(2) 0.036(2) 0.013(2) 0.004(1) -0.003(1)
0.029(2) 0.038(1) 0.005(1) —0.003(1) -0.002(1)
0.053(2) 0.049(2) 0.015(2) 0.002(1) -0.007(2)
0.033(2) 0.066(2) 0.012(2) -0.007(2) -0.005(2)
0.051(3) 0.047(2) 0.018(2) -0.004(2) 0.016(2)
0.069(3) 0.041(2) 0.019(2) -0.018(1) -0.008(2)
0.053(2) 0.059(2) 0.007(1) -0.006(1) -0.007(2)
0.030(2) 0.036(1) 0.001(1) -0.009(1) -0.004(1)
0.034(2) 0.032(1) -0.001(1) -0.005(1) -0.002(1)
0.037(2) 0.035(2) 0.002(1) -0.004(1) -0.004(1)
0.040(2) 0.029(1) -0.001(1) -0.001(1) -0.004(1)
0.036(2) 0.036(1) -0.002(1) —0.002(1) 0.000(1)
0.041(3) 0.040(2) -0.004(1) 0.002(1) -0.002(1)
0.044(3) 0.057(2) —0.002(2) —0.004(2) -0.012(2)
0.031(2) 0.074(2) -0.002(2) -0.009(2) 0.000(2)
0.043(3) 0.051(2) -0.005(2) 0.006(2) 0.009(2)
0.040(3) 0.040(2) -0.000(1) 0.004(1) 0.001(1)
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