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Abstract Table 1. Data collection and handling.
C21H21FeNO, monoclinic, P121/al (no. 14),
a=173297) A, b=17343(3) A, c = 13.618(5) A, Crystal: reddish prism, size 0.20 x 0.20 x 0.20 mm
B=95.02°, V=1724.3 A%, Z= 4, Ry(F) = 0.044, Wavelength: Mo K, radiation (0.71069 A)
= = u 88lcm™

WRwe(F) = 0.111, T=293 K. Diffractometer, scan mode:  Rigaku AFCT-S, 0/20

. 260max: 60°
Source of material N(hk)measureds N(hWkd Jmique: 5390, 5028
The title compound was prepared by Gabriel-Cromwell method Criterion for Iobs, N(hkl)gr:  Tobs > 2 0(ons), 2574
[1]. Bromine (1.5 eq, 1 M in CCls) was added over 30 min to a N(paramjrefinea: 217

Programs: SHELXS-97 [4], SHELXL-97 [S]

stirred solution of crotonoylferrocene (1.0 eq) in pentane at room

temperature [2]. After the addition the reaction was judged to
complete by TLC. The pure dibromo compound was obtained in
75 % yield by standard work-up and purification by chromatogra-
phy onsilica gel. The compound (167 mg, 0.50 mmol) was stirred

Table 2. Atomic coordinates and displacement parameters (in A3,

with Et3Ny (0.75 mmol, 105 xL) and benzylamine (1.00 mmol, Atom  Site x y z Uiso
105 xL) in CHCI; for 10 h at room temperature. The crude prod-
uct was applied to a flash column for purification. From the col- H(1) de —0.4818 02575 0.6147 0.059
umn, aziridine (162 mg, 0.450 mmol) was isolated in 90 % yield HQ) de —-0.6456 0.3517 0.4988 0.054
as a 1:1 mixture of cis- and trans-isomers [1]. The second one was :8; : 3%2 g‘;g:g g?l?,?g gggg
recrystallized from chloroform. HGS) 4 -0.5838 02803 07828  0.061
H(6) 4e -0.1444 0.3734 0.6810 0.044
Discussion H(7) 4e -0.2752 0.4608 0.5468 0.050
The lengths of the C—N bonds, d(C12—N1) = 1.482(3) A, g(g) : 3:383 823‘;‘: 8%;: 882;
d(C13—N1) = 1.446(4) A, which constituted the aziridine ring in H§ 1>2) P 03397 0iss  oomes  ooss
the title structure are in agreement with corresponding values of H(13) 4e 04352 0.2997 0.9960 0.049
another similar structure related to ferrocenyl aziridines [3]. One H(14A) de —0.7145 0.3104 1.0624 0.094
molecule is connected with two other molecules via one C-H---O H(14B) de -0.7608 0.3558 0.9638 0.094
and two C-H---N hydrogen bonds. The C-H---X bond lengthsand =~ H(14C) de -0.7062  0.4007 10618 0.094
angles range from 2.638 A 10 2.654 A and from 142° to 170°, re- gggg; t i?ﬁﬁ g;;gi 1823(3) gggg
spectively. There is one intramolecular C-H---O interaction with HA7 4e 0:01 16 0:4427 1:2472 0:056
d(H15B--01) = 2.376 A and £C15-H15B---01 = 115.2°. H(18) 4e 0.0093 0.4199 1.4149 0.067
H(19) 4e -0.1786 0.3265 1.4700 0.066
H(20) 4e -0.3688 0.2581 1.3595 0.072
H(21) 4e -0.3663 0.2803 1.1927 0.066

* Correspondence author (e-mail: abulut@kku.edu.tr)




336 (CsHs)Fe(Ci16H16NO)

Table 3. Atomic coordinates and displacement parameters (in A3

Atom  Site x y z Un Ux Uss Up2 Uz Uz
Fe(1) 4e -0.50389(5) 0.40460(2) 0.67549(3) 0.0254(2) 0.0342(2) 0.0313(2) -0.0017(2) -0.0001(1) 0.0001(2)
(1) 4e -0.1573(3) 0.3436(1) 0.8845(1) 0.057(1) 0.073(2) 0.038(1) 0.033(1) —0.004(1) -0.004(1)
N(1) 4e -0.3613(3) 0.4066(1) 1.0540(2) 0.038(1) 0.043(1) 0.031(1) 0.001(1) 0.0003(9) —0.002(1)
1) 4e -0.5655(4) 0.2945(2) 0.6313(2) 0.041(2) 0.039(2) 0.064(2) -0.007(1) -0.006(2) —0.008(2)
C(2) 4e -0.6575(4) 0.3477(2) 0.5661(2) 0.046(2) 0.051(2) 0.038(2) -0.012(2) —0.005(1) -0.002(1)
C(3) 4e -0.7701(4) 0.3935(2) 0.6205(2) 0.028(1) 0.054(2) 0.057(2) -0.002(1) —0.008(1) 0.005(2)
C(4) 4e -0.7481(4) 0.3678(2) 0.7194(2) 0.035(2) 0.073(2) 0.048(2) -0.0172) 0.010(1) -0.003(2)
C(S) 4e -0.6228(4) 0.3075(2) 0.7259(2) 0.049(2) 0.048(2) 0.052(2) -0.019(2) -0.013(2) 0.017(2)
C(6) 4e -0.2265(3) 0.4136(2) 0.6880(2) 0.028(1) 0.043(2) 0.039%(1) -0.003(1) 0.004(1) -0.008(1)
C() 4e —0.3009(4) 0.4629(2) 0.6124(2) 0.042(2) 0.048(2) 0.036(1) -0.012(1) 0.009(1) 0.001(1)
C(8) 4e -0.4204(2) 0.5158(2) 0.6522(2) 0.048(2) 0.036(2) 0.043(2) —0.006(1) 0.004(1) 0.004(1)
C9) 4e —0.4222(4) 0.5000(2) 0.7539(2) 0.037(2) 0.036(2) 0.038(1) -0.001(1) 0.005(1) -0.004(1)
C(10) 4¢ -0.3005(3) 0.4366(2) 0.7776(2) 0.028(1) 0.034(2) 0.035(1) ~0.004(1) 0.001(1) -0.007(1)
C(11) 4e —0.2740(4) 0.3935(2) 0.8711(2) 0.034(1) 0.043(2) 0.036(1) 0.005(1) —0.003(1) -0.010(1)
C(12) 4e -0.4046(4) 0.4135(2) 0.9460(2) 0.036(1) 0.040(2) 0.034(1) 0.009(1) -0.001(1) —0.003(1)
C(13) 4e -0.4851(4) 0.3515(2) 1.0041(2) 0.043(2) 0.038(2) 0.042(2) 0.001(1) =0.001(1) -0.003(1)
C(14) 4e —0.6850(4) 0.3549(2) 1.0250(3) 0.041(2) 0.082(3) 0.065(2) -0.009(2) 0.007(2) 0.005(2)
C(15) 4e -0.1766(4) 0.3799(2) 1.0930(2) 0.036(2) 0.069(2) 0.034(1) 0.003(1) -0.002(1) -0.001(1)
C(16) 4e -0.1786(4) 0.3641(2) 1.2017(2) 0.032(1) 0.041(2) 0.039(2) 0.004(1) -0.001(1) -0.001(1)
C(17) 4e -0.0659(4) 0.4052(2) 1.2693(2) 0.045(2) 0.049(2) 0.043(2) -0.008(2) -0.007(1) 0.005(2)
C(18) 4e —0.0666(5) 0.3915(2) 1.3701(2) 0.066(2) 0.058(2) 0.040(2) 0.002(2) —0.016(2) —0.002(2)
C(19) 4e -0.1788(5) 0.3362(2) 1.4028(2) 0.072(2) 0.053(2) 0.040(2) 0.022(2) 0.006(2) 0.009(2)
C(20) 4e —0.2911(5) 0.2953(2) 1.3371Q2) 0.063(2) 0.058(2) 0.061(2) —0.006(2) 0.011(2) 0.012(2)
C(21) 4e -0.2900(5) 0.3090(2) 1.2369(2) 0.057(2) 0.055(2) 0.050(2) -0.014(2) -0.006(2) -0.002(2)

Acknowledgments. The authors are indebted to the Departments of Chemistry
(Middle East Technical University and Kirikkale University) and the Depart-
ment of Physics (Kirikkale University) for their financial support of this work.

References
1. Dogan, O.; Zeytinci, S.; Bulut, A.: Synthesis of New Fermrocenyl- tal structure and applications. Tetrahedron: Asymm. 15 (2004) 1289-
Substituted Aziridines via the Gabriel-Cromwell Reaction. Synth. Comm. 1294,
35 (2005) 1067-1076. 4. Sheldrick, G. M.: SHELXS-97. Program for the Solution of Crystal
2. Dogan, O.; Senol, V.; Zeytinci, S.; Koyuncu, H.; Bulut, A.: Efficient syn- Structures. University of Gottingen, Germany 1997.
thesis of ferrocenylenones by Friedel-Crafts acylation with EtAIClz- 5. Sheldrick, G. M.: SHELXIL-97. Program for the Refinement of Crystal
MesAl. J. Organomet. Chem. 690 (2005) 430-434. Structures. University of Gottingen, Germany 1997.

3. Wang, M.-C.; Wang, D.-K_; Zhu, Y.; Liu, L.-T.; Guo, Y.-F.: Enantiopure
N-ferrocenylmethylaziridin-2-ylmethanols from L-serine: synthesis, crys-



