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CTPYKTYPHA U CLP AHAJIM3A
3-[(4-BPOMO®EHUJI)METNJI]-
-1,3-IUA3ACIIUPO[4.4|HOHAH-2,4- TUOHA

A. Jlasuh', H. Tpumosuh', JI. Pagosanosuh?, XK. Butnuk?, B. Burnuk?,

J. Poran®, JI. Moaern', . Ymhymanh!

Texnonowxo-meiianypuxu gaxynitiei, Yruueepsuiiein y Beoipagy, *UXTM—1]enitiap 3a
xemujy, ¥Yuueepsuiueiu y beoipagy
e-mail: ntrisovic@tmf.bg.ac.rs

AHanu3a CTPYKTypHHX CBOjCTaBa HOBUX je/IMbEHa KOja cajpike YBPCTO je3rpo U BU-
HIECTPYKE JOHOPCKE U aKLENTOPCKE aTOME MOXKe Jja AOTpHHECe 00JbEM pasyMeBamby y3a-
jaMHOT J1ejcTBa HEKOBAJICHTHUX WHTEPaKIHja Y U3rpajibl MOTYhUX CympaMoIeKyJICKHX
apXHUTEKTypa. Y TOM IIMJbY CHHTETHCAaHA j€ CepHja HOBUX JiepUBaTa LMKJIONEHTaH-5-CIIH-
POXUIAHTOMHA U OJipeljeHa je ’UXOBa KPUCTAIHA CTPYKTypa. Y OBOM pajy ONHCaHA je U
JIICKyTOBaHa KpHCTaIHA CTPYKTYpa (3-[(4-6pomodpenmn)mernin]-1,3-uaza-
crnupo[4.4]aonan-2,4-nuoHa (cnuke 1 u 2). Jequmemne KPUCTAUIIE Y EHTPOCUMETPHY-
HOJ, MOHOKJIMHHUYHO] MPOCTOPHO]j rpymiu P21/n ca jeiHUM MOJIEKYJIOM y aCHMETPUYHO] je-
JuHALM. [eTajpHa aHaIM3a KPUCTAIHOT IIaKOBaba yKa3ala je Ha OCTojambe yoOrudajeHHX
N-H---O BogonnuHux Be3a, kao u Ha mojaBy C—H---O, C—H---n u C—H- - -Br uarepakuuja.
Taxolje, Halyenu cy u kparku kontakTu Tuna C—Br---O=C. JlonpuHocH 0BHX HHTEpaKIHja
Y U3rpajiibH KPUCTAIHOT [IAKOBakha KBAHTU(PHUKOBAHH Cy Ha OCHOBY M3padyHaBamba METO-
Jqom Coulomb-London—Pauli (CLP) [1]. V cipesu ca niperienoM KpUCTaIHUX CTPYKTypa
JepuBara xunanronHa y KemOprukoj 6a3u KpUCTaIHUX CTPYKTYpa, pa3MaTpame eHepruje
HHTEpaKI[Mja pa3InIUTHX TapoBa MoJjIeKyia omoryhuhe yrephuBame 3aBUCHOCTH U3Mely
bMXOBE MOJIEKYJICKE M KPUCTAJIHE CTPYKTYpE.

[1] J. D. Dunitz, A. Gavezzotti, Angew. Chem. Int. Ed., 44 (2005) 1766-1787.

a)

Cnuka 1. a) R2%(8) cunron; 6) npuka3 JMMEPU30BaHUX JIaHana Jayx b—oce.
Fig. 1. a) R;%(8) synthon; b) dimmerized chains along b-axis.
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STRUCTURAL AND CLP ANALYSIS OF
3-[(4-BROMOPHENYL)METHYL]-
1,3-DIAZASPIRO[4.4]NONANE-2,4-DIONE

A. Lazi¢', N. TriSovi¢!, L. Radovanovi¢!, Z. Vitnik?, V. Vitnik? J. Roganl
D. Poleti!, G. Us¢umli¢*

'Faculty of Technology and Metallurgy, University of Belgrade; 2ICTM — Department of
Chemistry, University of Belgrade
e-mail: ntrisovic@tmf.bg.ac.rs

The analysis of structural features of new compounds comprising a rigid core with multi-
ple donor and acceptor atoms can enhance our understanding of the interplay between
noncovalent interactions in building possible supramolecular assemblies. In this respect,
a series of new cyclopentane-5-spirohydantoin derivatives has been synthesized and their
crystal structures have been investigated (Figs. 1 and 2). Herein, the crystal structure of 3-
[(4-bromophenyl)methyl]-1,3-diazaspiro[4.4]nonane-2,4-dione is described and discu-
ssed. The compound crystallizes in the monoclinic, centrosymmetric space group P2i/n
with one molecule in the asymmetric unit. A detailed analysis of the crystal packing reve-
aled the presence of usual N-H---O hydrogen bonds along with C-H---O, C-H--w and
C—H---Br interactions. Furthermore, a short C—Br---O=C contact also contributed to the
crystal packing. The stabilizing—destabilizing role of these interactions in terms of favo-
rable energetic was quantified using the Coulomb-London—Pauli (CLP) method [1].
Supported with a survey of crystal structures containing the hydantoin moiety in the
Cambridge Structural Database, the decomposition of the interaction energies obtained for
different molecular pairs will provide a base for the evaluation of the relationships between
molecular and crystal structure of hydantoin derivatives.

[1] J. D. Dunitz, A. Gavezzotti, Angew. Chem. Int. Ed., 44 (2005) 1766-1787.

Fig. 2. Crystal packing of the investigated compound, projection onto the ac—plane.
Cnuka 2. KpucranHo nakoBame NpoydaBaHUX jeIUbErba, IPOjeKIMja Ha aC—paBaH.
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