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Hocmepcxa caonuimerod

YJOI'A CTPYKTYPHUX MOTUBA Y U3I'PAIIbUA
CYIIPAMOJIEKYJICKE APXUTEKTYPE
3-(4-TERC-BYTUJIBEH30UJT)-1,3-
-TAA3ACIIMPO[4.5| IEKAH-2,4-TUOHA

A Jlasuh 2 JI. Papgosamosuh %, J. Poram ° I. Jammh ® W. Bophepuh =

H. Tpumosuh °

@ Vnusepsumem y beoepady, Hnosayuonu yenmap Texnonowko-wemanypuwikoe gaxynmema,
Beozpao, Cpbuja; ° Yuusepsumem y beospady, Texnonowko-vemanypuwiu ¢arynmem,
beozpao, Cpouja; ¢ Vuusepsumem y bBeospady-Hucmumym 3a xemujy, mexHono2ujy u
memanypeujy, Hncmumym 00 nayuonajuoe snauaja 3a Penyonuxy Cpoujy, beoepad, Cpouja

e-mail: ntrisovic@tmf.bg.ac.rs

[poy4aBaHo jemumebe (crmka 1) cuHTeTHCAaHO je Tonasehu o1 rmkioxekcanoHa bydaepep-
BeprcoBoM peaxiifjoM M HaKHAJIHUM aljiIOBaEmEM JI00MjEHOT CIIMPOXHAAHTOMHA. M3rpaama
KPHCTAIHE CTPYKTYpPE OBOI jeAMIbCH-A MPOyYaBaHa je ca acreKkTa JONPHUHOCA jeAHOCTABHHUX
JIMMEPHHX MOTHBA KOjH CE YCIIOCTABIbajy MPEKO PA3IMUUTUX HHTEPMOJICKYJICKUX HHTEpaKIIHja.

Cauxka 1 ORTEP npuka3
[[1171:39: 30
Figure 1 ORTEP drawing
of the compound.

VIHTepMoneKysicke MHTEepakKije JONaTHO Cy NpoyvaBaHe
nomohy Xwupmdenioux nospumHa u 2J] rpaduuxnx
NpHKa3a OTHCaKa HHTepakuuja. KpucramHa CTpyKTypa,
HanMe, 3aJpykaBa MOTHB KOjH ce decTo cpehe Kof reprBara
XUJaHTOMHA, Y KOME Cy JiBa HHBEP3aHO OpHjeHTHCaHA
MoJiekyJia nosesana napom N-H---O BogonnuHmx Besa. OBaj
MOTHB (h)OpMHUpa JiBa THIIA JBOCTPYKHX JiaHAIla, KOJU JaJbe
rpage cnoj (cimka 2). Ocum  Tora, cmabe C—H---O
MHTEpaKIMje 3aje/THO ca UCTIEP3NOHIM HHTepaKifjama (77-7
U xuapodoOHe MHTEepaKije) HASHTU(UKOBAHE Cy Y OBOj
KPHUCTAITHOj CTPYKTYPH.

Kpucmanoepaghcku nooayu: CioH24N>03,
M, = 328,4, TPUKIIMHIYAH CHCTEM, TIPOCTOpHA Trpyma P-1,
a=6,2810(2), b=12,0586(4), c=12,1852(5) A,
a="77,624(3), £=281,039(3), y=79,111(3) °,

V=87881(6) A3, Z=2, F(000)=352, px=1,380gcm>,
U(MoKa) =0,084 mm'.  Vraumasame ca F? (220
napamerapa) faio je R = 0,0520, wR, =0,1199, §=1,033 3a
cBe mozatke u R; =0,0443 3a 3232 youenux peduickcuja ca

1>20(1).
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ROLE OF STRUCTURAL MOTIFS IN FORMATION OF THE
SUPRAMOLECULAR ARCHITECTURE OF
3-4-TERT-BUTYLBENZOYL)-1,3-DIAZASPIRO[4.5]DECANE-24-
-DIONE

A Lazi¢ % L. Radovanovi¢c * J. Rogan ° G. Janji¢ ¢, I Dordevi¢ ¢,
N. TriSovi¢

@ University of Belgrade, Innovation Centre of the Faculty of Technology and Metallurgy,
Belgrade, Serbia; ® University of Belgrade, Faculty of Technology and Metallurgy, Belgrade,
Serbia; © University of Belgrade - Institute of Chemistry, Technology and Metallurgy, National
Institute of the Republic of Serbia, Belgrade, Serbia

e-mail: ntrisovic@tmf.bg.ac.rs

The title compound (Figure 1) was prepared from cyclohexanone in the Bucherer-Bergs
reaction, followed by acylation of the obtained spirohydantoin. Formation of the crystal structure
of this compound was analysed in terms of a number of simple dimeric motifs which are
associated with different intermolecular interactions. The crystal structure retains the motif
commonly found in hydantoin derivatives, where two molecules related by inversion are linked
by a pair of N-H--*O hydrogen bonds. This motif'is involved in two types of double chains, which
further form a layer (Figure 2). Intermolecular interactions were also investigated using Hirshfeld
surface analysis and 2D fingerprint analysis. Weak C—H---O interactions together with the
dispersion interactions (z-7 and
hydrophobic) as the source of
attraction are identified in this
crystal structure.

Crystal data: Ci9H2N20s,
M, = 3284, triclinic system,
space group P—1, a = 6.2810(2),
b = 12.0586(4), ¢ = 12.1852(5)
A, a=77.624(3), f = 81.039(3),
y="T9.111(3) °, V = 878.81(6)
A, Z = 2, F000) = 352,
px = 1380 g cm, u(MoKa) =

Figure 2 Formation of a layer within the crystal = 0.084 mm™. The refinement
structure of the spirohydantoin derivative. on F? (220 parameters) yielded
Cauxka 2 ®opmuparse 2] cioja y kpuctainHoj cTpyktypu R, = 0.0520, wR, = 0.1199,
JilepuBarta CMpOXHUIaHTONHA. S = 1.033 for all data, and
Ry = 0.0443 for 3232 observed

reflections with 7> 2a(J).
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