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CYINPAMOJIEKYJICKA OPTAHU3ALIMJA 3-(4-XJIOPBEH30WT)-1,3-
JTUA3ACIIUPO[4.5]JEKAH-2,4-TUOHA

K. l'ak Cumuh 2, A. Jlasuh 2, JI. Pagosanosuh 2, J. Poran °, I'. Jamuh °, U. Bophesuh °,
H.Tpumosuh °
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CuHTeTHCaH je AepuBaT IHMKIOXEKCaH-5-CIHpoXuaaHToOMHA W onpeheHa je HmeroBa KpHCTallHA
CTpYKTypa. XWjepapXUjCKd pa3BOj KpPUCTATHOI [AKOBama JUCKYTOBAaH je ca AacleKTa
KOOINEPAaTUBHOCTH JHMEPHUX MOTHBA KOJHU HACTajy NPEKO Ppa3IWYUTHX HHTEPMOJIEKYJICKUX
UHTepakiuja, u To: jakux N—H---O Bomonmuynux Be3a u ciaabux C-H---O, C-H---Cl u C-H'-'%
uHTepakiuja. KpucramHo nakoBame 3a/p)kaBa MOTHB, KOjU ce oOu4yHO cpehe Kox aepuBara
XMJAaHTOMHA, Y KOME Cy JiBa HMHBEP3aHO OpHUjeHTHCaHa MoJjeKysia moBe3aHa mapoM N-H:---O
BOJOHMYHHX Be3a (ciuka 1). CrenupuyHa CTPYKTYpHA KapaKTepPUCTHKA jecy MapalieliHU CIIOjeBH
Iyx ac-paBHH (cnuka 2). [lomTo oBaj MOTHB MOBe3yje CBakd APYTH CIIOj, pacTojame m3mely
cliojeBa ce HaW3MEHHMYHO Mewa. HakHanHa ananmsa XupiidennoBe noBpiiHe oMoryhuia je
paspagy KBAIMTATUBHHX W KBAaHTUTATHBHHX JIONPUHOCA HHTEPMOJICKYJICKUX HHTEpaKIHuja
NPOYYaBAaHOM KPHUCTAJIHOM MaKOBamwbY.

Cnuka 1. Kapakrepuctuuan R,%(8) npcren 3-(4-xnopbenzounn)-1,3-
-nuasactupo[4.5]nexan-2,4-mroHa

Kpucmanoepagcku nodayu 3-(4-xnopbenzoun)-1,3-ouazacnupof4.5]oexan-2,4-ouona:
Ci15H15CIN2O3, M, = 306.7, TpuknuHu4yan cucreM, mpocTopHa rpyma P-1, a = 6,2836(13), b =
10,928(2), ¢ = 12,159(2) A, a = 108,19(3), £ = 99,76(3), = 104,73(3) °, V = 738,4(3) A%, Z = 2,
F(000) = 320, px = 1,380 g cm3, u(Mo Ka) = 0,270 mm. Yraumasame ca F? (190 nmapamerapa)
mamo je Ry = 0,0821, wR, = 0,1157, S = 1,031 3a cee momatke u R; = 0,0548 3a 2707 youeHux
pedaexcuja ca | > 20(1).
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SUPRAMOLECULAR ASSOCIATION IN 3-(4-CHLOROBENZOYL)-1,3-
DIAZASPIRO[4.5]DECANE-2,4- DIONE
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N.Trisovi¢P
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A derivative of cyclohexane-5-spirohydantoin was synthesized and its crystal structure was deter-
mined. The hierarchical development of the crystal packing was discussed through cooperativity of
various dimeric motifs associated with the presence of different intermolecular interactions, name-
ly strong N-H:--O, and weaker C—H---O, C—H---Cl and C-H-- ‘& interactions. The crystal packing
retained the motif commonly found in hydantoin derivatives where two molecules related by in-
version are linked by a pair of N-H---O hydrogen bonds (Figure 1). A hallmark structural feature
was a parallel layer arrangement to the ac-plane (Figure 2) with alternating perpendicular separa-
tion, whereby this motif connect every second layer. An analysis of the Hirshfeld surface further
elaborated the qualitative and quantitative contributions of intermolecular interactions to the crys-
tal packing.
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Figure 2. Part of the crystal packing of the investigated derivative of cyclohexane-5-
spirohydantoin showing formation of a layer parallel to the ac-plane.

Crystal data for 3-(4-chlorobenzoyl)-1,3-diazaspiro[4.5]decane-2,4-dione: CisH1sCIN2O3z, M, =
306.7, triclinic system, space group P-1, a = 6.2836(13), b = 10.928(2), ¢ = 12.159(2) A, « =
108.19(3), = 99.76(3), y= 104.73(3) °, V = 738.4(3) A3, Z = 2, F(000) = 320, px = 1.380 g cm3,
#(Mo Ka) = 0.270 mm™, The refinement on F? (190 parameters) yielded Ry = 0.0821, wR; =
0.1157, S = 1.031 for all data, and R1 = 0.0548 for 2707 observed reflections with 1 > 24(1).
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