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TH-4

Teopujcko npoyyaBame yTunaja xajoreHux CynncTUTyeHATa Ha
0CET/bUBOCT NMOJUIMKINYHIUX HUTPOAPOMATHYHHUX €KCIJIO3HBA

Usana C. Besskosuh', Anexcannpa b. Bysosuh?®, Iyman JK. Bespkosuh’

! Viusepsumem y Beozpady — Hncmumym 3a xemujy, mexnonozujy u memanypaujy — Hncmumym 00
Hayuonannoz sHayaja 3a Penyoauxy Cpoujy, hecowesa 12, beoepao
? Unosayuonu yenmap Xemujcroz paxynmema y Beozpady, Cmydenmcku mpe 12-16, Beoepad
3 Vuusepsumem y Beozpady — Xemujcku daxynmem, Cmydenmcku mpe 12-16, Beoepad

[To3utuBHE BPEJITHOCTH €JIEKTPOCTATUYKHX HOTEHIIMjana Ha HOBPIINHU
BHCOKOEHEPIreTCKUX MOJIEKYJIa MPEICTaBIbajy 100ap HHINKATOP HUXOBE IeTOHAOUITHOCTH.
Y 0BOM pajly cMO Ha OCHOBY IIpOpayyHa €Hepruja JUCcoLMjallje Be3a U elNeKTPOCTaTHYKUX
MOTEHIIMjajla aHAJIU3UPaAIN YTULA) IPUCYCTBA XAJIOT€HUX CYNCTUTYeHaTa Ha JETOHALMOHE
ocoOuHe onabpaHuX JUHUTpPOHa(TaIeHa ca XaJlOreHUM CYyNCcTuTyeHTuMma. Pesynratu ab
initio MpopadyHa yKa3yjy /Ja XaJOreHH CYICTUTYECHTH MOTY Ja YTHYy Ha T€OMETpHU]Y
HUTPO-TPYIAa U Jia AOBEAY 10 CMamema crabuiaHocTH Hajciaabujux C-N Bes3a. XajoreHu
CYNCTUTYEHTH Takoh)e yTHUy Ha BpEIHOCTH EJIEKTPOCTaTHUKUX IOTEHIHjana y
LEHTPaAJIHUM JIeJIOBMMA OBPILIMHE HCIUTUBAHUX MOJIEKYIIA.

Theoretical study of the influence of halogen substituents on
sensitivity of polycyclic nitroaromatic explosives

Ivana S. Veljkovi¢', Aleksandra B. Punovié®, Dusan Z. Veljkovi¢®
! University of Belgrade — Institute of Chemistry, Technology and Metallurgy — National Institute of the
Republic of Serbia, Njegoseva 12, Belgrade
? Innovative Centre of the Faculty of Chemistry, Studentski trg 12-16, Belgrade
3 University of Belgrade—Faculty of Chemistry, Studentski trg 12-16, Belgrade

Positive values of electrostatic potential on the surface of high-energy molecules are a
good indicator of the high sensitivity towards detonation. Here we used Bond Dissociation
Energy and Molecular Electrostatic Potential calculations to predict the influence of the
halogen substituents on the detonation properties of selected halogen-containing
dinitronaphthalenes. Results of ab initio calculations indicated that halogen substituents
may affect the geometry of the nitro- groups and lead to decreased stability of the weakest
C-N bonds. Presence of halogen substituents also affects the values of the electrostatic
potentials in the central regions of the molecular surfaces.
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