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Y O0BOM pagy CMO HCIHTHBAIA YTHIAj] HEKOBAJCHTHHUX HWHTEPAKIMja HA EJICKTPOCTATUYKE
MOTEHIMjajle U OCETJHMBOCT Ka JICTOHAIMjU OJa0paHuX BUCOKOCHEPIeTCKUX MOJeKyna. Pedynratu
npopauyHa pahjenux Ha M06/cc-PVDZ HuBOY cy mOKa3aiu fa BOJOHUYHE Be3€ 3HAYAjHO YTHUY Ha
BPEJHOCTH €JEKTPOCTATHYKOI IOTEHIMjajla M OCETJbUBOCT Ka JETOHAIMjU BHUCOKOSHEPreTCKUX
MoJieKysa. Y cliydajeBUMa KajJa BHCOKOCHEPreTCKHM MOJIEKYJ WIpa YJIOTY akKIEeNnTopa BOJIOHHUKA,
BPEJHOCTH €JIEKTPOCTATUYKOT MOTEHIMjalna HM3HAJ [CHTapa BHCOKOCHEPI€TCKHX MOJEKyla ce
cMmamyjy 3a 20-25%. OBo paje MoryhHocT 3a Kopumihiele BOJOHMYHOT Be3MBama 3a
MOJM(DHUKOBAE OCETIBUBOCTH BUCOKOCHEPTETCKUX MOJIEKYJIA.

Hcmpaoicusarwe cnposedeno y3 noopuxy @Donoa 3a nayky Penybnuxe Cpbéuje, ITPOMUC,
#6066886, CD-HEM.
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In this work we studied influence of non-covalent interactions on the electrostatic potentials and
impact sensitivity of selected high energetic molecules (HEM). Study was performed using quantum
chemical calculations on model systems and crystal structures of selected HEMs. Results of
MO6/cc-PVDZ calculations showed that hydrogen bonding significantly affects electrostatic
potential values and impact sensitivities of HEMs. In cases in which HEM molecules act as
hydrogen atom acceptors, electrostatic potential values in the centers of HEM molecules decreases
by 20-25%. This gives opportunity for modification of impact sensitivities of HEM molecules.
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