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KBAHTOBO-XUMWYECKOE U3YYEHUE MEXAHU3MA PEAKLIUA

anoeorPpmmnrnagPA3SNHA C n-AMUHO®EHOJTOM
Chirkina E.A.

QUANTUM-CHEMICAL STUDY OF THE MECHANISM OF REACTION
OF DIFORMYLHYDRAZINE WITH p-AMINOPHENOL

AHHoTaumA. Mo pesynbTataM KBAaHTOBO-XMMMWUYECKOrO U3Y4YeHUs1 B pamKkax Teopum yHKLMNO-
Hana aneKkTpoHHOW nnoTHocTu metogom B3LYP/6-311++G (d, p) npeanoxeH TeopeTU4eckun mexa-
HU3M peakumun gudopmunrugpasuHa ¢ n-aMmMHoeHonom.

KnioueBble cnoBa: gucdopmMunrngapasnH, aMmMHOMEHOSbI, MEXaHU3M peakumu, Hykneodpunb-
HOe 3ameLleHne, Teopus PyHKLUMOHaNa anekTPoHHoW nNnoTHocTh, B3LYP, noBepxHOCTb NoTeHuunanb-
HOW 3HEepruw.

Abstract. Based on the results of a quantum chemical study within the framework of the elec-
tron density functional theory by the B3LYP/6-311++G(d, p) method, a theoretical mechanism for the
reaction of diformylhydrazine with p-aminophenol is proposed.

Keywords: diformylhydrazine, aminophenols, reaction mechanism, nucleophilic substitution,
electron density functional theory, B3LYP, potential energy surface.

Llenbio HacTosiwen paboTbl SBUITOCH KBAHTOBO-XMMUYECKOE U3y4YeHue B3au-
MoaencTeus gucopmunrugpasnHa 1 ¢ n-ammHodeHonom 2, npmeogsiiee kK obpaso-
BaHuIO 4-(n-rmgpokcudpennn)-1,2,4-tpuasona [1]:
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OnTumMMsaumio reomMeTpum BCEX JOKANM30BaHHbBIX CTAUWOHAPHbIX TOYEK U
rapMoOHUYecKni KonebaTenbHbld aHanu3 npoBOAMMM B MPOrpaMMHOM MakeTe
GAUSSIAN 09 B pamkax Teopun QyHKLMOHaNa 3MneKTPOHHOW MNSIOTHOCTU MEeTOA0oM
B3LYP/6-311++G (d, p).

AHarnus rnonyYeHHbIX pacyeTHbIX AaHHbIX NO3BOMU NPeanoXUTb creayroLwmn
TEeopeTU4Yeckun MexaHu3M B3aumopdencTeus audpopmunrngpasmHa 1 ¢ n-
aMUHOpeHonom 2:
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Peakuuns HaunHaeTca ¢ obpasoBaHua npegpeakunoHHoro komnnekca MPK, B
KOTOPOM amuHorpynna napa-aMmvHogeHosnia 2 pacnonaraetcd HanpoTUB O4HOW U3
KapboHUMbHbLIX rpynn audopmunrngpasvHa 1 gnga nocneayrowen HykneogubHONn
ataku. Ha nepsoun ctagum obpasyeTca HeyCTONYMBBLIA FeMUHanbHbIA aMUHOCANPT
MNC-1, kotopbin aanee gerngpatmpyetca oo umuHa MC-2. B nony4yeHHOM UHTepMme-
anate MC-2 npoucxoguTt NpPOTOTPONHAs aMUMHO-UMWHHAA neperpynnupoBka u gop-
mupyeTcs nonynpoaykt MNMC-3. B pesynbTtate HykneodunbHOM aTtakm atoma asoTa
aMUHoEHONbHOro hparmeHTa No BTOPOWN KapboHWNbHOW rpynne andopmMmunruapa-
31MHa obpasyetca umknudeckunm ammHocnupt MC-4, npu ganbHenwen gerngpaTtaumm
KOTOpOro hopmMmpyeTcst KOHEYHbIN 4-(N-rmgpokcndenunn)-1,2,4-tpnason 3.
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