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Psn HOBBIX 3,5-mm3aMenieHHBIX 4-(4-meTokcudenermn)-4H-1,2,4-tpua3onos (3) cHHTE3UPOBaH peakIuell coOT-
BercTBylommx coenuHeHnid 1 ¢ 2-(4-metokcubenmn)stanamuaoM (2). Crpykrypa coemuaenuit 3a—f
onpenenerna ¢ nomompio UK un SIMP crnekrpockonuu, Macc-CIEKTPOMETPHU U 3JlieMeHTHoro aHanm3a. Coemnu-
HeHus 3b u 3d Takxke oxapakTepu3oBaHbl METOJOM PEHTIEHOCTPYKTYPHOTO aHanu3a. KBaHTOBO-XUMHUYECKHE
pacdeTsl MeToAoM TeopuH (yHKIHoHana mwioTHOcTH (DFT) BBIMONHEHB! ¢ MOMOIIBIO IPOrPAaMMHOTO MAKeTa
Gaussian 09 ¢ Bu3yanu3saiueii Moay4eHHBIX pe3ysbTaToB B mporpamme GaussView Visualization. OntuMu3saruto
TCOMETPHH, PACUET YaCTOT KoJeOaHMi U 3HAUCHHUI XMMUYECKUX CABUroB mpoBoawtn metogoM DFT/B3LYP c
0azucHpiM Habopom 6-311 ++ G(d,p). [IpoBeneno TecTHpoBaHHE AHTHUMHUKPOOHOH aKTHBHOCTH CHHTE3U-
POBaHHBIX COCAUHEHMH. ¥YcTaHOBIeHO, uTo coeauHeHus 3¢, 3d, 3e u 3f, umeromue B cBoeM coctaBe 4-
THJPOKCU(EHWIBHYIO TPYIITY, 00J1aJal0T YMEPEHHONW aHTUMUKPOOHOIT aKTHBHOCTBIO.

KiroueBnbie caoBa: 1,2,4-Tpua3os, peTreHOCTPYKTYPHBII aHaiN3, KBaHTOBO-XMMHUYECKHE PAacdeThl METOJIOM
Teopuu (pyHKIMOHAA IUIOTHOCTH, aHTUMUKPOOHAsT aKTHBHOCTb.
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! TTONHBIH TEKCT CTATHHU MEYATASTCA B AHIIIMHCKOR BEPCUH KypHaa.
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