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VII. BizomocrTi npo IiP
Ha3sBa po6oTH yKpaiHCBHKOIO:

Po3pobka TeopeTHYHMX i TPaKTUYHMX OCHOB CUHTE3Y IOXiIHUX IUMEPIB a-aJIKiKpoJeiHiB

Ha3sBa po6oTH aHIJIilICbKOIO:

Elaboration theoretical and practical basis of a-alkylacrolein dimers derivatives synthesis

PedepaT ykpaiHCbKOIO:

Briepiie npoBefeHO KBAHTOBO-XiMiyHe OOI'PYHTYBAaHHS MEXaHi3My CyMiCHOTO CUHTe3y HaTpieBUx coneit 2,5
IUMeTWNI- Ta 2,5-nietun-3,4-purinpo-2H-nipan-2-kap60HOBUX KUCJIOT i 2,5-gumMern Ta 2,5-nietnsn-3,4-aurigpo-
2H-nipaH-2-MeTaHOJIiB 3a peakuieto KaHHiuapo 3a 4onoMoror HaniBemnipuynoi nporpamu MOPAC2009 B pizHux
PO3YMHHUKAX. PO3p0671€HO METOIMKY CUHTE3Y Ta aHAJIITUMHOTO KOHTPOJIIO, BUBYEHO BIVIUB TEMIIEPATYPH Ha
MIBUIKICTh PeaKLii Ta BUXif, LiIbOBUX IIPOLYKTiB. BCTAHOBJIEHO ONITUMAJIbHI YMOBU CUHTE3Y TA OJE€PKAHO
JiabopaTopHi B3ipi 2,5 numetni- ta 2,5-aietun-3,4-gurinpo-2H-nipaH-2-kapb0HOBUX KUCJIOT Ta iX HATPiEBUX
coseit i 2,5-gumMeTun Ta 2,5-aietun-3,4-nurigpo-2H-nipaH-2-meTaHoiB 3a peakijieto KanHinuapo. Metogamu [4-
Ta IMP-cnexkTpockorii niATBepaKeHO 6yJ0BY CUHTE30BaHUX PEYOBMH. METOOM PEHTIE€HOCTPYKTYPHOIO aHAi3y
MOHOKpHCTaiy 6yJi0 BCTAaHOBJIEHO, 1[0 MOJIeKya 2,5-guMeTui-3,4-nurinpo-2H-nipan-2-kap60HOBOI KNCIOTH
nepebyBae B BU] NiB-Kpicyia eHpo-giacTepomepa. Xapakrep po3MilleHHs IikiB Ha gudpaxkTorpamax
PEHTTeHOCTPYKTYPHOTO aHasIi3y MOPOLIKiB HATPieBUX coJleil 2,5-nuMeTu- i 2,5-gietusn-3,4-nurigpo-2H-nipan-2-
KapOOHOBUX KUCJIOT Ta iX iIHTEHCUBHICTb BKa3ye Ha Te, 1[0 BOHU i30CTPYKTYPHI Ta MAIOTb MOJiOHY MOJIEKYJISIPHY
OynoBy. BcranossieHo, 1o AuMepy a-ajkKisakpoJsieiHiB Ta iX CIUPTOBI OXigHI BOJIOAIIOTE BUCOKOIO 6i0JIOTiYHOI0
aKTI/IBHiCTIO, 3aBIAKN ‘{OMy MO)KyTb BI/IKOpI/ICTOByBaTI/ICb HJIsL CTBOpeHHH HOBUX BiTYU3HSIHUX BeTepI/IHapHI/IX

[pemnaparis.

Pedepar aHIJIiHCBKOIO:

The quantum-chemical ground of joint synthesis mechanism of sodium salts of 2,5-dimethyl- and 2,5-diethyl-3,4-
dihydro-2H-pyran-2-carboxylic acids and 2,5-dimethyl- and 2,5-diethyl-3,4-dihydro-2H-pyran-2-methanols is
first conducted on the Cannizzaro reaction by the semiempiric program MOPAC2009 in different solvents. The
methods of synthesis and analytical control are developed, influence of temperature on speed of reaction and
output products is studied. The optimum terms of synthesis are set and the laboratory standards of 2,5-dimethyl-
and 2,5-diethyl-3,4-dihydro-2H-pyran-2-carboxylic acids and their sodium salts and 2,5-dimethyl- and 2,5-
diethyl-3,4-dihydro-2H-pyran-2-methanols are got on the Cannizzaro reaction. The structures of the synthesized
matters are confirm by the IR- and NMR-spectroscopies methods. It was set by the single-crystal X-ray method,
that a molecule of 2,5-dimethyl-3,4-dihydro-2H-pyran-2-carboxylic acid is as an armchair of endo-diasteromer.
Character of placing of peaks on the diffractograms of X-ray analysis of sodium salts powders of 2,5-dimethyl- and
2,5-diethyl-3,4-dihydro-2H-pyran-2-carboxylic acids and their intensity specifies that they are isostructuric and
have a similar molecular structure. It is set that the a-alkylacrolein dimers and their alcoholic derivatives have high
biological ability, which will allow to use them for obtaining new national veterinary drugs.
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