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PED®EPAT

JAuniomHast pabora: U3y4YECHUE (U3UKO-XUMHUECKUX CBOMCTB
(GypaHOKYMapuHOB M HUX MPUMEHEHHUs B (HapMaleBTUUECKOW U DKOJOTMYECKOU
IPOMBITIUICHHOCTH: 53 cTpaHuilel, 22 pucyHka, 7 Tadmuil, 28 HICTOYHUKOB.

KiroueBbie cioBa: ¢ypaHokymapunbl, OopieBUK (COCHOBCKOrO, KBaHTO-
XUMHUYECKOE MOJICTUPOBHHUE.

O0beKT HccaenoBanus: GypaHOKyMapUHBI.

Hean padoThl: n3ydyeHne PU3NKO-XUMUYECKUX CBOMCTB ()ypaHOKYMapHHOB.

JIJ1st TOCTHKEHUS TIOCTABJICHHOM 11T HEOOXO0IUMO PEITUTh CISIYIONIE
3a/a4u:

1) AHanu3 TUTEepPaTypPHBIX JaHHBIX 110 TAHHOW TeMe.

2) Pacuer paBHOBECHBIX FCOMETPUYECCKUX U TEPMOJAMHAMUYECKUX MapaMETPOB
dbypaHokyMapuHOB mosiydmrupuueckuM (PM6) u  Hes MIUPUUECKUM METOIaMH
kBaHToBOM xumuu (B3LYP/6-311+G*).

3) KBaHTOBO-XUMHUECKUH pacyeT KOMILICKCOB MEXIy (pypaHOKyMapHHaMHU H
mosekyiaamu CO u CO; B cpene pacTBOpUTEIIS BOJIBI.

IMonydyeHHble TaHHbIE CBUAETENbCTBYKOT: O TOM, YTO MEXIY MOJICKYJIaMU
CO u CO; u dbypaHokymMmapuHaMH MOTYT 0Opa30BBIBATHCSI YCTOMYMBBIE KOMILICKCHI,
KOTOPBIE SIBIISIFOTCSI CUJIBHBIMU MOTJIOTUTEIISIMU 3arps3HUTENEH BO3/1yXa.

O6aacts npuMenenusi: OOpa3oBaHue, SKOJIOTHS, XUMHUSI.



PODEPAT

JpinioMHasi  paGora:  BbIByudsHHEe  (i3ika  XIMIUHBIX  yJacIliBacusy
dbypaHokyMapbiHay 1 1X TpbIMAHEHHS Y (apmaipyTeluHai 1 SKajariyHai
npamMbIciioBactii: 53 cTapoHki, 22 MaltoHKa, 7 Ta0il, 28 KpbIHILL.

KiurouaBbisi  ciaoBbl:  pypaHokymapbiHbl, OapurusyHik  CacHoyckara,
KBaHTaBas-XIMIYHbI MaJI3JIsIBAHHE.

A0'ekT 1aciaenaBaHHs: (ypaHaKyMapbIHBI.

Mbra padoThI: aciaeqaBaHHe ¢bi31Ka-XIMIYHBIX yJacIiBacIsty
bypanakymapbIHay.

JIns nmacsrHeHHA MacTayJieHail MA3Thl HEa0XOJIHA BbIPAIIbIb, HACTYIHBIS
3aJ1a4bl:

1) Amani3 miTapaTypHbIX JaHBIX 14 TaJ3CHAN TIME.

2) Pa3nmik payHaBaKKiX TeaMETPBIYHBIX IapaMmerpay ¢ypaHaKymapbliHay
HEAMITIPBIYHBIM MeTazaM KBaHTaBail ximii B3LYP/6-311+G*.

3) KsanTaBa-xiMiuHbl pa3iik KOMIUIeKcay mamMik (QypaHakymapsiHami i
masiekysiami CO 1 CO; y acsipoai3i pacTBapajabHIKa BaJIbl.

ATpbIMaHHe JaJ3eHbIsl CBeI4Yallb: Mpa Toe, mTo mamik manekyiaami CO i
CO; i ¢ypaHnakymapblHaMi MOTYIlb yTBapalia YCTOWIIBBIS KOMIUIEKCHI, SKis
3'YIISIIONIIA BRIIATHRIMI NarIbIHAJIbHIKaM1 3a0pyIpkaHara rmaBerpa.

BobJacub yKbIBaAHHS ayKaIlbls, YKaJoris, XiMisl.



ABSTRACT

Thesis: study of physico-chemical properties of furanocoumarins and their
application in the pharmaceutical and environmental industries: 53 pages, 22 pictures,
7 table, 28 sources.

Key words: furanocoumarins, borschevik Sosnovsky, quantum-chemical
modeling.

Object of study: furanocoumarins.

Objective: to study the physico-chemical properties of furanocoumarins.

To achieve this goal, it is necessary to solve the following tasks:

1) Analysis of literature data on this topic.

2) Calculation of the equilibrium geometric parameters of furanocoumarins by
the nonempirical method of quantum chemistry B3LYP/6-311+G*.

3) Quantum-chemical calculation of the complexes between furanocarmarins
and CO and CO; molecules in a water solvent medium.

Obtaining evidence suggests that stable complexes can form between CO and
CO; molecules and furanocoumarins, which are excellent absorbers of polluted air.

Scope: education, ecology, chemistry.
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