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1. TIporHo3yBaHHS BJIaCTUBOCTEN CcyMilei croyyk merogamu QSAR/QSPR Ha OCHOBi CMMIIJIEKCHOTO IO aBaHHS
MOJIEKYJISAPHOI CTPYKTYpU

2. Prediction of properties of chemical mixtures by QSAR/QSPR approaches based on simplex representation of
molecular structure

Pedepar:

1. Incepraniiina po60Ta IpUCBIY€HA PO3pOOLi CUCTEMHU AECKPUNTOPIB [JIs1 OIMCY CyMilllel CIIOJIYK i 3aCTOCYBaHHIO
naHoi cuctemu 1 BupimeHHs psagy QSAR/QSPR 3aBganb. Po3po6s1eHO AeCKPUNITOPHE NOJAaBaHHS CyMillei
CIIOJIyK 3 BUKOPUCTaHHSM HE3B'SIBHUX CUMILIIEKCIB, 1[0 BKJIIOYAIOTh (PParMeHTU Pi3HUX KOMIIOHEHTIB CyMmili.
OTpuMaHoO CHiBBiJHOIIEHHS MK CTPYKTYPOIO (pocOpOpraHiuHUX CIOJYK i iH[OyBaHHIM HUMU
aneTusnxosiHectepasy. [lokazaHa MOKJIMBICTb aleKBATHOIO CTPYKTYPHOTO OIKCY pauemariB Ha 2D piBHI 3a paxyHOK
BBE[IEHHS CTEPEOXIMIYHMX MITOK XipasbHUX LIEHTPIB JJ1s1 BiIIIOBIAHMX HE3B'SIBHUX CUMILIIEKCIB. [T06yioBaHO
aJieKBaTHI MogeJi "CTpyKTypa-BJIacTUBICTD" AJ1s1 TOKCUYHOCT] 110 BifHoMeHH!0 1o Daphnia magna HaTpieBUMU
COJISIMU aJIKOKCUKApOOHINCYIb(OKUACIIOT, alipaTUYHUMU H-CIIUPTaMy, GEeHOoJIaMU Ta ix 6iHApHUMU CyMillaMU.
[TokazaHO MOXJIMBICTb IPOTHO3YBaHHSI KOMOIHOBAHOI J1ii aHTUBIPYCHUX NpenapaTiB Ha iHriOyBaHHS peruTiKaii

nostioBipycy. Bysiu 3anporioHOBaHi nepcreKTUBHI KOMOiHallii aHTUBIPYCHUX areHTiB, 10 BKIIIOYAIOTh HOBI



KOMIIOHEHTHU. [106y10BaHO MOJieJb 17151 IPOTHO3y TeMIIepaTyp KUIiHHS / KOHJeHcallii psaay OpraHiYHUX CIOJIYK Ta
ix cymimen. HesanexHa 30BHIIIHA Baslifialid okasasa, 0 OTPUMaHi MOJeJli PUIATHI [J1s1 IPOTHO3Y BJIACTUBOCTEN

HOBUX CyMilllell OCTIiI)KyBaHUX 67 CIIOJyK ofHa 3 ogHolo (6isbiie 2000).

2. The dissertation is devoted to the development of descriptors for chemical mixtures and application of this
system to the solution of QSAR /QSPR tasks. Descriptors representatiing the mixtures of chemical compounds
which were developed on the base of unbounded simplexes. The relationship between the structure of
organophosphates and their inhibition effect on acetylcholinesterase was obtained. The possibility of structural
representation of racemates at 2D level by means of incorporation of stereochemical labels for unbounded
simplexes was demonstrated. Adequate structure-property models of toxicity towards Daphnia magna of sodium
salts of alkoxycarbonylsulfuric acids, aliphatic n-alcohols, phenols, and their mixtures were developed. The
possibility of prediction of a combining effect of antiviral preparations on inhibition of replication of poliovirus was
shown. Promising combinations of antiviral agents including new drugs absent in the modeling set were proposed.
The models for prediction of boiling/dew points of single organic compounds and their mixtures were developed.
Independent external validation revealed that the obtained models are suitable for prediction of properties of new
mixtures formed by the investigated 67 compounds (more than 2000 new mixtures).
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