Bupobamu iHo3eMHux dipMm. MeTta pobotu. [JocnimKeHHs yKpaiHCbKOro apmMaueBTUYHOIO PUHKY BMPOBHUKIB
npunagis ans BMMIpOBaHHS apTepianbHoro TUcKy. Matepianun gocnigpkeHHs. [epXaBHUA peecTp MeaunyHol
TEXHIKW Ta BUPOOIB MeaUYHOro npusHadeHHs, [epxaBHuUA peecTp 3acobiB BMMIpHOBaNbHOT  TEXHIKM,
iHdbopmauiiHa niTepaTtypa, NOoCiOHUKM 3 ekcrinyaTadii. PesynbTat Ta ix ob6roBopeHHs. B YkpaiHi y 2015 poui
cepeq BIiTYM3HAHMX BUPOOHUKIB MNpunagiB Ons BUMIPIOBaHHSA apTepianbHOro TWUCKY 3apeecTpoBaHO [ABa
nignpunemctBa-enpodHuka: TOB «IKC-TEXHO» ta AT3T «IHTepMenCepgicy». BkasaHi BUpOOHUKM BUIOTOBASOTb
Pi3Hi BMAM IH(POPMATMBHUX Ta MEPCNeKTUBHUX BUMIpIOBaAYiB, WO nNpeactaBnstoTb cobow gitodi 3a
OCLUMIOMETPUYHMMU MeTodamMmn npunagn. BoHn moxytb ByTn aBToMatuyHi abo MexaHiuHi Sk Ang pasoBux
BMMIiplOBaHb Tak i gobosoro mMoHiTopyBaHHa AT Ta UCC. lMeBHOI yBaru 3acrnyroBye BMBYEHHS BITYM3HAHUX
npunagis Ang BUMIPIOBAHHA apTepianbHOro TUCKY BiANOBIOHO iX KOHCTPYKUIMHMX Ta eKkchnnyaTauinHux
ocobnuBOCTElN B MOPIBHAHHI 3 aHamnoriyHUMK nNpunagamu iHO3eMHUX BUPOOHMKIB. BucHosok. [docnigkeHo
dapMaLEeBTUYHUIN PUHOK cepef BiTYN3HSHMX BUPOOHWKIB npunaais Ans BUMipOBaHHSA apTepianbHOro TUCKY.
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The aim: to calculate QSAR-models of anticancer activity using the data of our previous articles. Using
this models, to predict structures with high growth percentage and to synthesize them. Materials and methods:
the genetic algorithm (GA) and multiple linear regression analysis (MLRA) were used to select the descriptors
and to generate the correlation models, that relate the structural features to the cell growth percent of different
cancer cell lines. The combination of the GA-MLRA technique was applied to obtain the best QSAR models
using the QSARINS 2.2. Results: eight QSAR models with good statistical characteristics were obtained. One of
them is present below: Growth percent (NCI-H226)=0.7718(+0.4643)*DISPv+3.0786(+2.8199)*Mor11le+23.4859
(16.8152)*Mor31e+18.4169(x10.1101)*R2m+64.1377(+14.4416). Statistical data: training set (r°=0.8052; RMSE
tr=2.9306; s=3.2335; F=23.7681; Q2%.00=0.7295); prediction set (r?= 0.7308; RMSE ext=19.2341). Such, this
equation predicted growth percent for N-(4-fluorobenzyl)-N-(2-((4-fluorobenzyl)amino)-2-oxoethyl)-2-(5-
oxotetrazolo[1,5-c]quinazolin-6(5H)-yl)acetamide at the value of 78.87%, which was proven by in vitro testing
78.93%. Conclusion: QSAR models of cell lines RPMI-8226, SR, NCI-H226, HCT-15, KM12, OVCAR-3, ACHN
and T-47D were calculated using anticancer data of 5-oxo(thioxo)-5,6-dihydro-tetrazolo[1,5-c]quinazoline
derivatives. Statistical parameters show effective predictive capability. Thus investigations will be continued for
other activities and skeletons.
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Key way for creating new medicinal drugs is structural modification of known and existent natural
compounds with high biological activity. In this aspect researchers’ attention is drawn by xanthine derivatives
which appear to be antagonists of adenosine receptors, phosphodiesterase inhibitors and histone deacetylase
inducers. This resulted in their widespread application in medicine as diuretics, analgesics, heart pacemakers,
anti-inflammatory, psychotropic and renal protective agents. The aim of this work is synthesis and studying of
biological properties of (theobromine-1-yl)acetic acid benzyliden hydrazides. Heating of theobromine with methyl
acetate results in formation of methyl 2-(theobromine-1-yl)acetate. By interaction of initial 1-substituted
theobromine with hydrazine hydrate is synthesized (theobromine-1-yl)acetic acid hydrazide. Reactions of the
hydrazide with aldehydes and ketones are implemented by formation of (theobromine-1-yl)acetic acid
benzyliden hydrazides. The structure of synthesized compounds has been proven by elemental analysis, IR-
and NMR-spectroscopy data. Acute toxicity of synthesized compounds has been studied with the application of
Koerber method. The study of diuretic activity of obtained compounds was carried out applying Y. Berkhin
method. The primary pharmacological screening showed that the synthesized compounds belong to the class IV
toxicity. The synthesized substances has appeared to be more active than furosemide and hypothiazide or have
same activity as indicators.
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