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BeeneHue PesynbTatbr anpobauuu

B xoxme BbINOSHEHUsS paOO0Thl B Hamy 0Oa3y ngaHHbIx THM Obinia mo0OaBieHa WHQOpMAaIHs
0 50 JexapCTBEHHBIX PACTEHUSX, UX NMPUMEHEHHWHM B TPAAWIIMOHHOW WHAUKWCKOW MEIUIIMHE,
CTpykTypHbie (Gopmyiasl ux 1906 @urokomMnoHeHTOB, a Takxke HHDopmamus 00
M3BECTHOM OMOJIOTMYECKOM aKTUBHOCTH 288 (PUTOKOMIOHEHTOB. bbIl IOJYy4YEH IPOrHO3
CIICKTPOB  OMOJOTrHMYECKOM aKTMBHOCTH I BCEX (PUTOKOMIIOHEHTOB  BBIOPAHHBIX
nexkapcTBeHHbIX pacteHun THM. B pesynbrare aHamuMsa ¢ IIOMOIIBKO KOMIIBIOTEPHOU
nporpamMmbl  PharmaExpert, O6pu10 moka3aHo, 9Tto i OONBIIMHCTBA PACTCHHII H3BECTHAs
NOAX0JI0B. Takue uccaeIoBaHWs MOTYT JAaTh HHGOpPMAIMI0O 00 OCHOBHBIX MEXaHM3MaxX OMOJIOTrMYECKasi AaKTHUBHOCTb (DUTOKOMIIOHEHTOB YCHEIIHO MpeJCKa3bIiBaeTCsa (CpeaHsis
nevictBus mperaparoB THUM, oOecrnieurnBass OCHOBY IS pallMOHAJIBHOM Pa3paOOTKH HOBBIX TOYHOCTH TIpencka3anus ~ 81,4%).

KOMOMHAIIMK JIEKAPCTBEHHBIX PACTCHUM, W BBISBICHHUS HOBBIX COCAWHECHUN-KAHIUAATOB IS o

OyIyIIMX JIEKAPCTBEHHBIX IIPEIIapaToB.

IIpupoaHbIe COCAMHEHNS IUPOKO NPUMEHSIIOTCS B MEAMIMHE HA NPOTSKECHHUM MHOTHX THICSY
JeT U OPEACTaBISIOT COOOM KpalHE BaKHBIM, XOTS 4aCTO HEIOOLCHWBAEMBIM MCTOYHHUK JIJIS
pPa3pa00TKH HOBBIX JICKAPCTBECHHBIX CpeACTB. OrpOMHBIM OOBEM IIOJYYCHHBIX SMIMPHYECCKAM
IIyTEM 3HAaHUK O (papMaKOTEPaeBTUYCCKUX CBOMCTBAX MPUPOJHBIX COCAUHECHUM, IPEACTABIICH
B TpaJUIIMOHHON MHAUKCKON MeauinHe Aropsena (THIM), kotopas Bo3HukiIa 0oiee yueMm 1000
JE€T 0 HaleW »Hpbl. ODTH OSMIMPHUYECCKHE 3HAHUS MOI'YT OBITh B HACTOSIIECE BpEMS
IIPOAHAJIM3UPOBAHLI C IIOMOIIBK) COBPEMECHHBIX KOMIIBIOTEPHBIX M SKCHEPHUMEHTAJIbHBIX

30

KomnbloTepHbie meTtoabt :

20

MBI HCTIONIB30BaIM KOMITBIOTEpHYIO mporpammy PASS [1, 2], coBpeMeHHas BepcHs KOTOPOM
npeackaspiBaeT Oojiee /000 BuIOB OHOJOrMUECKOM aAKTMBHOCTH Ha OCHOBE aHalu3a 15
B3aMMOCBSI3€il CTPYKTypa-aKTUBHOCTh, YCTAHOBIICHHBIX JJISI IIOYTH 1 MUJIJIMOHA OUOJIOTMYECKHU
AKTUBHBIX coequHeHui. CpenHsss TOYHOCTh IporHo3a cocraBuiia 94,46/% npu CKOJIb3SIIEM
KOHTpOJE C HCKIrodeHneM no ogHoMy M 94,605 mpu 20-xkpaTHOH KpoccC-BalWAaldH, 4TO ;
CBHJICTEIBCTBYET O XOPOIICH IIPEACKA3aTEIbHOM CHOCOOHOCTH KOMIIBIOTEPHOM HPOrpaMMBbI
PASS. Ilpenckazanuss PASS OblIM NpoaHalIM3HPOBAaHBI C HMCHOJI30BAHHMEM KOMIIBIOTEPHOM
nporpaMmbel PharmaExpert, xortopas mo3BOJISIeT YCTAHABIMBATh B3aHUMOCBS3H «AKTHBHOCTh-
AKTUBHOCTBY», OTOUpaTh COCAUHEHUS C TpeOyeMbIMU NMPOGHISIMUA aKTUBHOCTH, MHTEIPUPOBATh
IIPOTHO3UPYEMYI0 HH(MOpPMALIMI0 O OHOJIOTMYECKOM aKTUBHOCTH MHOTOKOMIIOHEHTHBIX
Ipenaparos.
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CpaBHeHUE NPEACKA3AHHBIX M U3BECTHBIX AKTUBHOCTEMN AJ1s SO npupoaHbIX
coenuHeHni TUM (cuHuUilI — NPOrHo3 BepeH; KPACHBIH — IPOrHO3 He BepPeH)

IIpumep nporHoza PASS pamud KypkyMuHa, rmaBHOro @uroxkomMmoHeHTa Curcuma Longa
IpUBCACH HIDKE. Pa — BEPOSTHOCTh HAIW4YMS AKTUBHOCTH, Pl — BEpOATHOCTH OTCYTCTBHS
AKTUBHOCTU. M3 TaOIMIbl BUJAHO, YTO OOJBIIMHCTBO aKTHUBHOCTEH, mpelcKa3aHHbIX PASS,
ObLIM TMOJATBEPKACHBI AKCIIEPUMEHTANbHO. /I ApYrux IPOTrHO3UPYEMBIX OHOJIOTHYECKUX
AKTUBHOCTEH.  BETPOrOHHOE,  Ba30IIPOTEKTOpP,  CIAOUTEIBbHOE,  IIPOTHBOCEOOpPEHHOE,
AHTUIIPOTO30MHOE (JeMIIMaHMs) M T.J., Mbl HE HaIlUIM B JUTEpaType SKCICPHUMEHTAIbHBIX
HaHHBIX. TakuM 00pa3zoMm, MporHo3 PASS mo3BOJISIET BBISIBUTH CKPBITHIM (DapMaKOJIOTHUECKUI
IOTEHLIMAJI AJIs1 9TOTO COCIMHECHHUS.

AnpoOanus HaIIEro II0JXO0Aa MHPOBEACHA Ha MPHUMEPE aHalah3a CHEKTPOB OHOJIOTHYECKOM
AKTUBHOCTH (DUTOKOMIIOHCHTOB IISITUJICCATH JICKAPCTBCHHBIX PACTCHMH, HCIOJb3YEMBIX B
Aropsene. OTOOp JICKAPCTBEHHBIX PACTCHMH OBLI OCYIIECTBICH HAa OCHOBE CICAYIOIIMX
kputepueB. (1) wmcmonab30BaHME B TPAAUIMOHHOM WHAMNWCKONW MemuiuHe Aropsena; (2)
IpoBeAcH PUTOXUMUYCCKUN aHamu3, (3) He U3ydeHa INICHOTPOITHOCTh ACHCTBUAL.

beil co3gaH BeO-pecypc IS IIPOBEACHUS COBMECTHOM paOOThl MO BBOAY, XPAaHCHUIO U

. Pa Pi Predicted Activity Experimental Confirmation
00pa0oTKe MH(MOPMALMA O CTPYKTYpe M OHOJIOTMYECKOM aKTUBHOCTH HCCIEAYEMBIX T T Preneoplastic conditions treatment Goel A et al.. 2008
(uroxommonenTos [3] . 0.935 0.004 Mucositis treatment Barasch A. et al., 2006
0.863 0.005 Apoptosis agonist Goel A. et al., 2008
0.846 0.002 Choleretic Deters M. et al., 2003
You are not loginLog In :: Register :: Log out 0.833 0.003 Carminative 2
0.814 0.004 Antimutagenic Biswas J. et al, 2010
0.773 0.005 Antihypercholesterolemic Deters M. et al., 2003
INDIAN-RUSSIAN JOINT RESEARCH PROJECT 0.731 0.013 Fibrinolytic Ameye L.G. et al., 2006
ED ST 1 A | 0.709 0.015 Antiinflammatory Itokawa H. et al., 2008
= 0.697 0.007 Chemopreventive Goel A. et al., 2008
i o 0.688 0.005 Radiosensitizer Aravindan N. et al., 2008
K. ‘: 0.678 0.012 Vasoprotector ?
| tor Health 0.685 0.029 Antineoplastic Goel A. et al., 2008

What is the purpose
of this project?

* WHO WE ARE or ayurvedic medicine is

a system of traditional
medicine native to India
and a form of alternative
medicine,

The purpose of this project is to
analyze the mechanisms of action and
pharmacological effects of individual
components and combinations of the
medicinal plants used in Ayurveda,
based on computer prediction of
biological activity spectra of individual
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Natural compounds are used in folk
medicine for thousands of years, now
occupying over 30% of the world
pharmaceutical market. They have a high
chemical diversity in comparison with compounds using the program PASS,
substances obtained by synthesis, but only and to assess their drug-drug
UIEW/EDIT EXISTING a small part of their pharmacological interactions using PharmaExpert. The
X T — potential is used by medicine. The vast information will be used to identify the
amount of empirical data on the hidden potential of traditional Indian
pharmacological properties of natural medicine, and to validate some
compounds accumulated in traditional computer-aided predictions in biological
Indian medicine (TIM) Ayurveda. assays.
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Brahmi Ghrita sBaseTcs aropBeguueCKUM MHOTOKOMIIOHCHTHBIM IIPEHapaToOM, MCIIOIb3YEeMbIM
IS JICUCHHMS HEBPOJIOTHUYCCKUX PACCTPOMCTB, B YAaCTHOCTH, OJIWICICUH U JIcHIINATA
BHUMaHUsI. OH COACPKHUT SKCTPAKTHI CICAYIONMX pacTeHuil. Bacopa monnieri, Acorus

calamus, Saussurea lappa u Evolvulus alsinoids.

IIporno3 PASS 1j1s1 pUTOKOMIIOHEHTOB ATUX

ittt | pacTeHHM  OBUI  OPOAHAIM3UPOBAH  C
Hepatoprotective P POaHATH3HP
| | IOMOIIBIO  KOMIIBIOTCPHOM  IPOrpaMMBEL
9o T PharmaExpert, npuaumas BO BHHUMaHHUE
.C‘St :lghiigsﬂ:gﬂhfaég!lﬂlqliﬂl 11011 Jﬁ%ﬂm
= T 4% BO3MOKHBIC CHUHEpreTHUecKue/a InTUBHBIC
= WIM AHTarOHUCTUYECKUE JIEKAPCTBEHHBIE
é_:ﬁ BRAHMI B3aMOJICUCTBUS OTJCIbHBIX KOMIIOHEHTOB.
c G Pe3ynerarel OpoOrHo3a IIOKa3aad, 4YTO M3
= HRITA | sttt mp Cu
o | CEMH IPOTHO3HUPYEMBIX AKTUBHOCTEHM, TpH
< Ayurvedic Polyherbal
e Formulation Useful for

Immunosupressant

EPILEPSY

All the plant extracts are blend with 84 % ghee

PASS predicted novel Pharmacological uses

COBIIAQJAIOT C H3BECTHBIMU U3 AFOPBEIbI
JAHHBIMHM, B TO BpPEMSA KaK OCTaJbHbIC
4eThIpe - paHee ObLIM HEHU3BECTHHI. JIBa
HOBBIX IIPOTHO3UPYEMBIX BHJIA AKTUBHOCTH
(OpOTUBOBOCHAIMTEIBHAS U TE€IIATOIPOTEK-

| TOpHas) IOATBEPKACHBI AKCIIEPHMEHTAJIb-

HO, U3YUYCHHUEC OCTAJIBbHBIX IIPOIOIKACTCA.

TTpeanoxeHus no coTpyaHu4ecTsy

1. Yecayru mo amanu3y (apMaKoOJIOTHYSCKMX CBOMCTB (PMTOKOMIIOHEHTOB JIEKAPCTBEHHBIX
pPacTCHUI ¢ MPUMEHCHUEM METOIOB CUCTeMHOM (hapmakojorud [4].

2. JInneH3upoBaHre NPUMEHECHUS KOMITBIOTEPHBIX nmporpamm PASS u PharmaExpert.

3. Yyactiie B COBMECTHRIX IIPOCKTAX C ICJIbIO IIOHMCKAd M CO3JdHHS HOBBIX JICKAPCTBCHHBIX
IIPCIIapaToOB HAa OCHOBC OTACJIbHbIX IIPUPOAHBIX CO@I[I/IHGHI/Iﬁ N UX KOMIIJICKCOB.
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