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K peno3mMLMOHUPOBAHMIO JIEKApCTB

MopouKos B.B.
UHCTUTYT BuomeanLmMHCKOU XMmunm

119121, MockKsa, NMoroanHckas yn., 10/8
E-mail: vladimir.poroikov@ibmc.msk.ru

XXV Poccuicknim HaumMoHanbHbIM KOHIpecc «4YenoBek n nekapctso», MockBa, 9 anpena 2018 roaa

YBepomneHue. ,ﬂ,OKyMEHT CoAEepPHKUT KPaTKOE U3NoXKeHNe npeseHTaunmn n ABAAETCA HEMOJZIHbIM 6es COOTBETCTBYHOLWNX KOMMEHTApPUEB U O6CY)KAGHMFI.



Ceemaou namamu aKademuKa
Hukonasa Cepagpumosu4ya 3egpupoesa noceawaemcs.

Cumno3nymobl «bnonHpopmatmka
U KOMMbIOTEPHOE KOHCTPYUPOBAHME NEeKapPCTB»
B pamMmKax POCCMNCKMX HALMOHANbHbIX KOHIPeccos
«YenoBek U nekapcTBo»:

1995, 1996, 1997, 1998, 1999, ..., 2017, 2018, ...
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Dxxemc Yaut bask
(James Whyte Black)

B 1988 ropa [OXeiimcy Yauty basky
coBMecCTHO ¢ l'epTpyaoun dnaioH “
AxopaXem XUTYMHICOM NPUCYXKAEHA
Hobenesckaa npemua no pusmnonorumn

U meguuUuHe "33 OTKpbITUE BaXKHbIX
NPUHLMUNOB /IeKapCTBEHHOU Tepanun'.

«... Haubosiee N1000MBoOpPHOU OCHOBOU 011
OMKpPbIMUA  HOB020 J/IeKAPCMBEHHO20
npenapama Aenaemcsa u3y4vyeHue ceolicme
CMapozo AeKapcmeeHHO20 npenapamay.

(“... the most fruitful basis for the discovery
of a new drug is to start with an old drug.”)
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Y10 Takoe «peno3nuMoOHUPOBAHNE NEKAPCTBY» ?

lMpouecc ycmaHoBsneHUA HOBbIX 6UO008
npUMeHeHUsA, B8biIX00AWUX 3a pPamMKu
nepeoHa4as1bHbIX MeOUYUHCKUX NMOKA3aHUU
01 cywjecmeyrowux sneKapcma.

(“The process of finding new uses outside the scope of the
original medical indication for existing drugs is also known
as  redirecting, repurposing,  repositioning  and
reprofiling.”)

Ashburn, T.T. and Thor, K.B. Drug repositioning: identifying and developing
new uses for existing drugs. Nat. Rev. Drug Discov. 2004, 3, 673—-683.
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[TpMeHeHMne NeKapCTBEHHbIX MPenapaToB BHE UHCTPYKLUMK
(off-label)

«...Ha3Ha4YeHMe U1 BbINUCbIBAHME JNIEKAPCTBEHHOro MnpenapaTa
KOHKPETHOMY MaLUMEHTY NO }KM3HEHHbIM MOKA3aHUAM, OT/IMYHbIM
OT NOKa3aHUWN ANA NPUMEHEHUA, COAEPHKALLNXCA B MHCTPYKLIMK MO
MeANLMNHCKOMY NPUMEHEHMIO NEKAPCTBEHHOTO NpenapaTa».

lpoekm npukaza M3 P® «O eHeceHUU uUameHeHUl 8 Nopsa0oK
HA3HA4YeHUA U 8bINUCLIBAHUA 1EKAPCMBEHHbIX NMPenapamos,
ymeepxco0eHHsbIU rpuxkazom MuHucmepcmaa 30pa8ooXpaHeHUs
P® om 20 0ekabpsa 2012 2. Ne 254H» (om 6 uronsa 2017 2.).

«... off-label use - 370 NnpmeHeHne NO NOKasaHwWto, B

NIeKapcTBeHHOM dopme, pexmme [03MPoBaHUA, ANA
nonyasaumMmM UAM NO MHbIM NapameTpam NPUMEHEHUA,
He YNOMAHYTbIM B YTBEPKAEHHOM UHCTPYKLMW.»

U.S. Food and Drug Administration.
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[MonynApHOCTb TeMaTUKN: KommeHTapum B Nature

nature International weekly journal of science e

Home ‘ Ne ymment ‘ Research ‘ Careers & Jobs | Current Issue ‘ Archive ‘ Audio & Video ‘ For Authors

. [ E-alert RSS [ Facebook [ Twitter
< =
D ® X

Can you teach old drugs new tricks?

Faced with skyrocketing costs for developing new drugs, researchers are looking at ways
to repurpose older ones — and even some that failed in initial trials.

Y4

Nicola Nosengo

14 June 2016

7] PDF W, Rights & Permissions
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OpraHu3auma cneumanm3npoBaHHbIX KOHPepeHLUUM

THE 7TH ANNUAL Arrowhead >

Drug Repositioning, "

Repurposing -
<

and Rescue Conference

June 26th-27th, 2018 | Chicago, ILlinois

BROCHURE MAILING LIST SPEAKER OPPS SPONSOR OPPS

HOME = AGENDA | SPEAKERS | REGISTER | SPONSOR/EXHIBIT | BROCHURE = POSTERSESSION | PRICING | VENUE | SPEAKING OPPS | MAILINGLIST

Join us at the 7*" Annual Drug Repositioning, Repurposing and Rescue Conference in
Featured Speakers Chicago, where attendees will meet and learn from the world's foremost experts in the
— fields of repositioning and repurposing.

David Hayes, Ph.D., Director, Translational Why Attend
Research Science, AstraZeneca

As the Single Longest-Running Conference in the Space, Arrowhead Publishers' annual event continues to be
the "go to” meeting for pharma executives, academicians, researchers and patient advocacy groups who want to
keep abreast of new developments in the field, learn from experts and meet possible collaborators and
Stephen Wong, Ph.D., Chair and Professor, partners. Our agenda incorporates Case Studies, Genetics/Genomics, new Cutting-Edge Technology
Systems Medicine, Houston Methodist (including artificial intelligence), Regulatory Guidance, Big Data Approaches, New Drug Discovery Paradigms,
Partnering Models, Crowdsourcing Methods and repurposing projects for Rare/Orphan Diseases, Tropical
Diseases, Cancer and many other diseases and conditions.

Bryn Williams-Jones, Director of Exploratory
Research, Benevolent Al

https://www.drugrepositioningconference.com/index/
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Bo3HMKHOBEHME Y3KONMPOPU/IbHbBIX XKYPHA/IOB

- :

Drug Repurposing,
Rescue, and
Sitioning

A New Journal for the Drug Repurposing

Community

Hermann A.M. Mucke, PhD

European Editor, Drug Repurposing, Rescue, and Repositioning.
H.M. Pharma Consultancy, Wien, Austria.

Dear reader:

hat you are holding in your hand—or what you
are looking at on your screen—is the premier
issue of the first journal that is exclusively
dedicated to new medical uses of known phar-
maceutically active compounds: Drug Repurposing, Rescue,
and Repositioning.
So, another peer-reviewed journal for the medical sciences.
Why should this be necessary? Hundreds exist already.

INTERDISCIPLINARY BROADNESS DEMANDS
HIGH-LEVEL INTEGRATION

To be sure, it is not as if there were no proper opportunities

has been missing until now. The product you are looking
at is the first coordinated and well-supported attempt to
remedy this.

OPTIMAL RESOURCE UTILIZATION
IS NOT RECYCLING
Several common myths need to be dispelled before experts
from so many diverse fields can collaborate with maximum
efficacy. Number one is that drug repurposing, rescue, and
repositioning is an inherently defensive concept, promoted by
pharmaceutical companies to recoup at least part of their in-
vestments in the development of their failed late-stage drug
candidates, or in drugs that had to be removed from the
market for safety reasons. While such things do happen, this is
only the “rescue” part of the story—and probably the least
significant one in economic terms.
Nor is the repositioning of marketed drugs something as
simple as what business developers call a line extension—such
L i ) Tude addi-
nplies the

s S n exploits

Drug Repurposing, Rescue,

== = MY LIEBERT
and Repositioning CONNECT =
ISSN: 2332-0257 » Online ISSN: 2332-0265 » Published Quarterly YOUR EMAIL:
Current Volume: 1 @

- Sign up to stay informed—receive
email notifications for this journal

CALL FOR PAPERS: Special Issue on Drug Repurposing, Rescue,

and Repositioning (DRRR) Research https://WWW.“ebertpUb-Com/IOi/DRRR



Pa3paboTKa cneunannsnpoBaHHbIX NOPTaNOB

Drug Repurposing
Portal.com

DRUG REPURI

Search ...

Ibandronate metz:
activity
March 14th 2018, Posted By

DRUG REPURPOSING NEWS REPURPOSED DRUG DATABASE

REPURPOSED DRUG DATABASE

J
oo

ABOUT US EVENTS CONTACT US

AECDEFGHIJKLMNDPQRSLI‘\J'WIYZALL

[ Search ...

Topiramate

New Indication

Original Indication

Epilepsy.

Obesity.

U &

CATILIT ls UIICRI

Click here to know how

http://drugrepurposingportal.com/drug-repurposing-news.php
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JKCnoHeHUManbHbIM pocT uncna nybamnkaumm (Web of Science)

3AlPOC:
drug repurposing
OR
— drug repositioning
3 1_75 OR
N drug reprofiling
. OR
. drug reformulating
. OR
" drug redirecting

1990 1891 1892 1993 1994 1995 1996 1997 1998 1999 2000 2001 2002 2003 2004 2005 2006 2007 2008 2009 2010 2011 2012 2013 2004 2015 2016 2017 2018
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MpenmyLiecTBa peno3nUMoOHUPOBAHNA NeKapcTs A5 obulecTsa

» OTKpbITUE HOBbIX BO3MOXHOCTEU ANA Tepanuu paHee
Heusneymmbix 3abonesaHum.

> BbiaBneHue 6onee apPpeKTUBHbIX TepaneBTUYECKUX
cpencrTs.

» 3amelleHue A0porocToAWMX npenapaTtos bonee
AeweBbiMU, HO He meHee 3P PEeKTUBHbIMMN.

» 3amelleHune nekapcrts, ob6napatowmx Nno6o0UYHbIMU
apdeKkTamu, 6onee 6esonacHbIMM Npenapatamm.
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Peno3snumnoHnpoBaHmMe NeKapcCTB:
OUEeHKN BpemeHU, CTOMMOCTU, PUCKOB

Peno3snunoHnpoBaHHbIN HoBbiN
npenapar npenapar
@Cmmmocm S 250 ToIC. @ CroumocTb >$S 1 mapa
@ 3 roaa pa3paboTku @ 12-15 net pa3paboTku
@ 3 n3 10 ycneweH @ 1 n3 10,000 ycneweH

Ashburn T.T. and Thor K.B., 2004; Cavalla D., 2009.
Flower D.R., 2013; Naylor S. and Schonfeld J.M., 2014.
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Mpenmyuiectsa Ana ¢apmaLeBTUYECKOM MPOMBbILLJIEHHOCTH

a Abbott Beistol Myens Squith. ~ Genentech folhmondchmon a Abbott Bristol Myens Squith - Genentech fohmondehmwon a Abbott Beistol Myens Squith ~ Genentech folhmondchmon Ornmer
. - . - : . . - _ o . -
@ ALLERGAN é‘-ﬁbw gengyme |I| s @ ALLERGAN é&;u’ gengyme III . @ ALLERGAN é-.«;zu- gengyme |I| s
Medimrane Medmerane Medimurane
AMGEN D coccnommmeare | GILEAD 2 mG AMGEN D coeonommmore @ GILEAD & R&G AMGEN D coccnommmare | GILEAD 2 mG
= €3 MERCK = €3 MERCK = €3 MERCK
> () sk Roche ¥ () osk - > W/ sk -
LN LN ) TN )
Jay o Promeme~ g Bayer %% D g Bayer S Do~ g
() NOVARTIS  SANOFI ') NOVARTIS  SANOFI () NOVARTIS  SANOFI
) INGENIX @ serrac Y ) INGENIX @ sepracor ) INGENIX @) sePRACOR
@) Desheinme BEEEEl  @Janssen ‘M! .!;.,.ln = N Q) orhiner BEDNEE] @ Janssen = M‘h“‘ = T Q) [echrinaer BEREEEl  @Janssen ‘M! .!;.,.ln = AR S TH

» Peno3nuuoHMpoBaHHbIe NpenapaTtbl BbIXOAAT Ha PbIHOK Ha 3-5 n1eT cKkopee M,
COOTBETCTBEHHO, papmaLeBTUYECKaA KOMNAHUA pPaHblLle KOMNeHcHpyeT
3aTpaTtbl HA pa3paboTKy.

» LLaHcbl Ha ycnex peno3uuMoOHUPOBAHHDbIX JIEKAPCTB Bbille, 3 CTOMMOCTb
HUXKe, YeM NpU TPaAULMOHHOM pa3paboTKe HOBOro nNpenapara.

> bonee 2,000 npenapaTtoB, He BOLLEALWMM B MEeAULMHCKYIO NPaKTUKY,
«NbINATCA HA NOAKax» papmaL,eBTUHECKMX KOMNAHUMI, U 3TO YUCNI0 eXKEroaHo
yBennuusaetca Ha 150-200 npenapaTtos.

» AHanu3 pesynbraToB UCC/IE40BaHMI MEXaHU3MOB BO3SHUKHOBEHMUS
3aboneBaHMii NPUBOAUT K 3aK/IIOUEHUIO O }KU3HECNOCOBHOCTU BU3HecC-
MmopAenu peno3suLMoOHUPOBaAHUA IEKapPCTB.

» 06bem pbiHKa peno3uLMoHUPOBaHHbIX 1IeKapcTB cocTasut S 20 mapa, 8 2020
roay. Thomson Reuters
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HeKOTOpre AdHHblIE N HOBblE NHULUMNATUBDI

» CornacHo oueHKam HauuoHanbHOM  rnobanbHOM  ceTu
nccnegosaHnn paka (NCCN), 50-75% nekapcte B CLUA
npumeHsalOTcA BHe MHCTpYKuumn - off-label prescription (Drug
Discovery Today, 2014, 19: 637-644).

» HauMoHaNbHbIA UEHTP pPa3BUTUA TPAHCAAUMOHHbLIX HayK
(NCATS, NIH) wuHBectMposan S 575 MAH B MNPOEKTbl MO
PENnoO3nLMOHMPOBAHUIO JIEKAPCTB.

» BceMupHbIM LEeHTp 3apaBooxpaHeHus u meguumHbl (CWHM,
NIH) nHMunmnpoBan co3gaHne CKPUHUHIOBOM N1aTGoOpPMbl ANS
NCCNeaoBaHUA  BO3MOXKHOCTEM  MNPUMEHEHUA  MU3BECTHbIX
NeKapcTB Ana Tepanuun peakux/opdaHHbIXx 3abonesaHuin (Sci.
Translat. Med., 2011, 3: 80ps16).
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[Mpumepbl PENO3NLIMOHNPOBAHNA NEKAPCTB

Mpenapar lNepBoHauyanbHoOe NoKasaHue (rog) Peno3uMuUMOHUPOBAHHOE NOKa3aHue (roa)

ACID ACETILSALlClLIC T Low DosE

Biofarm 500 mg A SPIRIN

. SAFEYY COATED

ORIGINAL STRENG TH
Pain Reliever

100 cany I

AcnnpuH HﬂBmC (1897) AHTHarperaHT (1956)

‘ ASSOCIATION [:FIHFI.DIEHHE
DES VICTIMES DE

A Thahdom;[de
VICTIMS ASSOCIATION OF CANADA

[ = % T % TR+ TR 3 T 4

s

Asigrd o mai bund protectie gastrich g.g

Tannpomup, CepatuBHoe (1957) AHTUnenposHoe (1998) MpotuBoonyxonesoe (2006)

Zidovudine 300 mg
60 Tablets

53] Reg No: 3820280215

',,N:N_l_:-N,

3ngosyauH Mpotusoonyxonesoe (1964) BUY/CNNA (1987)
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N3meHeHMe napagurmbl: OT K MULLIEHb-LLEEHTPUYECKOro» noaxoaa
K aHa/Nn3y pPerynaTopHbIX CUTHAJIbHbIX ceTen

XX BEK XXIFBEK
bonesHb — MulleHb — JlekapcTBo MynbsTuTapreTHble nekapcTea

Nature, 2009, 462: 175-181.
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N3BECTHbIN papMaKoNornyecknm npoduib aueTammHodpeHa

0
H3CJ<
N OH

.I:'ainJ abdorninal [24,1%) 15, 4%
A%

M pain (15,49
Cyclooxygenase-2 [COXH-21  (9,39%) 24.1%
. Cyclooxygenase-1 [COX-11 (6, 79%)
.Inflammatinn (6.0%] 0.3%
. Owidative stress  [2,0%)

. Cyclooxygenase-3 [COH-31  (1,39%)

. Malaria (1.3%) 5.7%
40
Hepatoblastorna  [1.3%)
36
Cthers  (32,2%)
32
28
o p
25%% ) 24
Major Therapeutic Groups -
Query definition not available for this operation,
1é&
[}
. AMALGESIC AMD AMESTHETIC DRUGSE 44.8% 1z
[dd. 8% 8
. EMDOCRIME DRUGS  (10.39%)
4
AMTIINFECTIVE THERAPY (6,89 Jjjjjjj_—_—_—_—_—_—
u]
B coroiocic brUGs (6.8%) Oo0oo0oo0oOo0oOoO0ODoOoOooDoooOoboDboaodc
o c T T C wo o m o = : > = a . . L
. c @ 7 ] a2 = E £ s £ &£ £ 2 2 F
TREATMENT OF MIUSCULOSKELETAL a o2 ox oz X L w= ° R - = a o o oo oo 4
COMMECTIVE TISSUE DISEASES (6 oo % Zo0r % oy oo popononono=
' o [=] — [n] [ [x] [x] o
- 202 o 2 E 8 £ £ R i I il i X
ONCOLYTIC DRUGS  (6.8%) = Eo= o B o i o o  «© o 3
" ooz 57 2 - o = TR~ IS B Y B “
. 10.2 - o o E o o hi] o o g o o o ) = =t
RESPIRATORY DRUGS  [3.49%) ' = ] ] = = ] = c o] [ w o
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. PSYCHOPHARMACOLOGIC DRUGS (3. ER- S o = & o E E < =
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— H H X w 0 ] =} L s o
TREATMENMT OF POISONING, DRUG ABL o o o a g T &8 F 9 c
and DEFENDENCY [2.4%) = = = [ c c = x
- - o 3 m m (=N
Othars  [6.8%) G6.32% 3.4 “ U v é - ~ c
o =
3. 4%, o 2
o =

o 6% https://integrity.thomson-pharma.com/
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TpyAHbIM NyTb OT UAEN A0 IEKAPCTBA

Candidates w 5

1
. Candidates _ Product

Discovery Exploratory Development Full Development
I 10

|
Phase | Phase Il Phase lll

| I I I I I I I I I

5 10

15
12 -24 Years > Drug

CtroumocTtb pa3paboTku 1 BbiBeAeHUA NpenapaTta Ha pbiHOK: $ 1,0 - 3,5 mapaA.

Idea
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NcTopusa oTKpbITUA MMpaBactatmHa (Sankyo, Japan)

CS-514, Pravastatin - npoussogHoe ML236B (compactin), Kotopoe 6bino

B0

C.ZD( aKcTparuposaHo u3 Penicillium citrinum B 1970 ¢upmown Sankyo Pharma

/\iu '/ Inc. B 1989 Pravastatin sodium 3apeructpupoBaH B KaudecTse

PR MHrMbutopa rugpokcumetTunrnytTapun-CoA-peaykrasbl ONa neyvyeHusA

Dr@/ ceMeMHOM runepxonectepuHemumm wu runepannugemumn. B 2005

UHrn6utop HMG- Pravachol (Pravastatin sodium) ctan 6nokb6acrepom B CLUA, gocTurHys
CoA peAyKTasbl YPOBHA exerogHbix npogax ~$1,3 mnpa.

Diabetes Res Clin Pract. 1986 Jun;2{3):179-81.

Effect of CS5-514, an inhibitor of 3-hydroxy-3-methylglutaryl coenzyme A reductase, on lipoprotein
and apolipoprotein in plasma of hypercholesterolemic diabetics.

Yoshino G, Kazumi T, Kasama T, lwatani [, lwai M, lnui &, Otsuki M, Baba 5.

Abstract
C5-514, one of the derivatives of ML-236B which is an inhibitor of endogenous cholesterol synthesis, has been previously shown to

oy e— . - =
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KaK nponcxoauTt peno3numMoHUpPOBaHNE NEeKapPCTB?

YcTaHOB/1IeHUe HOBbIX MeXaHU3MOB
NaToN0Oru4yecKoro npouecca

TeKkcToB, Hanp.: Thalidomide apdeKrToB, Hanp.: CunaeHapun

x’.;m

NpeHTuduKauma coeguHeHui,

[Cnyqaﬁuble HaXxoAKu, auanm} 1 [Ha6mop,e|-|m| HEeOXUAaHHbIX I1050'-IHbIX]

MOAYNNPYIOLLUX 0CO6bIN YcTaHOBNE€HUE HOBbIX
deHoTun 3aboneBaHuUA ' MULLEHeMN, Hanp.: MeToTpeKcaTt
4 )

YcTaHOB/IEHME HOBOW PONK
U3BECTHOW MULLEHMU, Hanp.:

duHacrepu
- i J
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Tanmaomuma: cnydamHble Haxoaku (by serendipity)

CepaTMBHOE, TEPaNMUA PaHHUX AHTUnenposHoe (Erythema nodosum
TOKCMKO30B Npu 6epemeHHOCTH - 1957 laprosum treatment — 1998 (1964)

V. 4 4

oncolorY =

TepartoreH, aedeKkTbl cKeneray
HOBOPOXAEHHbIX — (BbiBeaeH u3
ynotpebneHus)

AHTHMaHrnoreHHoe — 1994;
JleueHne MHOXKeCTBEHHOM
muenombl (off-the-label) - 1998

Baek M.-C. et al. Pharmacol. Res., 2015, 99: 185—-193.
Ashburn T.T., Thor K.B. Nat. Rev. Drug. Discov., 2004, 3: 673-683.
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BbiABNEHME HOBOM PO/IN M3BECTHbIX MulleHen: PuHacTepua

UHrmbutop 5-anbda peayKrasbl, Tepanus ; ?mwa

ArMX - 1992 (Proscar; Merck) e s

Normal prostate Prostatic hypertrophy

Proscar®s mg

Finacieid UHrnbutop 5-anbda peayKrasbl, Tepanma annoneymumn -
X _ :
1997 Propecia (B 5 pa3 meHbluan A403a), Nnpoaarku
comprimate filmate iacahetel _(q
-x;«a;s;;ixzs“ i cocrasunmn $239 maH B 2003 roay

Ashburn T.T. and Thor K.B. Nat. Rev. Drug. Discov., 2004, 3: 673-683.



Way2Drug ===
m""'"m'"“"f¥£}5]iﬁé.a@n

[ThenoTponHOCTb AencTena: MetoTpekcar

r

MpoTtuBoonyxonesoe (ocTpasn
nemkemuma), UHrM6GUTOP
. aurnppodonarpeaykrasbi - 1953

0 0 &
O i a
NOC 1672927 7-30 2mL
N O | Methotrexate
~ Injection, USP
0

[ JleueHue apTputa - 1954 ]

Sterile 2mL _ NDC 61703-350-38

Eo - =
Methotrexate ~ 222y £z g
Injection, USP HA== s2% g
Beonly 50 mo/ ZTEY SEEX =43 3 =8
Isotonic Liquid 25 mg/mL §5§§ Es53 = — ~ 50 mg/2 mL Cun 27T |
Contains preservative E-OX% G § n =3 N N Methotrexat
Cytotoxic Agent So282s8 = — (25 mg/ml) section, USP vy
= [ p—
h— ascerdi
N z 7 Rx Only —= .
I Single-Use Vial
A
N N N
‘ NHrubutop NF-kB u TNF-a curHanbHbIx

nyTei, aHTUAHIMOreHHoe,

OcTeocapKoma, pakK rpyam, octpas
npotusosocnanuntenbHoe - 2010

numdobnactHaa nerkemums,
nmumoma XoarKKmHa - 1988

Gupta S.C. et al. Trends Pharmacol. Sci., 2013, 34: 508-517.
Tobinick E.L. Drug News & Perspectives, 2009, 119-125.
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MHoroobpasne UCTOYHUKOB MHPopMaLMK 0 GapMaKOIOTMYECKUX BELLECTBAX

] Pu b@hem

BioAssay

Electronic
Pubmed Orange Book The FDA Safety Information
FDA Orange Book of and Adverse Event Reporting

Over 18 million citations from  Approved Drug Products
MEDLINE and other life science

journals for biomedical articles back x —MmWArCH

Compound Assay data for

proteins and cytoto%

Human Liver Adverse Effects Database

Program

to the 1950s

FDA data for five liver
enzyme endpoints for

l S. Food : mdMDm’ Administration flnteg ratEd \

FDA approved labels Chemical- Dfugaank
for marketed drugs Bi ‘/'
ioactivity The DrugBank database

Data combines detailed drug data
eMC provides electronic (8200+ drug entries) with
Summaries of Product comprehensive drug target

Characteristics |nformat|on

European PUb|IC Assessment Reports (EPAR)

DRUG INTERACTIONS !ﬁ

C t h P450 |— Drugs@FDA Reflects the scientific conclusion
ytochrome FDA Roproved Drug Products reached by the Committee for
Drug Interaction Table “Potential Safety Issue” data Medicinal Products for Human Use

FDA New Drug

“Drug Interactions” table i
Application documents

(CHMP) at the end of the centralised

Drug interactions with evaluation process.

cytochrome P450 isoforms

Cnaiin mo6e3no npenocranieH Alex Tropsha, University of North Caroline at Chapel Hill, USA


http://dailymed.nlm.nih.gov/dailymed/about.cfm
http://dailymed.nlm.nih.gov/dailymed/about.cfm
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NMpumeHeHne ABC mogenun CBaHCOHa A1 NOUCKA HOBbIX 1IEKAPCTB

///——_-\ -

B
MuuweHb

) /__\\

A
BewiectBo bone3Hb

Swanson D.R. Medical literature as a potential source of new
knowledge. Bull. Med. Libr. Assoc., 1990, 78: 29-37.
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Case Report W

Generating H}?potheses l:r}? Discovering Iinplieit Associations
in the Literature: A Case Report of a Search for
New Potential Therapentie Uses for Thalidomide

MARC \‘i'i:lcl;_lcl{. PuD. RemN Vos. MD. PuD. Henny KLEIN, PHD.
[.oLkIE T. W. DE JoNG-vAN DEN BERG. PHD. ALaN R. ARonsoN. PHD.
GRriETIE MoLEMA. PaD

Ony6nuKoBaHHbIe gaHHble NO3BOJIN/IN BblABUHYTb rMNoTesbl,
YTO TaIMJOMUA, MOXKeT bbITb MUCNOb30BaH A8 TepanuMu oCcTporo
naHKpeaTuUTa, XpoHuyeckoro renatuta C, MHAYLUPOBAHHOTO

Helicobacter pylori ractputa n mmnacreHnn. OgHaKo, Baangaumsa
3TUX rMnoTe3 TpebyeT A0NONHUTE/IbHbIX 3KCMEPUMEHTA/IbHbIX U
KJIMHUYECKUX nccaeaoBaHnii, KOTOpble NO3BOMAT OLLEHUTb
COOTHOLUEHUE «MO0JIb3a-PUCKY.
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Thalidomide alleviates acute pancreatitis-associated lung injury via
down-regulation of NFKB induced TNF-a.
Lv P, Li HY, Ji SS3, LiW, Fan LJ.

Pathol Res Pract. 2014 Sep;210(9):5568-64. doi: 10.1016/j.prp.2014.04.022_ Epub 2014 May 16.

PMID: 24939146
Similar articles

Protective Effect of Thalidomide on Liver Injury in Rats with Acute
Pancreatitis via Inhibition of Oxidative Stress.

Lv P, Fan LJ, Li HY, Meng QS, Liu J.

Ann Clin Lab Sci. 2015 Fall;45(5):508-14.

PMID: 26586701
Similar articles

The effect of thalidomide on experimental autoimmune myasthenia gravis.

Send to: -

Crain E, Mcintosh KR, Gordon G, Pestronk A, Drachman DB.
J Autoimmun. 1988 Apr;2(2):197-202.

PMID: 2788425
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REVIEW

|The Many Roles of Computation in
Drug Discovery

William L. Jorgensen

SCIENCE VOL 303 19 MARCH 2004

“Is there really a case where a drug that'’s on the market was designed by
a computere”

When asked this, | invoke the professorial mantra (“All questions are good
questions.”), while sensing that the desired answer is “no”. Then, the
inquisitor could go back to the lab with the reassurance that his or her
choice to avoid learning about computational chemistry remains wise.
The reality is that the use of computers and computational methods
permeates all aspects of drug discovery today. Those who are most
proficient with the computational tools have the advantage for delivering
new drug candidates more quickly and at lower cost than their
competitors.
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REVIEW

The Many Roles of Computation in
Drug Discovery

William L. Jorgensen

SCIENCE VOL 303 19 MARCH 2004

N3secmHbI AU cay4vau, Ko20a Ou3alH paspeweHHo20

K MeOUUYUHCKOMY MpuMeHeHUIo seKapcmeda bbin
ocyujecmesneH ¢ NoOMoWwbio Komrbromepa?

A ecmb s1u Xomb 00HO coepeMeHHOoe 1IeKapcmaeo,

Komopoe 661210 omKpbimo 6e3 ucnosnb3o08aHUA
Komnoeromepoas?
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» 3D CTpyKTypa MULLEHU U
CTPYKTYpHble dopmynbl AMraHA0B
MU3BECTHbI

» 3D CcTpyKTypa MULLEHU He
YCTAaHOB/IEHA, HO CTPYKTYpPHbIE
dopmynbl NMraHA0B U3BECTHbDI

» 3D CTpyKTypa MULLEHMU
YCTaHOB/1IEHA, HO CTPYKTYpPHbIE
dopmynbl NMraH[,0B He N3BECTHbI

KomouHaTOPHA IRV

CTPYKTYPHbIe pOPMY/IbI NUFaHAOB » BbICOKO
PONIBOAVIE

He N3BECTHbI

NeaHos A.C., lopolikos B.B., Apuakos A.U. bBuouHgopmamuKa: nyms om 2eHoma 00 snekapcmaa in silico.
Becmnuk PHUMY, 2003, Ne 4 (30), 19-23.
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MexaHn3m AencTBMA nNpenapaTta OCHOBAH HA MOIEKYNAPHOM Y3HABaHUM

Substrate Products

cr@¢,

eame  IVIOAE/1b «KNHOY-3AMOKY»

Nelfinavir, Pfizer Donepezil, Eisai

CH, O COMNH-t-Bu
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KomnbloTepHaa nporpamma PASS
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o 05 (4 i
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. w —
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Mpouecc pa3paboTkmn n npumeHeHuns PASS

NMybaukauumm, 6a3bl gaHHbIX, AOKAAAbl HA KOHpepeHUUAX u ap.

[ HapeHble gaHHble 0 CTPYKTYPE U aKTUBHOCTU BELLECTB ]

Obyualowian
BblbopKa PASS

NMpoueaypa
obyueHus

- =

{ basa 3HaHuK SAR

MNA peckpunTopbl

baliecoBCKUE OLEeHKHU

Hosasa monekyna > Pe3ynbratbl NporHo3a

i
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Acetylchohne antagonlst

CDK1/cyclin 8 inhibitor Antifungal Beta adrenore:ep(or 2AGONIst protem binase
cépmm.c «Src kinase inhibitor A t I '1;‘:3,&55;:’::;?90"'“
=== Lipoxygenase inhibito/Antiarthritic - ___n Ivira
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Growth factor antagonists’ Antiadrenergic hibitor RESteie
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Toll:Like recept°r7agomstAntlobeS|t Antidia betic’ ge5|cnon - ORIOLS e
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_.i.- < “:3;,':‘,::,:'.':;:?:.: 3( .?:':Il:;:‘o;' “iue Integrin antagonist Stroke treatment . @ Antiparkinsonian o SHydvoxyt“r!g:aBrmm l:r;r;fl:'gm_ .
e Protein-sérine-threonine kinase inhibito s
e astnone esucise mtor V@scular endothelial ‘§¥6Wth factor 2 antagonist ”S:i’;i‘."..‘f;;.’:::::f;"(.LZ.’“‘;L‘:L. e —
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CDVII'IVIMOHOB ,EI, A ,ﬂ,pymmnoscxmm A.C., laryHnH A.A., Thopuno3sosa T.A., Pygnk A.B. ,LI,MMTpmeB A B , MoroauH TI1.B.,
MopoiikoB B.B. KomnbloTepHoe NporHo3MpoBaHMe CNEKTPOB BUOI0rMYECKOM aKTUBHOCTU XMMUYECKUX COEANHEHWNI:
Bo3moxkHoCTK 1 orpaHudeHus. Biomedical Chemistry: Research and Methods, 2018, No. 1.
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Kak PASS nporHo3upyeT cnektp 6nonornyeckom akTMBHOCTH?

CTpyKTypa HOBOro coeiMHEHUSA

. !

OueHKa BepoATHOCTe Hannuma/oTcyTcTBus
KOHKPETHbIX BUA,0B aKTUBHOCTU

1 2

MporHo3upyemblit cnekTp
6uonornueckom aKTUBHOCTH

& N

cl Anxiolytic Pa Pi Action:
i Sedative 0.853 0.020 Anxiolytic
S5HT1A Inhibitor 0.694 0.035 Sedative
° Carcinogen

\jl?.cero nporHo3supyerca cebiwe 5,000 sBupos

6uonornyeckom aKTMBHOCTU CO CpeaHEeN TOUHOCTbIO 95%.
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MporHos ana npenapata Knonuaorpen
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0027 Stroke treatment

0.026 Angiogenesis stimulant

0.017 Anticoagulant

0.033 Diabetic neuropathy treatment
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0.075 Pancreatic disorders treatment
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[Tpnmepsbl peno3nuMoOHUPOBAHUA /IEKAaPCTB Ha OCHOBe NporHosa PASS

B 2001 roay mbl ony6nukoBanu

NPOrHo3 HoBbIX 3dpheKToB ANA YTto noaTBepAUNOCH?

8 npenapaToB U3 cNUCKa (UHhbopMaLMOHHBIN NOUCK, CeHTAOpbL 2014 r.)
Top200 Drugs [1].

m Cchbinka
Zolo
‘‘‘‘‘‘‘‘‘‘ |||||\|||||| CepTpanuH JlevueHne KOKaMnHOBOU 3aBUCUMOCTM b [2]

AMLODIF’INO

mmmmmmmmmmmm

AmnogunuH NMpoTnBoONyxoneBbLIN 3HXaHCep + [3]
(vHruoutop BCRP/ABCG2)

F NDC 0093-0824-01
= OXAPROZIN
Tablets USP

= OkcanpoanH AHTaroHUCT UHTeprieuknHa 1 (MHrMouTop N [4]
3Kcnpeccun nHTeprnenmknHa 1)
\\ _ R " [5]
F L STADK 5 Pamunpun JleyeHune aptputa
" Ramipri ©
. ... 1. poroikov V. et al. SAR and QSAR Environ. Res., 2001, 12: 327-344.

2. Mancino M.J. et al. J. Clin. Psychopharmacol., 2014, 34: 234-239.
3. Takara K. et al. Mol. Med. Rep., 2012, 5: 603-609.

4. Rainsford K.D. et al. Inflammopharmacology, 2002, 10: 85-239.
5. Shi Q. et al. Arthritis Res. Ther., 2012, 14: R223.
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HooTponHbIn 3PPEKT Yy aHTUTUNEPTEH3UBHbIX NPENAPATOB?

Perindopril
Actavis dro

D30 jww'fﬂ'fs

MepuHnpgonpun B po3e 1 mr/kr,
" | KBMHaNpuUA U moHonpun B Ao3ax 10
l mr/Kr ynayywator nokKasarenu

Mpenapar Pa (HooTponHbiii NaTpyAMpoBaHUA B KpecToobpasHom
apdekT), % - | nabupuHTte, nogobHo nupauetamy u
Kantonpun 44,6 meknodeHockaty (B gosax 300 n 120
dHananpwn 65,5 MI/KI, COOTBETCTBEHHO).
NiusnHonpun 61,8 AdheKT noaTBEPKAEH B KNUHUKE
HepMH,qonpml 60,9 BM.J Open 2012;3:2002887 doi:10.1136/bmjopen-2013-002881
KBMHaﬂpMIl 65.1 Geriatric medicine
’
Pamunpun 63,3 Effects of centrally acting ACE inhibitors on the
MoHonpwun 309 rate of cognitive decline in dementia
’
Yang Ganﬂsg, Rénan O'Canimhﬂ, Liam Healy1, David M Kerin53=4, Joseph EustaceE,
n MpaueTaM 81'7 Gordon Guyatta, David SammunE, D William Mulluf:?
AM"OAM"MH - +  Author Affiliations
ruplpoxnopo-rua3up. - : Correspondence to
Professor D Wiliam Molloy; w.molloy@ucc ie
Published 22 July 2013
|

KpbixkaHoBckuii C.A. 1 coaBT. XumuKo-ghapmauesmuyeckulli #ypHasa, 2012, 45: 605-611.
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HoBble BO3MOXXHOCTU ANA Peno3nunMoHNPOBaHNA NEKAPCTB

VTBEPXKIEH

npukazom Munnpowropra Poccny,

MHHHCTEPCTBO MHHHCTEPCTBO
MPOMBILLIEHHOCTH H 3PABOOXPAHEHHSA
TOPrOBJIH POCCHIICKOI POCCHICKON ®EAEPAIHA
OEJNEPAIIHH (Mumnzapas Poccun)

(Munnpomtopr Pocenn)

&2

n P H Kmmmﬂlu&kmcmkwu SEAEPAICHT

SAPETHCTPHPORARY £4” b4

Mod Kilt;uergn LMOHH I ;“QM
or (F'ceclta s i

i 2016 T

06 yreep:xieHnn nepexns GHOMHALIEHEH 1A pa3paGoTKH CXO0MHHX M0
(papmakoTepaneBTHYECKOMY ACHCTBHIO W Y/1y4UIEHHBIX AHATOTOB HHHOBAUNOHHEIX
/TeKAPCTEEHHBIX NPENapaTos

B coorsercTum ¢ myHkToM 3 [pasun npenocrasnenus cybeunmii us enepansroro
frojixeTa pocCHHCKMM OpPraHH3ALMAM Ha BOSMCHIEHHE HACTH 3aTpPal Ha PeanH3allHIo
npoekToB N0 paspaboTke CXOKHX N0 (ApMaKoTepaneBTHYECKOMY JIEHCTBHIO H
YIYHIIEHHBX aHalloroB WHHOBALMOHHBIX JICKAPCTBEHHEIX MPENaparos, YTBEPHAESHHBIX
noctanopienHem [Ipaputentcrna Poceuiickoil Menepaumn ot 30 nexabpa 2015 r. Ne 1503
(CoBpanne sakonogarensctea Poccmiickoit Pepepauun 11.01 2016, Ne 2 ¢t 377),
MPHKA3ZBBACM:

VrBepnuTh npuiaracMblii Tepedenth GuoMHeHeit 11 pazpaloTKH CXOMHX [0

thapMakoTepaneBTHYeCKOMY JICHCTBHIO M YIYYIIEHHEIX aHAal0roB  HHHOBALHOHHELX

JICKAPCTBEHHEIX NPENaPATOR.

MWHKHCTP 3ApaBOOXPaHEH A
Poccuiickoil Penepalliy

L "““’&'Eﬁ B.M. Cxsopuosa

Munznpasa PoccHu

or /9 wag  2016v. Ne 2605 Iy

NEPEYEHb
GHoMHILeHeii 118 pa3paGoTKH CX0KHX N0 papmMaKoTepaneBTHUECKOMY AeHCTBHIO
H yAy4IIeHHEIX AHAJIOTOB HHHOBALHOHHBIX JTEKaPCTBEHHBIX NPeNapaTos

Ne

aln Buomumennb Hozonorun (3aonesanue) (no MKB-10)!

1 Ansta(4)betal T MHTErPHH (G35 PaccesHHEI CKAepo3
K50 Bonesus Kpona

K51 1il KOJIHT

G35 PaccesHHEIR CKIEpO3

M06.9 PeBMaTORAHBIT apTPUT HEYTOUHEHHBIR
MO7 TcopraTHHeCKHE M SHTEPOTIATHYECKUE
ApTPOLIATHR

M09 I0noweckuii [lOBEHHABHEN] apTPHT NPK
HoneIHax, KraccHpHIPOBARHEIX B IPYTHX
pybpukax

2 SAnye-kunaza 3

3 Hurepneiikun-1 4 ero peLentop D84.9 UmmynogedHinT HeyTOYHEHHBIH

E85.0 HacnencTeenubii ceMeifHbIi ammunonnos Hes
HEBPONATHH

L50.2 Kpanusuuia, BEI3BaHHAA BO3ACHCTBHEM
HH3KOH HIH BEICOKOH TeMIEPATYPBI

L50.8 Ipyrad kpanueHALA

MO8 HOnomeckuil [FOBeHHIBHELL] apTpHT

M10 [Moparpa

M35.2 Bosnessp bexuera

4 Hurepneiikan-6 u ero peuentop MO06.9 PesMaTOHAHEIR apTPHT HeYTOUHEHHBL
MO08.2 KOnowecknii apTpUT C CHCTEMHBIM HaTANOM

M08.3 HOnoweckuil MONHAPTPHT (CEPOHEraTHBHETA)

K51 Szpennerii koAt

L40.5+ Tcopuaz aprponaruyeckiii (ObBmue
rpymner M07.0-M07.3 1 M09.0)

MO06.9 PeBMaTORAHEL apTPHT HEYTOYHEHHBIH

5 DakTop HEKPO3a OIYXOIH

6 Penenrop juia B-mamdouut-
aKTHEHpYRomiero diakropa

M32 CucreMHas KpacHas BoT4aHKa

! MemoymapoaHan CTATHCTHYECKAR  Knaccufkauma  Gonessedl w npolnem, CBAJGHHBIX €O 3U0PUBbEM,

10-ro nepecMoTpa.
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Ctatuctuka PASS nporHo3os A8 NPpUOPUTETHLIX MULLIEHEN

Pa>50% Pa>70% Types of Activity

227 73  Proteasome ATPase inhibitor
89 31  Meprin B inhibitor
63 52  Androgen antagonist
55 37  Estrogen antagonist
45 23 Phenylalanine 4-hydroxylase inhibitor
40 22 Progesterone agonist
32 10  Fibroblast growth factor 1 agonist
30 5 Fibroblast growth factor 4 antagonist
26 10  Potassium channel (Voltage-sensitive) blocker
24 17  Interleukin 6 antagonist
20 8 5 Hydroxytryptamine 2A antagonist
18 10 Dopamine D2 antagonist
18 11  Interleukin 5 antagonist
14 4 Meprin A inhibitor
13 5 Tumour necrosis factor alpha release inhibitor
11 1 AMP-activated protein kinase, alpha-1 subunit inhibitor
10 6 Opioid kappa receptor agonist
10 9 Dopamine D2 agonist
9 2

Histone deacetylase SIRT1 inhibitor
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B yacTtHocTU, ngeHTMduumpoBaHbl 5 HT 2A aHTAaroHUCTbI

Pa>50% Pa>70% Types of Activity

227 73  Proteasome ATPase inhibitor

89 31  Meprin B inhibitor

63 52  Androgen antagonist

55 37  Estrogen antagonist

45 23 Phenylalanine 4-hydroxylase inhibitor
40 22 Progesterone agonist

32 10  Fibroblast growth factor 1 agonist

30 5 Fibroblast growth factor 4 antagonist
26 10  Potassium channel (Voltage-sensitive) blocker
24 17  Interleukin 6 antagonist

20 8 5 Hydroxytryptamine 2A antagonist
18 10  Dopamine D2 antagonist

18 11 Interleukin 5 antagonist

14 4 Meprin A inhibitor
13 5 Tumour necrosis factor alpha release inhibitor
11 1 AMP-activated protein kinase, alpha-1 subunit inhibitor
10 6 Opioid kappa receptor agonist
10 9 Dopamine D2 agonist
2

9 Histone deacetylase SIRT1 inhibitor
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HoBble KaHAMAaTbl AnAa nsyvyeHuna, kak 5 HT 2A aHTaroHuUCTbI
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3apernctpuposaHHble FDA npenapatbl (1035 monekyn)

show| 10 [v] entres FDA approved drugs
Structure Brand Name Generic Name
Adenuric Febric Feburic Uloric Febuxostat (USAN; Rec INN)
1’”‘“9“]" i r‘h"
{
1 CHy
2o
| HyC |
Edecrin Hydromedin rynic acid (Rec INN; JAN)
..r::_,, OH erynle acid (BAMN; LSAN)
N
’I-,LQ_# A
Hys i I ..

e

Paotiga Trobalt |mbine (LISAN) Retigabine (Prop

Close | USAN)
I
A
| —— =
Neoplastic disorders : Malaria Tuberculosis
l (234 drugs) & (12 drugs) | (20 drugs)
= ——— L

Search:

Mechanism of Action  |°

X¥anthine Oxidase
Inhibitors

Wit Signaling Inhibitors

Voltago-Gated K(V) 7.2/7.3
{KCNQ2/3) Channel
Activators
Valtage-Gated K(V) 7.2
(KENQZ) Channel
Activators
Voltage-Gated K(V) 7.3
(KCHNQ3) Channel
Activators
P-Glycoprotein {MDR-1;
ABCB1) Inhibitors

GABA Aminotransferase
Inhibitors

Epilepsy
(41 drugs)

Pharmacotheraputic
application

Gout

Hyperuricemia

Cancer therapy associated
disorders

Angina pectoris, stable
Hematologic-blood cancer

Hypartension

Epilepsy

Lennox-Gastaut syndrome
Meuralgia, postherpetic
(PHN]

Amyotrophic lateral
sclerosis

Epilepsy, partial seizures

Diabetes
(84 drugs)

http://www.way2drug.com/dr
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Pe3ynbratbl nomncka no 3anpocy «Perindopril»

ABOUT SERVICES

Already have an account? LOGIN~

FDA approved drugs

Database contains information on about 1,000 medications, including the name of the drug, synonyms, the structural formula of the drug substance, pharmacotherapeutic fields and

mechanisms of action.

One may browse the records in the database or search for a particular drug using drug name as a query.

now, 10

Structure

%

otay

Structure

v | entries

Generic Name

Coverene Cor Coverex
Coversum Prestarium Prexum
Aceon (as erbumine) Coversyl
(as erbumine)

Brand Name

Brand Name

Perindopril (BAN; USAN,;
Rec INN)

Generic Name

Mechanism of Action
Angiotensin-converting

enzyme
inhibitor(CHEMBL1808)

Mechanism of Action

Pharmacotheraputic
application

Stroke

Heart failure
Hypertension, essential
Coronary artery disease
Cardiomyopathy
Methamphetamine
dependence
Hypertension

Ischemia

Pharmacotheraputic
application

PASSOnline
prediction

Ph

eSS

PASSOnline
prediction

Search: | perindopril

FDA link Chembl link

YS5GMK36KGY chembl1581

FDA link Chembl link
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[epexon K HGopmauumn o nepuHaonpune Ha cante FDA

I@/_\ U.S. Food and Drug Administration 1 United States

Protecting and Promoting Your Health National Library of Medicine
: : . . - NLM | Nati :
Substance Registration System - Unigue ingredient identifier (UNI) e

Home > Substance

Search (automatic) v| | (automatic) v

Substance Registration System | Search

Preferred Substance Name: PERINDOPRIL [ Synonyms and Mappings ]

UNII: Y5GMK36KGY
| Search the web for this UNII |

Formula: C19H32N205
UNII Type: INGREDIENT SUBSTANCE
InChiKey: IPVQLZZIHOAWMC-QXKUPLGCSA-N
[ Search the web for this InChlKey ]

NOTE: UNIIs are generated based on scientific identity characteristics using 1SO 11238 data elements. UNII availability does
not imply any regulatory review or approval. Synonyms and mappings are based on the best public information available at
the time of publication. Please report any problems/errors associated with this data to FDA-SRS@fda.hhs.gov.

Resources

» G ChemIDplus
» Gl DrugPortal
» Gl NCI Thesaurus

About, Contact Us, Copyright, Privacy, Accessibility

U.S. National Library of Medicine, 8600 Rockville Pike, Bethesda, MD 20894 .
Mational Institutes of Health, Health & Human Services Usp
Freedom of Information Act -
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[epexon K HGopmauum o nepuHaonpuae Ha cante ChEMBL

This website uses cookies. By continuing to browse this site, you are agreeing to the use of our site cookies. To find out more, !

EMBL-EBI

ChEMBL
Downloads
UniChem
SureChEMBL
Malaria Data
ChEMBL-NTD
ADME SARfari
Web Services
myChEMBL

EBI RDF Platform
FAQ

Web status page
Funding

Internships New

‘ChEMBL Statistics

® DB: ChEMBL_23
® Targets: 11,538

= Compound records:
2 101 843

i ChE

VIBIE

EBIl * Databases * Small Molecules * ChEMBL Database * CHEMBL1581

Compound Report Card

Compound Name and Classification

Compound ID CHEMBL1581
Compound Name |PERINDOPRIL

ChEMBL Synonyms | PERINDOPRIL ERBUMINE | PERINDOFPRIL | S-89490 | 5-9480-3 | MCN-A-2833 |
ACEON | PERINDOPRIL ARGININE | MCN-A-2833-109

Max Phase 4 (Approved)

Trade Names ACEON | PERINDOPRIL ERBUMINE

Molecular Formula | C19H32N205

Additional synonyms for CHEMBL1581 found using NCI Chemical Identifier Resolver

Compound Representations
Molfile Download MolFile

Canonical SMILES
Download SMILES

Standard InChl INChI=15/C19H32N205/c1-4-8-14(19(25)26-5-2)20-12(3)17(22)21- ...

Download InChl

Standard InChl Key IPVQLZZIHOAWMC-QXKUPLGCSA-N

CCC[C@H](N[C@@H](C)C(=O)N1[C@H]2CCCC[C@H]2C[C@H]1C(=0)O)C(=0 ...

Chiral

NN
o\_____ / N\
H

CHEMEL1581
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Show 10
Structure |=
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Structure

mechanisms of action.

E| entries

Generic Name

Coverene Cor Coverex
Coversum Prestarium Prexum
Aceon (as erbumine) Coversyl
(as erbumine)

Brand Name

FDA approved drugs

Database contains information on about 1,000 medications, including the name of the drug, synonyms, the structural formula of the drug substance, pharmacotherapeutic fields and

Brand Name

Perindopril (BAN; USAN;
Rec INN)

Mechanism of Action

Angiotensin-converting

enzyme

flIlia_ _fa A Ana aano

One may browse the records in the database or search for a particular drug using drug name as a query.

Pharmacotheraputic PASSOnline
application prediction
Stroke PA.

Heart failure ¢SS

Search:

FDA link

Y5GMK36KGY

perindopril

Chembl link

chembl1581

Pa

0,832
0,835
Generic Nam| 0;775

| 0,701
0,637

0,669
0,669
0,669
0,612
0,611
0,600
0,601
0,584
0,577

0,571
ncoc

Pi
0,002
0,012
0,023
0,045
0,017
0,053
0,053
0,053
0,018
0,022
0,013
0,016
0,004
0,002

0,013
ANan

PASS Online prediction for Perindopril (BAN; USAN; Rec INN)

Activity
Endopeptidase inhibitor
Nootropic

Gluconate 2-dehydrogenase (acceptor) inhibitor

Antieczematic

Acetylesterase inhibitor
Acrocylindropepsin inhibitor
Chymosin inhibitor
Saccharopepsin inhibitor
Analeptic

Immunostimulant

Vasodilator

Fibrinogen receptor antagonist
Diuretic
Angiotensin-converting enzyme inhibitor
Antihypertensive

| i T P eI ) EA T N iy S - —
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CybCcTaHUMM NeKapcTB, 3aperncTpupoBaHHbIX B Poccum

Show 10 q entries
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Pharmaceutical Substances Registered in Russia Search

Trade

@ochaneH

ENET

AJSTHONPHH

CRUHOPEH

Substance name

ADENOSINE PHOSPHATE

Comments

TOproBoe Ha3gaHuwe: VoCPaAeH MeXAyHapOAHOS Ha3BaHNE: ANISHO3WHA (PocpaT CTpaHa: Poccusa . AaTa
akryanusagme - 17.05.1999 (PIIC)

AZA /§ Hue: Nextanuy MexlyHapoasoe Hassanwe: Asamerouns Opomug Cipana: Poccwa . B
Ha ' N KONBX0 NPENaparos, HECKONLKD AAT PETHCTPALIMA.
\
-~ ; | u>=g— NH
0 / *
N
AZA Hue: ASarvonpuH MexayHapoaHoe Haseanwe: Asatnonpun CTpaHa: PoccHA
Close

AZELAIC ACID M33b . TOProsoe HassaHwe CrMHOpeH (Skinoren) CTpaHa-NpOoNIBOAHTEND [ EPMaHHA DHUPM3-NPOU3BOAWTEND

Schering AG-10.11.1998 . ..

http://www.way2drug.com/dr
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Target's name
1-deoxy-D-xylulose 5-phosphate reductoisomerase

1-phosphatidylinositol 4,5-bisphosphate phosphodiesterase gamma-1

11beta-Hydroxysteroid Dehydrogenase (nonspecified subtype)

14-3-3 protein epsilon
15-hydroxyprostaglandin dehydrogenase (NAD+) (isoform 1)

17beta-Hydroxysteroid dehydrogenase (nonspecified subtype)

2-amino-3-carboxymuconate-6-semialdehyde

3-oxoacyl-(acyl-carrier protein) reductase

3-phosphoinositide-dependent protein kinase 1 (Isoform 1)

AF2 cell-surface antigen heavy chain

Target's name

Showing 1 to 10 of 2,322 entries

UniProt

Q8IKG4

P19174

P24385

P62258

P15428

P24864

Q8TDXS

Q81257

015530

POB195

UniProt

Pharmacological Targets

PDB I7

o

fros

DB

e

nos

es

o

PDB

MoneKynapHbie MULLEHN

Wayzbrug peemere

www.waﬂdrug.@

Search:

Pharmacotheraputic application

Kegg PreClinical Clinical Launched
Tuberculosis Mszlana
@ Cancer
@ Diabetes
Cancer
@ Cancer
Cancer
@ Cancer
Diabetes
Diabetes
Cancer
Leishmaniasis
Malaria
@ Diabetes Cancer
Cancer
Kegg Pharmacotheraputic application
PreClinical Clinical Launched

Previous - 2 3 4 5 233

http://www.way2drug.com/dr
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B 1904 r. U.MN. Nasnos 6bin HarpaxaeH Hobenesckoi
npemuei no pusnMonorum u meguumuHe «3a pabomy no
chusuonozuu nuwjesapeHus, 6nazodapsa Komopoii 6bia10 |
cgpopmupoesaHo 6osee ACHOe NOHUMAHUE HU3HEHHO
8AX(HbIX ACMEeKMOo8 3mo20 80npoca».

.M. Nasnos

O HenonHoTe coBpeMeHHOro $pu3nonornueckoro aHann3a AencTBnA NeKapcTs

“BnonHe b6e3ynpe4yHas nposepka 8 saabopamopuu mepanesmuyecKko2o 3Mnupusma
cocmasenaem, nNo mMoemy MHEHUI, 8ecbma MpPYOHyI0 U celiYac 80 MHO2UX CaAy4YasXx,
HasepHoe, Heocyuiecmaumyto 3adayqy. B nabopamopuu delicmeue cpedcmea usyyaemcs,
KOHEeYHO, mosIbKO OmHocumesnbHo mex pyHKYuii op2aHuU3ma, Komopeoie b6osee unu meHee
usy4yeHbl coepemeHHOl c¢pusuonoaueli. /lekapcmeo xe 8 pyKax mepanesma Mox@em
6b/mb Nose3HoO KaK pa3 ecnedcmaeue e20 OMHOWeEHUA K MAKUM CMOPOHAM HU3HEeHHO020
npoyecca, Komopoie ewje He Y086s71eHbl Unu He YACHeHbl ¢huzuonozuel.

Takum obpasom ¢pu3suonoauvyeckuli aHanu3 odelicmeusa seKapcmMeeHHbIX cpedcms
XpOHUYecku cmpadaem HenosHomolii. lloamomy o0Holi u3 yeneli papmakonozauvecKoli
deamenbHOCMU HAOO cYUMAMb MOCMOAHHOE pacwupeHue PAMOK 3mo20 aHAAU3d,
ssedeHuUe 8 MOCMOAHHYI cucmemy e20 MakKux MyHKMoe, Komopbie ece ewe MmMaso
npuenekarom K cebe sHumaHue cpapmakonozos.” (1894).
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Pe3stome

v Peno3suuMoHUpoBaHUe NIeKapcTB — O4HO U3 COBPEMEHHbIX
Hanpas/eHU NoUcKa HOBbIX papMaKONOrMYeCKMX CpeacTB.

v MeToabl KOMMbIOTEPHOTO AuM3aliHa NEeKapcTB NO3BONSAIOT
naeHTMdGUUMpoBaTb CamMmble NEepPCneKTUBHbIE HamnpasB/eHUA
uccneaoBaHum B 3Ton obnacrw.

v Ha ocHoBe Hawero onbiTa Mbl co3ganuM naatpopmy Ana
peno3numnoHuposaHua nekapcrs Way2Drug (DRP).

v OanbHeuwee passutue nnatrpopmbl DRP  Tpebyer
MHTErpauuMM ”U  3SKCNEepTHOM OueHKU uHdbopmauyum,
pacwmpeHna PYHKLUOHANIbHOCTU U T.A,.

v CoTpyaHuuYecTBO pasHONpodubHbIX cneuuanuctos byaer
ype3BblYaliHO MNOJEe3HbIM, KaK ANA HUX caMMX, TaK U ANA
pa3BUTUA BuomeaULMHCKOMN HayKU B LLeSIOM.
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