OTIbIT TIPUSHAHNSA HOBbIX KAHHABMMUMETUKOB
AHAINNOTrAMHU HAPKOTUYECKUX CPELOCTB

FO.A. Oxypko!, N1.H. lWuTtoe!, M.b.Epwos!, A.H.CmupHOB?

1) TBY3 40 «Spocnaeckas 06n1acTHAs KMHUYeCKas
Hapkonoruveckas 6onbHULA», r. dpocnasnb

2) IKCNepTHO-KpUMUHANUCTUYecku ueHTp YMB]] P®
no Koctpomckow obnactu, r. Koctpoma



Designer drugs

BelwlecTtBa, CMHTE3NPOBAHHbIE
Ha OCHOBaHUK PE3YJ1bTaToOB
MOJIEKYIAPHOTO
MOeINPOBAHUA
XUMUNYECKUX CTPYKTYP,
CNOCOBHbIX
B3aMMOOENCTBOBATbL C

' BNONOTNYECKMMUN MULLIEHAMM
(peuenTopamm) aHaNOTMYHO
K/1aCCUYECKMM
HapKOTUYECKUM cpeacTBam



Molecular design software

#B Ascalaph H=] E3
File Edit View Build Analyse Compute Tools Test Window Help BEREIE

e HE A Wwaﬂ Y@ o @

ja03736225120030721_053740.pdb

CeioeBrr@A




GeHUNITUNAMMHDI
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Amphetamine-based designer drugs

mNHE
F

4-fluoroamphetamine

Buphedrone Ethcathinone o-PPP

ot o ot

a-methylamino-butyrophenone ethylpropion a-pyrrolidinopropiophenone



Methcatinones:

dopamine-norepinephrine-serotonine
reuptake inhibitors

Mephedrone Flephedrone Methedrone

O
O H QO H H
F \‘Q

4-methylmethcathinone  4-fluoromethcathinone  4-methoxymethcathinone

MDPV Naphyrone Pentylone

o o ot

methylenedioxypyrovalerone naphthylpyrovalerone B-Keto-Methylbenzodioxolylpentana



Opioids - Mu-opioid receptor ligands

7-arylidenenaltrexones

. R=p-NO,
R= m-N 02
R=p-MeO
R=m-MeO
R=0-MeO
R=p-Me
R=p-F

R= m-F

oSe 1NNk W
[ et i e

R=0-F

10. R=0-ClI

11 . R=p-COOMe
12. R=1-naph
13. R=2-naph

Cingulate Cortex Forex

Ventricle

Thalamus

Hypothalamus

Parabrachial Nucleus
Periagueductal Gray

Reticular Formation

Substantia Gelatinosa
Spinal Cord




Opioids - Mu-opioid receptor agonists

<>ﬁxmif;§; <~>>{—>_%E; <_}\“ij>%;;

3-Methylfentanyl a-Methylfentanyl Para-fluorofentanyl

HO
H,C—N
S O OH
N
|
HAC
MPPP

Methopholine (Desmethylprodine) O-Desmethyltramadol



Mu-opioid receptor
agonists

YO, YO,
LT jog

EIWS?EUBE - selective delta agonist SMC-80 - selective delta agonist
cormvulsions at =3.2malkg convulsions at =10ma'kg

0
_..-”““'-HN O ‘
) H OH
5 OH
Y
e T \\‘
K© DP1-3290 - mixed mu/delta agonist

. ) affinity 2 1.0, u6.5, « 25 nM
DPI-287 - selective delta agonist L '
no comvulsions even at 100mag'kg analgesic &t 0.05mg'kg




KaHHabvHonaHble peuentopbl KauuaGuMUMeTUKU:

MJ1EKOMUTALWLNX.
CB, (ueHTpanbHasa n nepudepuyeckas HepBHas A9-TeTparngpokaHHabuHon

cucrema)
CB, (ceneseHka, nogxenyao4Has xxenesa,
NMMYHOKOMMETEHTHbIE KINETKW)

/ nuraHg,

KnetoyHas membpaHa

2-ApaxngoHornuuepuH (2-AG)



Location Of Cannabinoid
Receptors Throughout The Body
. Red & Yellow- Densest Areas
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AmanTagounungasonsl (APINACA) AmanTagounuHgons (APICA)




AutoDock Vina — nporpamMmma anst usydeHma MexXMosiekynsipHoro B3anMoaemncTBus

AutoDock Vina

AuteDock Vina is an open-source
program for doing melecular docking. Tt
was designed and implemented by D,
Dleg Trott i the MMolecular Graphics Lab
at The Scripps Eesearch Institute.

The inage on the left dustrates the results
of flexible docking (green) supenmposed
on the crystal structures of (&) dinawr,
(b} atorvastatin, (o) inatindb, and (d)
oseltamivir bound to their respective
targets.
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AKB48 (APINACA) high affinity agonist molecule
docking KOE?2 -
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BbiBOA:

[lporpammHoe obecrieyeHue ans
MonenmposaHm'-l Me>|<|v|one|<yn;|pHoro
gga./ utDock Vma ,

77:_-__j.'_' <c;l,|/|3a|/|Hepc;1<Mx

HaPKOTVIKOB» aHLaJ"loraMM <<KJ'IaCCI/NeCKI/IX>>

HapPKOTUYECKMUX CPEOCTB U MCUXOTPOMHbIX
BeLlEeCTB.







