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Kak ncnonb3oBatb BO3MOXHOCTU Reaxys Ha 100%
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NnaH:

1. Kak 6a3bl JaHHbIX NOMOratoT peLlaTb 3agaqdn XuMnmn?
2. HekoTopble HeTpuBManbHbIe NpUMepPbI Noncka B Reaxys



Ona yero Hy>XHbl XMMN4Yeckue 6a3bl AaHHbLIX?

PaCI'IpOCTpaHeHHOG npegcraBieHne o NpuMeHeHnmnM XMMnN4eCKmnx oas OaHHbIX

Xumnyeckume 6asbl AaHHbIX MOMoraroT onpeanennTb CUHTE3NPOBAHO N
OornncaHo Jin paHee aHHOe opraHn4eckoe coegnHeHne.

Xumunyeckne 6asbl JaHHbIX MOMOratoT HanTKU MHopMaLmo, Kak
NUMEHHO N KeM JaHHOe coeANHEeHNe CUHTE3UPOBaHO.

N Bce? A ecTb Nn apyrue npuMeHeHuna"?



3apadum opraHU4YecKon Xxmmumen

1.

naBHbIe 3agayiu OpraHquCKOﬁ XUMMUM [B.I. HeHangeHko: OpraHudeckas
XUMUS1 — COBPEMEHHbIe npobnemsl, http://teacher.msu.rul]:

a) OlNPEOENNTb CTPYKTYPY OPTAHNYECKOIO COEOVNHEHWA,
Aaxe ecrn OHO JOCTYMNHO B O4€Hb MarneHbKUX Konn4yecTBax.

by MoHate MEXAHN3M PEAKLUIWW B3anmogencTeBmna monekyist.
[lpenckasaTb HanpasrieHne peakuni.

c) CIMNAHNPOBATb OPFTAHMYECKN CUHTE3 N OCYWECTBUTb
ElrO. lNepexoq oT ogHoOW CTPYKTYpbI K Apyrou. Npn HeobxogmmocTu
OCYLLEeCTBUTb CTEPEOCENIEKTUBHbLIN CUHTE3 COeaUHEHNN C 3a4aHHOM
KOHJourypaumen.

[Mony4yeHne NpUpOAHbIX N CUHTE3 HOBbIX OPraHUYeCKuX
COEMHEHUN C LIEHHbIMU CBOMCTBaMU (OMOaKTUBHbIX BELLECTB,
NekapCTBEHHbIX NpenapaToB, KpacuTenemn, NULEBbLIX NMPOAYKTOB U

np.).

BHeaopeHne JOCTMXKEHUN OpraHn4YeCckon XMMNKU B NMPaKTUKY
YyenoBe4vyeckou OeATernbHOCTH.



HekoTopble npumepbl npuMmeHeHUe 6a3 AaHHbIX AN
pelleHUus 3ag4a4 opraHn4eckom XumMmmm

1.

oeHTndunkaunsa Hen3BeCTHbIX OpraHNYeCcKnX coeguHEHU no
nMerLnmes gaHHbIM. [lonck nHdopmaummn ona aHanmay
N3BECTHbIX COeUNHEHUN.

[Tonck peakuun, npoTeKkatowmx No 3agaHHOMY MexXaHU3Mmy.

[1penckasaHne HanpasneHnsa peakuun. lNpeanckasaHue ycrnosum
peakuumu.

[Tlonck meToank CMHTE3a 3a4aHHOro CoeuHEHUS.
PeTpoCcUHTETUYECKNUI aHanNuns.

[Monck coeagnHeHnn, HaMAEeHHbIX B 3adaHHbIX NPUPOAHbIX
oObeKTax.

[lonck coeanHeHunm ¢ 3agaHHbIMU LIEHHBLIMW CBONCTBaMM.

Kakune ycnoBusi npoBeaeHust peakuui NCrnornb3yrTca B
MPOMBbILLITIEHHOW NPaKTUKe?



Reaxys HaueneH ana obecrne4yeHNss MFHOBEHHOIO
AocTyna K nHpopmaumm, CBA3aHHON C XMMUEWN

0. _OH Chy -
+ O)\O % »aj cf%/“ v '\/\\:o«

CH,
(0] OH
. N Physical Data - 532
A Dissociation Exponent - 27
Find Similar Reactions >
Yield Conditions x > s [
P | LI Lyophilized aspirin with trehalose may decrease the incidence of gastric injuries in
90.8% Stage #1: 3-(diethylamind ?  healthy dogs Cited 1 times
With O-(benzotriazol-1- 348 RCOO-H »

: Lin, Lee-Shuan; Kayasuga, Yuko; Shimohata, Nobuyuki; +6 others - Journal of Veterinary Medical Science, 2012, vol.
luronium tetrafluoroboraf

tonitrile at 20°C for 3h 74,311, p. 1511 - 1516
Stage #2: a acidIna Abstract s IndexTerms \»  Full Text 7
id In di

Experimental Procedure

Stage #3: acetic ac

[] Incidence of aspirin resistance in the patient group of a university hospital in Korea
COOH | ! Cited 6 times

Lee, Young Kyung; Kim, Han-Sung; Park, Ji-Young; +1 other - Korean Journal of Laboratory Medicine, 2008, vol. 28, #
4, p. 251 - 257

Abstract \/  IndexTerms \/  Full Text A

| Increased platelet expression of glycoprotein I1la following aspirin treatment in aspirin
" -resistant but not aspirin-sensitive subjects Cited 3 times

Floyd, Christopher N.; Goodman, Timothy; Becker, Silke; +7 others - British Journal of Clinical Pharmacology, 2014,
vol. 78,42, p. 320 - 328

Abstract n/  Index Terms /  Full Text

...Reaxys cTtpemutca NnpeaocTaBUTb

B Tom Bpemsa dpunocodua apyrux PelieBaHTHbIE OTBEThI
pe|_ueH|/|[7| cBS3aHa He3aMeanInTeJsibHoO.

npeaocTaBneHneM cnmcka » CcbInKkn OTCOPTUPOBAHLI MO PerieBaHTHOCTN,
(He no xpoHosorun)

* Peakunun c metogmkamun npoBeaeHus

« CoeguHeHnsa ¢ MHOXeCTBOM CBOMUCTB

CCbIJIOK, KOTOpble MOryT ObITb
perieBaHTHbI C 3anpOCOoM. ..

CocpenoToybTechb Ha Ucnorib3oBaHUM MHOpMaLUnK, a He Ha Noucke Hopmauum



Reaxys

UHopmaumoHHasa cuctema, NnoCcTpoeHHaa Ans
OoTpaXeHUs peanbHOro NCNoJfib30BaHUA XMMNYECKUX

3HaHUW

0O~ "OH
N
>105 MnH 3anucen
coeguHeHuun c >500 MnH
N3BrieYEHHbIX dakToB 00
NX CBOUCTBAX:
donsnyeckme, Xummn4yeckue,
cnekTpanbHble,

aKorormyeckue,
OMOaKTUBHOCTb

>41 MnH 3anucen
peakuun BKo4varT
N3BJ1IeYEHHbIEe OaHHble
00 ycrnoBusix
npoBeaeHns peakuni,
pacTBOpPUTENSIX,
Katanuaaropax,
BbIXoae

OCHOBHbI€e NMPpUHUUNNBbI XNMUU

CB4a3b

51.9 MnH 3anucen
Jlntepartypbl 13 16,000
nepuoanvecknx nsgaHmn
onucbiBasi NPUMEHEHNS B

obnactn matepumarno-
BeJeHus, buomeauumHbl,

HayK 0 3emne, TEXHNUYECKUX
N SKONOrNYECKMX HayK,
doapmakonoruu...

NMpumeHeHue B

— Pa3NMNYHbIX e

aucuunnuHax




Reaxys — cambli BbICTPLIN NYyTb ON19 Noucka nHgopmauum

* Reaxys coxpaHsieT Bawe BpemMsa Ha T0, 4Tobbl [100bITh , [povntate u CpaBHUTL nUTepaTtypy

Ecnu Bol WWETE — 3 Heo6xoammo = Heobxoanmo
XUMU4ECKyto . [06bITE UCTOYHUKN MNpountaThb
nHdopMaLuio B NHdopMaLMIO

nepBUYHbIX NCTOYHUKaAX

B py4Hyto

=» Heobxognmo =—»> OTBeT
CpaBHUTb
MHopMaLMIO

CoxpaHeHue BpeMeHun

®
Ecnv Bol UWETE 8 _ Re G Xy S — Orser <
Reaxys oTBeTbl Ha
XUmMunyeckme
BOMpoOChHI



Ll,eHHOCTb N3BJ1IE4YEHHbIX OaHHbIX
Reaxys ussnekaer

Hanpumep 2300+ n3BnedeHHbIX cBOUCTB LleTaHa Gonee 5_00 TMnoB
OaHHbIX O Pa3JIM4HbIX

cBoucTBax BewecTs!!

3anucb coeanHeHusa: “Lletan”

o Chemical Mame: Druglikeness
1600+ cTateun u cetare Boacty
Identification
Reaxys Registry Number: 1736532 | Physical Data (2307)
naTeHToB o LletaHe CAS Registry Number: 14763 | Specia (103
Type of Substance: acyclic Ecological Data (255)
Molecular Formula: CigHyy Usa/application (12)
(L[]8 s | Linear Structure Formula: Cy,H,cC, Matural Product (25)
. X X Molecular Weight: 226.445
Synthesize | Hide Details InChI Key: DCAYPVUWAIABOU-UHFF
Find similar
\ + Dynamic Viscosity (29)
Kind of measurement (Dynamic Viscosity) i il ic Viscosity)  Reference
Chemical Names and Synonyms 0.03173P 25°C Lane, Thomas 1.; Cheng, Connie V. H.; Dixon, Matthew C;|
Analytical Chemistry, 2008 , vol. 80, %20 p. 7840 - 7845
cetane, Hexadegane, Hexadecan Title/Abstract  Full Text  View diting artides  Show Details
¥ Crystal Property Description (2) ¥ Liquid
¥ Druglikeness Ubbelohde viscometer 0.03041P 2499 °C Dubey, Gyan P.; Sharma, Monika
¥ Crystal System (1) ¥ Liguid Journal of Chemical and Engineering Data, 2008, vol. 53, # &
¥ Bioactivity Title/Abstract  Full Text  View diting artides  Show Details
¥ Decomposition (1) ¥ Liquid
¥ Identification ¥ Dielectric Constant (5) ¥ Liquid | Ubbelohde viscometer 0.02706P 299°C Dubey, Gyan P; Sharma, Monika
* Physical Data ¥ Dynamic Viscosity (29) ¥ Magn| |t Sktenteheeerine s
¥ Meltng Poiat (28) ¥ Electrical bata (3) ¥ Magn( (| (Mes)) trcs)) (Hes)) Heferenes
¥ Boiling Point (57) ¥ Electrical Polarizability (2) ¥ Mech|| || e e e e e o, w4, #2
¥ Refractive Index (76) S N —— + ecsbi Tae/distact  FlTest  View dtingarides Shom Detas
5 Density (115) . skt FFTeT——— - ma Abedinzadegan Abdl, Majid; Meisen, Axel
¥ Electrochemical Characteristics (1) ¥ Molecula el of Checs nd Eroreei e, 1990, vl £, 42
. Theipoarset | FText | e ot s Show ks
>— ¥ Adsorption (MCS) (30) ¥ Energy Data (MCS) (250) ¥ optics (9
. Mschity 33445,56,6,7,7 decoflrarenane 5% Py, Michael Vian er; Poss, Andrew J; Persiching, Phillp|
¥ Association (MCS) (366)  Enthalpies of Other Phase Transitions (3) ¥ Other Th) £ Self-diffusion (8)
¥ Azeotropes (MCS) (3) ¥ Enthalpy of Combustion (3) ¥ Partition|
¥ Boundary Surface Phenomena (MCS) (1 ¥ Enthalpy of Formation (1) semedd Self-diffusion Coeffi (Seif- fe
% Chromatographic Data (8) ¥ Enthalpy of Fusion (5) ¥ solubility 3805 o0yt 2% Zeitschrift fuer Physikalische Chemie Mn: Ganm; ), 1995, vol. 18¢
. ) , vol. 18¢
¥ Complex Phase Equilibria (MCS) (4) ¥ Enthalpy of Sublimation (2) Serrr Tite/Abstract  Full Text Show Detalls
¥ Compressibility (9) ¥ Enthalpy of vaporization (7) ¥ Sound Prop
¥ Conformation (3) ¥ Further Information (110) SE06 ams 0.4 Vardag; Karger; Luedemann
¥ Space Grou Berichte der y: Chemistry Ch ysics, 1991
¥ Critical Density (1) ¥ Heat Capacity Cp (14) Serfgd Tite/abstract Full Text  View cting artides  Show Detals
¥ Critical Pressure (4) ¥ Heat Capacity Cp0 (2) ermal
Critical Te ture (5! ¥ Heat Capacity Cv (1) ¥ ThemalEx 8.E-06 ams™? 67.4°C Vardag; Karger; Luedemann
% Critical Temperature (5) S Berichte der Bunsengeselschaft/Physical Chemistry Chemical Physics, 1991
¥ Critical Volume (2) Eieecation Foleniia L) ¥ Transport O Tile/Abstract  Ful Text  View citng artides  Show Detals
¥ Crystal Phase (7) ¥ Kinematic Viscosity (31)
_/ ¥ Transport Pl 1 E05 st 98.4°C Vardag; Karger; Luedemann
Berichte der Bunsengeselschaft/Physical Chemistry Chemical Physics, 1991
\ Tite/Abstract Full Text  View citing artides  Show Details




Reaxys

ObecneunBaer AdaHHbIMU, KOTOPbIe MOXHO UCNONb30BaTb He3amMeaNINTeJsibHO

Vicrnonb3oBaHWe pacTBOPMMOCTHU coeHeHUs TpebyeT 3HaHNA TemMnepaTypbi U
pacTBOpUTEsns UCMNONb30BaHHbIX MPU N3MEPEHUN

A Solubility (MCS) - 107

- Temperature Solvent )
So:t"flhw’ Saturation  (Solubility (Solubility Earlo:tf Reference
& (MCS)), °C (MCs)) o
0.164919 in pure water Maswal, Masrat; Chat, Oyais Ahmad; Jabeen, Suraya; +4 others -
solvent RSC Advances, 2015, vol. 5, # 10, p. 7696 - 7712

Full Text 21  Show details >

Kak BbirnagaT gaHHble B
Reaxys

......

Kak BbIrnsagaT AaHHbIe B
nuTeparype




Reaxys

3ATO OOLIMPHbLIE, XOPOLLUO NPOUHAEKCUPOBaHHbIE AaHHbIe NoA PYKOU

Reaxys sBnseTcs KpyNnHENLLINM XPaHUNULLEM OaHHbIX O CBOMCTBaX BELLECTB B
Mupe. PactBOpUMOCTb 3TO TONbKO 04HO 13 >500 nonen AaHHbIX A5S NOUCKa B

Reaxys

Melting point

Boiling point

Sublimation

Refractive index

Density

Adsorption

Association

Autoignition

Bound Surface Phenomena
Viscosity

Circular Dichromism
Complex Phase Equilibria
Compressibility
Conformation

Critical Density

Critical Micelle Concentration

Critical Pressure
Critical Tempareture
Critical Volume
Electrical Data
Electrical Moment
Electrochemistry Data
Electron Binding
Energy Barriers
Energy Data

Enthalpy of Formation
Enthalpy of Sublimation

NMR Spectroscopy
IR Spectroscopy

Target
Substance Effect

Flash Poiny/ \vn Target
Gas Phasg
oo B Tom uncne B Reaxys npeacraeneHa
grysta: a NHpopmMaLnsa No NPUMEHEHUIO COEeQNHEHUA,

rysta -
Heat Capa MO KOTOPOUN MO>XHO NMpoBOANTb NMOUCK
Henry Con _Mheter
lonization Potentia e Asse nt [ Effect
Isoelectric Point Bioaccumulatig Data
Kinematic Viscosity Biomagnificatig MHCbOpMaLWIﬂ o stant
Liquid Phase Biodegradatio NPUMEHEeHUun xponent
Magnetic Data sity

Mechanical Properties
Molecular Deformation
Optical Data
Thermochemical Data
Solubility

Solution Behavior
Sound Properites
Static Dielectric Constat
Surface Tension
Transition Points
Transport Data

Reaction Yield
Reaction Conditions
Reaction Type

Named Reaction
Pharmacological Data
Route of Administration
Concentration

Natural Prod.

Electrolytic Conductivity
Enthalpy of Fusion
Enthalpy of Vaporization
Explosion Limits
Interactomic Distance/Angle
Kinematic Viscosity
Liquid/Solid Systems
Liquid/Vapor Systems
Metarotation

And many more...



HoBbIN NepBOKNaCCHLIN MeXaHU3M NHOEKCUPOBAHUS
HapalimBaeT 6oraTcTBO COAEPXKUMOTo N NoavyepknuBaeT
MHopMaLUIO U3 PasNNYHbIX AUCUMNIUH

[ononHuTenbHOEe NHOEKCMPOBAHNE HAa OCHOBE KMOYEBbIX
cnoB 4 Beayuwmx 6a3 AaHHbIX NpegocTaBnser
MEXONCLUNNNHAPHbIA B3rNsSA HAa XUMUIO

NHOekcnpoBaHme nosiHbIX TEKCTOB cTaTen
nogvyepkmnBaeT NOSTHbIM UHPOPMAaLUNOHHbIN
naHgwadgt

Antiviral activity of Bignoniaceae species occurring in the state of Minas Gerais (Brazil): Cited 6 times
Part 1
Brandao; Kroon; Dos Santos; +3 others - Letters in Applied Microbiology, 2010, vol. 51, # 4, p. 469 - 476

Abstract N/  Index Terms A  Full Text 7
Index terms x

Author keyword: antiviral activity, Bignoniaceae, EMCV, HSV-1, in vitro assays, plant extracts, VACV

Compendex Terms: Antiviral activities, Bignoniaceae, EMCV, HSV-1, In-vitro assays, Plant extract, VACV

Compendex Terms: Assays, Bromine compounds, Ethanol

EMTREE drug term: aciclovir, alpha2a interferon, natural product, plant extract

EMTREE medical term: animal cell, antiviral activity, article, Bignoniaceae, Brazil, controlled study, cytopathogenic effect, cytotox-
icity, ethnopharmacology, fruit, Herpes simplex virus 1, in vitro study, Murine encephalomyelitis virus, nonhuman, plant leaf,
plant stem, Vaccinia virus, Vero cell

Species index: Bignoniaceae, Encephalomyocarditis virus, Human herpesvirus 1, Murinae, Vaccinia virus

Reaxys Index Terms: antiviral agent

® Compendex: Technology & Engineering
® EMBASE: Biomedicine & Pharmacology

Hapaiusaet conepxaHne : ® GeoBase: Geosciences & Environment
e ~300K coeguHeHu exerogHo

ctatbe



Reaxys2016 noCcTpoeH Ha NCTOYHUKAX 3HAHUMN,
KOTOpPble UMEKT 3Ha4YeHue

TwaTenbHbIM Npouecc 00paboTKM AaHHbLIX YBENMYMBAET NaTEHTHOE NOKPbITUE
Reaxys, nogyepkmBas naTeHTbl C Nofe3Hou nHgopmaumnen n peanbHbIMU
BellecTBamMu

World US Europe Japan S.Korea China Taiwan

2014 @ O© O

¢ " o 205 @ © © © O
06 @ © © © © O O
2027 @ © © © © ©0 o

OpUEHTUPOBOYHOE KONUYECTBO COeAMHEHMI, KOTOPbIE A06aBneHbl U3 A3naTckmx
NnaTeHToB B NnocrneaHee BpemMs
uionb 2016 CeHTAOpbL 2016 aekaopb 2016 2017

90K 326K // Predicted 1M

3HanTe, YTo Balwum nccnenoBaHus 6asnpyeTcs Ha AaHHbIX CO BCEro Mupa



[Tonck B HoBoM Reaxys — Quick Search
https://new.reaxys.com

D,Be oTnpaBHbIE TOYKU OJ1A4 MONCKa B HOBOM Reaxys CO CTapTOBOIZ CTpaHunubI.

Reoxys Quick search  Query builder

Results Synthesis planner

History logort & @

Search substances, reactions, citations and bioactivity data

AND

@,}‘ Create Structure or Reaction Drawing

Search Reaxys npegHasHa4yeH Ans TEKCTOBOIO
noucka:

1.

BeBegute TepMUHbI Ha ‘eCTECTBEHHOM
aHIMUMNCKOM $3bIK’, NICNOSb3YH NpPeasiorn, Ho
6e3 yceyeHust, NorM4yecknx onepaTtopoB Unu
onepaTtopoB GrmM3ocTu.

NI
Beeante TepMUHbI C MOMOLLIbIO NOrNYECKNX
n/vnmn onepaTtopos BIM30CTU N YCEYEHHbIX
dopm, HO 6e3 Npeanoros.

Create Structure or Reaction Drawing,
oTobpaxaeT MarvinJS CTpyKTYpHbI pegakTop :

1.

Hapucynte cTpykTypbl BewecTsa (Unu
ncrnonb3ymnte Create Structure Template from
Name ans yCcKopeHus), peareHToB unu
NPOLYKTOB.

Bbibepute Tmn noucka (As drawn, As
substructure, Similar) n knacc coeguHeHuUn n
apyrvue napameTpbl.



O~ "OH
JIB 69 51.9 Mnm 3anucen

Jlntepatypsl 13 16,000

>105 MnH 3anucei >41 MnH 3anuceil Csssb NepuoanyecKnX U3naHmii
coeauHeHuu ¢ >500 MnH peakLui BKIIOYaoT C onucbiBast MPUMEHEHUS B
V|3Bﬂ<"‘:‘4€HHbIX ¢pakToB 00 Mx N3Bre4YeHHble AaHHble 06 obnacTtu maTtepuano-segeHuns,
CBOWCTBaxX: husndeckue, YCITOBUSIX NPOBEAEHUS BruomeaunumHbl, Hayk 0 3emne,
XUMNHECKME, CNEKTparbHbIE, peakuuin, pacTBopuUTeEnsX, TEXHUYECKNX U 3KONOrMYeCcKnx
SKoriorn4eckue, KaTanusaTtopax, Bblxoae HayK, dbapmakonormm...
OMOaKTUBHOCTb

NMpumeHeHue B
pa3nuyHbIX —
ANcuMnnHax

OCHOBHbI€e NMPUHUMNNbBbI XUMUA

Quick search moxeT ncnonb3oBaH 6e3 NOHMMAaHUA CTPYKTYPbl U MEXaHWUKU
paboTbl Reaxys. OgHako, MOHMMaHNSA «BHYTPEHHOCTEN» NOMOraeT OLIEHUTb
OTBEThLI N oNpeaenuTb, byaeT nm ucnonb3oBaHne Query builder bonee
9P EKTUBHLIM.



KoHTEHT B Reaxys npuxoauT n3 ABYX NCTOYHUNKOB:
aBTOPbI M NHAEKCATOPBbI

%

ABTOpbDI

P

MHupekcaTopbl

e

CoeanHeHun

& cBoMUCTBa Peakuuu [JoKyMeHTbI
YucnoBble 3Ha4YeHUs n YcnoBus peakumn m TeKkcT B 3aronoBKax
TEKCT B OOMbLUMHCTBE TEKCT B MeToaMKax n pedeparax
nonew/ nognonen npoBeaEHNA peaKLuni
CBOWCTB

Ny TCs TONMbKO C MOMOLLbIO MOUCKOBLIX MOMen
Query builder

TekcT B nognone meHa n tunel peakumn  TepMuHbl MHOekca
Description BHYTpU B nosnie Reaction Type
nornewn cBOMCTB

e—— /|11y TCS C MOMOLLBIO Search Reaxys 1 NOUCKOBLIX Nonei

I'IpmmepHo NofioBUHA OT 0BLLMX cogepxaluunxca B Reaxys OaHHbIX OnmvcaHbl B OpaHXeBbIX sYenkax.



CkaHunpoBaTb U UcKkaTb?

Pabo4unn npouecc CKaHMpoBaHUA
Bocnonb3yntecb O6LLMPHBIM KOHTEHTOM MO BELWECTBAM U peakuusim

Hangute koHKpeTHoe CoeanHeHne unn Peakuunio n NpockaHUpynTe AOCTYMHbIEe
OaHHble Ny nHdopMaumio O peakuum ¢ noMmolbio Search Reaxys

Pabounn npouecc nomcka
B HeKoTOopbIX criydasx ny4yule nckatb cneumdpuyeckyro MHgopmMaumio:
» TpebyeTtcsa nomck nHopmMaumm N0 MHOMMM COeUHEHNAM

« TpebyeTcs NOUCK COEANHEHUIN UMK peaKkLMi COOTBETCTBYHOLLMX
onpeaeneHHbIM KpUTepusv

Ncnonbaynte Query builder gnsa seibopa n KOMOMHMPOBaAHMA peneBaHTHbIX
MOWCKOBbLIX Monen n BBeanTe NOUCKOBLIE KPUTEPUN B BUAE TEKCTA U/UNN
YMCIOBbIX 3HAYEHNU



[Tonck B Reaxys 2016 — Quick Search

BBeguTe TEPMUHLI C yCEYEHNEM W/MK NOTMYECKMMN onepaTopamu/onepaTtopammn 6rm3ocTn, Ho 6e3 npeanoros, Reaxys 6yaeT uckatb

NHOpMaLMIO TONbKO B 3anUcax nutepaTypbl.

Search Reaxys
Q. metabol* carbamazepine X

Takon obwwmi nonck gaet 6,014 3anucen nutepaTypsbl.
YceyeHune (*) obo3HavaeT Hynesoe unum noboe KoNM4ecTBo
3HaKOB, U MOXeT ObITb MCMOMbL30BaHO A0 U/MnK nocrne GykBeHHOe
OCHOBbI. BBeA€EHHbIE TEPMUHBI aBTOMATUYECKN 00 beaNHATCS
nornvecknm onepatopom AND, 4To B 3anuncsax nurtepatypsbl
obosHavaeT noboe mecto B 3arnaesum, Pedepare, nnm
UHpekcupyembix TepMUHAX.

Identification of fungal metabolites of anticonvulsant drug carbamazepine Cited 15 times
Kang, Su-Il; Kang, Seo-Young; Hur, Hor-Gil - Applied Microbiology and Biotechnology, 2008, vol. 79, # 4, p. 663 - 669
Abstract A Index Terms ~  Full Text A

Abstract X

Carbamazepine, which has been used in the treatments of epilepsy, is often found in the environment. Although
metabolism of carbamazepine by humans and rats has been characterized, the environmental fate of carbamazepine
has not been studied. In this study, two model fungi Cunninghamella elegans ATCC 9245 and Umbelopsis
ramanniana R-56, which have previously shown diverse metabolic activities, were tested for metabolism of
carbamazepine. Both fungi produced three metabolites each (C1-C3 and M1-M3). All six metabolites showed [M + HJ*
at mfz 253, suggesting addition of one oxygen to the parent compound. High-performance liquid chromatography
and liquid chromatography-mass spectrometric analysis detected 10, 11-dihydro-10, 11-epoxycarbamazepine as a
major product (C3 (47percent) and M3 (85percent)) and 3-hydroxycarbamazepine (C2 (1Spercent) and M2 (7percent))
from carbamazepine through mixed mono-oxidation reactions in both fungal strains. C. elegans was confirmed to
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MpumeHeHne Reaxys Ana pelweHus 3agad opraHU4ecKom
XUMUU

1.

oeHTndukayums HEM3BECTHLIX OpraHM4YeCcKnx coeanuHeHun no
nmerwmnmca gaHHeiM. I'lonck nHgopmaumm no aHannay 3agaHHbIX
CcOoeaANHEHUN.

[Tonck nHpopmaumm No mexaHn3amy 3agaHHou peakumn. lNounck
peakuuin, NpoTeKkaLmx No 3agaHHOMY MeEXaHN3MY.

[1penckasaHne HanpasneHnsa peakuun. lNpeanckasaHue ycrnosum
peakuumu.

[Tlonck meToank CMHTE3a 3a4aHHOro CoeUHEHUS.
PeTpoCcUHTETUYECKNUI aHanNuns.

[Monck coeagnHeHnn, HaMAEeHHbIX B 3adaHHbIX NPUPOAHbIX
oObeKTax.

[lonck coeanHeHnn ¢ 3agaHHbIMU LEHHBIMW CBOUCTBAMM.

Kakne ycrnosusa npoBeeHnNs peakuum UCrosib3yrTCs B KPYMHbIX
MacLuTabax?
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MpumeHeHue Reaxys onsa peweHus 3agad
OpraHu4YecKom XmumMmum

1. WpeHTndounkaums Hen3BeCTHbIX OpraHNYeCcKnX coeguHeHun no
nmerLnmes gaHHbIM. [Monck nHdopmaumn No aHannady 3agaHHbIX
cOoeaVNHEHUNN.

2. [lonck peakuymn, npotekarLmx no sagaHHOMY MexaHU3my.

3. [lpenckasaHne HanpasneHusa peakunun. [NpeackasaHne ycnosun
peakuun.

4. [lonck meToank CUHTE3a 3a4aHHOro CoeUHEHUS.
PeTpoCcUHTETUYECKNUI aHanNuns.

5. T[louck coeanHeHun, HangeHHbIX B 3aAaHHbIX MPUPOAHbLIX
oObeKTax.

6. [louck coegnHeHun ¢ 3agaHHbIMU LEHHBIMU CBOUCTBAMM.

7. Kakne ycrnosus npoBedeHNsa peakuuim UCrosb3yTCs B KPYMHbIX
MacLuTabax?
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MpumeHeHue Reaxys onsa peweHus 3agad
OpraHu4YecKom XmumMmum

1. WpeHTndounkaums Hen3BeCTHbIX OpraHNYeCcKnX coeguHeHun no
nmerLnmes gaHHbIM. [Monck nHdopmaumn No aHannady 3agaHHbIX
cOoeaVNHEHUNN.

2. [louck peakuun, npoTeKkarLmx No 3agaHHOMY MeEXaHN3MY.

3. [lpenckasaHue HanpaeneHna peakuun. NpenckasaHue ycnosumn
peakuun.

4. [lonck meToank CUHTE3a 3a4aHHOro CoeUHEHUS.
PeTpoCcUHTETUYECKNUI aHanNuns.

5. T[louck coeanHeHun, HangeHHbIX B 3aAaHHbIX MPUPOAHbLIX
oObeKTax.

6. [louck coegnHeHun ¢ 3agaHHbIMU LEHHBIMU CBOUCTBAMM.

7. Kakne ycrnosus npoBedeHNsa peakuuim UCrosb3yTCs B KPYMHbIX
MacLuTabax?
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Automatized Assessment of Protective Group Reactivity: A Step Toward
Big Reaction Data Analysis
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User's query
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Reaction
conditions

We report a new method to assess protective groups (PGs) reactivity as a function of reaction
conditions (catalyst, solvent) using raw reaction data. It is based on an intuitive similarity principle
for chemical reactions: similar reactions proceed under similar conditions. Technically, reaction
similarity can be assessed using the Condensed Graph of Reaction (CGR) approach representing
an ensemble of reactants and products as a single molecular graph, i.e., as a pseudomolecule for
which molecular descriptors or fingerprints can be calculated. CGR -based in-house tools were
used to process data for 142,111 catalytic hydrogenation reactions extracted from the Reaxys
database. Our results reveal some contradictions with famous Greene’s Reactivity Charts based
on manual expert analysis. Models developed in this study show high accuracy (ca. 80%) for
predicting optimal experimental conditions of protective group deprotection.
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MpumeHeHue Reaxys onsa peweHus 3agad
OpraHu4YecKom XmumMmum

1. WpeHTndounkaums Hen3BeCTHbIX OpraHNYeCcKnX coeguHeHun no
nmerLnmes gaHHbIM. [Monck nHdopmaumn No aHannady 3agaHHbIX
cOoeaVNHEHUNN.

2. [louck peakuun, npoTeKkarLmx No 3agaHHOMY MeEXaHN3MY.

3. [lpenckasaHne HanpasneHusa peakunun. [NpeackasaHne ycnosun
peakuun.

4. [lonck meToank CMHTE3a 3a4aHHOro CoeNHEHUS.
PeTpocnHTETUYECKNN aHarn3.

5. T[louck coeanHeHun, HangeHHbIX B 3aAaHHbIX MPUPOAHbLIX
oObeKTax.

6. [louck coegnHeHun ¢ 3agaHHbIMU LEHHBIMU CBOUCTBAMM.

7. Kakne ycrnosus npoBedeHNsa peakuuim UCrosb3yTCs B KPYMHbIX
MacLuTabax?
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General procedure: Following a modified literature procedure[11] in a flame dried 100 mL-Schlenk tube copper powder (6.4 mg, 0.1 mmal, 5
molpercent), TMEDA (47 mg, 0.4 mmol, 20 molpercent) and terminal alkyne 53a-d, 54-8, 510 (2.0 mmol, 1.0 equiv.) are suspended in chloroform
(1.0 mL) and 1,4-dioxane (0.3 mL). The mixture is stirred at 50 *C overnight. After cocling the mixture is diluted with dichloromethane (4 mL}) and

filtered through a plug of silica (1 cm) and concentrated under reduced pressure.
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MpumeHeHue Reaxys onsa peweHus 3agad
OpraHu4YecKom XmumMmum

1. WpeHTndounkaums Hen3BeCTHbIX OpraHNYeCcKnX coeguHeHun no
nmerLnmes gaHHbIM. [Monck nHdopmaumn No aHannady 3agaHHbIX
cOoeaVNHEHUNN.

2. [louck peakuun, npoTeKkarLmx No 3agaHHOMY MeEXaHN3MY.

3. [lpenckasaHne HanpasneHusa peakunun. [NpeackasaHne ycnosun
peakuun.

4. [lonck meToank CUHTE3a 3a4aHHOro CoeUHEHUS.
PeTpoCcUHTETUYECKNUI aHanNuns.

5. Tlonck coegnHeHnn, HanaeHHbIX B 3agaHHbIX NPUPOAHbIX
oObeKTax.

6. [louck coegnHeHun ¢ 3agaHHbIMU LEHHBIMU CBOUCTBAMM.

7. Kakne ycrnosus npoBedeHNsa peakuuim UCrosb3yTCs B KPYMHbIX
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