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Reaxys

MHCbOpMaLWIOHHaﬂ Ccunctema, NOCTpoeHHasa AnsA oTpaXeHus pearibHOro MCnoJib3o0BaHUA XMMNYECKUX 3HaHUN
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>105 MnH 3anncen coeanHeHUN C
>500 MnH n3BneyveHHbIX hakToB 06
NX cBOMCTBaX: m3ndeckme,
XUMUYECKMe, crnekTparnbHble,
aKonornyeckne, GMOaKTUBHOCTb

OcCHOBHbIe npuHUnUNnbl XMMUun

>41 MnH 3anuncen peakuumn
BKIIOYAIOT U3BMEYEHHbIE
AaHHble 06 ycnoBumsx
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CBOMCTBAaX.

Takke nHaekcumpyeTcs nHdopmaums 0 PU3MKO-XUMUYECKUX 1 (DaPMOIIOrMYecKmx



ELSEVIER

Reaxys

3710 06LMPHbLIE, XOPOLUO NPOMHAEKCMPOBaHHbIE AaHHbIe NOA PYKOi

Reaxys siBnsieTCca KpynHENLLINM XpPaHUULLEM OaHHbIX O CBOMCTBaXxX BELWECTB B MUpE.
PacTBopMMOCTb 9TO TONbKO 04HO M3 >500 noneun AaHHbIX Ans noucka B Reaxys

Boiling point
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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
Flash Point

Gas Phase
Dissociation Energy
Crystal System
Crystal Phase

Heat Capacity

Henry Constat
lonization Potential
Isoelectric Point
Kinematic Viscosity
Liquid Phase
Magnetic Data
Mechanical Propertie!

NMR Spectroscopy

IR Spectroscopy

Mass Spectroscopy
UV/VIS Spectroscopy

ESR Spectroscopy

NQR Spectroscopy

Raman Spectroscopy
Luminscence Spectroscopy
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Exposure Assessment
Bioaccumulation
Biomagnification

Molecular Deformat6n
Optical Data
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Solubility
alutign.Ratiavior

Sound Properites
Static Dielectric Constat
Surface Tension
Transition Points
Transport Data

Uses

Isolation from Natural Prod.
Reaction Yield

Reaction Conditions
Reaction Type

Named Reaction
Pharmacological Data
Route of Administration
Concentration

Target

Substance Effect
Substance Action on Target
Substance Dose
Bioassay

Animal Model
Organs/Tissue
Cells/Cell Lines
Measurment Parameter
Endpoint of Effect
Ecotoxicology Data
Dielectric Constant
Dissociation Exponent
Dynamic Viscosity
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...
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Physical Data - 766 v Crystal System - 2 “  Heat Capacity Cp - 2 ~| Solubility (MCS) - 102
LRI ~ Decompesition - 1 »  Heat Capacity Cp0 - 1 ~  Solution Behaviour (MCS) - 20
~  Sublimation - 2
Solubility, = Saturation  Temperature = Solvent Comment Reference
 Refractive Index- 2 g-I" (Solubility (MC (Solubility  (Selubility (MCS))
~ Density - 9 (MCE) -7
v Adsorption (MCS) - 23 20.88 28 water Singh, Meetu; Singh, Udai P.; Mikhil, Kumnar; Roy, Partha; Singh, Harij )

Full Text A Details » Abstract »
“  Association (MCS) - 22

e e in pure 25 methanal  Selubility: 1.23 Guo, Kun; 5adig, Ghazala; Seaton, Coling Davey, Roger; Yin, Qiuxiang
solvent g/100g solvent Full Text 1 Cited42times ;1  Detsils »  Abstract »

~ Chromatographic Data

~ Conformation - 1 in pure 25 ethanol Solubility: 1.48 Guo, Kun; 5adig, Ghazala; Seaton, Colin; Davey, Roger; Yin, Qiuxiang
salvent g/100g solvent Full Tet 1 Cited42times 7  Details >  Abstract >

~  Crystal Phase -7

“ Crystal Property Descri in pure 25 acetone Solubility: 1.51 Guo, Kun; Sadig, Ghazala; S5eaton, Colin; Davey, Roger; Yin, Qiuxiang

solvent g/100g solvent Full Text ;4 Cited 42 times 7  Details >  Abstract >




OnTmanbHaA cTpaTerna
NOWUCKa NUTepaTypbl.

e

ELSEVIER

KakK 6bicTpo 1 3pHEKTUBHO HANTU U
NPOaHaIN3NPOBATb INTEPATYPY, BKAKOYAA
NaTEeHTbl, MO Pa3/IMYHbIM HaNpPaB/IEHUAM
XUMUKN?

KakoBa onTMmasibHaA cTpaterns noucka
NINTEPaTypbl N0 AaHHOMY COeAUHEHUIO UK
KNnaccy COeAUHEHUNIA?

08,08,2019
MowuceeB Anekcen AnekcaHgposuy
a.Moiseev@elasevier.com +79251131255



mailto:a.Moiseev@elasevier.com

Mounck nutepaTtypbl. [loUCK NO KNOYEBbIM CNOBam

. @D
RE‘CIXYS Quick search  Query builder ~ Results  Synthesis planner ~ History Signin @

Q. key

“ @ O i © H o1
Import  Save Resetform Delete all Structure  Molecular Formula CASRN  Doc. Index
A . Reaxys A
<> Keywords is Vv  Keyword Basic Index B X <> InChl Key 3
is V  Reaxys Index Terms < Keywords
is V'  Biotechnology Terms B PubChem A
is \  Compendex Terms > o
E E <> InChl Key 8
is v EMTREE Drug Term E'Q
eMolecules A
is V'  Fluids Engineering Terms
<> InChl Key 3
is N  EMTREE Medical Term B
LabNetwork A
is v Species B
<> InChl Ke
s \  GEObase Subject Index B Y =
is N Author Keywords B

- Feedback (J




W

. . Ne . .
Reaxys Quick search  Query builder Results  Synthesis planner  History Nexey Moiseer & L @
. . (i)
15.33K Filters and Ana|y5|s 15,330 Documents with 235,476 Substances, 262,529 Reactions, 654 Targets
- 0 selected 2 0 Qo @, Sort by Publication Y: Heat
Tt s (L) o selecte Export ort by Publication Year ¢ eatmap FH
Index Terms (ReaxysTree) ' Common roasting defects in coffee: Aroma composition, sensory characterization and consumer perception
1 Giacalone, Davide; Degn, Tina Kreuzfeldt; Yang, Ni; Liu, Chujiao; Fisk, lan; Miinchow, Morten - [Food Quality and Preference, 2019, vol. 71, p.
Publication Year v 463 - 474)
Abstract Index Terms ~/ Substances 37~ Full Tedt A
DI 177 N Hit Substances (1 v
SotiiErs A Competitive adsorption of CO3/N;/CH, onto coal vitrinite macromolecular: Effects of electrostatic interactions
) ) 2 and oxygen functionalities
lindsey, jonathan s -— 92
< Yu, Song; Bo, Jiang; Fengjuan, Lan - [Fuel, 2019, vol. 235, p. 23 - 38]
sessler, jonathan | - L Abstract ~  IndexTerms s  Substances 1 ~ Full Text A
lee, chang-hee - 51 Hit Substances (1 ~/
T, - 46 Kohn—Sham energy decomposition for molecules in a magnetic field
mangalampalli 3 Reimann, Sarah; Borgoo, Alex; Austad, Jon; Tellgren, Erik L; Teale, Andrew M.; Helgaker, Trygve; Stopkowicz, Stella - [Molecular Physics, 2019,
vol. 117, # 1, p. 97 - 109]
ciamician - 39
Abstract s Index Terms s/ Substances 1~ Full Text A
osuka, atsuhiro - 38 Hit Substances |1
latos-grazynski, - EE Synthesis of new TiO,/porphyrin-based composites and photocatalytic studies on methylene blue degradation
lechoslaw 4 Min, Kyeong Su; Kumar, Rangaraju Satish; Lee, Jeong Hoon; Kim, Kang Seok; Lee, Seung Geol; Son, Young-A. - [Dyes and Pigments, 2019, vol.
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CO30AHVE ONOBELEHNIN

MoXxHO co3paTb onoBelleHue Ans NoABNEeHUs HOBbIX COBNageHNn, 0 KOTOPbIX CMCTeMa Bac
OyaeT onoBeLaTb NO 3NIeKTPOHHOM NoYTe.

Create Alert X
Hanpwmep, €CJ1N NOABINAKTCA HOBbIE NYTHU
Query: Quick Search: "'narlaprevir” "preparation™ AND CHTE3a Hy)KHoro BELLeCTBa, Reaxys
o 6y,qu npucblnaTtb Bam onoselueHne no
91IEKTPOHHON MoYTeE.
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Alert name: alertl
Send alerts to: a.moiseev(pelsevier.com X
Frequency: After each update hd
From databases: H| Reaxys
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CBouncTBa BellecTB B Reaxys
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KaK 6bICTPO HAaNTM 3KCNEePMMEHTaIbHbIE
CBOMCTBA XMMUYECKNX COEANHEHUN, BKKOYAA
OU3NKO-XMMUYECKME, MEXaHOXMMUYECKHUE,
3/IEKTPOXUMUYECKMIM N MHOTue gpyrne? Kak
HAaNTK coegNHEHNA C 3aJaHHbIMN CBOMCTBAMMU?
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3710 06LMPHbLIE, XOPOLUO NPOMHAEKCMPOBaHHbIE AaHHbIe NOA PYKOi

Reaxys siBnsieTCca KpynHENLLINM XpPaHUULLEM OaHHbIX O CBOMCTBaXxX BELWECTB B MUpE.
PacTBopMMOCTb 9TO TONbKO 04HO M3 >500 noneun AaHHbIX Ans noucka B Reaxys

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
Flash Point

Gas Phase
Dissociation Energy
Crystal System
Crystal Phase

Heat Capacity

Henry Constat
lonization Potential
Isoelectric Point
Kinematic Viscosity
Liquid Phase
Magnetic Data
Mechanical Propertie!

NMR Spectroscopy

IR Spectroscopy

Mass Spectroscopy
UV/VIS Spectroscopy

ESR Spectroscopy

NQR Spectroscopy

Raman Spectroscopy
Luminscence Spectroscopy
Fluorescence Spectroscopy
Exposure Assessment
Bioaccumulation
Biomagnification

Molecular Deformat6n
Optical Data
hermocheniical Data

Solubility
alutign.Ratiavior

Sound Properites
Static Dielectric Constat
Surface Tension
Transition Points
Transport Data

Uses

Isolation from Natural Prod.
Reaction Yield

Reaction Conditions
Reaction Type

Named Reaction
Pharmacological Data
Route of Administration
Concentration

Target

Substance Effect
Substance Action on Target
Substance Dose
Bioassay

Animal Model
Organs/Tissue
Cells/Cell Lines
Measurment Parameter
Endpoint of Effect
Ecotoxicology Data
Dielectric Constant
Dissociation Exponent
Dynamic Viscosity
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...



KaK HaliTu coeguHeHua ¢ 3agaHHbIMU CBOMCTBaAMU?
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CBOUCTBaMM

<> Chromatographic Data Hide fields A 4
is N  Chromatographic data B
is \  Original string B
Chromatographic data Q Search X
gpc (gel permeation chromatography) 499
hple (high performance liquid chromatography) 567,623
ion chromatography 1,390
le (liquid chromatography) 266,210 A
mplc (medium pressure liquid chromatography) 538 A
paper chromatography 107
partition chromatography 58
sfc (supercritical fluid chromatography) 10,467
tle (thin layer chromatography) 532,633

uple (ultra performance liquid chromatography) 90,976
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<> Chromatographic Data Hide fields A
is \/  electrophoresis
is N/  Original string
Original string 1 Q_search X
'Ib-ms (esi): c'lueihte mass: 482.18; observdm: 483.55 :[m 1
'r 0.35 (25percent ethyl acetaie- peniane; faa, stains brown). 1
'r=2.011 mins. (lcms condition 1) 1
A
E ‘retention time=1.52 min 1 ~
( 6 A
(1.20 min). 1 v
((rf=0.28 (70percent hexanes/24percent chcl3/5.9percent etohf0.1percent nh4oh)) 1 “
v
(+) enantiomer, peak 1, rt 2.22 min 1
(+) enantiomer, peak 2, rt 1.09 min 1
(#)-{r,r)-8: 1.9 mm 1

< < 20f18797 > 2l Goto page > Clear selected x

R

R



CocTaB aneHTa

<> Chromatographic Data Hide fields A
is v  Chromatographic data B
is Vv eluent =

eluent : methylene chloride / ethyl acetate 94/6 : rf: 0.25
eluent : methylene chloride : rf: 0.32

eluent : methylene chloride : rf: 0.41

eluent : methylene chloride : rf: 0.46

eluent : methylene chloride/ethyl acetate 94/6 : rf: 0.38

Ed More suggestions for eluent
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Xnmmnyeckue peakumm B Reaxys

S e
ELSEVIER

-B KaKkune peakuumn BCTynaeT 3agaHHoe
coeanHeHne? N B KaKNX yCNOBUAX
(kaTanmnsatop, pacTtBopuTENDb, TEMNEPATYPA U
Ap.) Kak nonyynTtb coegMHEHUE UK Knacc
coeanHeHnn? Kak nocTponTb NaaH CUHTE3a
AaHHOro coeanHeHnA?

Kak npoBepuTb AOCTYMNHOCTb COeANHEHUA




Pa3paboTka MeToankM cMHTe3a XMMnJecknx BellecTs (cybcTaHumin) B Reaxys

C nomouybto Reaxys MOXHO pellaTb 3agadvy NoOnUCK onTuMalribHbIX yCﬂOBMIZ CnHTE3a Cy6CTaHL|,I/II7I.

Honyctum, Bac nHTepecyet gaHHoe coenHeHne
NARLAPREVIR
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PaspaboTka METOOMKN CUHTE3a XMMUYECKMX BELLECTB (CyOCTaHLMI)

C nomolubto Reaxys MoxHO ropasfao apdekTmBHee pellaTb 3agady NoMCcK ONTUManbHbIX

YCIOBUN CUHTE3a CybCTaHUUN.
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PaspaboTka MeToauKM CMHTE3a XMMUYECKUX BeLecTB (CybCcTaHLmI)
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Details

Remove
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Details
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LApoayKTblL—

Remove
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In addition to reinforcing negotiated discounts, procurement integration reduces the order process cost.

Comparison of Manual (vs) Integrated Order
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Kak nony4yntb akcnepMmeHTanbHble AaHHbIE O
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COeAMHEHUA U3yYeHbl Ha AaHHOM Buae? Kak
oLeHUTb 6e30MacHOCTb, aKTUBHOCTb U
3pPEKTUBHOCTb COEAUHEHUN?
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OnpenenMTb HensBecTHoe coeanHeHue X:

Re(]xys Quick search  Query builder  Results  Synthesis planner  History Signin @

Search
Substances

Find search fields and forms Q

& B O i Q)] 3
Import Save Resetform Delete all Structure  Molecular Formula CASRN  Doc. Index Fields Forms History
Reays A
<> Optical Rotatory Power Hide fields A s
Basic Indexes N
is A4 Type (Optical Rotatory Power) B
Identification N
is Y4 Concentration (Optical Rotatory Power) B
Physical Properties LV
= A Length of Path, em B Fremim g
Solvent (Optical Rotatory Power)
is hd chloroform B MedChem N
Optical Rotatory Power, deg »
Oth
= Vo n6--218 B < A
X Reactions s
= A4 ‘Wavelength (Optical Rotatory Power), nm B
Bibliography v
= A4 Temperature (Optical Rotatory Power), °C B
PubChem
eMolecules s
< Molecular Formula X
Molecular Formula LabNetwork v
is > F6N5Cl6*

SigmaAldrich

@ Structure

£ o
ELSEVIER



OnpepenuTb HensBecTHoOe coeauHeHue X:

D sitagliptin
1 CreHisFsMN:O  407.318 9962060 486460-32-6
1k o~ Hit Data - 3

LV.jr- |dentification

Druglikeness

o Bioactivity (All)

A~ Hit Data - 3

7~ Optical Rotatory Power - 3 hits out of 7

Physical Data - 46 Preparations - 153

Spectra - 75

Other Data - 914

Reactions - 236
Targets - 68

Documents - 421

Show/Hide columns ~/

Type Concentration | Length | Sohvent Optical | Wavelength | Temperature | Location Reference
{Optical | (Optical of {Optical Rotatory | (Optical {Optical
Rotatory | Rotatory Path, Rotatory Power, Rotatory Rotatory
Power) Power) cm Power) deg Power), nm | Power), °C
alpha 0.92 g/100ml chloroform  -22.4 589 25 Page/Page  COUNCIL OF SCIENTIFIC and INDUSTRIAL RESEARCH;
column 28 BARUA, Nabin Chandra; SAIKIA, Bishwajit; BORAH, Preetismita;
BAISHYA, Gakul - WO2015/189862, 2015, Al
Full Text A Details > Abstract »
[zlpha] 1 g/100ml 1 chloroform  -22.6 589 25 supporting | Zhou, Shengbin; Wang, Jiang; Chen, Xis; Acena, Jose Luis;
information | Soleshonok, Vadim A; Liu, Heng - Angewandte Chemie -
International Edition, 2014, vol. 53, #30, p. 7883 - 7886, Angew.
Chem., 2014, vol. 126, # 30, p. 8017 - 8020
Full Text A Details > Abstract »
[zlpha] 1 g/100ml 10 chloroform  -22 589 25 supporting | Davies, Stephen G.; Fletcher, Al M.; Ly, Linlu; Roberts, Paul M.;
information | Thomson, James E. - Tetrahedron Letters, 2012, vol. 53, # 24, p.

ELSEVIER

3052 - 3055
Full Text A Cited 24 times A Details > Abstract >

WOOWOW W



0I1pe.E|e.l1VlTb HensBecTHoe coeAuHeHue X.

Kakumn gononHutenbHbIMU MeTo4aMu MOXHO noaoTrBepaAUTb npe.qnonox(el-me?

sitagliptin
CigHisFsNsO  407.318 9962060  486460-32-6

%,\. Hit Data - 3 Bioactivity (All)

~ Spectra - 75
~  Melting Point - 15

& o i v MNMR Spectroscopy - 49
j— Identification Physical Data - 46 P pY N Chmma‘tographl'c Data-7
Druglikeness Spectra - 75
B ~ |R Spectroscopy - 6 o
~  Crystal Property Description - 15
A Hit Data - 3 ~  Mass Spectrometry - 18

v Optical Rotatory Power - 7
~ OEtica| Rotatory Power - 3 hits out of 7

' UVVIS Spectroscopy - 2 o
~  Partition octan-1-olfwater (MCS) - 2

Type Concentration | Length | Solvent Optical | Wavelength Temperature
(Optical | (Optical of (Optical Rotatory | (Optical {Optical
Rotatory | Rotatory Path, | Rotatory Power, Rotatory Power), | Rotatory Power),
Power) Power) m Power) deg nm oC

alpha 0.92 g/100m| chloroform 224 589 2

1 g/100ml

Chemical IH d{4)-methanol 400 IH MMR {CH;0D, 400MHz): 1.37 (s, OH), Paragraph
shifts 2,61~3.00 (m, 4H), 3.92~4.30 (m, 5H), 4.93 (s, 1H), 0211
4,95~5,12 (m, 1H), 5.22~5.35 (br, 1H), 6.83~6.95,

(m, 1H), 7.02~7.12 {m, 1H)

Melting Solvent
Point, °C | (Melting
Point)

A~ UV/VIS Spectroscopy - 2

117.4
Description (UV/VIS Solvent (UV/VIS Absorption Maxima
Spectroscopy) Spectroscopy) (UVV15), nm

118-120 Paragraph

EEVIER 0039; 0040 Spectrum dimethyl sulfoxide 580




Onpep,envm; Hen3BecTHoe coeanHeHue Y:

1. Temnepatypa cybnumauunm npm atMmocqepHOM

naBrneHun coctasngaeT ~56,5 °C

Temnepatypa nnasneHns 64 °C

O6HapyxeHo, YTo AaHHOE COeANHEHNE ABNSAETCS

cTabunbHbIM (HEe pasnaraeTtcs) npu HarpesaHun oo 2000

K

4. DneMeHTHbIN aHanna nokasarn oTcytcTeBne atomoB C
nnn O B coeanHeHnmn

W N

L
ELSEVIER



Onpep,envm; Hen3BecTHoe coeanHeHue Y:

REOXyS Quick search Query builder Results Synthesis planner History Andrey Khudoshin ,‘l );‘. @
Substances Find search fields and forms Q
L B o i @ R =
Import Save Resetform Deleteall Structure  Molecular Formula CASRN  Doc. Index Fields Forms History
< Sublimation Hide fields ~ % A
Sublimation, °C
= v 55 - 57 E Basic Indexes -~
= ' Pressure (Sublimation), Torr B 2 ih E
<>  Reaction Basic Index
P <> Document Basic Index
< Melting Point Hide fields A %
Melting Point, °C \dentification "
= v 63-65 ]
Physical Properties A
is A Solvent (Melting Point) ]
%2 Melting Point
%2  Boiling Point
< Substance Basic Index b3
Substance Basic Index %2 Sublimation
is R stable B

ELSEVIER



OnpepnenuTb HensBecTHoe coeauHeHue Y:

- Hit Data - 11

s
/! F Identification

Druglikeness

~  Hit Data - 11

~  Melting Point - 2 hits out of 4
“  Sublimation - 1 hits out of 3

~ Use - 8 hits out of 13

Cr{CNCy)(CO)s
CooHCrNO; 301,219
o
Oz _::.I‘~.I“J:j Hit Data - 3
=—=Cr—=
aO=-"==0
e Identification

ELSEVIER 65

uranium hexafluoride
Fel)  352.019 14965871

Melting Point, °C

7783-81-5

Bioactivity (All) Other Data - 66
Physical Data - 451

Spectra - 115
#  Sublimation - 1 hits out of 3

Melting Point, °C

Sublimation, Pressure (Sublimation),
63.94 “C Torr
56.54 760

16967578  19706-05-9

#~  Sublimation - 1 hits out of 1

Druglikeness

Physical Data - ¢

Sublimation, *C Pressure (Sublimation), Torr

40-60 0.1

Preparations - 208
Reactions - 483

Documents - 845 %

Preparations - 15
Reactions - 33 >

Documents - 15 %



Onpepenutb cnnas Z:

1. CnnaB coOepXXuT Xeneso
2. Cnnae cogepXuTt KobanbT
3. Temnepatypa nnasneHna 1410-1450 °C

ot e
ELSEVIER



Onpepenutb cnnae Z:

Search >
Substances
H 3

= . us
EA O m @ i
mport  Save  Resetform Delete all Structure  Molecular Formula CASRM  Doc. Index
< Molecular Formula X

Molecular Formula

i v NidFaX* Reaxys 1D: 26601394
CoCrFeNi 225526 26601394
alloy
Hit Data - 2 Freparations -1 %
< Melting Point . Identification Reactions-1 3
CoCrFeNi
Melting Point, °C

Druglikeness Documents-3 3
= v 1410 - 1450

Physical Data - 7

is v Solvent (Melting Paint)

~  Hit Data - 2

#  Melting Point - 2 hits out of 2

Show/Hide columns

Melting Point, Reference
*C

1443.84 Waidya; Trubel; Murty; Wilde; Divinski - Journal of Alloys and Compounds, 2016, vol. 688, p. 994 - 1001
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Bryant, Pamela L.; Harwell, Chris R.; Wu, Katherine; Fronczek, Frank R.; Hall, Randall W.; Butler, Leslie G.[Journal of
Physical Chemistry A, 1999, vol. 103, # 27, p. 5246 - 5252]
Full Text A Cited 45 times A Details > Abstract 3

Mark, H.; Rosbaud, P.[1926, vol. 54, p. 127 - 127]
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Rosbaud, P.[Zeitschrift fuer Elektrochemie, 1926, vol. 32, p. 317 - 317]
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Mark, H.; Rosbaud, P.[1926, vol. 54, p. 127 - 127]
Full Text 7 Details 3

Rosbaud, P.[Zeitschrift fuer Elektrochemie, 1926, vol. 32, p. 317 - 317]
Full Text 71 Details »
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Full Text 7  Details >

Vernadsky, W.[188%, vol. 12, p. 447 - 447]
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Conditions

In neat (no solvent) heating (1073 - 1673 K); TEM;

With aluminium{lll) ion In neat (no selvent) absorbing of an Al-salt soln. by the powdered Al-silicate (if
necessary under pressure); drying and heating up te transition temp.;;

With AI% In neat (no solvent) absorbing of an Al-salt soln. by the powdered Al-silicate (if necessary
under pressure); drying and heating up to transition temp.;:
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Eberhard, E.,; Rahman, 5, Hamid; Weichert, H.-T.
[Zeitschrift fuer Kristallographie][1986, vol. 174, p. 44 - 46]
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Conditions Yield

In neat (no solvent) in presence of water formation of prisms of andalusite (or cyanite) at red heat;

In neat (no solvent) in presence of water formation of prisms of andalusite (or cyanite) at red heat;;
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[Comptes Rendus Hebdomadaires des Seances de I'Academie des
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1 Conditions ~  Find Similar 3  Resction ID: 26074679 +gle
Conditions Yield | Reference
In neat {no solvent) triturating MnCO3, Cr203, AI203 and GeD2, molding, heating on air for 2-25 h to 1200 °C; Hrichova, R.

[Kristallografiya, 1973, vol. 18, p. 534 - 535][Kristallografiya, 1973, vol. 18, p. 847 - 848]
Full Text A Details >

Mao zuthor
[Gmelin Handbuch, Gmelin Handbook: Mn: MVol.C3, 2.11.11.1.6, page 197 - 204]
Full Text A Details >
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Hrichova, R. [Kristallografiya, 1973, vol. 18, p. 534 - 535] Kristallografiya, 1973, vol. 18,
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Thermal conduc- | thermal conduc- | Wang, Wei-Li; Bi, Jian-Qiang; Sun, Kang-Ning; Du, Ming; Long, Na-Na; Bai, Yu-Jun;
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tivity tivity = 39 I/ (2007); p. 1858 - 1865 ; (from Gmelin}), View in Reaxys
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NMPOrHO3HbLIN PETPOCUHTES
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BO3MOXXHOM Briarogapsa napTHepcTBy Mexay Elsevier n npodgeccopom Mapkom Yonnepom, 1 Mbl
npeanaraem 3ToO HaLUM KINeHTaM.
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Planning chemical syntheses with deep peTpocuHTEe3a Ans
neural networks and symbolic Al noyTu B ABa pas3a
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UHCTpyMeHT peTpocUuHTE3a, M n
pa3paboTaHHbIM B COTpyAHUYECTBE C 4@‘/—
npodeccopom Mapkom Yonnepowm,

paclMUpPUT CUHTE3 ManbIX OpraHU4YecKnx B TpuauaTtb pas
MOJIEKYJs1 MPOrHOCTUYECKUM obLIcTpee, Yem
MoaenupoBaHueM paHee TpagUUMOHHbIe
Heon6nm<osa|-||-|b|x CUHTEeTUYECKUX KOMMNbLIOTEPHbIE

MeToAbl

https//www.nature.com/articles/nature25978.pdf
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If Your Data Is Bad, Your Machine
Learning Tools Are Useless

by Thomas C. Redman

APRIL 02, 2018

COOTHOLUEeHHne I'IpaBVIJ'IbeIX/ HenpaBuIibHbIX NMPOrH030B

Extended Data Table 1 | Metrics for the supervised neural network policies

Policy #rules  Coverage  Matching rules/mol® Accuracy® topl0Acc®  top50Acc®
errv iraaes Expansion 301,671 0.79 46,175 0.310 0.633 0.725
Rollout 17,134 0.52 321 0.501 0.891 0.964

Top10Acc/top50Acc is the ratio of correct/incorrect predictions if we allow the system to make 10 or 50 predictions.
2Accuracy is calculated on the molecules covered by the respective rulebase.
PMatching rules/mol corresponds to the branching factor.
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