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

Comparison of Manual (vs) Integrated Order

10000 Processing

$90.00 : -
M Purchasing Professional

Synthesis Project
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Cost

$80.00
$70.00 B PhD Chemist
$60.00
$50.00

$40.00

60% Less

Cost Per Order

$30.00

$20.00

$10.00
S-

Manual Integrated

Order Process Time Savings:
« Chemist saves 30 minutes per order
« Purchasing saves 15 minutes per order
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Kak nony4yntb aKcnepmMmeHTanbHble AaHHble O
6M00rM4YecKkon aKTUBHOCTU COEANHEHUS N Eero
npoun3BoaHbIX? Ha Kakme buonormyeckme Buapl
AEeNCTBYET AaHHOe coegnHeHnAa? N Kakne
COeMHEHUA U3yYeHbl Ha AaHHOM Buae? Kak
oLeHUTb 6e30MacHOCTb, aKTUBHOCTb U
3pPEKTUBHOCTb COEANHEHNIN?
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- Kak HanTK BellecTBa U3BAeKaemMble U3
MPUPOAHbIX KOMNOHEHTOB

- O npumeHeHMU Reaxys Ana nouncka
MHPOpPMALUM O MUHEpPANaX.

- Kak HanTn coeanHEHNSA, UCNONb3yEMbIE B
KayecTBe KaToAHbIX MaTepuanoB UImn
MHTMBUTOPOB KOPPO3UM.
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ONeMEHTHbIVM aHanua nokasarsn crnegyollee
cooTHoweHne atomoB C:F:N = 16:6:5

Yron onTuyeckoro BpalleHnsa pacteopa X ¢
KoHueHTpaumen 1 r Ha 100 r xnopodopma npu anvHe
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Kaknmu gononHUTeNbHbIMU METOA4aMnU MOXHO
noaTBePaAUTb NpeanonoXxeHne?
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< Melting Point . Identification Reactions -1 %
CoCrFeNi

Melting Point, °C

Druglikeness Documents -3 %
= M 1410-1450

Physical Data - 7

is v Solvent (Melting Point)

~ 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
Full Text 7  Cited 1times A Details > Abstract >
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andalusite ANDALUSITE

A Density -2
~ Identification e

Show/Hide columns ~,

Measurement Type (Density) Reference

v Druglikeness

Temperature, °C

3.151 -158.16 erystallographic  Bryant, Pamela L Harwell, Chris R.; Wu, Katherine; Fronczek, Frank R Hall, Randall Wi; Butler, Leslie G.[Journal of

~ Ph !EICal Data - 54 Physical Chemistry A, 1999, vol. 103, # 27, p. 5246 - 5257
Full Text A Cited 45 times A Details > Abstract 3
~  Melting Point - 1
g8 31-32 crystallographic  Mark, H.; Rosbaud, P.[1926, val. 54, p. 127 - 127]

. FullTet 7 Details >
~  Refractive Index - 5

Rosbaud, P.[Zeitschrift fuer Elektrochemie, 1926, vol. 32, p. 317 - 317]
Vv  Density - 2

/\ Refractive Index - 5

i Cry;ta\ Phase - & Show/Hide columns ~
Refractive Index  Wavelength (Refractive Index), nm  Comment (Refractive Index)  Referance
~  Crystal Property Description - 9
v perty P Mark, H.; Rosbaud, P.[1926, vol. 54, p. 127 - 127]

Full Tet 77 Details 3
~  Crystal System - 1
Rosbaud, P.[Zeitschrift fuer Elektrochemie, 1926, vol. 32, p. 317 - 317]

Full T Detail
v Dielectric Constant - 2 ull Text 71 Detsils >

No author{Gmelin Handbuch, Gmelin Handbaok: Al: MVol.AL, 10, page 41 - 43]
~  Further Information - 12 fullTest 71 Details >
L629 589.3 a Mark, H.; Rosbaud, P.[1926, vol. 54, p. 127 - 127]
 Interatomic Distances and Angles - 1 Full Text 77 Details 3

Rosbaud, P.[Zeitschrift fuer Elektrochemie, 1926, vol. 32, p. 317 - 317]

Mechanical Properties - 1 Full Text 71 Details 3

No author{Gmelin Handbuch, Gmelin Handbook: Al: MVel.AL, 10, page 41 - 43]
Full Text 7 Details »

1.6328 5893 B Mark, H.; Rosbaud, P.[1926, vol. 54, p. 127 - 127]
Full Text 74 Details 3

v Spectra - 11
Rasbaud, P.[Zeitschrift fuer Elektrochemie, 1926, val. 32, p. 317 - 317]
FullText 7  Details »

e v Other Data - 9 No author{Gmelin Handbuch, Gmelin Handbaok: Al: MVol.AL, 10, page 41 - 43]
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Change of Modification

£ to sillimanite

NPEBPAWEHNA AHOAJTY3UTA
ANDALUSITE

Morton, ). F.[Journal of the American Ceramic Society, 1925, vol. 8, p. 636 - 636]
Full Text 77  Details »

Mo auther[Gmelin Handbuch, Gmelin Handbook: Al: MVol.B2, 1, page 309 - 312]
Full Text ;7  Details »

Vernadsky, W.[1889, vol. 12, p. 447 - 447]
Full Text 7  Details »

Vernadsky, W.[188%, vol. 12, p. 447 - 447]
Full Text 7  Details »

Mo auther[Gmelin Handbuch, Gmelin Handbook: Al: MVeol.B2, 1, page 309 - 312]
Full Text 77  Details »

Neo auther[Gmelin Handbuch, Gmelin Handbook: Al: MVol.B2, 1, page 309 - 312]
Full Text ;4  Details 3

Eitel, W.[Physikalisch-chemische Mineralogie und Petrologie in: Wissenschaftliche
Forschungsberichte, Dresden-Leipzig 1925, Bd. 13, 5. 43]
Full Text ;7  Details »
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Al,O¢Si — AlgO45Si5
andalusite mullite
OB =ie OB =ae

3 Conditions ~  Find Similar >  Reaction ID: 26413460 +glo
Conditions

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

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

Eberhard, E.,; Rahman, S, Hamid; Weichert, H.-T.
[Zeitschrift fuer Kristallographie][1986, vol. 174, p. 44 - 44]

Full Text ;4  Details »

Deutsche Ton- & Steinzeug-Werke Akt.-Ges.
DE589556, 1931
Full Text ;77  Details >

Ma author
[Gmelin Handbuch, Gmelin Handbook: Al: MVol.B2, 5, page 320 -

3221
Full Text ;4  Details »
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andalusite
Beoeag=: BHAEB =: & @B =
2 Conditions ~ Find Similar >  Reaction ID: 26430724 +gla

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;;

—_— e
ELSEVIER

Reference

Daubree, G. A.

[Comptes Rendus Hebdomadaires des Seances de I'Academie des
Sciences, 1854, vol. 39, p. 135 - 135]

Full Text A Details »

Meunier, 5.

[Comptes Rendus Hebdomadaires des Seances de I'Academie des
Sciences, 1882, vol. 90, p. 1010 - 1010]

Full Tet A  Details 3

No author

[Gmelin Handbuch, Gmelin Handbook: Al: MVol.B2, 2, page 313 -
315]

Full Text ;7  Details 3
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¢ pseudosection modelling and high-precision Lu—Hf garnet-whole rock dating
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Jung, Stefan; Brandt, Soenke; Bast, Rebecca; Scherer, Erik E.; Berndt, Jasper [Journal of Metamorphic Geology, 2019, vol. 37, #1, p. 41 - 69]

Index Terms (List) ~
Contrasting degrees of recrystallization of carbonaceous material in the Nelson aureole, British Columbia and Cited 1 times
Index Terms (ReaxysTree) A *  Ballachulish aureole, Scotland, with implications for thermometry based on Raman spectroscopy of
Publication Year ~ carbonaceous material
Beyssac, Oliver; Pattison, David R. M.; Bourdelle, Franck [Journal of Metamorphic Geology, 2019, vol. 37, # 1, p. 71 - 95]
[EEmmE E R Abstract »  IndexTerms ~»  Substances 1 ~  Full Ted A
Authors ' .
Abstract hit: N
Patent Assignee v {...Nelson aureole (garnet—staurolite—andalusite#x2013;sillimanite—K-feldspar sequence, ~550-650°C, 3.5-4.0 kbar) was developed in rocks that were...}
Journal Title ~ Metamorphic petrology of a high-T/low-P granulite terrane (Damara belt, Namibia) — Constraints from
v
v

Reaction Classes 4 Abstract w Index Terms ~» Full Text A
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Molecular Formula

Malecular Formula Lookup

Formula Builder

Molecular Formula: A|[1_Q]S|[1_7]O[1_15]| « ’séarbon
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6 1 10w e e ] o
ol 0 50 o s e sroues
ol o o o e 0 ] el e e
SElEEe .

* rangesor enumerations
MNonmetals Metals | defined via variables eg.

Oth Halogen Alkaline Earth |[Lanthanaids| Fe,0,x=2,3y=24
== (i |t

Configuration  [He] 2% 2p*
Isotopes. 1201350 14p
Density (kg/m-3) 2670

Metals ® Arthmetic terms, e.s.
CoHapez M=3,45
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Export

aluminum silicate
282.214 14479534

24134#30,51

Identification
Druglikeness

Other Data - 3

mullite

Qo

3A1,05%2510,2A1,51,0,; 426052 16513662

Identification

Druglikeness

metakaolin

Identification

Druglikeness

andalusite

Physical Data - 313
Spectra - 44

i07)2 22213 11341013

Physical Data - 9

Spectra - 2

54

Reaxys - 160

ort by No of References & ~ | Grid

Other Data - 8

Other Data - 1

Documents - 688 >

Preparations - 140 >
Reactions - 169 »
Documents - 317 >

Preparations - 8 >
Reactions - 52 >

Documents - 162 >

Feedback D



[Tony4deHue BellecTBa
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AL, + Cr,0, + s )\ + GeO, — AICIGeMN,0;,
[+] o
& @& = e & & B =i BEgas=:ie & &/ = e G B =i
1 Conditions ~  Find Similar »  Reaction ID: 26074679 +glo
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 >

Mo zuthor
[Gmelin Handbuch, Gmelin Handbook: Mn: MVol.C3, 2.11.11.1.6, page 197 - 204]
Full Text 7 Details >
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Preparation - 1

Conditions

In neat (ne solvent) triturating MnCO3, Cr203, Al203 and GeO2, molding, heating on air for 2-25 h to 1200 °G;

Yield

Reference

Hrichova, R. [Kristallografiya, 1973, vol. 18, p. 534 - 535] Kristallografiya, 1973, vol. 18,
p. 847 - 848)
Full Tet A  Details >

Mo author [Gmelin Handbuch, Gmelin Handbook: Mn: MVol.C3, 2.11.11.1.6, page 197
-204]

Full Text A Details >
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a . Click here to open the tool panel. b . Select the position variation bond.
Reaxys Quicksearch  Query builder  Resuits  Synthesis planner  History & Structure editor
& Structffe editor | Create structure template from name ' @ m 1o m
‘ DE@')C‘X@:‘\")“LLQB"’@;O

NICXBBHEEREERE0
e

| |e

4 o0 : vy

- s ,74-4»1
e : > om
R

3 e 4 o /o

. R /
b3 S
: 14300000 +
-
.
4
car o x| D

: 3900000

ELSEVIER



Bb|6ep|/|Te dTOMbI A4 BKIMO4EeHUA, HapmncoBaB JIMHUIO

@ Structure editor & Structure editor

DEENCXOOBEEOHE0 DEANCXOIR L8O

jy“ v, :
o o C )
GJ GJ MG f
o o \Q_Q ,"
+ + Wl '
s it

R R

A h

2 +

.‘ .‘

3490000 4390000

A &i"

AL
ELSEVIER




& Structure editor

DEEAOYCXAO&®EREHEOO

;yJ

o

G, W
r,l

+

i,
R 4
h AN
+
.
L]

4

Q0000

Create structure template from name »

] - w o z o x

< % @9

-

“
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Thermal conduc- | 0.164 Wi{m*K). T | Kim, Jieun; Lee, Doohwan; Chemistry of Materials; vol. 28, nb. 8; (2018); p. 2786 -

tivity =288 K; Salid 2794, View in Reaxys

Thermal conduc- | thermal conduc- | Wang, Wei-Li; Bi, Jian-Qiang; Sun, Kang-Ning; Du, Ming; Long, Na-Na; Bai, Yu-Jun;

tivity tivity =6.3 W Journal of the American Ceramic Society; vol. 94, nb. 8; (2011); p. 2304 - 2307 ; (from
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Thermal conduc- | thermal conduc- Hostasa, Jan; Pabst, Willi; Matejicek, Jiri; Journal of the American Ceramic Society,

tivity tivity = 35.7 J/ vol. 94; nb. 12; (2011); p. 4404 - 4409 ; (from Gmelin), View in Reaxys

(m*s*K); 25 Deg
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Thermal conduc- | thermal conduc- | Bakshi, Srinivas R.; Balani, Kantesh; Agarwal, Arvind; Journal of the American Ce-
tivity tivity = 5.4 I ramic Society; vol. 81; nb. 3; (2008); p. 942 - 947 ; (from Gmelin), View in Reaxys
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(m*s*K) 430; nb. 1-2; (2005); p. 155 - 165, View in Reaxys; Zhou, Wenying; Qi, Shuhua; An,

‘Qunli; Zhao, Hongzhen; Liu, Nailiang; Materials Research Bulletin; vol. 42; nb. 10;
(2007); p. 1863 - 1873 ; (from Gmelin), View in Reaxys

Thermal conduc- | thermal conduc- Manisha; Basu, Bikramijit; Journal of the American Ceramic Society; vol. 20; nb. §;

tivity tivity = 39 ¢ (2007); p. 1858 - 1865 ; (from Gmelin), View in Reaxys

(m*s*K)
Thermal conduc- | thermal conduc- | Takeuchi; Kato; Hanada; Koizumi; Aose; Journal of Physics and Chemistry of Solids;
tivity tivity = 37 J/ vol. 66; nb. 2-4; (2005); p. 521 - 525 ; (from Gmelin), View in Reaxys

(m*s*K); 298 K

Thermal conduc- | thermal conduc- | Smith, David S.; Fayette, Sylvain; Grandjean, Sylvie; Martin, Christian; Telle, Rain-
tivity tivity = 25.9 ¢ er; Tonnessen, Thorsten; Journal of the American Ceramic Society; vol. 86; nb. 1;
(m*s*K); 26 Deg | (2003); p. 105 - 111 ; (from Gmelin), View in Reaxys
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NMPOrHo3HbIN PETPOCUHTES

*  Mebl ncnonb3oBanu Haln AaHHbIe A9 COTPYyAHUYEeCTBa C HEKOTOPLIMU
BEOYLUMMU MUPOBBLIMU YYEHBIMU B 061acTn xeMnMHoOpMaTUKN, TaKUMK Kak
npodeccop Mapk Yonnep, onga paspaboTkm BO3MOXHOCTU MPOrHO3HOro
PETPOCUHTE3A N OOBEAEHUS €e A0 HauX KNUeHToB. O4eHb CKOpOo
nccrnegosaTenn U XMMMUKMU CMoryT cnpocutb ReaxysAl o Tom, Kak caenaTb
MO”PIJ\II‘I\I

Lindbeck
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Reaxys npegnaraet cBoMM KnneHTam ny4dwnit B ceoeM knacce Al. HyXHo
CUHTe3npoBaTtb Monekyny? Cnpocute y Reaxys Al kak!

OpHa 3 Haubornee unTmpyembix paboT B 0611acTn NporHO3npYoLLEero peTpocuHTes3a ctana
BO3MOXXHOM Bnarogapsa napTHepcTBy mexay Elsevier n npodgeccopom Mapkom Yonnepom, 1 Mbl
npeanaraem 3TO HaLUKMM KINUeHTaM.

- nature BEER

604 | NATURE | VOL 5§55 | 29 MARCH 2018

Cucrtema pewaer

— 3agayiu
Planning chemical syntheses with deep peTpocuHTEe3a Ans
neural networks and symbolic Al noyTu B ABa pasa

Marwin ). §. Sogher'?, Mike Preus’ & Mark P Waller*

oonbllero Yymcna

UHCTpyMeHT peTpocUuHTE3a, iy n
pa3paboTaHHbIM B COTpyAHUYECTBE C 4@‘/—
npodeccopom Mapkom Yonnepowm,

pacLlMpPUT CUHTE3 ManbIX OpraHUYeCcKunxX B TpuauaTtb pas
MOJIEKYJ1 MPOrHOCTUYECKUM obicTpee, Yem
MoaenupoBaHueM paHee TPpaAVULUMOHHbIe
Heon6nm<osa|-||-|b|x CUHTEeTUYECKUX KOMMNbIOTEPHbIE

MeToAbl

si/www.nature.com/articles/nature25978.pdf



https://www.nature.com/articles/nature25978.pdf

MporHo3upyowWmMin peTPoCUHTE3: NepeocMbICrieHne
XUMUN N N3MEHEHUE CUMHTETUYECKUX MapLUpPyTOB

Harvard
Business
Review

DATA

If Your Data Is Bad, Your Machine
Learning Tools Are Useless

by Thomas C. Redman

S A AT | COOTHOLLEHME NPaBUMbHBIX / HEMPABUbHBIX MPOrHO30B

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

Policy # rules  Coverage  Matching rules/smol® Accuracy® topl0Acc®  top50Acc?
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.
#Accuracy is calculated on the molecules covered by the respective rulebase.
PMatching rules/mol corresponds to the branching factor.
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