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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
Order
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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Full Text A Details > Abstract >
[alpha] 1 g/100ml 10 chloroform  -22 580 25 supperting | Davies, Stephen G.; Fletcher, Ai 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 3 Abstract >

WOV W



Onpenenutb HeM3BecTHoe coeauHeHue X.

KakuMn gononHuTensHbLIMM MeTo4aMu MOXHO NOATBEPAUTL NpeanonoXxeHue?

ELSEVIER

sitagliptin ~ Spectra -75

CieHisFsNsO  407.318 9962060 486460-32-6

f;\ju\_,\_ Hit Data - 3 Bioactivity (Al])

~ Melting Point - 15

o o ! “ NMR Spectroscopy - 49
4 tentification Physical Data - 46 P pY B L e
Druglikeness Spectra - 75
B “ IR Spectroscopy - 6 o
v  Crystal Property Description - 15
~  Hit Data - 3 v  Mass Spectrometry - 18

~  Optical Rotatory Power - 7
#~  Optical Rotatory Power - 3 hits out of 7

~  UVVIS Spectroscopy - 2
VIS Sp P ~  Partition octan-1-olfwater (MCS) - 2

Type Concentration | Length | Solvent Optical | Wavelength Temperature
(Optical | (Optical of {Optical Rotatory | (Optical {Optical
Rotatory | Rotatory Path, | Retatory Power, Rotatary Power), | Retatory Power),
Pawer) Power) em Pawer) deg nm °C

alpha 0.92 g/100m| dhloroform | 224 589 P

alpha] 1g/100ml 1 dhloroform | 226 589 P

 Chemicsl 1H d{#}-methanal 400 *H NMR (CH; 0D, 400MHz): 1.37 (s, 9H), Paragraph
shifts 2.61~3.00 (m, 4H), 3.92~4.30 (m, 5H), 4.93 (5, 1H), 0211
495512 (m, 1H), 5.22~5.35 (br, 1H), 6.83~6.95,

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

Melting Sohvent
Point, *C | (Melting
Point)

A UVJVIS Spectroscopy - 2

117.4
Description (UVVIS Sohvent (UV/VIS Absorption Maxima
(UV/VIS), nm

Spectroscopy) Spectroscopy)

118-120 Paragraph

0039; 0040 D

Spectrum dimethyl sulfoxide



Onpep,envm; Hen3BecTHoe coeanHeHue Y:

1. Temnepatypa cybnumaunm npn atMmocdepHoOMm

OaBrieHnn coctasnsaeT ~56,5 °C

TemnepaTypa nnasnexHus 64 °C

O6HapyXeHo, YTo AaHHOE COeANHEHNE SABNSAETCS

cTabunbHbIM (HE pasnaraetcs) npu HarpesaHun go 2000

K

4. OreMeHTHbIN aHanu3 rnokasan oTcyTcTeme atomoB C
nnn O B coeanHeHun

@

£ Sl
ELSEVIER



Onpep,envm; Hen3BecTHoe coeanHeHue Y:

REOX\/S Quick search

C = (o} fu

Import Save Resetform Deleteall

<> Sublimation
Sublimation, °C

55 - 57

Pressure (Sublimation), Torr

AND

< Melting Point
Melting Point, *C
= v 63-65

Solvent (Melting Point)

<> Substance Basic Index
Substance Basic Index

is W stable

ELSEVIER

Query builder

Results  Synthesis planner  History
Substances
@ 3
Structure  Molecular Formula CASRN  Doc. Index

Hide fields A x

B

]
Hide fields A N

B

=

X

R

Andrey Khudoshin A 4 0

Find search fields and forms

Fields Forms

Basic Indexes

<>  Substance Basic Index

<> Reaction Basic Index

<> Document Basic Index

Identification

Physical Properties

& Melting Point

£ Boiling Paint

%2 Sublimation

History

Q

Reaxys A

E




OnpepnenuTb HensBecTHoe coeauHeHue Y:

uranium hexafluoride
Feld 352,019 14065271

F

N Hit Data - 11
A

F F“ 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

CHCNCY)(CO)s
C12H11CTN05 301.219
o
Oz =N : Hit Data - 3
5-S=o
h Identification

Melting Point, *C

ELSEVIER 65

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 - 3

Sublimation, *C Pressure (Sublimation), Torr

40 - 60 0.1

Preparations - 208 %
Reactions - 485 %

Documents - 845

Preparations - 15 >
Reactions - 33 3

Documents - 15



OnpepenuTb cnnas Z:

1. CnnaB cogepXuT Xxeneso
2. CnnaB cogepXuT kobanbT
3. Temnepatypa nnasnexnusa 1410-1450 °C

S
ELSEVIER



Onpepenutb cnnae. Z:

Search >
Substances
T

« B © & Q) X
mport  Save  Resetform Delete all Structure  Molecular Formula CASRN  Doc. Index
< Molecular Formula X

Molecular Formula
Reaxys ID: 26601394

is Vo NiPFed*
CoCrFeMi 225526 26601304
alloy
Hit Data - 2 Preparations -1 %
< Melting Point . Identification Reactions -1
o CoCrFeNi
g el 52 Druglikeness Documents -3 %
= M 1410-1450
Physical Data - 7
is v Solvent (Melting Point)
~ Hit Data - 2

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 A Cited 1 times 7 Details » Abstract »

ELSEVIER



[Tonck nHpopmaumm o MruHepanax

<)

ELSEVIER

Search Reaxys

"andalusite”

Reaxys

Filters

By Structure
Measurement pX

Highest Clinical Phases

v

v

'
Targets v
Parameters v
Substance Classes v
Molecular Weight v
Number of Fragments v
Availability v
Availability in other databasess/
Available Data
Document Type
Publication Year

Patent Assignee

LogP

<< << <)L

H Bond Donors

< I

Quick search  Query builder Synthesis planner

Results

14 Substances out of 242 Documents, containing 56 Reactions, 0 Targets

2

0 selected - (o}
selectes a— &
andalusite
SiAl; 05 162.046 16453029
Al OgSi -
¥ Identification Physical Data - 54
Druglikeness Spectra - 11
andalusite
& e = a=
kyanite
2 SiAl;Os  162.046 16452963
AlOsS Identification Physical Data - 26
Druglikeness Spectra - 14
kyanite
ga ==
sillimanite
SiAl,Os 162,046 16453049
AlOgSH Identification Physical Data - 34

Druglikeness Spectra - 10

History

[}

Sort by No of References 4

AHOANY3NT N OPYTVUE MUHEPAIbI

Reaxys - 14 ~

Grid B

Other Data - 9 Preparations -4 >
Reactions -7 >

Documents - 93 >

Other Data - 6 Preparations -3 >
Reactions - 11 3

Documents - 82 >

Other Data - 8 Preparations -5 >

Reactions - 15 »

Dd P



PRESENTER | DATE | NAME OF PRESENTATION

[Tonck nHbopmaumm o MuHepanax

andalusite

v Identification

v Druglikeness

. 3151 -158.16
A~ Physical Data - 54
~  Melting Point - 1
31-32
v Refractive Index - 5
v D=2 “~  Refractive Index - 5
' Crystal Phase - 6
~  Crystal Property Description - 9
~  Crystal System - 1
~  Dielectric Constant - 2
~  Further Information - 12
1629 5803
~  Interatomic Distances and Angles - 1
~  Mechanical Properties - 1
18328 5803

bl
ELSEVIER

 Density -2

Measurement

Temperature, °C

Refractive Index =~ Wavelength {Refractive Index), nm

v Spectra - 11

~  Other Data - 9

Type (Density)

crystallographic

crystallographic

Reference

CBOWCTBA AHOANY3UTA

Show/Hide columns ~/

Bryant, Pamela L.; Harwell, Chris R.; Wu, Katherine; Fronczek, Frank R.; Hall, Randall W,; Butler, Leslie G.[Journal of
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Full Text 7  Cited 45 times 7 Details 3 Abstract »
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Full Text A Details >
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Temperature (Transition Point(s) of Change of Modification Reference
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1600 Morton, ). F.Journal of the American Ceramic Society, 1925, vol. 8, p. 636 - 634]
Full Text A Details »
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Full Text A Details »
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Full Text A Details »
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3 Conditions ~~ Find Similar >  Reaction ID: 26413460 +glo

Conditions Yield

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

With aluminium(lll) ion 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.s;

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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Full Tet 7  Details »
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cl
| + Al S AlOgSi
o "o
andalusite
Bogag = BB =i & B =ie
2 Conditions #~ Find Similar >  Reaction 1D: 26430724 +glo

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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Reference

Daubree, G. A,

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

Full Text ;7  Details 3

Meunier, 5.

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

Full Tet ;7  Details »

Mo author

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

Full Tet ;7  Details »
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[on
AlLO, + Cry04 + S + GeOp
O)\O
& B = e & QB = ie B & @i = e & QB = e

1 Conditions ~  Find Similar >  Reaction ID: 26074679 +8Io

Conditions

In neat (no solvent) triturating MnCO3, Cr203, AI203 and Ge02, molding, heating on air for 2-25 h to 1200 °C;

ELSEVIER

AlCrGe;Mn;0,,

— AlCrGe Mn 0.,

OB = e

Yield | Reference

Hrichova, R.
[Kristallografiya, 1973, vol. 18, p. 534 - 535][Kristallografiya, 1973, vol. 18, p. 847 - 848]
Full Text 71 Details 3

Mo author
[Gmelin Handbuch, Gmelin Handbook: Mn: MVol.C3, 2.11.11.1.6, page 197 - 204]
Full Tet 71 Details 3
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Conditions

In neat (no salvent) triturating MnCO3, Cr203, Al203 and GeO2, molding, heating on air for 2-25 h to 1200 °C;
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Hrichova, R. [Kristallografiya, 1973, vol. 18, p. 534 - 535][Kristallografiya, 1973, vol. 18,
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