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Number of scientific publications grows exponentially
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. as grows their dispersion ...

»srecent estimates from Google analytics suggest as many as 42% of
highly cited papers appear in journals that are not traditionally
highly cited”

How Much Is Too Much? Information Overload in Disease and Drug Research
Frank White IIl, PhD, Director of Solution Marketing, Life Sciences, Elsevier R&D Solutions, Rdmag.com



Time spent on literature searching

43.77%

More than

. Less than s hours

5 hours
per week

- More than 5 but less than 10 hours

. More than 10 but less than 14 hours

. More than 15 but less than 20 hours
More than 20 but less than 25 hours

More than 25 hours

Figure 1: In a survey that=e femSearch Challenge, over halfof'the 279 respondents said they

spend more than five hours a week on data and literature retrieval, and over a quarter spend more than 10 hours a
week on this task.



What do researchers search for (Life Science) ?
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Figure 2: In the ChemSearch Challenge survey, 33 percent of the respondents’ queries focused on literature, while
43 percent focused on data. However, in terms of time spent, the opposite is true; respondents reported that 51 per-
cent of their time was spent was literature searches and 32 percent on data retrieval.

. == \What sort of info they search

. == Time spent on searching



Serving the life sciences space
ADDRESSING KEY CHALLENGES ACROSS THE R&D VALUE CHAIN

WPATHWAY STUDIO @ REAXYS'

kAedicinal Chemistry

WREAXYS

Characterize Characterize & discover Translate preclinical Monitor drug adverse
targets & analyze molecules data in humans events &
disease pathways Identify & confirm lead (Translational) real-world evidence
compounds data in literature
L L— N/ 7

WPHARMAPENDIUM" WEMBASE

Biology Chemistry
Bio-chemistry

Pharmacy

Bio-medicine

Discovery Pre-clinical Clinical Post-launch

Broader full-text indexing
of biomedical content
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ScienceDirect | WEMBASE"
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Reaxys is a powerful allround research solution for facts

and literature

I
0o~ 0
0 OH

>100 M Substance >41 M Reaction
records with >500 M records including
excerpted facts on their excerpted data on
properties: physical, reaction conditions,
chemical, spectral, solvents, catalyst, yield

ecological, bioactivity

Chemistry fundamentals

>52 M Document records
from 16,000 journals and
patents describing
applications in material
sciences, biomedicine,
technology, geosciences,
engineering, environmental
sciences, pharmacology...

Uses across
disciplines




What does Reaxys2017 look like?
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A clean, streamlined user interface fits to how YOU search
and grants access to unparalleled content

Jo
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Reﬂxys Elsevier Reaxys

Search substances, reactions, documents and bioactiviy data in Reaxys, PubChem and eMolecules

Quick Search Query Builder Saved Searches

Q, Substance Property, e.g. ferroelectric materials

@ﬁp Create Structure or Reaction Drawing




Old interface

SEARCH

REAXYS: SIMPLER TO SEARCH, MORE DISCOVERABLE INFORMATION

WREAXYS

Reactions Substances, Names, Medicinal Chomisn&-‘ Litarature ' ReaxysTree w
Formulas

A | w @ .l E

Wi REAXYS

HOW YOU THINK HOW YOU WORK



A clean, streamlined user interface fits to how YOU search
and grants access to unparalleled content

Reo Xys Elsevier Reaxys fg"\ O\ E

Search substances, reactions, documents and bioactiviy data in Reaxys, PubChem and eMolecules

Quick Search Query Builder Saved Searches
.\ Build your own queries by
combining diverse intelligent
Q, Substance Property, e.g. ferroelectric materials search fields

Common search types
using natural language

- z ¢ Create Structure or Reaction Drawing
and familiar terms e

/

For Quick Search, simply enter a
search phrase and/or draw a structure.




Quick Search recognizes search intention and lists

alternative hitsets

Search Reaxys
Q esterification of benzoic acid

@}’ Create Structure or Reaction Drawing

Recognizes search
intention (reactions)

Delivers a ranked
list of alternative

results suggestions

& h Interprets natural language @

82

399

21316

48655

Reactions

benzaic acid starting (exact search) AND Reaction Type : esteri-

fication; esterifications OR Cther Conditions : esterification;

esterifications

Documents

Titles, Abstracts and Keywords - Document Basic Index - “ester-

ification®; “estenifications” AND Document Basic index : ben-
roic atd

Documents

Titles, Abstracts and Keywoeds - Document Basic Index : ben-
oic aod

Documents

Tithes, Abstracts and Keywueds - Document Basic Index - “estes-

ification”; "esterifications’

Preview Results

Preview Results

Preview Results

Preview Results «

View Results )

View Results )

View Results >

View Results >



Alternatively, use Query Builder to create your own

targeted queries without being an expert

Reaxys

Untitled

Stricture

Melting Point

Baoiling Point

Enter search terms
and click Search. @= EXEI
% % B

Dindes  Foonn s St By S fues Bt e Dieleie

@’ Create Structure [ Reaction Drawing

AND
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-
jC

Exizt "

Search properties Q

Sl Fueres Saved searches
S Aucignition

3 Aestropss (MCS)

€ Buling Pelnt

S Bountury Surfuce Phenaemns (MCS)
S Buk Vioosity

B Chomatographic Dats

£ Cirtubsr Dicheniym

G Complex Phase Equliets (MCS)
8 Compreszibiity

L Curfurmtion

S Crtics Derntty

2 Ciitiesd Micelle Cancantration (WMCS)
S Critical Pressem

 Crited Tamperature

S Criticst Vilume

®

Combine them
with operators

@

!

Drag and drop
them into a query

©

Search
Querylets



Each record retrieved offers multiple touch points to

discover more within and outside of Reaxys

Display associated index terms

| Fused heterocycli
Part 1: Design,
zolo[1,5-a]pyrimi
Tian, ¥e Du, Deping;

bearing bridgehead nitrogen as potent HIV-1 NNRTIs.
esis and biological evaluation of novel 5,7-disubstituted pyra-

e derivatives

Diwakar; +6 others - Bloergank snd Medicmal Chemistry, 2014, vol. 22, #7, o 2052 - 2059

AWz A IndexTerme A Subwlinctes A Reactom v RliTen A

i1 ) VieW cCiting articles in Scopus

Abstract
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What Is unique about Reaxys2016?
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Reaxys2016 aims to deliver immmediate access to information

p OYOH N 0;‘;9 5 14y

Lyophilized aspirin with trehalose may decrease the incoidence of gastric myuries in

healtlyy dogy  Comed 1 limes
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While the philosophy of other solutions is Reaxys strives to deliver relevant
to deliver lists of references that answers on the spot:

may be relevant to a query - References ranked by relevance
« Reactions with experimental details
« Substances with extensive properties

Focus on using information, not searching for information



How does it do that?
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Excerpted data are standardized, normalized and collated
Into one record for quick and easy access

. Other Data - 292

cetane Vv Biodegradation - 99
Mentficubu Prepacitions « 183 ) V' Exposure Assessment - 19
Ehvestest Data - 2307 S 7 Physical Data - 2307
vpnics Data - 2307 -3 S e e bl B
Other D2 - 292 Docemnents - 1627 ) V' Concentration in the Environment - 118

Vo UguidfSold Systems (MCS) - 72
Seeqia - 103
N . Vo e~ 12
LY. ANy, Bloadtinty - 127 V. Fusther Information - 111

v Siabilis
v Sell-afluson - 8 Stability in Sail - ¥

v Solubily (MCS) - 13 ' Abictic Degradation. Hydrolysis - 1

v Molecular Deformatian - | W Abictic Degradation, Photolysis « 1

V  Transport Phenomend (MCS) - 194 Vo Transport and Distribution - &
cetane x Vo Thermal Expaniion - 1 V' Jsolation from Natural Prodoct - 25
175592 Vv Compressibility - 9 v Oxygen Demand - |
il Mo setane, Hedadetane, Hesadesan
V. Boundary Surface Fhencmena (MCS} - 146 v Bioaccumulation, Bioragnification and Biamanitoring - 1
16+ ' X Farmuls ClameCeaa
3 > W Assocation (MCS) - 366
| ' o 3 \ fere 27
; A 194 A Spectra - 103
DCAYPVUWAIABOU V. Tramsition Poirsia) of Liquid Moditication(s) « 2
UHFFFADYSA-N

Vv Raman Spectrotcopy - 12
¥ Mechanical & Physcal Properties (MCS) - 170

VIR Spectrosc - 26
V' lonizaton Potential - 1 Ps 5t

vV Flusrest scopy
~ Areatropes (MCS)- 3 Tuorescence Spectroscopy - 1

v ’
v Energy Dats (MCS) - 250 ESR Spactriacopy=3

All relevant data are accessible for a common
point and tabulated for direct use.

+ Lowd Mare | V. NMA Speciroscopy - 35
v UVVIS Spectroscopy - 4
” Bioactivity - 127 V. Mass Spectrometry - 13
Vv Ecoluvculogy - 16 vV Rotationsl Spectroacogy
v Phgrracologics Date - 111 Vo Lismenescence Spectroscopy - 2

V. NQR Spectroscopy - |



State-of-the-art indexing augments content richness and
brings information from across disciplines into focus

Indexing the full article text body brings the Additional indexing based on 4 market-leading
complete information landscape into focus databases grants access to chemistry across disciplines

Antiviral activity of Bignoniaceae species occurring in the state of Minas Gerais (Brazil): Gied 6 times
Part 1
Brandao; Kroon; Dos Santos; +3 others « Letters in Apphed Microbiology, 2010, vol, 51, 84, p 469 - 476

Abstract v  Index Terrns A Fufl Tet A
Index terms -

Author keywords antiiral sctivity, Bignoniacese, EMCY, HSV-1, in wita assays, plant extracts, VACVY

Compendex Terms: Antiviral activities. Bignoniaceae, EMCY, HSV-1, In-vitro assays, Plant extract, YACY

Compendex Terms: Assays, Bromine compoundy, Ethanol

EMTREE drug term: aciclovie, slphala interferon, natural product, plant extract

EMTREE medical tarm: animal cefl, antiviral actiwty, article, Bignoniscanse, Soail, controlled study, cylopathogenic effect, cytotox-
ioty, ethnopharmacology, frust, Herpes simplex virus 1, in vitro study, Musine encephalomyelitis virus, nonhurman, plant leaf,
plant stemny, Vactnia virys, Vera cell

Species index: Bigniodiateae, Encephalormyocarditis virus, Human herpesvirnus 1, Murinae, Vacoini vitus

Reaxys Index Terms: antiviral agent

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

And augments Reaxys content richness: ® GeoBase: Geosciences & Environment
« ~300K compounds every year



Filters and Analysis are interactive for fast filtering and
evaluation of results

Filters and Analysis ¥ Filters and Analysis RV
Index Terms (List) 1 ~ Index Terms (List) 1 ~
sterecselectivity -— 42 stereoselectivity - 44
enantioselectivity - 24 enantioselectivity - 24
[m] total synthesis - 18 [m] total synthesis - 18
ooddation reaction - 18 oeadation reaction - 12
enantiomer excess - 1 enantiomer excess - 1
catalysed reaction - 11 catalysed reaction « 1
catalyst a 10 catalyst q 10
4+ More + More
Index Terms (ReaxysTree) N Index Terms (ReaxysTree) ~
‘ ) Selected index term
Publication Year ~ Publication Year ~ hlgh|lghtS Corresponding
1998 - 5 . records in other filters
2006 - 2 BT b
2009 - 2 M ~
o= - ! weinreb, steven m - 2
2008 - L S - 1
2015 0 kroutil, wolfzang 0
2007 o cha, jin soon 0
+ More oishi, takeshi 0
Document Type N EEmE 2T E




Search Examples
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Find melting point of nicotinic acid

A vast number of simple properties can very quickly be found when the property field and the substance name are entered in

Quick search.

1. Enter query.

Use prepositions but not truncation
or Boolean/proximity operators so
that Reaxys searched in
Substance records.

2. Browse options
3. Choose View Results

Search substances, reactions, citations and bioactivity data

\ VU STPHED

(Substances) €k s P
1 SubStances ws« 114 cussmnavesang W
metting paint of nicotink acd —
meotinic scid
4 N
x
L L o
Viee OH
RAOH ar
A MitData - a8
4. Click Hit Data, then Melting Point.
D

Note that only the first 2 of the 45 entries
are shown here.



Find solubility of carbamazepine

ey Quidh semrrh  Guery hutkde Meaat My A ©
Search substances, reactions, ¢itations and bloactivity data 1. Enter query.
B0 sy of bermessibde *

(«I Crage Snsture or Bearten Drowegy

4. Click Hit Data, then Solubility.

Note that there are 107 data points that report the
solubility of carbamazepine — many in different
solvents/conditions. Rather than perform further
searches it is easier simply to browse through the list.

2. Browse options.

Note that the property has been recognized through
the Solubility (MultiComponentSystem) field.

3. Click View Results (Substances).

(o} Gotomt Carbamazepin

Hit Dats - 107 Preparations - 54 )
Cust warst  Quary lusdder  Rensdn : sy 2
identfication Rescvore < 18T )

[} ’ENYO
& Nk 18 Gy ey N Q*\ Spectra - LD Documeees + 1338 )
solubility of carbamazepine [\"‘ ) Physical Dota - 306

Bloacuwity - 1703

1 Substances Sch A 0y VICY mats N1 Coreprrant sathurnaepw fromct e [———p—— View Resedty >
7~ Hit Data - 107
549 DOCUTMErtE Tt Zbwttuts wud omwmats | Dae o : ety ‘ebak ey Pumse Rints o Viow Resalls >
A, Whady wer” ANC) Chidun v pee ¥ .
A Sokaulity (MCS} - 107 hits out of 107
53876 DoCUMERtS  Tibee disttacts wet Yapwands | Davarerr Sanst budve ; coburumpres Pumre B0t v | View Resells >
|
DIome " pure wile Wl Nuwat Chat, Oyair Ahirad; abeen. Satasa. «4 othen
213406 DOCUMENtS Tl bettuts et Mapwead: | Ducarnt ficke (v | mhettu ‘takine P sty v | View Resdlls > o S04 RSC X4 Rl 56 10. & 7688 o 1
- « ML Acvanies, AV YN O, uLe /o5

FélTeat A Srawdesih )



Search substances, reactions and documents

in Reaxys, PubChem, eMolecules and LabNetwork

Search Reaxys
Q. preparation of carbamazepine X

AND

@&“ Create Structure or Reaction Drawing

preparation of carbamazepine

100 Reactions Product(s) : @ as drawn Preview Results ~ View Results >

5416 Documents Titles, Abstract, Keywords : preparation, carbamazepine Preview Results View Results >



100 Reactions out of 55 Documents containing 127 Substances

[ ] 0selected: Export 1, Reaxys Ran
1 H o N
;NY = I -
N =]
r Klm — o295
e (=]
— O
Show All Details v+  Find Similar Reactions >
Yield Conditions Reference
In dimethyl sulfoxide Zaworotko, Michael ].; Moulton, Brian; Rodriguez-Hornedo, Nair

- US2003/224006, 2003, Al
Location in patent: Page 9

Experimental Procedure Full Tet A1 Show details >



Searching Reaxys2016 — Structure drawing

Create Structure or Reaction Drawing
Click Create Structure or Reaction Drawing to open the MarvinJS Structure Editor.

Enter substance name and
Reaxys builds the structure for
you. Then modify as needed.

U TR ETY P T T e Check type of search
o . G ~btes — .
- | = required.
agvg:u(;\?e?(w:&gr;%ﬂzé e Check options as required.
Structure drawing tools. s ; 10 see & descrinion - == e Note: check Salts and
Hover over with mouse to B prion. o Mixtures to additionally
see a description. @, T search for these classes of

"

1o - —

substances (often required
for substances in pharma
and agriculture).

Atom specification tools.
(Generic atoms available .
through -, ). e

Ring drawing tools.
(Generic rings available
through = ).

(FR



Searching Reaxys2016 — Structure drawing

Create Structure or Reaction Drawing

If you enter in Search Reaxys: carbamazepine (i.e., the text term), Reaxys performs an exact search of the substance (gives 4
Substance Records), and a keyword search (gives 53,876 Document Records). However, many Substance Records have the
exact structure as a component and when these substances are of interest it is necessary to perform initially a structure search.

Create the Structure Template
from Name (carbamazepine),
and check required boxes in the
right-hand panel. Click Transfer
to Query, and then click Search.

r, =
Y 121 Soubstances

This results set gives
Reaction records in
which the searched

substances are prepared.

Because of the more general way the
guery was entered, Reaxys provides
more general Options in the results list.

This results set
additionally includes
Substance records
that have closely
related structures.

View Nenuits D>

This results set
includes Substance
records that contain
salts and mixtures.



Substances: A lot of data on properties

Substances may have information in many property fields, e.g., the substance carbamazepine has data in ~3,000 fields and sub-fields.

carbamazepin
Identificat P tions - S4
A o entification reparations >
Y Spectra - 120 Reactions - 157 >
N Physical Data - 306 Documents - 1338 )
(3H3 Bioactivity - 1203
?L — Other Data - 1430
N Spectra - 120 A\ Physical Data - 306 2 Bioactivity - 1203
O D H V' Raman Spectroscopy - 9 V' Liquid/Solid Systemns {MCS) - 6 V' Pharmacological Data - 1154
G o Vv fcotoxicology - 49
% UV/VIS Spectrascopy - 40 V' Interatomic Distances and Angles - 4
H . /N Other Data - 1430
l . Mass Spectrometry - 30 V' Further Information - 1 i
Vv Abwatic Degradation, Hydralysis - 3
VIR Spectroscopy - 24 v Solubility (MCS) - 107
Vv Abwatic Degradation, Photolysis - 14
>100 M Substance V. Fluorescence Spectroscopy - 3 T % =t
. ransport Phenomena (MCS) - 2 V' Transport and Dustribution - 13
records with >500 M ' NMRSpectroscopy - 14
. Vo Assocation (MCS) - 14 Vv Bindegradation + §
excerpted facts on their
H . H : Vo Esposure Assessment -3
properties: physical, Vv Optics - 4
[ Vv Coancent in the Envi ent - 04
Chemlcal, SpeCtraL o Crygn[ Phase <20 oncerdration in the Enviranmen|
ecological, bioactivity e ey
rystal System -
and more ¥ ¥ v Blosccumulation, Biomagnification and Biomonitoring - 2
Y Melting Point - 29 v Quantum Chemical Caklations - 3




Substances: Content (Mass Spectrometry)

One of the fields is Mass Spectrometry, which contains information in the Description sub-field and the relevant Reference(s).

N

Source of Description
text: indexers

Source of index
terms: indexers

N Mass Spectrometry - 30

Description (Mass Spectrometry)

liquid chromatography mass spectrometry (LCMS),
tandem mass spectrometry, electrospray ionisation (ESI),
spectrum

liquid chromatography mass spectrometry (lcms) (559884)
liquid secondary ion mass spectrometry (Isims) (608)

Irms (51)

Isims (liquid secondary ion mass spectrometry) (1989)

m (9)

maldi (1)

maldi (matrix assisted laser desorption ionization) (55758)

Source of bibliographic
data: authors

Reference

Su, Lijuan; Khunjar, Wendell O.; Aga, Diana S. - Rapid
Communications in Mass Spectrometry, 2014, vol. 28, # 11, p.
1265 - 1272

Full Text 4 Cited3times 1  Show details )

Hou, Mei-Ling; Lin, Chi-Hung; Lin, Lie-Chwen; +1 other - Journal of
Pharmacology and Experimental Therapeutics, 2015, vol. 355, #
1,p.125-134

Full Text 4  Show details >

A complete list of the different systematic
terms entered in the Description (Mass
Spectrometry) field is displayed through the

maldi-tof (matrix assisted laser desorption ionization - time of flight) (46524) querylet available th rough QU ery builder.

mass (10)

mass ion kinetic energy (mike) (220)
mass spectrometry (1293)
metastable ions (228)

ms (570)

multiphoton ionization (mpi) (65)
negative chemical ionization (1632)
negative ion spectroscopy (29915)
negative secondary ions (456)

Some of the terms (with current numbers of
substances) are shown here.

Terms in Description sub-fields are
searched by Search Reaxys and by
guerylets.



Substances: Content (Ecotoxicology)

Classification of data
is done by indexers

~

Ecotonicology - 49

ek 30 sigee Dunaliells 5000 - 30000

bext species EC30 » BODOG s =
fertnlerta upll

0 g Dhel g
{50000 cels/mi

inaculated in x

fest tubes ——
contamang hitle

comp

masddined &
25 dog C wth &
I E-boe . 52
lght:dark MAelpi

Source of data: authors phunopered —

with continual Wil et A}
manng 3t 159 e—
pm; cel Gled 80 times A
demwry sisenved
#ca, 9.9 ) an Show detalls )

:
hemacyiometer
ASTM 1990

All data here are related to information provided by authors in the original document. Thus, the data are not searched by Search
Reaxys, but it is searched by the Ecotoxicology querylet (and by the Substance Basic Index querylet).




Reactions: Experimental procedure

-«.c*

a,c ;(:s R:%;:*

Find Similar Reactions )

Yield

86%

Source of reaction type
and name: indexers

Names and types of reactions
are entered by indexers. These
are searched by Search Reaxys
and by the Reaction Type and
Reaction Basic Index querylets.

With AD-miea; methanesulfenamide In watee; tert-butyl
alcohol at 0°C for 24h Sharpless asymmetric dikydroxylation

Experimental Procedure A

Compound 11 X

To a solution of tert-butylalcohol and water {1010 mL) was
added AD-mix-0 (4.70g,) and MeSOZNH2 (30mg, 0.31
mmol) and stirred 3t room temperature untll both phases are
¢lear, and then cooled to 0aC. To this solution the olefin (10,
0.9 g, 3.36 mmol) was added at once and the heterogeneous
slurry is stirred vigoeously at GoC for about 24 h. After
completion the reaction, the reaction was quenched at 0oC by
addition of sodium suffite (1 g) and then warmed to room
temperature and stirted for 30 min. The reaction mixture was
poured into water (30 mi) and extracted into EtOA: (3 x 40
mL). The combined organic [ayer was washed with brine (30
mL), and dried over anhydrous Na2SO4. The solvent was
removed under reduced pressure to yleld the crude diol
which was purified over silica gel column chromatography
{713 vjv ethyl acetate/hexane) to afford diastereomer 11 as
clear liquid (860g, 86percent). [a]D25: - 39.5 (¢ 0.25, CHCI3)
IR {Neat): v 3435, 2925, 1716, 1643, 1378, 1267cm-L 1H
NMR (300MHz, CDCI3): §5.12(ddg, } = 12.1, 6.8, 4.2 Hz,
1H), 3,67 {dd, ) = 5.0, 2.4 Hz, 2H), 3.64-3.60 (m, 1), 3.42-
3.24(m, 1H) 3.07 (br 5, OH), 2.63 (br 5, OH), 2.04 (s, 3H),
1.76(ddd, J » 14.1, 11.1, 3.0 Hz, 1H), 1.62 (ddd, | = 14.3, 10.0,
28 Hz, 1H), 1.28(d, | = 6.2Hz, 3H), 0.9{s, 9H), 0.08 (s, 6H),
13C NMR (75MHz, CDCI3): b 170.6, 67.8, 67.6, 66.9, 39.9,
29%,295,256,21.2,194,-29, -3.6. ESIMS: m{z329
IMsNal+.

Reference

Reddy, D, Kumar; Shekhar; Prabhakar; +5 others - Bloorganic
and Medicinal Chemistry Letters, 2011, vol. 21, B 3, p. 997
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Source of data: authors

Text in Experimental
Procedures is author-related.
This text is searched by the
Reaction Basic Index querylet.



Superhydrophobic surfaces (hysteresis)

1. Enter query.

Note that you don’t know the number
and types of answers you get, so
initially try a simple search on a couple
of concepts.

2. Look carefully at the option given.
Note that surface/surfaces are searched
and that the proximity operator NEAR
(searched terms are in either order and
within a maximum of 4 words) has been
applied. If you wish to broaden the
search enter: superhydrophobic*
surface*; in this case the AND operator is
applied (and over 6,700 Document
records are obtained).

3. Use Index Term filter.
Check the box, then click Apply.
344 more precise answers are
obtained.
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Find liguid chromatography mass spectrum (information) for
carbamazepine

1. Enter query.
Note that ‘lcms of

carbamazepine’ gives
the same result. M

2. Browse options.

Note that the property has been
recognized through the Description Mass
Spectrometry sub-field.

3. Click View Results (Substances).

Search substances, reachions, otations and bisactivity data

4. Click Hit Data, then Mass Spectrometry.
Note that only the first of the 14 Hit Data
entries are shown here.
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Find substance through its properties

Identify an unknown substance isolated from a natural product@. Experimental
results indicate that the substance has 30 carbon atoms @ and an optical
rotation of 75-85°(2). Has it been tested for antimicrobial activity(4) ?

In Query builder drag the Molecular Formula, Optical Rotatory Power, Isolation from Natural Product,
and Substance Basic Index querylets into the main working screen and enter data as shown.

@ Molecular Formula 1] @ Isolation from Natural Product Exist v

g . C6H5COOH
c30* $eat

[E

Look up

@ Optical Rotatory Power Bit A W @ Basic Indexes

Substance Basic Index

s V' Type (Optical Rotatory Power) is Y antimicrobi®
B V' Concentration (Optical Rotatory Power)
= V' Length of Path, em
= V' Solvent (Optical Rotatory Power)
Optical Rotatory Power, deg
= Vv 7585

= V' Wavelength (Optical Rotatory Pawer), nm

= V' Temperature (Optical Rotatory Power), °C



Find substance through its properties

One of the substances found is dikamaliartane B, which contains specific hits in the fields (parts of the fields are shown).

“  Dptcal Rotatory Power - 1 hits oot of 3

| dikamaliartane B
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Complex substance search

IHNMRAND @

2 Substances Structure : @ as drawn; included: only absolute stereo, addi- Preview Results ~ View Results >
tional ring closures allowed, salts, mixtures, isotopes, charges,

radicals AND  Property : 1H NMR

9328842 Substances Property : 1H NMR Preview Results v View Results >
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