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>121m records
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>350m substances

.» Chemical
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71m reactions

Property Database

>500m experimental
properties in >500 fields
in >130 subject areas
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43k targets
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Discover a more intuitive way to search — with Reaxys Al Search Beta. > =
y ys EE - SERD
Search substances, reactions, documents and bioactivity data ot
mport &,

in Reaxys, Reaxys Target and Bioactivity, PubChem and Commercial Substances
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Reaxys Al Search

Welcome to the new Reaxys Al Search

»

A faster and more intuitive search experience.

s your research question?

Learn how it works >

Search Examples

How to retain blue nthocyanin levels under high pressure pro

¥ pu

s in flexible

licat

Developmant of conductive p s enhancing their

The application of PYA in antibiofouling coatings

VOCS remaval?

he key challenges in Mn based catalysts f:

Wh

ite simultaneously?

3en production of

1 carbon dioxide capture and hydro

lame re

Siloxane blend with polycarbonate fo rdants

Use Reaxys Quick Search or Query Builder if you're looking for:

Molecular formula, SMILES and CAS numbers

.

.

Patent number

.

Auther name

Structures and Specific datapoints: What is the melting point of lamotrigine?

tions: "suzuki cros

Reactions and con

.

coupling reaction" in toluene



Reaxys serves a varying profile of chemist

5 | am a chemist where ﬂ
T/ (0

| mainly search using . &
’r -~
¢ structures ™

% N

Structure search:

* Search for substances, reaction, properties that have been
extracted by structure through structure or text search
queries

8 Conditions v Find Simelar > Reaction 10: 41428311

ELSEVIER

| am a chemist where

structures and text

| am a chemist where |

search using text because
3 structure searches are
- difficult or not possible

| search using

Text search:
* Use of natural language querying for information retrieval

* Text search supports interdisciplinary fields where chemistry is
combined with other subjects, e.g. material science, chemical
engineer, polymer scientist etc.

kangé Mpcloth Drvg Large Siclogic Sample query from chemical
Human Growth Hormone Herceptin
~3,000 atoms ~25,000 atoms engineer:
. “Wastewater treatment physical
9“ ’ processes”
1

Sample query from material
scientist:

“Advances in hair fibre
reinforcement techniques”

X

Large molecule researchers require text search for
information retrieval

15



Discoverability: (FFH B AGES

Bata

Quick search  Query builder  Results  Retrosynthesis  History  Alerts | 4 Reaxys Al Search

Reaxys AI SearCh (beta VerSion) Discover a more intuitive way to search — with Reaxys Al Search

FEERBETULEBBEAESHESIE
AR [ Insert ony notural languege query nd our system will find relevant decuments to match it

HYIE* Hz—.rnn%x E EA Reaxys Benefits of using Single-Crystal Cathode Particles in lithium-ion batteries

g | EIJ FﬁﬁY{q: EIJ *Eé ﬁ%]—sc 100+ Documents found

Al Exportos CSV 1

To apply filters and explore
structured data

Reaxys Al Search EZ{E%: T o — A

core: 0.999707

O

]

Abstract:

- < A The ever-increasing demand of advonced lithis is calling foe hig @ cathode materiols. Among promising mext-generation cathode moterials, igh-nickel layered oxides with spheriol
i}ﬁ{t / \ = 1": 1 *4“":' =] E/\J Et-g QE polycrystolsine secendary porticies exhibit the advantage of high energy Y. ., polycrystols, suffered from of partiles ond f crocks, show the ng of

poor cycling performance. As on efficient solution, the single-crystol roate hes been underestimated hitherta. Hereln, the unique structural degrodation mechanism of single Crystols ks emphasized, and their
A & ogainst tals are zed In terms of thermal, <ol properties wo point out the practiced chollenges of single-crystel moterials
Q A—r/\ > = toward practicol applications and rakse hopeful strategies for avercoming such isues. Based on the oforementioned charccteristics ond opproachas, future directions ore caticaked as wel.

*EE R *j %I‘,Slr *ﬂ%% o was this relevant to the question? 75

Pulse High Temperature Sintering to Prepare Single-Crystal High Nickel Oxide Cothodes with Enhanced Electrochemical Performance 71

a 231
E :":' I A E = I /-\|: s L\IZ 9u I (2023}
5% Jan Score: 0999528
7t f%ﬁﬁ b= ER %E%l PN P
/u\ 'H R W n\\ For the currently most dominant cathade of L(NIxCoyMnz)O2(NCM, x «  « 2 = 1) in ithium-ica batteries, higher mickel content brings higher anergy density but is accompanied by heavier interfociol recctions with

e eloctrolyte ond y per single crystol erials have the of fewer grain boundarles, higher density, and greatty suppressed microcracks daring cycling. these banefits in turn
& |__| o suppross Intorfocict side reactions, s well @ the improve volumetric energy dersity and safety performance. Here, a strategy of pulse high-temperature sintering (PHTS) is roported to prapare ingle-crystol
LNID.9CoR.05MN0.05J02 (SC-NCMSG), in which on extra PHTS ot 1040 °C for 1 min s cddod in the troditionat calcinotion process at 750 °C, ykiding woll defined octohedral particies with an initial capocity of 209
mAR g-1. Compored with the counterpart NCM30 secondary spheres, the tap density of SC-NCMS0 increases by 1/3 to 2.76 g ¢m-3 and the microcracks are successfully suppressed, improving both the cycling
parformance ond thermol stability. The calcination time and temperoture are optimized, showing that overiong
octohedrol shape but heovier LifNi intermixing and capacity loss.

o overhigh temperaturs of the PHTS treatment would result in partickes with better dafined

Was this relevont to the question? 75

#1535 2B Release Notes
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https://service.elsevier.com/app/answers/detail/a_id/38706/supporthub/reaxys/

How does Reaxys Al search work?

Reaxys Al is based on vector search, which is a technique to find similar items by comparing numerical representations
(“vector”) of content like text, images, or molecules. The upcoming Reaxys Al search focuses on vectorized text only.

v" BERT model is trained to
answer chemistry-related

questions with full Reaxys
@ @ — data (Title and Abstracts)
—_— —_— — —
A v Reviews more relevant

results for natural language

Ask YOUL;IJ_UGSUOH Query is converted Finds nearest Delivers list of relevant
as NLQ into a vector* neighbours between document (up to 100) query
query and vectorized to users

Reaxys content

v Leverages strength of both
vector & keyword-based
search

ELSEVIER 17



What is Reaxys Semantic Search?

Reaxys Embeddings
Documents Model
> —_
L]

«  Textual content from journal articles and patents
(abstracts, patent claims, full text) can be
transformed into vectors, represented as
numerical values

«  This numerical representation of this complex text
is represented as points in a multidimensional
vector space. The embedding model ensures that
text with a similar meaning sits in close proximity
in the vector space

ELSEVIER

Suzuki Swift (car)
(3.5.4...)

Carbon-carbon
bond formation
(1.2,2.3.)

Suzuki coupling
Suzuki reaction (1.2,24...)
(1.2,2.2.)
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What is your research question?

Which metal-organic frameworks are most effective for encapsulating anticancer drugs like doxorubicin? Q

Reaxys Al Searc

D e 0 100 Documents found You can Review Al search results, or
m sl epotascsvile vewnreonseon | PASS It t0 Reaxys.com for further filtering

Encapsulation, Release, and Cytotoxicity of Doxorubicin Loaded in Liposomes, Micelles, and Metal-Organic Frameworks: A Review
1

[2022]

Score: 0.999667

Abstract:

Doxorubicin (DOX) is one of the most widely used anthracycline anticancer drugs due to its high efficacy and evident antitumoral activity on several cancer types. However, its effective utilization is hindered
by the adverse side effects associiited with its administration, the detriment to the patients’ quality of life, and general toxicity to healthy fast-dividing cells. Thus, delivering DOX to the tumor site
encapsulated inside nanocarrier-based systems is an area of research that has garnered colossal interest in targeted medicine. Nanoparticles can be used as vehicles for the localized delivery and release of
DOX, decreasing the effects on neighbering healthy cells and providing more control over the drug's release and distribution. This review presents an overview of DOX-based nanocarrier delivery systems,
covering loading methods, releas: rate, and the cytotoxicity of lipesemal, micellar, and metal organic framewarks (MOFs) platforms.

Beta
Quick search  Query builder  Results  Retrosynthesis  History  Alerts  +" Reaxys Al Search ©] @

Which metal-organic
frameworks are most ore I ey —— Sort by Relevance \/ N /D

o

effective fo r e nca ps u Iati n g D 0 selected Ew‘_'on QO @ Bioactivity Visualization F§
a nti ca ncer d ru gs I i ke Publication Year Y l;‘ Coordination polymer particles as potential drug delivery systems Cited 240 times

Imaz, Inhar; Rubio-Martinez, Marta; Garcia-Fernandez, Lorena; Garcig, Francisca; Ruiz-Moling, Daniel; Hernando, Jordi; Puntes, Victor;

d b- - 9 Document Type ~
oxoru Ic' n " T S B Chemical Communications, 2010, vol. 46, # 26, p. 4737 - 4739, 10.1039/c003084h
Abstract \/ Index Terms \+  Substances (3° v FullText 7
Current ffilation v ] unusual microporous polycatenane-like metal-organic frameworks for the luminescent sensing of Ln** Cited 98 times
Inventors of Patents v " cations and rapid adsorption of iodine
Chen, Le; Tan, Ke; Lan, Ya-Qian; Li, Shun-Li; Shao, Kui-Zhan; Su, Zhong-Min
CITE L AR e Chemical Communications, 2012, vol. 48, # 47, p. 5919 - 5921, 10.1039/c2cc31257c
< Abstract \/ IndexTerms Vv Substances (7 \/ Reactions (3) Vv FullText 7
Patent Office v
o D Peptide targeted lipid nanoparticles for anticancer drug delivery Cited 177 times

Journal Title )
Shroff, Kamlesh; Pearce, Timothy R.; Kokkoli, Efrosini

v Advanced Materials, 2012, vol. 24, # 28, p. 3803 - 3822, 10.1002/adma.201200832

Abstract v IndexTerms v Full Text 71

Substance Classes

Reaction Classes 2
O Lipid nanocapsules: A new platform for nanemedicine Cited 533 times

E L S E ‘[ I E R Index Terms (List) v Huynh; Passirani; Saulnier; Benoit
International Journal of Pharmaceutics, 2009, vol. 379, # 2, p. 201 - 209, 10.1016/j.ijpharm. 2009.04.026

Index Terms (ReaxysTree)

Abstract v IndexTerms v Full Text 7



Reaxys Al Search 8 =54E 5

| £ Go back to main search |

What is your research question?

‘ How to retain blueberry puree anthocyanin levels under high pressure processing? Q

Learn how it works »

100 Documents found

D All  Export as CSV file View in Reaxys.com

[0 Method for processing dried blueberry fruit having high anthocyanin content
1

CN104642949, [2015]
Score: 0.997681

Abstract:

The invention discloses a method for processing a dried blueberry fruit having high anthocyanin content. The method comprises the following steps: step (1) screening fresh blueberry fruits, washing and removing water; step (2) dewaxing the
blueberry which is treated in the step (1), cooling and removing water; step (3) firstly perferming an osmetic dehydration treatment and then performing a heat pump-hot wind united drying treatment; step (4) cooling the dried blueberry fruits to
room temperature, making sure that the retained amount of an anthocyanin type substance in the dried blueberry fruits is above 800mg/100g. By controlling the processing parameters such as pH and temperature that influence the stability of
the anthecyanin, a vertical stacked hydrophobic structure is formed by utilizing copigmentation and unien of molecules, so that hydration of the anthocyanin type substance is inhibited; the structural stability of the anthocyanin type substance
is improved by modification effect of an intra-molecular structure which has reactions such as glycosylation and acylation, and thus the stability of the blueberry anthocyanin is improved, and the loss of the blueberry anthocyanin during

processing is reduced.

Was this relevant to the question? f] Q

O Effects of high hydrostatic pressure and thermal processing on anthocyanin content, polyphenol oxidase and B-glucosidase activities, color, and antioxidant activities of blueberry (Vaccinium Spp.)

puree
[2021]
Score: 0.995587

Did the results answer your question? Yes No
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Internal evaluation — Significant improvement vs. current Reaxys
text search: Relevancy score increased from 38% to 81%

Comparison of Reaxys Al Search with current Reaxys Text Search '

Relevancy score of top 5 per Chemistry Subject Area Current Reaxys Text Search [l Reaxys Al Search
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Relevancy score top 5 results: Reaxys Al Search 81% vs. Google Scholar 64%
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Reaxys Al Search K725 fE

Quick Search in
Reaxys.com

Keyword-based search
for chemistry concepis

Sample query:

Synthesis of "ivabradine”

Full integrated solution

Reaxys Al Search Reaxys Al Search Reaxys Al
Al-based natural Al-based natural language Al-based
language search of text search across all content in Summarisation

across all subject areas Reaxys (text and extracted data) & more

(in title and abstract)

Currently available

ELSEVIER

Sample query: Sample query:
What are the recent advances in green hydrogen production Synthesis of "ivabradine” with
using photoelectrochemical water splitting? more than 90% yield
We are here Planned for 2026
Releasedin July 2025

to all registered users with
username & password
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Search Reaxys

"paracetamol"

X

Substance Properties, e.g.solubility of vitamin D3

Search Reaxys

solubility of "vitamin d3'|

X

Substance Effect, e.g.anticoagulant

Search Reaxys

synthesis of saccharose

X

Substance CAS Registry Number, e.g. 102625-70-7

Search Reaxys

dissociation exponent of EDTﬁq

X

Reactions, e.g.phosphorylation

Search Reaxys

publications by "john white"

X

Find »

Find >

Find >

Find >

Find >



RINZEAYN R 53T 5 (Bidens Pilosa)

Photo by An Hoang on Unsplash

ELSEVIER

Question: IRERZHBEYZZEYIN
EEMER  EERNBIP AL
Substances #4C#%?

FiE—:
1. 1iZ Bidens Pilosa FISZ &R
2. BVES B A TIRE

Substances & &

A
1. FFE[EE =T B Isolated
from natural source


https://unsplash.com/@67online?utm_content=creditCopyText&utm_medium=referral&utm_source=unsplash
https://unsplash.com/photos/a-close-up-of-a-flower-with-a-blurry-background-oNq2rvGlR-s?utm_content=creditCopyText&utm_medium=referral&utm_source=unsplash
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&, Structure editor selected: @) Marvins () ChemDraw)s
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Search this structure as:

@ Asdrawn
o As substructure

O Similar
Tautomers

Stereo
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D Related Markush

Salts

Mixtures
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+ More Options

v

BRER

Feadhack [



Reaxys

HR A4S 18

Azatadine
CAS# 3964-81-6
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Search this structure as:

O As drawn

@ As substructure
@ On all atoms

O On heteroatoms
O Similar
|E| Tautomers
|E| Stereo

|E| Additional ring closures

D Related Markush

[m] Salts

[m] Mixtures
[m] 1sotopes
[m] charges
[W] Radicals

-+ More Options

As drawn: % g4 L ’Jﬁiif%
As substructure: 230 4518
«  On all atoms: ?%?Fﬁﬁ@?ﬁ’\]?%%
«  On heteroatoms: REXHEF ST
ERER
Similar: S EE Y FE

Tautomers: B0 E£R& =

Stereo: 1152 E & e

Additional ring closures: 289 \UIBFEEA S
Related Markush: #8E8#Y Markush =1t}
Salts: E5%5

Mixtures: JE& )

Isotopes: [EfiIZ=

Charges: /&7 F

Radicals: BEHE
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N—i Reaxys Quick search  Query builder Results Retrosynthesis History  Alerts ®@ @
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-+ =) e [} e Q # E] Fields Forms  History
Import Save Options Reset Query Delete Query Current Patent Assignee  Structure  Moleculor Formula  CAS RN T AB & KW W
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I Melting Point Find Any Hide fields A jm)
— Topics and Keywords s
= | Melting Point, °C Q el
- Identification N
is W | Salvent [Melting Paint] Q | =g
Physical Properties '
Spectro AT
i Measurement pX =W | Measurement px O | = om e 7
Other '
Reactions ~
i Reagent/Cotalyst is W Reagent/Catalyst O = om
Bibliography hv
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