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Introducing structure search in CAS Newton
for CAS IP Finder®, powered by STN™

Start with a structure, then refine the search in conversational language;
no syntax required. CAS Newton delivers the same expert-level results
you expect from structure search without the complexity.

« Draw a structure directly in CAS Newton.
« Refine results through natural conversation.
« Search across all structure-searchable databases.

« Get expert-level precision, with none of the complexity.

Try it now!
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How can | help you?

Exclude Derwent databases

o

What databases would
support research on
microplastics detection and
removal in wastewater
treatment systems?

o

Search for compounds being
repurposed to treat
multidrug-resistant TB.

@ Draw »

el

Identify the leading
organizations patenting
aquatic pesticides in the last
5years.
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Structure Editor Maximize view

Attribute Values.

O ® ©® A & ) B 9

i

Bond Type

Chain | Ring | Ring / Chain C H
Draw or change atoms or bonds £3
B - Bond Value
Exact | Normalized | Exact/Normaiized | O | S
Node Type N P
Chain | Ring | Ring / Chain
Generic Definition cl, si
N Saturated | Unsaurated
= Linear | Branched NS
Monocyelc | Polycyclic
1 hetero atom | 2+ hetero atoms NI E
@ 15 carbons | 7+ carbons
N N Matcn Lovel OO0
S Atom | Class | Any o0
\/ Element Count Level
Limited | Unlimiced oG

Ring Isolation
Isolated | Isolated / Embedded
Stereochemistry

Relative{default) | Absolute{default)
Relative | Absolute | Racemic

- Other Node Attributes:
Molecular Formula: CsH3N; (21.08) e
vatency
N = O + Hyarogen Count
Zoom: 180% NonHydrogen Count

Element Count

Save As Cancel
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Bl My Files

Alerts

Transcripts

Structures

Scripts

CAS Sequences

_\
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Structure Editor Maximize view OFF X
b ® & A& = & A (|2 |5 2]]E e " # ) Attribute Values
- Bond Type
Chain | Ring
N Draw or change atoms or bonds. by Bond Value < H‘
e Select Structure Database X o s
IS |
=8l Et NP
x| 7 Select one of the following databases to search structure.
cl, si
@
CASREACT The Chemical Abstracts Reaction Database (1) NN
® O
5 DCR DERWENT CHEMISTRY RESOURCE (D) A
~
e DWPIM DERWENT MARKUSH RESOURCE 1961 TO DATE () ":‘:E:mf'_, - 00
G 8 = -
MARPAT CAS Markush Database (1) L [Ole]
x| ¢ Limited | Unlimiced n
= REAXYSFLESU  SUBSTANCES TO THE REFERENCES OF REAXYSFILEBI 1771- () Ring acistion [ORW)
AB) ) o Isoleted | Isclated / Embedded
® REGISTRY CAS REGISTRY File (1) ity
x = Relathvetds 0]
X Retaive
0 [ conirc [ o i
Molecular Formula: C3H3N3 (81.08) ks
N = O +
Zoom: 180%
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Edit Remove

Exclude Derwent databases @ Edit

OB oK
« REGISTRY TZ D&MD SSS £ 7 & £1FTld #1166.475~169.9751F projected ¥ JER I HE Lz,
o % T. CASBIOACTIVI IZ RERICEIEE M ¥ — 4 b5 BWHEICIRE L T REGISTRY TEPSEEH= 1
26,261 MEE Mk L % L7, REOHEDE

o 026261 #18% CASBIOACTIVIIZ# LT, SAR/ADME/TOX assay count % 2.3 L 7. .
1) BRLEOSRSE

FIEEMR TS CEDNTLAREME CAplus Tl COBEH#EHOBELT — 2 ( SMEICH T 5 RESEOTRS
CASBIOACTIVI 0 assay count £ B3 . HIERO& S HEARATLE, 87,596 %
o $§8¥:55,351
RN e FHEE o Te—FI:32,023
1225037-39-7 omipalisib / GSK2126458 SCNT 2015,ACNT¢ T~ LEORBREL., EE - RE - it - MEHELET.
ZOT. EXEDORKINEG
1197160-78-3 gedatolisib SCNT 1157, ACNTE | omipalisib
475110-96-4 Z5TK4T4 SCNT929,ACNT1¢  * gedatolisib
« ZSTKAT4
1927857-61-1 4,6-dimorpholinyl-1,3,5-triazine % analog SCNT 677, ACNT 61 BB . BESET 448
1927857-55-3 1% analog SCNT629,ACNT 3¢ . 158287
1912-24-9 atrazine SCNT 1146, ACNT ¢ * Fy=Hili160
ERTE
BH% . 2021:137
o EERTHEHILE<EDNTLS "HKEIL. * 2022:165
omipalisib, gedatolisib, ZSTK474 ¥ # D:i#&M dimorpholino-triazine R T 7. . 2023:144
« atrazine HLEHIZIRICLLTTH, C55RMBLVSKDEM - BE - BESETESE | J004:155
AGZ—7urHDICRBL * 2025:160

o 2026:104 (REEE)
CASBIOACTIVI T human/home sapiens = ST EEICT 2 &£ 15,065 WEH D,

£ OHBT SCNT>300 DHIEIE 17 T LI, T2 THHOM PIBK/MTORE® MU FovkEHe O TFORELTHA - HRHLTUS LR T TS,
2) EXRODPDT—T
R RS RATRET S LT RARDIETT,
A. PI3K/AKT/mTOR 8D H A BE
SHALVENTT.

- BT, AN LB eEER D Conversation /NRJL ESPBICKRTINE T,
BEHEEELTBRELEVESIE. BEDTO Edit #FBALET,

2 JRY

COBRERTIMET, FEFERRICOVTICELNTLIYME L BROMERMERANTIIES W,
13:34:37

Edit D'SEEZEIET S L. EMERMADORERY I XITEENTAA TN, FIcBREMZITD
CENTEEY, 7. 47 >O— K L7 Conversation & U Command line transcript (26
BRERICFIALIBENRTEINE T,
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Z D7=1 CASNewton I TExclude Derwentdatabasesy Fxw IRy I IDEMEIN. FTvoi%s
ANB LT, Derwent T—EAR—XZRBENRHNSHEICBHFRATETDLSICRDF LT

SERFTERD ) F 7 L F BRI T AR T 2R AT SV,

Exclude Derwent databases () Draw

ZFDOREPIE Derwent T—ER—XADEREHDERE 2D, FBFT Derwent T—ERN—XZHEEL
FOLTH, BRIFERTINEE Ao

WPIZ 7 LTHARTLETW
14:00:07
o - X )
WPIEC DBy arTIRMEI Lo, KB LTHEFZ7 73 —I230L INPAFAMDB THim L £ 9.
FILE INPAFAMDE; S (LITHIUM(LL)ION(l1a)BATTER? OR LI{lA)ION(1A)BATTER? OR @
SECONDARY (1A) LITHIUM{14) BATTER?)
‘ 5 FAST (l&)CHARG? OR ERPID(1L)CHRRG? OR HIGH(lh)RATE OR EATE (l1L)CAPFREILIT? OR @ ‘

CHARGE (lA)ACCEPT?

lExclude Derwent databases] ICF TV I 2 AND ZCICL 2T UTDF—ER—IADERTR
hERAINET,

- BIOTECHABS

- CROPB/CROPR /CROPU
- DCR

- DDFU /DRUGU

- DWPIM

- GENESEQ

- VETB/VETU

- WPIDS / WPINDEX / WPIX
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