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CASRN® | RN 194-10-5 REGISTRY
LO—R{EpgA | ED Entered STN: 16 Nov 1984
CAZE|% | CN Pyrimido[4,5,6-ghlperimidine (CA INDEX NAME)
|HCAZRE|4% | OTHER CA INDEX NAMES:
CN  Quinazolino[6,5,4-def]quinazoline (7CI)
tho t4E4L | OTHER NAMES:
CN 1,3,6,8-Tetraazapyrene
CN  3,5,8,10-Tetraazapyrene

43Fst | MF C12 He N4

INChI | INCH InChI=1S/C12H6N4/c1-2-8-12-10(16-6-14-8)4-3-9-11(12)7(1)13-5-15-9/h1-6H

InChiKey | INKY JLCGSDBQISZYCY-UHFFFAOYSA-N
£SZERF | CI COM, RPS
NS | SR CA

CASRN®FRTE | LC  STN Files: CA, CAPLUS, CASREACT, CHEMCATS, REAXYSFILES*, REAXYSFILESUB*,

TOXCENTER, USPAT2, USPATFULL
(*#File contains numerically searchable property data)

<\N_ N/>

T — SR DIFAE | **PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT*x

18R

CAD R 23 REFERENCES IN FILE CA (1907 TO DATE)
7 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE CA
C’Aplus@}'(m 23 REFERENCES IN FILE CAPLUS (1907 TO DATE)
6 © 2025 American Chemical Society. All rights reserved




L O—Ffl (ZRBME :

CASRN®

L O—R{ERRE
CAFR5 |4
IBCAZRS 1%

D EFHER

2FR

INChl
InChiKey
75 ZERF
IVERIR

CASRN®FR7E

HER

MET— 2 OTHE
CADSTHRER
CAplus D3ZHRER

) (|DE ?Eﬂ_ﬁ/_t)

RN 127-09-3
ED Entered STN: 16 Nov 1984

CN  Acetic acid, sodium salt (1:1)
OTHER CA INDEX NAMES:

CN  Acetic acid, sodium salt (7CI,
CN  Sodium acetate (6CI)

OTHER NAMES:

CN  Anhydrous sodium acetate

REGISTRY

FRINZ3MELDH S

(CA INDEX NAME)

Z<DF, AR —.

8CI, 9CI)

MF C2 H4 02 . Na

INCH InChI=1S/C2H402.
INKY BDKZHNJTLHOSDW-UHF
CI COM

SR CA

%mﬁ®ﬁ¥ﬁﬁBU#FTZW6hTmé]

CRN (64-19-7)

OH
\[/ } a1
o (a2

*%PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT*%

60595 REFERENCES IN FILE CA (1907 TO DATE)
293 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE CA
64263 REFERENCES IN FILE CAPLUS (1907 TO DATE)

REGISTRY 7 7 1 JL TIFZHAME L LT

ey, e RE

Ld—

CASRN®
L O—RERHE
CAZR5 |4

LB

AFHL

U5 AHRF
RU—04ERE

B—R) X—DFFHE
P53 CASRN®

B RFR

HHER

%53 CASRN®

B nF

HEX

Rl (ZREDHE : K1) =) (IDE RTHA)

RN 25035-37-4 REGISTRY J?EI\IJ\
ED Entered STN: 16 Nov 1984
CN  1,4-Benzenedicarboxylic acid, polymer with 1,4-benzenediamine

JRUR—ZEMRE/ X —DZHOME L L TEKR

(CA INDEX NAME)

OTHER NAMES:
CN  1,4-Benzenediamine-1,4-benzenedicarboxylic acid copolymer

MF (C8 H6 04 . C6 H8 N2)x .—[ﬁ-:E/V ORFRALY 4 RTREBNTWNS ]

CI PMS COM
PCT Polyamlde

Polyamide formed

**RELATED POLYMERS

M1
CRN  106-50-3
CMF  C6 H8 N2

mN—4ﬂ<i:::>%4*NH

AVAILABLE WITH POLYLINK*x
M2
CRN 100-21-0

| E/7—1
CMF  C8 H6 04
i | E/v7—2
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EIZIZUEFDE L LWIEIE (CAS RN® D L WIE) (ICT3R
- EFES 1 HARBIERHIF L LWYE

o ERRTEN (BFIFFAEEOSVRTRN)

TR RE
IDE (7 #JL k) EXNLYERR (LFYES 1350 FTRR)
SAM CAFE5|& . 9F. INChL. InChiKey. 75 XEAF. #HER. BIE
SCAN CAF3l%. 9FH. _753%%51?‘ WER. YR

(EIZEBSIREFRA : 524 LRT)

IDERL IDE, CAplus 7 7 7LD X —/X\—0O— )L L BRELE
FIDE TARTOYERER (RSD. R—/N—O—JL. YEEREZEZT)
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( |
RN 194-10-5 REGISTRY
CAS RN® #&3R ED Entered STN: 16 Nov 1984 )
\:> S194-10-5 g?HERPézi?;gggmihgégh]perimidine (CA INDEX NAME) IbtZEYELRE
( CN Quinazolino[S,5;4—def]quinazoline (7C1) ' iﬁs%fﬁ%ETRMZAPYRENE/CN
. OTHER NAMES: n A
ﬁ?gaﬁ %gﬁ*ﬁ% CN 1,3,6,8-Tetraazapyrene Eﬁﬁ%fﬁﬁ
. REDFRATRHRE CN  3,5,8,10-Tetraazapyrene =>S PERIMIDIN?
=>S C12H6N4 /MF PMF C12 He N4 J
— N < INCH InChI=1S/C12H6N4/c1-2-8-12-10(16-6-14-8)4-3-9-11(12)7(1)13-5-15-9/h1-6H
F%Etﬁiﬁ ﬁr*ﬁ% INKY JLCGSDBQJSZYCY-UHFFFAQYSA-N |
=>S N/ELS AND 1/NC CI COM. RPS )
\_ bz on InChiKey %1828
- LC STN Files: CA, CAPLUS, CASREACT, CHEMCATS, | =>S JLCGSDBQJSZYCY-UHFFFAOYSA-N/INKY
— =gp TOXCENTER, USPAT2, USPATFULL J
735)?%’?{?%@% (*File contains numerically searchable property data)
=>

Z:
CAS™
= ®
CAS T35S (CASRN®)
(CAS BEixE = (CAS RN®) \
=>S5194-10-5 — BKRERF|THRER
53 CAS B &&= (CAS RN®)
(> S 194-10-5/CRN J
« CAS Ex&ES (CASRN’) (FEAZRKS| (R L. F7:=13/Bl) THET S
s ZEOMBE LTERINTUVBIER IR T—REDAS CASRN® (X /CRN TH&ET 3
%
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CAS BEFES (CASRN’)

=> FILE REGISTRY

CAS RN® 1%

=> S 84087-01-4/CRN

[ X% CAS RN® 183 ]

L2 1088 84087-01-4/CRN
=> E 84087-01-4
E1 1 840869-99-0/RN => D 1087
E2 1 84087-00-3/RN
E3 1 --> 84087-01-4/RN L2 ANSWER 1087 OF 1088 REGISTRY COPYRIGHT 2024 ACS on STN
E4 1 84087-02-5/RN RN 84087-48-9 REGISTRY
= S E3 EXPAND 1% > R THERL T e T .
L1 1 84087-01-4/RN ERSAEELTRET S gsg g;tga;;mcig \ o «<CRNZ7r—J)LRTEY b
=D AAZREWITS
Cl
L1 ANSWER 1 OF 1 REGISTRY COPYRIGHT 2024 ACS on STN / \ a
RN  84087-01-4  REGISTRY <RNZ7s—JLFTEY _
ED Entered STN: 16 Nov 1984 ° N
CN  8-Quinolinecarboxylic acid, 3,7-dichloro- (CA INDEX NAME) OH
: M 2
M 1045 C12 N 02 1204053 [ 84087.01-4 &RAICET BRI
~ Ew kLTW3 (84087-01-4 oL Od—
N RIZEIFICE ENEW)
cl
7 \__ :
o N=— => S L1 OR L2 —Ll1Y 2% OREETFLDS
L3 1089 L1 OR L2 .
OH ""
Z:
=84
=
TERRER
=>S PARAMOUNT/CN
s LO—RICPNBFESINTVBI IR TODEAIHOBRETES
o BIMFROAIEMIEAIENICEET S
s BN AREEZEUCHEIEZES BT THD
Z:




L8R

B BRR
=>S QUINOLIN? AND BROMO?

<« EAXR5| TRE

© BRDRIGEARS| (R L F7clE/Bl) TRERT S

- FENBEORZEFNAT S

« PFEEBRCAEAEGHE TRERY 3 LHIRNICENYEDORRNTES

L MEA

=> FILE REGISTRY

=> E 8-BROMO-2,4-QUINOLINEDICARBOXYLIC ACID/CN < 522%&% /CN
T EXPAND

E1 1 8-BROMO-2, 4-OCTADIEN-6-YNE/CN

E2 1 8-BROMO-2, 4-QUINAZOLINEDIAMINE/CN

E3 1 --> 8-BROMO-2,4-QUINOLINEDICARBOXYLIC ACID/CN
E4 1 8-BROMO-2, 4-QUINOLINEDIOL/CN

=> S E3 —EBSTHREIZLANIRELAVL
L1 1 "8-BROMO-2,4-QUINOLINEDICARBOXYLIC ACID"/CN

=> D

L1
RN
ED
CN

ANSWER 1 OF 1
216060-06-9 REGISTRY

Entered STN: 24 Dec 1998
2,4-Quinolinedicarboxylic acid, 8-bromo-

OTHER CA INDEX NAMES:

CN
MF
SR
LC

Br

8-Bromo-2,4-quinolinedicarboxylic acid

C11 H6 Br N 04

CA

STN Files:
TOXCENTER, USPAT2, USPATFULL

O OH

A

REGISTRY COPYRIGHT 2024 ACS on STN

(CA INDEX NAME)

<REEETEYRLTWS

CA, CAPLUS, CASBIOACTIVI, CASREACT,CHEMCATS,




BFI
é )

2N FX WELEDOHFR)
=>S C4H11NO2.C3F6/MF

BonF (BEEOYEDZERFRESD)
(>SC4H11N02 «— BARTHRR /

- BZECHFAEERRRT IRE-EF AT TET
- EXPAND O3, Z“E5|ARFIEFE
+ MELEODFALFEGIBEIE. /IMF 71 —ILRZFAT 2
© ELOERERAMAL LTERIND
- ) BiEE S b 1) L C2HA02.Na. Fifg71') 7 Ly H204S.2K <2

eeeeeeeeeeeeeeeeeeeeeee

BFI

PFRIFHIUARXICK->TAATS

- REZBUMEDIZE. kK. KK, ZOMOTHR (FILT7 7Ry ME) OIE
« ffl) AT > : C8H10N4O2

s REEZEFAVMIEDRES. IRNTOTREZETIL I 7Ry ~E
« Bl) 1B : HA0A4Si

s TEROEFEEBIITERLESDERBIICAR—IAZZEITTICANT S, BEHN 1D
BRITERT S

cccccccccccccccccccccccc




B

[=>SC4H5N.C2H402/MF — BRAIFEV TR () TRYIB ]

- BRLEMORE
- RRZBUHDEZNUNDOEDHDEFET 2HEIE. REZETCHOZEBET S
s REBODZVHR=BET D
« REBHDEILHESIF. KEROZVRAEEBET S
s REBSIUVKEHAELCAESIE. MOTEDT7ILT 7Ry ME
- BEMBEOSZE
s TERERDTILT 7R ME
s TRDTILT 7Ry METRESRIFTNULS. BEFENZVWAEBET S

\\\\\\\\\\\\\\\\\\\\\\\

BF

O, OH
X =,
2FI : C11H6BrNO4
/ OH
N
Br (¢}

=> FILE REGISTRY
=> E C11H6BRNO4/MF «— 9F=% /MF T EXPAND
E1 1 C11H6BRNO3S . K/MF
E2 12 C11H6BRNO3S2/MF
E3 111 --> C11H6BRNO4/MF

E4 1 C11H6BRNO4 . C5H5N/MF

= S E3

L1 111 C11HEBRNO4/MF 5 TIRE

=> S L1 AND QUINOLIN? - BEZMEEZEEL THA—BRRZMNETS
L2 12 L1 AND QUINOLIN?

mmmmmmmmmmmmmmmmmmmmmmm




B

=> D L2 SCAN

L2 12 ANSWERS  REGISTRY COPYRIGHT 2024 ACS on STN
IN  2,4-Quinolinedicarboxylic acid, 7-bromo-
MF  C11 H6 Br N 04

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):11 < SCAN R T2tz MRd 2

L2 12 ANSWERS  REGISTRY COPYRIGHT 2024 ACS on STN
IN | 2,4-Quinolinedicarboxylic acid, 8-bromo-
MF  C11 H6 Br N 04

o~ BHOYMEZRDIFS
IN 7« —JLFD%#% /CN T EXPAND ¥ 3

o BHEIL—QR—R T BLEDERER
W (O ICET
L i . FEESCLMPES (BY) IFC” TED

=> E|2,4-Quinolinedicarboxylic acid, 8-bromo-/CN

E3 1 --> 2,4-QUINOLINEDICARBOXYLIC ACID, 8-BROMO-/CN
E4 1 2,4-QUINOLINEDICARBOXYLIC ACID, 8-BROMO-, 2,4-DIMETHYL ESTER/CN

=> S E3
L3 1 “2,4-QUINOLINEDICARBOXYLIC ACID, 8-BROMO-”/CN <~ BMOYBEDL I—RHELNT

N\
(X))

EDMDIFIEET r —ILF

RO MELEDHDE)
=>S2/NC

« BUERRT « —ILRBDT., EEZHEELILRRNTES
=>S52<=NC — A2 ULk
=>S1-3/NC <A1 H53

TCHRTE (B DRETTER)
=>S N/ELS

- —RITE X N\OT Y MEE) HFIBTES

N\
(X))




EDMDIFIEHET r —IL K

=> FILE REGISTRY

=> S 88-89-1/CRN
L1 57264 88-89-1/CRN

=> S L1 AND 2/NC « INC THERERETE 3

L2 55524 L1 AND 2/NC

=> S L2 AND NA/ELS
L3 12 L2 AND NA/ELS

=>D SAM 1-12

L3 ANSWER 1 OF 12 REGISTRY COPYRIGHT 2024 ACS on STN
IN  Sodium hydroxide (Na(OH)), compd. with 2,4,6-trinitrophenol (1:1) (9CI)
MF  C6 H3N307 . HNaoO

CM 1

Na—OH

CM 2

] o)
[

0% \O
HO
/N

—EOUVEE LRP L LTELEMDYE% /CRN TRET S

< [ELS TRHEBZRET 3 (SEIZF b U T LICRE)

\\\\\\\\\\\\\\\\\\\\\\\

InChiKey

/ét'ﬁ‘xy b %2 R3R \

=>S JLCGSDBQJSZYCY-UHFFFAOYSA-N/INKY

FEDD2EITAY M 2RE
= S JLCGSDBQJSZYCY-UHFFFAOYSA/INKY

D I XY M 2ERER

C S JLCGSDBQJSZYCY/INKY /

« InChl [IHBER— X DILEHERFIF T, InChlKey 1 InChl % 27 XFICERRIL L e TV 2 LRI

 InChlKey I3HRZERH &K VRRHDATEE (InChl IEFRTRD A ETEE)

*InChl & InChiKey @F#Id InChl Trust DR—2 % B (
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95 ZHAF
C?ZE‘E&BU? )
=>S PMS/CI

DT 5 REAF
C> S CCs/ccl j

« /Cl /CCl 2T % L BN BRERENTES
« B) 5 XFHRIFH CCS (BRMLEY) THRHHDZEMNHZH TREK
=>S CCS/CI,CCI

eeeeeeeeeeeeeeeeeeeeeee

75 R5BIF

95 ZHAF ook - 95 AHERF oot

AYS &% MNS 4

CCS VR #=r )] MXS wBEY

CoM SROWERS PMS Rz

TS BLSEES SR RIS SSHIAAY

GRS —NeESR RPS B

IDS ERDATELME TIS TR VER S

MAN FERER HERRBA. HBRRARTES
UVCB

TR RICERN. EYE

PMS & TISIE. /CI T/CCl ZEATIRENTES
« PMS/Cl & PMS/CI,CCl DERZHERIZFELICH D

cccccccccccccccccccccccc




75 R5knlF

=> FILE REGISTRY => D SCAN
=> S 105-60-2/CRN Ce-NTOF7 2L 1AL LTED L2 6226 ANSWERS  REGISTRY COPYRIGHT 2024 ACS on STN
ZHPYE% /CRN TIRERT % IN Boronic acid, B,B'-[1,5-pentanediylbis[(methylimino)-2,1-
L1 6506 105-60-2/CRN phenylenellbis-, polymer with hexahydro-2H-azepin-2-one
S L1 AND PMS/CI < PMS/CI TRUR—ICIREY B M (L1918 B2 N2 04 €6 HII N O
= - N TR cr o pMs S T—DYT S
L2 6226 L1 AND PMS/CI oM 1 L’T‘ IR—DT 5 REGIF
(‘JH (‘]H
B B
©i o Ho”” :@
CM 2
ngo

Z:
CAS ™
£H1
X2V JLEETF)L (CASRN®97-63-2) # 2L 2 FEEDE/ VY —H' BB BRIIT—%EERT B,
[B]& % SCAN R THESRT 2
RZEDIRN
« XAUVYJLETFILD CASRN® % /CRN THRET 3
o S AFEAF(/C) ZFRALTHRIT— (PMS) ICPRET S
. O (/NC) TIRET 3
Z:




£E 1 (EE)

=> FILE REGISTRY < REGISTRY 7 7 1 JLICAD HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):5
=> S 97-63-2/CRN — XBRVVIVBIFILERSE LT L3 947 ANSWERS  REGISTRY COPYRIGHT 2024 ACS on STN
L1 9741 97-63-2/CRN BUZMOMEDIER IN  2-Propenoic acid, 2-methyl-, ethyl ester, polymer with
o _ N-(butoxymethyl)-2-propenamide (9CI)
= Al —ICBRE
L; S AN;:’QSGCIAND PMS/C(I_T IR —IcRE MF  (C8 H15 N 02 . C6 H18 02)x
CI PMS

=> S L2 AND 2/NC <« 2RICIRE oM 1
L3 947 L2 AND 2/NC ;
=> D SCAN /YN\/O\/\/
L3 947 ANSWERS  REGISTRY COPYRIGHT 2024 ACS on STN o)
IN  2-Propenoic acid, 2-methyl-, ethyl ester, polymer with ™M 2

2-(1H-imidazol-5-yl)ethyl 2-methyl-2-propenoate o XA )IIBIFILZHEDICET
MF  (C9 H12 N2 02 . C6 H1@ 02)x 2D SERINZIRIT—H
CI PMS o N EvkLTW3

™M 1

/ NH o] :
N\/\\/\ HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1): END
o \
M2 [&MN%%Tvé%ﬁmENoﬁkt ]
o
o N '—[ XROV)IIBITFIL ]

N\
(X))

REH 2
TEDOYBEEDFRAVCE NG EFE > THRERT %, [OIEIX IDEXRFHERTERRT S
TSNH .
7
N7
5\ | 4 4 1 4
N=—

« AFI0 (/MF) OFSIE Hill AT0CHES
« RE. KE. EOMOTEDTILT 7R ME
« B %IE /Bl T3 L TRET S
. % DF : THIADIAZOLE, METHYLAMINO, CARBONITRILE, NITRILE, AMINO 2

\
‘}}\




232 (

=> FILE REGISTRY
=> E C4H4N4S/MF

E3 126 --> C4H4N4S/MF
=> S E3
L1 126 C4H4N4S/MF

=> S L1 AND THIADIAZOLE?

L2 17 L1 AND THIADIAZOLE?

=> D SCAN

L2 17 ANSWERS  REGISTRY COPYRIGHT 2024 ACS on STN

IN 1,2,4-Thiadiazole-3-acetonitrile, 5-amino-

MF C4 H4A N4 S
N

wd TN [SCAN TRURRT S ]

S/N

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1): 16 ‘(,
17 ANSWERS

=> E 1,2,3-Thiadiazole-4-carbonitrile, 5-(methylamino)-/CN

E1 1 1,2,3-THIADIAZOLE-4-CARBONITRILE, 5-(MERCAPTOMETHYL)-/CN

E2 1 1,2,3-THIADIAZOLE-4-CARBONITRILE, 5-(METHOXYMETHYL)-/CN
1,2,3-THIADIAZOLE-4-CARBONITRILE, 5-(METHYLAMINO)-/CN

E3 1 -->1,2,
/I BHoMEI RSN I

=> S E3

L3 1 "1,2,3-THIADIAZOLE-4-CARBONITRILE, 5-(METHYLAMINO)-"/CN

=D < IDERTER (FT7#/LE) TRT

L3 ANSWER 1 OF 1 REGISTRY COPYRIGHT 2024 ACS on STN

RN 117971-49-0 REGISTRY

ED Entered STN: 16 Dec 1988

CN  1,2,3-Thiadiazole-4-carbonitrile, 5-(methylamino)- (CA INDEX

OTHER CA INDEX NAMES:

CN  5-(Methylamino)-1,2,3-thiadiazole-4-carbonitrile
MF C4 H4 N4 S
TSNH

NAME )

L2 REGISTRY COPYRIGHT 2024 ACS on STN
IN | 1,2,3-Thiadiazole-4-carbonitrile, 5-(aminomethyl)-
MF  C4 H4N4 S
S
Z' | BNOMEERDIF5. IN 71—
S JLRD&#% /ICN T EXPAND ¥ 3
\ N
N=
31 © 2025 American Chemical Society. All rights reserved

oo

CAS %

Adivision of the
American Chemical Society

(13

BISRE (EER)

32 © 2025 American Chemical Society. All rights reserved
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IBIEREDF N

l REGISTRY 7 71 JLICA %

2 BEZEXT 3

——"—‘.

3. By FO—FR9 B

r4. Y FIER

=> FILE REGISTRY

=
Uploading structure file: 2021_0388_Structure

L1 STRUCTURE UPLOADED
=> S L1

FULL FILE PROJECTIONS: ONLINE **COMPLETE**

BATCH  **COMPLETE*x

L2 50 SEA SSS SAM L1

=> D SCAN
=>S ‘
5 7“/7 /r)l/*ﬁi / L3 ) FULI;4:164 SEA SSS FUL L1 '9::
CAS ™
ESEX
S
/: :
N
o ZELXOEBSIFNOT > THNIERITH LW
o G2 BEENTVED, TSICEMDEIHEELTHLWL
Z:

mmmmmmmmmmmmmmmmmmmmmmm




1&IElF

REGISTRY 7 71 JLICA>T

X

@ Draw

A D @ Draw {} scripts
Structure Editor Maximize view OFF X

= . {————\
Do Ale s+ B B o =| 2| nterocsregity Number, SMILES, o Inch. ™ Alrbuts Valies H C H :
Bond Type “

"] chain 1 Ring | Ring  Chain 1
Draw or change atoms or bonds. X e 1 9] s :
1 1
o, > . . 51 N P
RYDIWY—=IL 1 /= EORBEDER. £E BFNLY b ==
BLILY=IL 1 J— RRRESOHIR S
Linear ]Era nched ' N \‘ \
1
s RUPER v, g,l
BF. Sa—hhy b AERFLYERR i
Element Count Level 1
Ui | nimices 1 I
‘ elf+)
1) PN, n
[J/ﬁﬂb/h | o] ol
| Jep——-

3 Other Node Atributes
Mess
Vatency
O ®
Zoom: 100%

8
Element Count

Cancel

o -

© 2025 American Chemical Society. All rights reserved.

35

View Previous Structures...

e )y L UBEEREEZ M <

Adivision of t
promristh o Society

tEEFX

OF: L 21: 1

- Structure Editor

ol D @ O & &S|+ B B ©| & Z| ? | EnteraCASRegistry Number, SMILES, or InCh...
L

RAiRd Draw or change atoms or bonds. X
Izl Et

X

[&yﬁyﬁﬁﬁﬂﬁét

()
—

CARBNONI N

O

]©_

% ¢,
e BE LORA 0% ICBNEORIRNG 0T

ERLEWVIBETRBBLTIVYITS

¥
Mt

| Molecular Formula:

€

Upload Save As Cancel

O

Zoom: 100%

+

Maximize view OFF X -

Attribute Values

| Bond Type

Chain | Ring | Ring/ Chain
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Fn ?EI‘)HE j_ 5 Any halogen Saturated | Unsaturated N
Linear | Branched 4
@ ‘ f N Monocyclic | Polycyclic e

/

[] Variables
3 Variable nodes | Derwent (DWPIM/DCR) generic nodes
X Any halogen M Any metal
A Any atom except H Q Anyatom except Cor H
Ak Any carbon chain Cy Anycycle
Cb  Any carbocycle Hy Any heterocycle

Id ID generic node

I (el O

)
40 © 2025 American Chemical Society. All rights reserved

Match Level

EELIW/ —RIZRAY2EEbE.

OO0 v 7 2
GO0

J=FBNASA RENIRETOU YD
ERA)

(default)

i Other Node Attributes
Mass
Valency
Hydrogen Count
Non-Hydrogen Count
Element Count

View Previous Structures...

CAS

Adivision of the
American Chemical Society




tEElFX

@ FBEERBZIBES D

- Structure Editor Maximize view OFF X -

[=4 :'": D @ A &+ B B ©|c | =| 2| EnteracasRegistyNumber, SMILES, or InChl... Lo OAITD = H=
L. | Bond Type 4
Chain | Ring | Ring/ Chain
2\ Draw or change atoms or bonds. X Bond v..:,ue o o s
Il Et Exact | Normalized | Exact/ Normalized N P
Node Type
x| R Chain | Ring | Ring/ Chain a, s
Fn | [O] Ny,
® e > : 3 N
[]u ad X - >_ X M;lcn Level O @
Atom | Class | Any
SRR N Element Count Level o0
Limited | Unlimiced
X ¢A Ring Isolation O (—}
— |t dded
AB D3
S TE L WERITRA Y 2R EhYE 5 Ui ﬁA%?%F*héo e
- —
g_@ﬂkﬁb'CV'?Z%OU vIeBRE. BRESHZERFICEEIND
A " Molecular Formula: —
m Valency
Hydrogen Count
Zoom: 100% Non-Hydrogen Count
Element Count

Upload Save As Cancel View Previous Structures...

ISR

[»S L# BERXAT REEH ]

BEaAT \ HE
EXA STE—EBRE BEERRICREIC—RTIYBEERE

FAM 773 &R EXA ICMATHOEADEENTLTHLW

o5 FAM ICINX CRIZHEEERAN % ERTE S
PIBEHIEERE e m BB SH 3 LN TES

CSSICMRA TEMDEHREMNEELTHLL

CSS

BAEERER
(F7#ILE)

EEES i nE

H YT IRE - — = =
SAM (FT4ILE) INT7LILD—EB (5%) TR FICIRSEE

FUL TILT 71 IER T7AILDFTART (100 %) ZHEER 5

SSS




BT IRER

TERASET L5 #OVYITB

=>
Uploading structure file: 2021_0388_Structure

S, T/“\|T/7\
—X 8—10
ﬁ// 2Q§§3///6\\“§¢7

Node Attributes
Ring Nodes : 1 2 3 4 5 6 7 8 9
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L1 STRUCTURE UPLOADED < BEERRICLBESMHTEINS

2%
CAS#
HOTIVGER (S
/ I VLS
>sL1 e rf /_ \
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PROJECTED ITERATIONS: 7988 TO 10572 - N
PROJECTED ANSWERS: 5419 TO 7581 ]
|| COMPLETEICHA>TWA I %R D
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PROJECTIONS: ONLINE **COMPLETE**] T
Holcb. TINT7AIERZERTTS

\

\_
p

=D 1-10 hg
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Bond Attributes
Ring Bonds : 1-2 2-3 3-4 4-5 5-1

L1 STRUCTURE UPLOADED
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PROJECTED ITERATIONS:
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RN REGISTRY

ED Entered STN: 16 Nov 1984

CN  Indolo[2,1-blquinazoline-6,12-di
OTHER NAMES:

[ REGISTRY 7 71 JL ]

CN  Couroupitine A

CN NSC 349447

CN  Triptantrin

CN  Tryptanthrin

CN  Tryptanthrine

MF C15 H8 N2 02

INCH InChI=1S/C15H8N202/c18-13-10-6-2-4-8-12(10)17-14(13)16-
11-7-3-1-5-9(11)15(17)19/h1-8H

INKY VQQVWGVXDIPORV-UHFFFAOYSA-N

CI COM

SR CA

LC STN Files: BIOSIS, CA, CAPLUS, CASBIOACTIVI,

CASFORMULTNS, CASREACT, CHEMCATS, CHEMLIST, EMBASE,

IPA, MEDLINE,
RTECS*, TOXCEN CA (CZR5|ENIAEDILEME I
REGISTRY 7 7 1 JLICURER S B

(xFile cont

N
AN
N
o

*%PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT#%

AN 198
DN 100
OREF 100

Ent

4:12501
112501
:1957a,1960a

ered STN: 12 May 1984
dies on the antifungal constituent of Qing Dai
inghua; Jin, Jishu; Chong, Mingcai; Song, Zhaoyou
Med _Sci China

CAPLUS Full-text
[ CAplus 7 7-1JL ]

Peon _Ren

SO Z

C
DT J
LA C
GI

sowelf

IT  Fun

(tryptanthrin, of Isatis indigotica)
IT 13220-57-0

R

JORF—N—RE

+ REGISTRY 7 71 ILDRBREFFERE L TELBNT
LES% CAplus 77 1L THRET D, £D
YMBICEYT3XMEIRETES

o
gicides and Fungistats

SU (Biological study, unclassified); BIOL (Biological study)
of Isatis indigotica, isolation and fungicidal activity of)

L J

oo
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Step 1: REGISTRY 7 7 1 L TH)E %= IR

=> FILE REGISTRY
=> S 58-08-2 (CAS RN® 1%%8)
=> S CAFFEINE/CN (R TMRER)
L1
Step2 : CAplus 771 JLTREGISTRY 771D L BEESZKREK
=> FILE CAPLUS
-

=> S L1 e

L1 OB D CAS RN® A'FR5|Th TV

XEh e b
\_

IJOXF—N—REZEDHFN

Step 1

=> FILE REGISTRY

=> E CLARITHROMYCIN/CN

El
E2

CLARITH/CN

1
1 CLARITHRO/CN
1
1

E3 --> CLARITHROMYCIN/CN

E4 CLARITHROMYCIN 9-OXIME/CN

= S E3 —LEMEZHRERT S (L1)

L1 1 CLARITHROMYCIN/CN

Step 2 /

=> FILE CAPLUS

/

1

65 DZAXAIVICET 2 IRTOXEA E Y
=>D SCAN HITRN

L2 13248 ANSWERS CAPLUS COPYRIGHT 2023 ACS on STN
IT 81103-11-9, Clarithromycin
RL: THU (Therapeutic use); BIOL (Biological study); USES (Uses)
(mols. that target proteins of coronaviruses and uses).

kﬁ?‘) AOYA2»®D CASRN® BREIThTWVWB L I—FHEy l*?%J

S

65 DZ2O%A S YDOERXEBNE Y b
=>D SCAN HITRN

L3 174 ANSWERS CAPLUS COPYRIGHT 2023 ACSon STN
IT 81103-11-9P, Clarithromycin
RL: SPN (Synthetic preparation); PREP (Preparation)
(method for synthesis of clarithromycin)

= S L1 < REGISTRY 7 7 1 LDL BEEIREK
L2 13248 L1

= S L1/P < [/PEDIIDELERNMERETES
L3 174 L1/P

GWIWIZH CASRN® [CPHDWLTWVD

J

N\
(X))




L EAL]

Isatin DEDBEZFHOMEZRR L. TDEMNEZ IR

@)

%1
T2 Bz EEE LAV

ES
ES

61 © 2025 American Chemical Society. All rights reserved

DEMOEHLRENFELTHLL

Isatin @ CAS RN°®: 91-56-5

1R3=H ()

=> FILE REGISTRY < REGISTRY 7 71 JLICA D

=>
Uploading structure file: 2021_0411_Structure
4
3/ \5/7\
o I | /s=11
N 2\1/6\9

Node Attributes
L1 STRUCTURE UPLOADED <« #E% 7w 7O— K

=S L1 — B TIER
FULL FILE PROJECTIONS: ONLINE | **COMPLETEx

BATCH  **xCOMPLETE**

PROJECTED ITERATIONS: 134314 TO 144326
PROJECTED ANSWERS: 47000 TO 52998
L2 50 SEA SSS SAM L1

=> S L1 FULL

L3 50159 SEA SSS FUL L1
62 © 2025 American Chemical Society. All rights reserved

Structure Editor

0.

D® %086 ¢ BBe]e

[

Drav o change atomsor bonds.

® Bl = 7N

PR IFSCNE M S
Vie e 2
=

o

(MK

—

ROMIILZIEET B ]




1RF=H (5 )

=> FILE CAPLUS
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TI Indium Catalyzed Sequential Regioselective Remote C-H Indolylation and
Rearrangement Reaction of Peroxyoxindole

IT 91-56-5P, 1H-Indole-2,3-dione
RL: BYP (Byproduct); RCT (Reactant); PREP (Preparation); RACT (Reactant
or reagent)

(regioselective indium-catalyzed tandem double
indolylation/rearrangement-indolylation/iron-catalyzed Hock
cleavage-indolylation of (alkyl/phenyl)peroxyoxindoles with indoles)

RN 91-56-5 CAPLUS

CN 1H-Indole-2,3-dione (CA INDEX NAME)
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AN 2023:1762879 CAPLUS Full-text

ED Entered STN: 28 Aug 2023

TI  Electrochemical Direct C-H Halogenation of N-
Heteroarenes and Naphthols

IT  1484-27-1P 1496-78-2P 2033-44-5P 7164-92-3P

85092-85-9P 85092-86-0P 91348-45-7P 102153-45-7P
117637-79-3P 124589-41-9P 213991-84-5P 524956-02-3P

RL: SPN (Synthetic preparation); PREP (Preparation)
(green prepn. of halogenated N-heteroarenes and

IT

RN
CN

RN
CN

91348-45-7P  117637-79-3P

RL: SPN (Synthetic preparation); PREP (Preparation)
(green prepn. of halogenated N-heteroarenes and
naphthols via electrochem. C-H halogenation using
ammonium halides, and mechanistic studies)

91348-45-7 CAPLUS

1H-Indole-2-carboxylic acid, 3-bromo-, ethyl ester

(CA INDEX NAME)
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117637-79-3 CAPLUS
1H-Indole-2-carboxylic acid, 3-iodo-, ethyl ester
(CA INDEX NAME)
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