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ARRTEIBRER

RRT—4

B REGISTRY 774/ TIE, BZEIHILEMWEOLI—FIC, RICHATST—32 BRR2RT—42:

Ring System Data) AYRERSN TS,
- RRTHAEFRATHIE, BOBHEFALE-RRNTES.

FIATERRRT —2DH

-ROXESE (Bl 3 BIR, 4 AR, ...... )
-REERT AR (Bl ER 1 E, &KFR 5 BALLLTDHIR)
-BEoH (Bl 3 DNEREELYE) TmE

Me0
HH,
U | | O
| | . @

B RRT A0

BRRT—SFEHREZ
BORFAEDT—4

- BERRBLUVATREATEIRBELGRERNTES.
- RHECHADREZEETCYEINBEICRRTES.
Bl : C4N2 IR& C6 IRDMEELTLWDIEEMEFTLEOTRETS

BEERTELYL, £,
ERLf-&LTH Incomplete
IZ7Y T

OO0

- IROKESY, RICEFNDIERTRLRETED.

Bl . RREEZHRDMNDHDHIET, 8 BERULDEREREHFOVE
- ROGHERERETHILLARE.

Bl - ROEVERE 1 B~ 3 BEITEOIMEERERTD

- BEREREDYUTILIEFET Incomplete ITHOTLESE-HIC BRT AR ZEDHER%

FIALTH I EYMRERZITLY, Incomplete A EH T 5.

B RRT—HDODXRTE

- BRTHF EREREEK FIDE, hRAZLR TR RSD RREKXTRRTES.

SCAN, IDE RAB KX TEERT —Z2IFRTEINLL.




B =% (FIDE XFxrEHX)

FIDE &~ FER

-RT AR EEZET HMEICETLITIATO
F#H ARTIND




SHRXEET

B BRT—ADHEIL FA Jr—ILFTR A TES.

=> FILE REGISTRY

=> E RSD/FA 5

E1 704458 RLD/FA

E2 536304 RR/FA

E3 29705576 --> RSD/FA — BRT—5%FY
E4 419 RSDU/FA

ES 9468956 SAME SEQUENGE/FA

=> E NO RSD/FA 5

E1 208307 NMR SPECTRA/FA
E2 63384228 NO RING SYSTEM DATA/FA
E3 63384228 --> NO RSD/FA — BRT—SEL

E4 11980812 NOTE/FA
ES 11980812 NTE/FA



ARRTEIBRE

RRT—HDEHE

B 5NR BRERK Boelk HEE2AKICONT

RN 106395-35-1 REGISTRY

cM 1 cM 2

/ i h |

Me

&/MR =/MR &/DIR =R
| | |
BREHK BREK BRERK
| |
521K B2k
| |
ME LK

Ring System Data

Elemental |Elemental | Size of |Ring System | Ring | RID
Analysis | Sequence |the Rings | Formula | Identifier |Occurrence
EA | ES | SZ | RF | RID | Count
-4 =-———————=—=—=—+4=—=—=—=—== + -4 =--—-—————————=—4=-—=———=—=—=—=—==
A A A A A A T A A T A A B
!_ | (¢ 1 (o) | c6 [ 46.150.18 | 1 in O 2 |

! EGEIO) | c50 | 46.157.4 | 1 in CM 1
i | Qosca(ce) | (B¥6) | CiNs | 333.521.14 | 1 in CM 1

-O . BN

- CRREKR  B-ERRAICBRETIRE (S) BEREFZERES

-] AR R—HARNICBRETIRE P) BETEES
-]  MBERK MELATEETSEIC AND BEFEHES



ARRTEIBRE

RRT—HDEHE

B E&RT—4% (RSD) DiEZE

IB&T—%IL RSD Z714—JLK (Ring System Data) [CRFREN5.

- EA (Elemental Analysis) BRBROxTER

- ES (Elemental Sequence) CIRERDOTFRES
- SZ (Size of the Rings) CBRRDEOKRES
- RF (Ring System Formula) CERR

- RID (Ring Identifier) C BREAF

- RID Occurrence Count BRRDEEH

B EA ES, SZ IRMNE BRRZEBITLIHLINILIER) /AT TORVWTREAEIND.

- EA RRORERNX) I FERREBAIHIFRDRIEDOBRTER HiIl AX) ZnN(TJ0T
WELET—42%2X7.

- ESGRZDTFREID) I, FERREZBAITOIRNRIEDTREINEZN(TUTHELE
T—RERY.

© SZ RRDEDKRES) X, ERREBAITOIRNDREDOKRESENATUTRELET 3%
x9.

B RF, RID, RID Occurrence Count [XIRZBEARICx T HEE R

WM L3—F#l (STRRSD ®xrHER)

- BIZOL3a—F%l (RN : 134888-82-7)
N/N\ Et

)\ ?/ [ =< ea=rF 85 |
Br—CF2—

*%PROPERTY DATA AVAILABLE IN THE "PROP’ FORMAT:x

Ring System Data

Elemental |[Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier]|Occurrence
EA | ES | SZ | RF | RID | Count

+==== + + —==—====+ + =====
C2N2S N2CSC |C2N2S [16.578.5 |1
B&OD BRRED B&0D BRA B% b E N0
&R TR || BROKE | GRRER) Al F FEH
\Z —/
N
T/J\EEELL RBRREHK



A BRRTH9RE

RRT—HDEHE

MBAEBOLI—FH (RN : 324-85-6)
&/INE  RREEATIELDIER

I mx o omes

*%PROPERTY DATA AVAILABLE IN THE "PROP’ FORMAT::x

BNEE 3 ED 6 BETHS
Ring Systen Daﬁ/ (BED 14 BEFEELAL)

—
Elemental | Elemental | Size 6¥\|Ring System| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
+=== + +===== + +==========
C4NS-C6-C6|NCSC3-C6-C6 | 6-6-6 [C12NS |2508.41.1 |1
B&ZD BRROD BR0D RB&ER RB%& - EN0)
xR JTTRECSI BOXE || BRRENK) Al F FEHR
\Z —\C
~ ~
&= /MR B L RRE&HK

ZAEOBZR{EEWDOLIa—FKHl (RN : 1483-09-6)

&/NRIF 4 BIRE 6 RIRTHD

R0

**PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMAT*x*

Ring System Dat

~ B

Elemental |Elemental| Size of |Ring System| Ring | RID

Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA [ ES | SZ | RF | RID | Count

gy p—p—t— + + ———————+ + =====

C30-C6 |0C3-C6 |4-6 |c80 [298.41.1 |1

EERZREEYWOLO—FH (RN:21093-45-8)

Me
Me_liyo BRIE 2 BO 5 AETHS
~MNe (ChoxET 6 BBIEER/LALY

€

*%PROPERTY DATA AVAILA IN THE *PROP’ FORMATx*x*

Ring System Dat

' N

Elemental |[Elemental| Size of |Ring System| Ring | RID

Analysis |Sequence |the Rings| Formula |ldentifier]|Occurrence
EA | ES | SZ | RF | RID | Count

ety + + —==—====+ + =====

C5-C5 |C5-C5 | 5-5 [C7 [103.10.1 |1



ARRTEIBRE

RRT—HDEHE

R—BARNICELGIERDERREZEITHIEEMOLI—FH (RN : 839728-48-2)

CHo— 5

*x%PROPERTY DATA AVAILABLE IN THE ' PROP’ FORMATx*x*

R—MAPICEGIRENEFENDE S
FERRIOVTERT —4HNRESND

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
== + d=========4 + bl S —————
C6 |C6 |6 |Cc6 |46.150.18 |2 =il 0)%;&7:':—’5‘
C40-C6  |0C4-C6  |5-6 | ¢80 1333.84.17 |2 O DRRT—%
AMBEDICEGIERDRRZETHIEEHMDOLI—FH (RN : 695186-03-9)
CM 1 cm 3
NH2
N N
ad .
—1{ |
H2N "Nz ol S 1y

MBS FISRENEENSEEL,
BABSCEITRRRDERT —4NRE LD

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
== + +====—=—=—=———+ + ety e
G3N3 [NCNCNC |6 | C3N3 |46.492.16 | 1 in CM 3
C40-C6 |0C4-C6 |5-6 |c80 [333.84.17 | 2 in CM 2
C2N2S [N2CSC |5 |C2N2S [16.578.6 | 2 in CM 1



ARRTEIBRE

RRT—HDEHE

ATRIEEYMDLI—FH| (RN : 99393-46-1)

NO2 BINEIZ 5 BD 4 BETHD
NO2 (Chozad 8 BEREERLALY)

*%PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMAT=*x

Ring System Data

Elemental | Elemental | Size of |Ring System]| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
————=——=——=—=—=—=4======= + + —======+4 + —====
C4-C4-C4-C4—| C4-CA-C4-CA- | 4-4-4-4-4|C8 1187.8.1 |1
4 4 | | | |

At EwanLa—KHl (RN : 868530-72-7)

COBIE 10 BOR/MNE 2rC2 &£ 2 ED
®/INE C6 hoib
C5 &LTIEEHFINAL

Ring System Data

Elemental | Elemental Size of [Ring System]| Ring | RID
Analysis | Sequence the Rings | Formula |ldentifier|Occurrence
EA | ES SZ | RF | RID | Count
3-3-3
C2Zr-C2Zr- |ZrC2-ZrC2- 3-3-3-3-6-6

C2Zr-C2Zr-  |ZrC2-ZrC2-
C2Zr-C2Zr-  |ZrC2-ZrC2-
C2Zr-C2Zr-C6-|ZrC2-ZrC2-C6

I

I

I

+
C2Zr-C2Zr-  |ZrC2-2rG2-  |3-3-3-3-3-3-[C18Zr |5449.8.4 |1

I

I

I

-

c6 |C6 |



A BRRTH9RE

BTF—47J4—ILK

B xR, TR, BOKESICEHTEIREIT«—ILKF

BEI«(—ILF4A -
=2 1| *4
BREI(—ILEI—F E=® Ang
xR (EA)
BROTER *1 %2 %3 GRF2REH S C4NS-C6-C6/EA
/EA BRREERITIRNMNREIELEDTEX| S 1 CANS-C6-C6/EA
Elemental Analysis (EAS) ZINATTHREELIzT—28&| S C4ANS-C6-?/EA
For Ring System UMD N TDREH S C4NS-C6-C#/EA
ENMNROTHRR x2S <R S C4ANS/EAS
/EAS BR&*=ERITIERNMEDTEHERX| S 1 CANS/EAS
Elemental Analysis (Hill AXX) BLVBRRZRKNTHOEAES | S C6/EAS
For Smallest Ring S 2 C6/EAS
THRE Sl (ES)
BRRDOITERRS *1 A2 A3 GRERE2E S NC2SC2-C6-C6/ES
/ES BRREBRIDIR/NEREIEDTER S 1NC2SC2-C6-C6/ES
Elemental Sequence 5| (ESS) N/ THRELET—4
For Ring System BEUBPATOEER
RINEROTFREH 2 <ERIMNERD S NC2SC2/ESS
/ESS RREZHEBTHIERPEROTRESI S 1NC2SC2/ESS
Elemental Sequence BLUOBRRATHOEER S C6/ESS
For Smallest Ring S 2 C6/ESS
RBOKES
BRRDEREROKRES *1*2* GRREE S 6-6-6/SZ
/SZ BREZEBITARNMEDKRKESE S16-6-6/SZ
Size for the Ring System (SZS) #NATDUTHEBLIEET—4B K| S 6-6-#/SZ
U RN TOEEHR
BRIMNBEOKES A2 EBRINERD S 6/SZS
/SZS RNREORDYAXABELUVERFRANT| S36/SZS
Ring Size of Smallest Ring DHEEH
FEBHEREI«—ILF
*1 AI—IRRRNICBETHHEIE (S) BEFEFES.
*2 EA—HA2RNICRETHEIE (P) BEFEES.
*3 FSUHS—avEFIRATES.
4 ANBIETREOELEY ERLSYME) 28 E
RN : 261-86-9
)
S
Ring System Data
Elemental | Elemental | Size of |Ring System| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier |Occurrence
EA | ES | SZ | RF | RID | Count
+ ——=—=—===+4 + —=—===+4 + —===
C4NS-C6-C6|NC2SC2-C6-C6|6-6-6 [C12NS |2508.272.10]| 1



A BRRTH9BRE

BTF—47J4—ILK

B RRBIVCERDMREOFAEHRICEHITIRERI—ILF

BEI1—ILEA o "
BRRI«—ILEa—F £ = A S 4l
&/NIRDH

RRAORNEDH MR CRINERD S 3/NRRS
/NRRS RREZEHIIRNEOH S 1/NRRS
Number of Rings in Ring

System

MERNOR/NMNEOH (MELEK) B &K S 7/NR
/NR MELRKIZEFNIRDREDH S 6-8/NR
Number of Smallest Rings S NR<=7
A RDRNREDE 2 KE—RHA N> S 7/CNR
/CNR ERDITEFEFNZIR/NBEDOHK S 6-8/CNR
Number of Smallest Rings S CNR<=7
in a Component

RROH

MERNDIRZDH (MEEIK) <MEEK> S 5/NRS
/NRS MEEEKIZEFNIRZRDE S 5-7/NRS
Number of Ring Systems S NRS>=5
A RDERERDE 2 KE—EHA A S 5/CNRS
/CNRS ERPICEFTFNIBROK S 4-6/CNRS
Number of Ring Systems S CNRS>=5
in a Component

FEBHEREBEI«—ILF

1 B —RRANICRETIMRIE (8) BREFZEES.
*2 E—WMAORNICRESTIRIE (P) BEFERES.

*¥3 —DDERICRELIZTs—ILEa—FIZIEE D

4 AAPIIFTEDLENERTE.

RN : 141914-74-1
Ph— (CH2) 3

(Component) ZRTXF “C” Aft5Ihb.

Mhe (GHg) 3—Ph

/Ji CLor ;N\i
N\O y S ( ({N

NH2 H2N
®2 Cl-

Ring System Data
Elemental | Elemental | Size of |Ring Systenm| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier |Occurrence

EA | ES | SZ | RF | RID | Count

+ —=—=—====+ + —====+ + —===

C2N20 [N20C2 |5 [C2N20 |16.262.6 [2
C6 |C6 | 6 |C6 |46.150.18 |2
C4NS-C6-C6|NC2SC2-C6-C6 | 6-6-6 |C12NS |2508.272. 18] 1

10




ARRTEIBRER

BT—4%74—ILF

B ERX BRENFICEHAIEIHEEI« —ILF

BEI«(—ILFA -
= | *4
BEI(—ILEI—F = ANB
BRA
RB&RK Ml BREREK> S C12NS/RF
/RF BRROERTE Hil AK) LS AT S 1 CI12N#/RF
Ring System Formula DEEH S C2N20/RF
S 2 C2N20O/RF
BREANDORTFH T2 RRERK> S 14/RATC
/RATC RReEHITIRFHOBM S 5/RATC
Ring Atom Count S 6/RATC
BRNOERTRE R RRER S S/REL
/REL BRZEBHTEIHDESE (HRELEH) S1S/REL
Ring Element BLUBRRNTOREEH S N/REL
S 2 N/REL
RRADELGITRDEREYH <ERREK S 3/RELC
/RELC 1 BREBATIERLGOINFOEER S 1/RELC
Ring Element Count
BRROERTHRR Mzl BRAEED S C N S/RELF
/RELF RRZEBTIIRTCOTEDIESE S 1 C N S/RELF
Ring Elemental Formula (BZEAICETZOEENZHEIE) S C N O/RELF
BLUBASNTOREEH S 2 C N #/RELF
IR % &l 7
BRRMEAF M2l BRREK
/RID SEHRIE R R
Ring Identifier
FELGBRREI«—ILF
*I A—ERRAANICBRETDIEIE (S) BEFEMES.
*2 RI—HARICBRESTDHEE (P) BEFEES.
*3 S —avEFIRATES.
4 AAGIETEREOLELEMERETE.
RN: 141914-74-1 e
Ph— (CH2) 3 NL (CH2) 3—Ph
i+ I+
N“ N
o/ S N
NH2 H2N
®2 Cl-
Ring System Data
Elemental | Elemental | Size of |Ring Systenm| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier |Occurrence
EA | ES | SZ | RF | RID | Count
+ —=—=—====+ + —====+ + —===
C2N20 [N20C2 |5 [C2N20 |16.262.6 [2
C6 |C6 | 6 |C6 |46.150.18 |2
C4NS-C6-C6|NC2SC2-C6-C6 | 6-6-6 |C12NS |2508.272. 18] 1




ARRTEIBRER

RAEADTHRRX (VEA), RMERDTHRRX (/EAS)

B RERZDxERIL /EA (Elemental Analysis For Ring System)T, /MR DT HEXIL /EAS
(Elemental Analysis For Smallest Ring) TR X T=5.

#1 : RN 261-86-9
//N
(LT
Ring System Data
Elemental Elemental | Size of |Ring System| Ring | RID

|
Analysis | Sequence |the Rings| Formula |ldentifier |Occurrence
| ES | SZ | RF | RID | Count

EA
—- INC2SC2-C6-C6|6-6-6  [C12NS 2508. 272. 10| 1

-O - BIMNBOTES C4NS/EAS, C6/EAS, C6/EAS
i CIBROTEDR C4NS-C6-C6/EA

+ JEAS FBRRFERIHIER/NEOTER. THRX HIl AR TRIETAS.
- JEA X, BRREZBARTHIRNRIEOBER TR Hil AR) 2N/ THAELI-T—4T
BIBRHERIT IT4—ILFTHS.
B EA J4—I)LFOXREHRA

D BLROBRNBOHKE HIl FRXTERE (= EAS)
Bl : Cé C5N2 C5NS

Q@ BADRNRDEHE, LBREBMOIRRNATVTRY>TREE
5l : C5-C6-C6N C5-C6-C6-C6N C4N-C6-C5N2

Q@ FLARESORMNEETIEEICE, ERFIYTILIZFAVE-HBEOLBVIETEREE
] : C5N-C50-C5S  C3NO-C3NS  C4N2-C5N-C6  C3NS-C3N2 *

* C3NS & “C3N1S1” EAHLT, ZFIT7RYL-HEIETHETS.
5l : C3NS =mmp C3NT1SI
C3N2 wmmp C3N2



ARRTEIBRER

RAEADTHRRX (VEA), RMERDTHRRX (/EAS)

B La—F#

RN  511307-88-3 RN 18114-08-4

MeO mli

C302-C5-C5N-C5N-C6/EA
(C302/EAS, C5/EAS, C5N/EAS, C5N/EAS, C6/EAS)

C6/EA (C6/EAS)

W /EA /EAS OBZFEDRAE

* JEA J4—I)RTRBERODTOEZEOHBIEFIEIRLTWEL. L=MN>T /EA T4—ILK
EREDHRDOEZECHEELZ, BEORSREONMMAICAIDOETRETIDICERK
FERTHD.

- /EA J4—ILRIEMIALIE-RRFZRETD. 2FY, thDIRREMBELAEL.

- /EAS J4—I)LRTHERERTDHE BELEERAMIAIRELT, FELFLYKREVED—#ELT

FEIIBENEBERINDS.
5l :=>S C6/EAS — DLEEE—DD C6 BEELERFDEFE
B FEHR

- JEA DEFEAEHT ERIYE, HAVEEZEIVMED— DR PP TRZDTERADH
HHEETETHIEDTHS. /JEA J4—IILFTIHIBRBREDRIICFDHEEREDITHIENTE
3.

5l :=>S 4 CAN-C6/EA — T L/ CIN-C6 RRZHEAAIZ 4 HELYEZHEZE

- /JEAS DEEHIE, —DDEBEZDHFIZEITIRNMEOTEFXDHBEREEETHEDOTH
5. /EAS J4— LR TCIIBREBEDRIICZTDEEREDTDHENTES.

f5l : =>S 2 C5N/EAS — 2 DD C5N BREHFDRFREELHSDEFE

- /EA, /JEAS TREAEBZEELGHNEHEELEXA-—DLULHEILOA/RESIND.



ARRTEIBRER

RAEADTHRRX (VEA), RMERDTHRRX (/EAS)

« /EA, /JEAS TIEBEEHRZANTALEEFIZEHEFTEFCHREEZINRATEIIIENTES.
5 . =>S 2-4 C5N2/EA — ML= C5N2 IRRFEREAHIC 2~4 BHELHE

=> S >5 C5N2/EA — T L/~ C5N2 IRBREFREADHNIC 6 U LEEYE
=> S <=2 C5N2/EA — LA C5N2 IRFBZHESHIZ 2 HUTEOYE

B FHEHOIER

- /JEA DFEREBERIME, HAIVEZHIMED—DOAIF D, /EAS OFHEH
F—DDERFDETHS. D=0, FHEBOBAFITEVDLHS.

« La—FK4l : Triphenylphosphine (RN 603-35-0)

/j C6/EA (C6/EAS)

C6/EA (C6/EAS) <— 4 \> C6/EA (C6/EAS)
\ /"

va

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier]|Occurrence
EA | ES | SZ [ RF | RID | Count
—====+ + =+== + +===
C6 |C6 | 6 |C6 |46.150.18 |3
L1 1S 603-35-0
L2 0 S L1 AND 1 C6/EA
L3 1 S L1 AND 3 C6/EA — JEA [ET[R—FESFE LY C6/EA (£ 3 17
L4 1 S L1 AND 1 C6/EAS — JEAS [—DDIERFDHF LY C6/FAS (£ 1 17
L5 0 S L1 AND 3 C6/EAS



&R

ARRTEIBRER

RAEADTHRRX (VEA), RMERDTHRRX (/EAS)

w1 RkE 4 A BEE 2 EZEC 6 BRERFK 6 EOHNLLEDLH6 BIR, HLUV
KR 48 BREEBERZS 1 2T 6 BERIVYTEDRFHZHE-TIELEDY
ERERTS.
(I FAES

DO L0 QT
SINI NN

- R

D 3 FEOBEILEBIIEEYW FAULEDREHBEBELLEL) Z2RETS.
@ BZRIZVHEL3 EOB MBALTHEW) MohditamERRTS.
@ QTEHIZ, kE 48 BE 1 ErLLIERIPIE—ROFIZHZIELEMIZERETS.

D 3 EOBERMIMLEDIIEEY (FAULORIEEELEWY) 2HETS.
=> FILE REGISTRY — REGISTRY Z 74 ILICAB
=> E C4N0-GC402-C6/EA 5 O—— |3 EAULDORIEIHBELELDT,
E1 2 C4N0-C402-C5N-C6-C6/EA /EA ZFIETES
E2 23 C4N0-C402-C50/EA
[E3 26 -—> C4N0-C402-C6/EA | C4NO-C402-C6 % /EA J4—IJLKT
E4 2 C4N0—C402—C6—C5N2/EA EXPAND j—é
E5 2 C4N0-C402-C6-C6-GC6-C6-C6/EA
=> S E3 — (3 ZHEFT S
L1 26 G4N0-C402-G6/EA
=> D SCAN — SCAN ZrED THZE (F#)
L1 26 ANSWERS  REGISTRY GOPYRIGHT 2008 ACS on STN
IN 1,14,16-Trioxa-4-azadispiro[5.0.5. 4]hexadecan-5-one, 3,4-dimethyl-2-phenyl-
. (2R, 3S,6R)- (9CI)
MF G20 H27 N 04

SCAN ERHEKXIZFBRT—4IE
EENLLY

*#%PROPERTY DATA AVAILABLE IN THE ' PROP’ FORMATx*x*

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):25



ARRTEIBRER
REOTFENX (VEA), ZR/NROTHERX (/EAS)
L1 26 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN

IN  INDEX NAME NOT YET ASSIGNED
MF  C16 H10 F N 04

*%PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMATx

=> D L1 RN STR RSD 20 — RSD ZFHBATCHERT— X EZRT B
RN STR RSD ZrmE (223 FH/1#)

L1 ANSWER 20 OF 26 REGISTRY COPYRIGHT 2008 ACS on STN

RN 212578-36-4 REGISTRY

OMe
1 oo L
EO:@() D (CH2) 3— N—CH2—CH2
0 N 0

I3 L= CANO-C402-C6 IZZ M
B/Bont:

OMe

Ring System Data

Elemental |Elementaf| Size of |Ring System| Ring | RID
Analysis ce |the Rings| Formula |ldentifier]|Occurrence
EA | SZ | RF | RID | Count
—=—=—=—=—=—=—=—=—=== ———=—=—=—=—=+ + —===+ + ==
c6 |c6 6 |c6 146.150. 18 |1
CCANO-C402-CEINC20C2- [6-6-6  [C1ONO3  |2508.958.1]1

|0620C2-C6 | | | I

BRELECEDLS ADER (BAELTHEL) MoLDIEEYMERERTS.

=> S (CANO(S) G402 (S) C6) /EAS o | mALTLELDT /EA ZEBATERN
692661 C4NO/EAS CDOESRIE AL, /EAS ZFIEATS
318645 C402/EAS R—BRICBETIRE (5 BEFE
25368441 C6/EAS |
L2 166 (CANO (S) C402 (S) C6) /EAS FIAT
=> S L2 NOT L1 - @ LUHOHEERZT TS
L3 140 L2 NOT L1



ARRTEIBRER

RAEADTHRRX (VEA), RMERDTHRRX (/EAS)

=> D _SCAN — SCAN ZFHBXTHERZ (FH)

L3 140 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN Dispiro[cyclohexane-1,2 -[1,3]dioxane-5",6"" (4" "H)-

pyrlda2|no[4 5 5 6]pyr|do[2 1-c][1, 4]oxa2|ne] -4’ 4 6 -trione

37,57 ,6 "a, 7 , 10" " —hexahydro-3" ' -methy|-4- phenyl— (45,6 "aR)—- (9C1I)
MF €25 H27 N3 06

Ph

T h—0
(., \ /EAS T4—LETRRLEDT, fEELE 3 BO ||

**PROPERTY DATA AVAILABLE IN THE 'PROP’ FOl| REE L SYKRELRIERLEVNT S

HOW MANY MORE ANSWERS DO YOU WISH TO/SCAN? (1):1
L3 140 ANSWERS  REGISTRY COP
IN [1,4]Dioxino[2, 3-g]lpyrido

6,7,10,11, 13b, 14-hexahy
MF C17 H16 N2 03

P

*%PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT=*x

[GHT 2008 ACS on STN
",2 :5,6][1,4]oxazino[3, 4-alisoquinoline

@ Q@TELIZ, KF 4 B BE | EHoLIRZRNA—RIPICHIEEMIIRET 5.

=> S L2 (P)CAS/EA @ | C4S BZER—HKHFICRETAEIE
853476 C4S/EA (P) BEFEMNATS

L4 1 L2(P)C4S/EA

=> D RN STR RSD — RSD ZFHATCHEAT —REZTFT S

RN STR RSD ZarEat (223 F/#)
L4  ANSWER 1 OF 1 REGISTRY COPYRIGHT 2008 ACS on STN
RN 105138-24-7 REGISTRY

C4s BH @ OBRER—MHHIC ||

FETHEEYIEVLTS
**PROPERTY DATA AVAILABLE IN THE ' PROP" FORMAT*x*
Ring System Data
Elemental |Elemental | Size of |Ring System| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
:::::::::::::+:::::: + + —=—=—===+4 + —===
ig |SC4 5 |48 [16.145.3 |1
@m@@m@ INC20C2-  |6-6-6-7 |C14N203 16091.32.1 |
C5N2 [0C20C2-C6-| | |
INC2NC3 | | I I



ABRT—IRE
RROTFES (/ES), R/PMIRDTHFES (/ESS)
B RROTFEZS L, /ES (Elemental Sequence) T, m/NRDITHFES L /ESS (Elemental
Sequence For Ring System) THE TE5.
%l : RN 261-86-9
//N
(D

Ring System Data

Elemental | Elemental | Size of |Ring System| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier |Occurrence
EA | ES | SZ | RF | RID | Count
= + —_— + +======= + +==————————
CANS-C6-C6 | |6-6-6  |CI2NS 12508. 272. 10| 1
-O . BINEBOTEES  NC2SC2/ESS, C6/ESS, C6/ESS

- CBROTEERS NC2SC2-C6-C6/ES

- /ESS FIRRFZEA T IR R/NEDOTHRERIZINEZLTLS.
- /JES X, BT ARNMNRCEDTFREINZEZNATOTHRELET—IATERREERT 71—
FThd.
B ESS J4—I/LFOXRERA

D BE—TREOHAIOHKDIEL, EA LRAKIZKIETS.

C6
N6

@ ANTORBEATORFEERELTRHRRIERILT D

NC5
QN H (RN 110-89-4)

@ 2 BEOATOARFIAHIEAIF BELTREATORFETILIZFRNVMNETRET 5.

NC20C?2 H
[Oj (RN 110-91-8)

18



ABRRT—IRE
BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

@ FILIFRYMNETRLBEEDEVATORFAZOULEHIBEICIE, KYUELIZMHD
ANTORFOEETIAZERETS.

NOCNC2 N

( j (RN 34359-13-2)

W

G BEPAAICE>TRERINNARLZIBEAE BAICEYEWVEIBIZFEET ADOATOR
FOAMICEST, TERIERETS.

(H/\JJ\V (RN 14558-49-7)

® BALTREATORFHILELCMEIZ 2 BOANTORFABHIBEIETILIZFAVMNET
B2FAZERETS.

NCOC3

NCOC2SC

f N\? (RN 51272-26-5)

N—

B ES J4—I/LROREHAA
@ ESS J4—IFDREHREY @ ~ ® I285.
@ BOIER
N ROXDEIIFNEVEINALOKRZFVEADIEFTHS.
il : 0COC2-NC5-C7
2) RALKEFESOERN 2 AL LEHLIEELXRFHRD/NESVIBICKRETS.
il : NCOC2-NC4

3) BOKRZEIHRELT RFHMLELHERIEX EAKYTLI7RYMREDOLLZWVIET
RILTD.

{5l : NOC4-02C4 NOC4-N2C4

19



A RRTHBRER

BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

B La—F4%l (RN 65636-52-4)

C5/ESS OC4/ESS O0OCOGC2/ESS

A /!

NC5/ESS C7/ESS OC5/ESS C6/ESS

\ /
Y

0OCOC2-0C4-C5-NC5-0C5-C6-C7/ES

| L

|
5 B 6 BB -t

(=]

- 5 BIETIEIREDHAN, 0OCOC2 MIFAE C3,0C4 MIFEE C4 Lizb1-8, 0COC2-0C4-C5
DEF 275,

-6 BIRTIZIREDH-AMA, NC5, 0C5 MBS C5 &Y, NO DFILIT7RYKIET, NC5-0C5-C6
DEHIZES.
W /ES, /ESS ODBELEDRAUE
* JES J4—ILFEBRRDHPDEDEIZRIMEL. LI=MN>T /ES T4—ILFIZHEE DMK

ERFENEZFORZECHEELZ BEROBARBICEADLOIREITAIDITHEMLGFIRT
H5b.

* /ES J4— LRI LEZIRRZERF TS OFY, HORREME LA,

+ /JESS J4—IILRTHREFTHE BELEENMMIBELELT, FEEFEIYKENVEDO—EELT

FEIIBENRESIND.
f5l :=>S OCOC2/ESS — ML~ 0C0C2 BHBELLELE—DD
0COC2 BZzELRFADEF
RN  949097-41-0 RN  958996-23-1
Me _
gﬁﬁ (CH2) 4—CO2H /[:]:EI/WZOM
Me J/
OHC

OCOC2/ES 0COC2-C6/ES
(OCOC2/ESS) (OCOC2/ESS, C6/ESS)
C302/EA C302-C6/EA
(C302/EAS) (C302/EAS, C6/EAS)

20



RRT—HBRR

BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

B FEHR

- /ES OBRAEHIT EHEAYE, HAVEERAIMED—DODHEZTPTIRRADITRES D
HIRBZEETDIDTHS. /ES J1—ILFTRERZBORICEDFEEREDIFTHENT
=5.

5l :=>S 2 0C20C2-C6/ES — I LSE 0C2002-C6 IBEREAHIZ 2 HEL
YEDEFE

- JESS OHFEEHIE, —20BEZROP TR/INEORTERIOHERHMZEEITIEIOTHAS.
/ESS J4— LR TCIEREBEDRIICFDHREEREDITBRIENTES.

{5l :=>S 2 NC5/ESS — BEAHIZ 2 D NCs5 EBELYEDIEE
- /ES, /JESS TIXHEAEHMEZHEELLAFAIEEELEXA—DOLULEHZILONRERSNS.
« /ES, /ESS TIIBFAERZANTALEZIZEIHMBEEEFVOGEEZFATHENTES.
5l :=>S 2-4 0C20C2-C6/ES «— AMF L/~ OC20C2-C6 IRFFHELAIZ 2~4 HZFL
YEDEE
=> S >3 NCSC3/ESS — IEFRHIZ NCSC3 IRZH 4 AL LEELYEDEE

B FHEHOIER

- /ES DHFHEBFEASYE, HAIVEERIVED—DORIP D, /ESS DFHAHIE
—DONERFPDHTHS. TD=0, FHEHOBAFITEVWDLHS.

« La—Ffl : RN 125744-52-7

C6/ES (C6/ESS)

NC2SC2-C6-C6/ES @b& NCNC2/ES (NCNG2/ESS)
(NC2SC2/ESS, C6/ESS, C6/ESS)
Me\@éo N2C3/ES (N2C3/ESS)

Mé/ \Ph C6/ES (C6/ESS)
Ring System Data

Elemental | Elemental | Size of |Ring System| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier |Occurrence
EA | ES | SZ | RF | RID | Count
C3N2 |IN2C3 |5 | C3N2 [16.165.9 |1
G3N2 |[NCNC2 |5 |C3N2 [16.195.2 |1
C6 |C6 |6 |C6 |46.150.18 |2
C4NS-C6-C6|NC2SC2-C6-C6|6-6-6 |C12NS [2508. 272. 18] 1

21



ABRRT—IRE
BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)
-ESS OBEHEHIT, BRBRBRZEIZHADUEETSH. FD1=8H, NC2SC2-C6-C6 IR M D

C6/ESS (X 2 {@, C6 IZEZR NS C6/ESS I£ 1 AELABDT, FEHBITZ 1 FF 2 T
Evbg 5.

L1 1 S 125744-52-7

L2 0 S L1 AND 1 C6/ES

L3 1 S L1 AND 2 C6/ES — [A—ERHBIZ C6/ES £ 2 17

L4 0 S L1 AND 4 C6/ES

L5 1 S L1 AND 1 C6/ESS «— C6 IEFZH 65 C6/ESS 77 1 18

L6 1 S L1 AND 2 C6/ESS  «— NC2SC2-C6-C6 =% 65 C6/ESS 4% 2 {F
L7 0 S L1 AND 4 C6/ESS

-

-/EAS & /ESS MiELY
/ESS FHm/MRICEHELBITNIELSHEWTRET TR, ZOBRIIEFFETHEEITHAT
/EAS KU TEMIAEHS.

22



A RRTHBRER

BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

B BREH 2: TEOWEEZRETS.

@ BERR

s

Had

=> FILE REGISTRY

COMEEREITDFEELELTUTO 2 BYLHS

D HEBRER EXA BERET D)

Q@ NFABREK BAADAXRELTHLBHRRLESR
T—R%EHERTS)

EDFENNERHTRENMN?

— REGISTRY Z 74 NIZA B

=> Uploading GC:¥STNEXP¥Queries¥PRA2. str

L1 STRUGTURE UPLOADED
=> D QUE L1
L1 STR
..
4l
13g// \Eﬁw’ﬁ\\gw
128 96 .ty
\\uﬁﬂmfﬁ g

mq{
NODE ATTRIBUTES:
HCOUNT IS M3 AT 19
NSPEC IS R AT 1
NSPEC IS R AT 2
NSPEC IS R AT 3
NSPEC IS R AT 4
NSPEC IS R AT 5
NSPEC IS R AT 6
NSPEC IS R AT 7

D ERE
NSPEC IS R AT 13
NSPEC IS R AT 14
NSPEC IS R AT 15
NSPEC IS R AT 16
NSPEC IS R AT 17
NSPEC IS R AT 18
NSPEC IS C AT 19
DEFAULT MLEVEL IS ATOM
MLEVEL |S CLASS AT 19

DEFAULT ECLEVEL IS LIMITED

GRAPH ATTRIBUTES:
RING(S) ARE ISOLATED OR EMBEDDED
NUMBER OF NODES 1S

STEREO ATTRIBUTES: NONE

@— | =>DQUEL# EANTBE 7ydo—FK
LI-BEEMAEHRETEDS (BH)

23



ABRRT—IRE

BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

=> S L1 EXA — Y2TNEFE (FEH)
SAMPLE SEARCH INITIATED 16:44:25 FILE 'REGISTRY

SAMPLE SCREEN SEARCH COMPLETED - 0 TO ITERATE

100. 0% PROCESSED 0 ITERATIONS 0 ANSWERS

SEARCH TIME: 00.00. 01

FULL FILE PROJECTIONS: ONLINE #*COMPLETEx**
BATCH  **xCOMPLETE#*x*

PROJECTED |ITERATIONS: 0 T0 0

PROJECTED ANSWERS: 0 T0 0

L2 0 SEA EXA SAM L1

=> S L1 EXA FULL — TNTF7LIEFE

FULL SEARCH INITIATED 16:44:33 FILE 'REGISTRY’ (EXA #FIL 7,790 H)
FULL SCREEN SEARCH COMPLETED - 23 TO ITERATE

100. 0% PROGCESSED 23 |ITERATIONS 6 ANSWERS

SEARCH TIME: 00.00.01

sﬂ._ ;l= ;‘ k ;\ N \I: ~“—5H- — -~
s 6 SEA EXA FUL L1 " BERRIIMEMEDN,, RREASEIZHS

(BEH 7,790 H)

=> D SCAN
L3 6 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN 1H-2, 5-Benzoxazocine, 3,4,5, 6-tetrahydro-5-methyl-1-phenyl-, (1R)-
MF  C17 HI9 N O
Cl COM
Absolute stereochemistry

"%

h

*xPROPERTY DATA AVAILABLE IN THE ' PROP’ FORMATx*x*

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):5

L3 6 ANSWERS REGISTRY GCOPYRIGHT 2008 ACS on STN

IN 1H-2, 5-Benzoxazocine, 3,4,5, 6-tetrahydro-5-methyl-1-phenyl-, (1S)-
MF  C17 HI9 N O

Cl COM

Absolute stereochemistry. Rotation (+)

= o N

*#%PROPERTY DATA AVAILABLE IN THE ' PROP’ FORMATx*x*

24



ABRRT—IRE

BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

@1 HFRBE WAHLLTHHEHERATD)

=> E_C17H19NO/MF 5 — HFH (W) F EXPAND TRE

E1 1 C17H19NN106. H20/MF

E2 i C17H19NNI0S4/MF

[E3 2867 ——» C17H19NO/NF |

F4 2 CT7H19NO. 1/2C4H404/MF

E5 1 C17H19NO. 1/2C6H404S/NF

=> S E3 — [3 FRFE

L4 2867 C17H19NO/MF

=> S L4 AND PHENYL? — BHAETEAEERYRAL
16089710 PHENYL?

L5 2042 L4 AND PHENYL?

=> S L5 AND METHYL? — 15 DEBHZLSEEEIL,
20029329 METHYL? E5I1ZHWHAETHAEERYRE

L6 1545 L5 AND METHYL?

-2

BOBTRRIDIERIE, GEANKRRRNELSHLEIIC, CA R4S
BFENSMAIBEFRATS

SEOREHTIE PFXTRERL, LB TRYAAZTOTEHHEN
ZHHY, BHHICRYADIEIIRHE THI-DEDERMTHD
(#mZEH 670 x 3=2010 A)

DFRABRERE BRAAELTRRT—2EFERTH)

O <:| BHOHLIRRITEETS
CDRZDITHREF|IE C6-NC20C4

H3!

=> E_C6-NC20C4/ES 5 — C6-NC20C4/ES & EXPAND TREE

El 2 C6-NC20C30C5/ES

E2 2 C6-NC20C3SC3/ES

[E3 357 —> C6-NC20C4/ES|

EZ 4 C6-NC20CA0C2/ES

E5 3 C6-NC20C40C2NC2SC2NC2SC2/ES

=> S L4 AND E3 — BFRABEETL, BAKELT
357 C6-NC20C4/ES BEF—SEFETE

L7 9 L4 AND C6-NC20C4/ES

25



=>

L7
IN
MF

*#%PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMATx*x*

ABRRT—IRE

BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

D_SCAN — SCAN EFBATRETS (FH)
9 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN

1H-2, 5-Benzoxazocine, 3,4,5, 6-tetrahydro-1-(4-methylphenyl)-
C17 HI9 N O

e

ETOEEEHERETHHIC,
YD 8 HERTLTHERET D

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):8

L7
IN
MF
Cl

9 ANSWERS  REGISTRY COPYRIGHT 2008 AGCS on STN
|1H—2,5—Benzoxazocine, 3,4,5, 6-tetrahydro-5-methyl-1-phenyl-, (1S)—|
C17 HI9 N O

COMm

Absolute stereochemistry. Rotation (+)

=
E1
E2
E3
E4
E5

=
L8

e BROMENRR DML, IN TJ4—ILKF®D
&M% /CN J4—ILFTRETS

E 1H-2, 5-Benzoxazocine, 3,4,5, 6-tetrahydro-5-methyl-1-phenyl-, (1S)-/CN 5
1 1H-2, 5-BENZOXAZOCINE, 3, 4,5, 6-TETRAHYDRO-5-METHYL-1-PHENYL-/CN

1 1H-2, 5-BENZOXAZOCINE, 3, 4,5, 6-TETRAHYDRO-5-METHYL-1-PHENYL~, (1R)-/CN
1 —=> 1H-2, 5-BENZOXAZOCINE, 3, 4,5, 6-TETRAHYDRO-5-METHYL-1-PHENYL-, (1S)-/CN
1 1H-2, 5-BENZOXAZOCINE, 3, 4,5, 6-TETRAHYDRO-5-METHYL-1-PHENYL-, (R)-/CN
1 1H-2, 5-BENZOXAZOCINE, 3, 4,5, 6-TETRAHYDRO-5-METHYL-1-PHENYL-, (S)-/CN

S E3

1 “1H-2, 5-BENZOXAZOCINE, 3, 4,5, 6-TETRAHYDRO-5-METHYL-1-PHENYL-, (1S)-"/CN

SENBRETIE P FXOBRRTRIAAIC /ES 2FERITIEMEMT
BEBTHoI-
(DFEABREHIEOTEZRDE, Q-2 OKREH :670x3=2010 M)

26



ABRRT—IRE

BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

=> D IDE RSD — IDE RSD Z7E (317A/1)

L8 ANSWER 1 OF 1 REGISTRY GCOPYRIGHT 2008 ACS on STN

RN  110011-82-0 REGISTRY

ED  Entered STN: 29 Aug 1987

CN  1H-2, 5-Benzoxazocine, 3, 4,5, 6-tetrahydro-5-methyl-1-phenyl-, (1S)-
(GA INDEX NAME)

OTHER CA INDEX NAMES:

CN 1H-2, 5-Benzoxazocine, 3,4,5, 6-tetrahydro-5-methyl-1-phenyl-, (S)-

OTHER NAMES:

CN (+)-Nefopam

FS  STEREOSEARCH

MF  G17 HI9 N O

Cl COM

SR CA

LC STN Files: BEILSTEIN%, BI0SIS, CA, CAPLUS, IPA, TOXCENTER, USPATFULL

(xFile contains numerically searchable property data)

Absolute stereochemistry. Rotation (+)

e

*#%PROPERTY DATA AVAILABLE IN THE ' PROP’ FORMATx*x*

28 REFERENCES IN FILE CA (1907 TO DATE)
28 REFERENCES IN FILE CAPLUS (1907 TO DATE)

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
+ —===+ + ==+4= +
c6 Ic6 |6 Ic6 |46.150. 18 |1
C6-C6NO |C6-NC20C4|6-8 |C10NO [1401.18.2 |1

2% Q2 ODRRTFEFALEHER O #) o O OBERZDRER (6 #) &
BRULV=HEE G #) FTROBYTHS

=> S L7 NOT L3
L9 3 L7 NOT L3

He Ph

GCK) sl b

27




A RRTHBRER

BRR2OxFBLSH (/ES), =/MNRDITFE S (/ESS)

B RERP 3: TREDOBEZRDILEMERKRTS.

KR BER EROVThAN

Nayxy

0 G1
’/// ‘ :> X
.)\\\ BIEmaLTELL
! BREFAINAHoTHLL

=> FILE REGISTRY

=>
Uploading G:¥STNEXP¥Queries¥pra4. str

L1 STRUCTURE UPLOADED
=> D QUE L1

L1 STR
O11N12C 13

ap 5€¢#fji\ﬂ

10 % F%“‘HG

VAR G1=11/12/13

NODE ATTRIBUTES:

NSPEC IS R AT 1
NSPEC IS R AT 2
NSPEC IS R AT 8
NSPEC IS R AT 9
NSPEC IS C AT 10

DEFAULT MLEVEL 1S ATOM
MLEVEL IS CLASS AT 10
DEFAULT ECLEVEL IS LIMITED

GRAPH ATTRIBUTES:

RING(S) ARE ISOLATED OR EMBEDDED
NUMBER OF NODES IS 13

STEREO ATTRIBUTES: NONE

=> S L1

;

— REGISTRY Z 714 INIZAB

— =>DQUE Lt LASHT EEL 7y TO—FLE
BEERAZRZETES (FH)

— BTN EE (EH)

SAMPLE SEARCH INITIATED 13:37:26 FILE 'REGISTRY

SAMPLE SCREEN SEARCH COMPLETED -

3. 9% PROCESSED 2000 ITERATIONS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDE
SEARCH TIME: 00.00. 01

e

51793 TO ITERATE

FULL FILE PROJECTIONS A% ONLINE T
INCOMPLETE T, BATCH Tl COMPLETE T
H5

FULL FILE PROJECTIONS: ONLINE s<INCOMPLETE®* | cpi-hE S %8 5I=1%, BATCH BREET B,

PROJECTED |TERATIONS: BAT?szzZTC(T)gPHE(T)E;ng ALIIVBRERGTHBEERTY 20

PROJECTED ANSWERS: 66374 TO 73466 | 7 2 CYMEREMNT INCOMPLETE ZEE
FTELELRHS

L2 50 SEA SSS SAM L1

28



ABRRT—IRE

BRR2OxFBLSH (/ES), =x/MNRDITTFE S (/ESS)

FULL FILE PROJECTION INCOMPLETE #[E## 9 571=6, SEIFH TV BRER%ZFI AT 5.
D BNMNREROTEFRINZHRRTS (HERZFOEZEVLNEERT ).

Q@ #HERBRR O© OEZEVMESTEVMILT, BERREERTTS.

- Oy EEFI AT HE FULL FILE PROJECTION INCOMPLETE #M@EIBELI=Y,
REL-BETZRIEBEERENTES.

T EYMRRIE, BAERED L BEESOHESHICEERRIIMETHD.

- Ity ETESEEZEYE
BERRODADEIZ LY L S
HERZFOHFDEIZ YN L BS
BERE + HERZDEIZ YL L BS

- AN AE

>SS LES HBEHAT SUB=L FEE HEEHH

BEEER BEBREILT HYITEYrZITS BREREE

SSS, €SS BEZEtEyrD SAM (U7 LR R)
FAM, EXA L &S FULL (ZIL77A LB ER)
RANGE (i 5 E & &)

* REHERISLTAND
EXS)

| YIEIMRE GLIFALER)
BERROEZYbOA - FISHEMA (5480 A/[E)
HERROBELILOH - BBIHL

HERR + MERROEEEyh - BIHL
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A RRTHBRER

BRR2OxFBLS (/ES), =/MNRDITHKE S (/ESS)
BRIMNROTEEINEEZS

- BE L1 OR/NBEO#EEIZ GI=C, 0N TUT®D 3 BYEzZOND.

C-—-._h__h‘c/ Ch—-h_h__hu/ CH“&N /

NC4/ESS NCOC2/ESS NCNC2/ESS

=> S NC4/ESS OR NCNC2/ESS OR NCOC2/ESS @— [ 3 BmUDB/INEBOTERSIE /ESS

4079798 NC4/ESS e
2057911 NCNC2/ESS u BERTS

496471 NCOC2/ESS
L3 6277755 NC4/ESS OR NCNG2/ESS OR NCOC2/ESS

75% OF LIMIT FOR TOTAL ANSWERS REACHED

.ﬁ EZ& vk (L3) #HTEyhZILT
=> S L1 SUB=L3 SAM BiE (L) #HUTILBRETS
SAMPLE SUBSET SEARCH INITIATED 13:39:00 FILE 'REGISTR
SAMPLE SUBSET SCREEN SEARCH COMPLETED - 29904 TO ITERATE

6. 7% PROCESSED 2000 ITERATIONS 50 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00.00. 01 ‘_| COMPLETE I=%5of=
PROJECTIONS (WITHIN SPECIFIED SUBSET): ONLINE *xCOMPLETEx*x
PROJECTED ITERATIONS (WITHIN SPECIFIED SUBSET) : 587738 TO 608422
PROJECTED ANSWERS (WITHIN SPECIFIED SUBSET) : 14727 T0 18167
L4 50 SEA SUB=L3 SSS SAM L1
=> D SCAN — SCAN EFFREATHZET S (FH)

L4 50 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN  3(2H)-Benzoxazoleacetamide, 6-chloro-N-(2, 3-dimethylphenyl)-2-oxo-
MF C17 H15 CI N2 03

Cl 00
—
MCHQ—@—NHA%E\
Me
€

*#%PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMAT= T TFANRREEST

SH TO SCAN? (1): GE) BERZFEYITEYMILE=ZILTF7ZAIL
REILEED SSS REHENFEEIND

HOW MANY MORE ANSWERS DO YOU

=> S L1 SUB=L3 FULL
FULL SUBSET SEARCH INITIATED 13:40:04 FILE 'REGISTRY’
FULL SUBSET SCREEN SEARCH COMPLETED - 601092 TO ITERATE

100. 0% PROCESSED 601092 ITERATIONS 65212 ANSWERS
SEARCH TIME: 00.00.02

L5 65212 SEA SUB=L3 SSS FUL L1
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ABRRT—IRE

BRR2OxFBLSH (/ES), =x/MNRDITTFE S (/ESS)

=> D RN STR RSD 1 10 20 — RN STR RSD Z Rzt (223 FH/#)

L5 ANSWER 1 OF 65212 REGISTRY GOPYRIGHT 2008 ACS on STN
RN 1000308-33-7 REGISTRY

T

I
Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF [ RID | Count
+ —===+ + =—=4= +

C3N2-C6 |NCNGC2-C6 |5-6 |C7IN2 [333.401.37]|1

L5  ANSWER 10 OF 65212 REGISTRY COPYRIGHT 2008 ACS on STN
RN 1000180-86-8 REGISTRY

CH2—Ph

| x
=

N
cl H
&
(CH2) 3— SAc

_ ®I-
Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES [ SZ | RF [ RID | Count
+ —===+ + ==+= +
C6 |C6 |6 |C6 |46.150.18 |1
C3NO-C6 |NCOC2-C6 |5-6 |C7NO [333.471.12]1
C5N-C6 INC5-C6 | 6-6 | CON [591.79.52 |1

L5  ANSWER 20 OF 65212 REGISTRY COPYRIGHT 2008 ACS on STN
RN 960377-28-0 REGISTRY

Ph
—N

H
0

F

F
*%PROPERTY DATA AVAILABLE IN THE "PROP’ FORMAT::

Ring System Data

Elemental | Elemental | Size of |Ring System]| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
c6 |c6 6 Ic6 |46.150. 18 |1
C2N2S-C4N-C6 |[N2CSC-NC4-C6|5-5-6 | CON3S |1661.65.4 |1
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ARRTHBRE
RRDIEROKEE (/S2), RINRDKES (/SZS)
B ERDEBEDODKESL, /SZ (Size for the Ring System) T, ZR/INEDHEDKEEIE /SZS (Ring
Size of Smallest Ring) TR KR T=5.

51 : RN 618910-07-9
Me

h
oo AT

Ring System Data

Elemental |Elemental | Size of [Ring System| Ring | RID
Analysis | Sequence | the Rings | Formula |ldentifier|Occurrence
EA [ ES | SZ [ RF | RID | Count
+=== :Z%+ + ===
can-csN-c6 Nca-Ncs-c6 f (5)(6)(6) ilctnz 11839.27.7 |1
-O BINBOAES 5/SZS, 6/SZS, 6/SZS
- BRRDKES 5-6-6/SZ

- SZS FRRZEBHIHIBELADOR/NREDRESZINE LTS,

- SZ BIRREZBAITIBELROFRNEDKRESENATUTRHRELET—2ZIRELTNS.

B SZ J4—I)LFOREHRA
F BROKRESDRIBIZREET S.
5] : 4-5-6-6-7

- BOERDIER [EIRSEL.

B La—F#H (RN 511307-87-2)

0
b 5 EORNMNIEDXKESITIENSHE A~ 6/SZS, 5/SZS,
6/SZS, 6/SZS, 5/SZS ThHY, BRDEDKEZ(X
[ 5-5-6-6-6/SZ THd

H—CH2—CH2—NMe2

S —
= 2
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ARRTEIBRER

RRARDIEODKES (/S2), RIMNEDKES (/SZS)

B /SZ, /SZS OBEELORAE

- /SZ J4—ILFRBEZRANDEOERDIEFZTET, BOKESZRLTWS. LEAST
/SZ T4—IREHREDKEESORINAEEQIEICHEELTVIBEDRRICEF THS.

* /SZ J4— VR LR RZERF TS OFY, HORREMELEL.

* /SZS J4—ILFTRFETHE, BESNEENMMILIRBELT, FLEIYXRENED—&FEL
THREIIENMEREIND.

B FEH

- /SZ DEEHIL, EERSYE, HAVEERIVED—DODORIP TRRADIREDKEZD
HEBEEETDLDTHD. /SZ T4—ILFTRBRREBOAICZTOEFEEREDTLHIENT
5.

+ /SZS DHEAEHIE, —DDEBERDPFTHR/NMNREOREEIOHBEHEIEETHSLDTHS. /SZS
J4—ILRTIEIRREBDRICZEDEEREDITHENTES.

+ /SZ,/SZS TREEHZHEELLEITIAIE HEELEAA—DLULEHEZEDOIABREINS.

B FHEHOIER

- /SZ DEEHIIERSPYME, HAIVESEHOIMED—DDOE PR DH, /SZS OFEHEHIL
—DNEZDPTOHTHS. T, BEBOEAFISEVLHS.

« La—FKfl (RN 125744-52-7)

Me
6/SZS (6/SZ2)

K
LI v 5/52S (5/52)
6/57S, 6/SZS, 6/SZS H
(6-6-6/52) e A0 5/S7S (5/52)

w’ e 6/SZS (6/S2)

- LROIEEYOEEHRIE SZ OIFE, R—KHoETEZRS=H, 25/SZ HBHWLIE
2 6/SZ TbEYrT3BH, SZS DBEEIF—DONDIEZRTEZSNDT, 15/SZS, 1 6/SZS
HBUIE 36/SZS TEYRT 5.

L1 1S 125744-52-1

L2 0 S LT AND 1 6/SZ

L3 1 S L1 AND 2 6/SZ — SZ X —FAHFLY 2 6/S7 TE v F
L4 1 S L1 AND 1 6/SZS — SIS F—DDEFRLY 1 6/5IS TE v F
L5 0 S L1 AND 2 6/SZS

L6 1 S L1 AND 3 6/SZS — SIS [#—DDEFRLY 3 6/SIS TE v F
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ARRTEIBRER

B/INEBOH (/NRRS, /NR, /CNR), BZ D% (/NRS, /CNRS)

B SPMRBIVERROBAA

5] : RN 36821-63-3
CM1 CM2

e CO2H 0
O\R(JJ\O)KQ\
i 02H Me

3/NRRS 2/NRRS 1/NRRS 1/NRRS
| (&NB) &NMEB) | | (&/IEB) (&g |
5/CNR (CM1 IZ&EIhBE/INIR) 2/CNR (CM2 IZ&EEIhZR/INIE)

2/CNRS (CM1 [ZEBFENBBEZR) 2/CNRS (CM2 IZEENBEZR) |

7/NR (MEE2KIZEFNDIR/IIR)
4/NRS (MEL2AKITEFNDIER)

Ring System Data

Elemental | Elemental | Size of |Ring System| Ring | RID
Analysis | Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count

+ ==== + + —=—=—===+ + ====
C6 |C6 16 |C6 [46.150.18 | 2 in CM 2
C4N-C6 INC4-C6 |5-6 | C8N [333.151.57] 1 in CM 1
C4N-C6-C5N2 |[NC4-C6-NCNC4 | 5-6-7 [C12N2 [2515.59.1 | 1 in CM 1

B SNROBICEITIRRIT(—ILF
C RREHE AT AE&ER/NIRDEIEL /NRRS (Number of Rings in Ring System) THRE TZ5.

C BERICEENSHE/NIRDEIE /CNR (Number of Smallest Rings in a Component) TR %
TE5.

- MEERICEENSIHZ/NDIRERDOEIEX /NR (Number of Smallest Rings) TR T=5.

B RROBICEHTHIREIT«—ILF

F BEDICEENBIRZDEIL /CNRS (Number of Ring Systems in a Component) TH R T
5.

s MBEEARICEENDRZDHIE /NRS (Number of Ring System) T E TE5.
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ARRTEIBRER

B %=X (/RF, /RATC, /REL, /RELC, /RELF)

B RRAICEITLIREIT« —ILE

51 : RN 324-85-6

e W)

Ring System Data

Elemental | Elemental | Size of | Ring System | Ring | RID
Analysis | Sequence |the Rings]| Formula | Identifier|Occurrence
EA | ES | SZ | RF | RID | Count

+ —=—=—===+ + ::_:: + + —=—=—===
C4NS-C6-C6|NCSC3-C6-C6|6-6-6 | E C12NS§ |2508.41.1 |1

SRR IS - F l

- BEFBEOHMIE 14 THD (14/RATO)

- BREHHEIDITEIXC EN E S THD. (C/REL, N/REL, S/REL)
- BRREEBITIELDSTHRIE C N S @ 3 F&FF (3/RELC)

- BRZOBERITRREIERR (RF) LUHZHIBRLIZRX (C N S/RELF)

- /RF 3% : Ring System Formula)

- RROERTER HiIl AX) 288

- REBHIDIRFOAHAEEREL, RICEALTVWAKBEZTOMDEFITBALL.
- /RATC BRZRZHNDFEFH : Ring Atom Count)

- BREBHTIRFHOBA.

- /RF D4—ILRDRFDEEHA /RATC T4—ILRICIEESND.
- /REL GRRAN DB ITTRIE : Ring Element)

- RREBATITRDEE.

- /RF J4—JLRIZEFENBETLHED /REL T4—ILRIZURERSNh 3.

@ ANTORF#ETERICIE Q/REL /A TES.

NH f51 2 (£, Morpholine I C/REL, N/REL, O/REL TEwkL,
FrzATARF N, 0 NEFNA TS, Q/REL THEYRT S.

EERFZECERZRICIE M/REL ZFIATES.

NOFVEFEETCERICIE X/REL 2R HTE5.
*Q, M, X ODEZEIZDOVTIFHE AR
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A BRRTH9BRE

B %=X (/RF, /RATC, /REL, /RELC, /RELF)

- /RELC JRZRANDELLTHNDIELEH : Ring Element Count)
- BREBRTIRGITEZDHEND-BIET+—ILE.

- /RELF B2 D#E M TH R : Ring Elemental Formula)
- BREEBRTITRTOTENESE.

- /RF J4—IFEDOBETRICHITIHELERWN-LDER—IZHS.

B La—F{ (RN 474765-95-2)

C6/RF
C3N2/RF 6/RATC
5/RATC % 6 C/REL
3 C/REL, 2 N/REL (2 Q/REL)  pe Ph°  1/RELC
2/RELC Y MW_F  G/RELF
C N/RELF e N0
C3NS/RF
K e BI§ 5/RATC
©: D* =N—N""5 —>» 3 G/REL, 1 N/REL, 1 S/REL (2 Q/REL)
N § 3/RELC
C12NS/RF cl C N S/RELF
14/RTAC G6/RF
12 G/REL, 1 N/REL, 1 S/REL (2 Q/REL) 6/RATC
3/RELC 6 C/REL
C N S/RELF 1/RELC
C/RELF

B FAEHR

+ /RF, /RELF OHFEHITIERLSYWEHLIVEIERLSYMED—DOOR ST OERRAF-ITIE
ZOBRATEXDOHBRHEEFRETSHEDOTHS.

- /REL OFHEBE—DODRZHDOERTFTREOHRAUZIEETILDTHS.

+ /RF, /REL, /RELF Z4— LRI FREDHIZZFDOHEEREDFTHIENTES. FEHEA
NT2BEIZIFXEEOREEEFCHEEEFRITHENTES.

- BEHEETELLETNIE, /RF, /REL, /RELF J4—J)LRTIEELEEBA— DU EHDILON
REINS.
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ARRTEIBRER

B% =X (/RF, /RATC, /REL, /RELC, /RELF)

B FEHBDIEIER

- /RF, /RELF OEFEEHRIIERSYE, HAIVNEZHIMED—DODHR S P D, /REL D
FEBFI—DODERITOHRTHD. T0EH, GHEHOBAFITEVLAHS.

- La—F%l (RN 957333-13-0)

0
N
C3N2/RF «— 7 \N—L@ __ C4O/RF
3 C/REL, 2 N/REL, 2 Q/REL ‘= 4 G/REL, 1 O/REL, 1 Q/REL
Me =
C N/RELF = C O/RELF
P’
® C6/RF
6 C/REL
C/RELF

- LRDIEEYMOFEEHRIE /RF DIFE, CIN2 BAR—E A FIC 2 EHS1=0,
2 C3N2/RF &73%. /RELF DIZFE LRI — AP THAST-%H, 2 C N/RELF &425.
ZTNIZH LT, /REL [F—DODRZTEZSNDT, N/REL #BRERRXICHERTIEFAEHIE
2 TEYFT D (2 KYKREWEEYRLAEW). 512, ATORFZESDRRLY Q/REL #
FATES. C40 BEYEBEERF 1 &Y 1 Q/REL Tkwbh, C3N2 BREYZEZRRF 2
fB&Y 2 Q/REL TEYrT 3.

L1 1§ 957333-13-0
L2 0 S L1 AND 1 G3N2/RF
L3 1 S L1 AND 2 C3N2/RF — [A—FERFEIZ CN2 A 2 FAEFNS
L4 0 S L1 AND 1 C N/RELF
L5 1 S L1 AND 2 C N/RELF  — C3N2 A EA—mZHIC 2 i S DT,

e ITEL C NRELF & 2 TEY FT 5
L6 0 S L1 AND >2 N/REL
L7 1 S L1 AND 2 N/REL — —DODEREIZEFZ CIN2 FRL Y 2 N/REL
L8 1 S L1 AND 1 Q/REL — —DDERFEICEZ C40 BLY 1 Q/REL
L9 1 S L1 AND 2 Q/REL — —DDERIEIZEFZ CIN2 BLE Y 2 Q/REL

S}? REGISTRY 74D Q, X, M OEE

Q:C,H UDITHR
X: /\NA4> (F, CL, BR, I, At)
M: £F"
* FREE, TREDORREZRTIRTORTRZET
Ar As At BBr CCIFHHelIKr NNe OP RnS Se Si Te Xe
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ARRTEIBRER

R&R®EAF (/RID)

B ERHEAF (RID : Ring System Identifier) (IBRRERDE®R, TEDNE, HEAXRKIZEBL
T ESNt-2=—94a—FTh 5.

B RRHEANFIE 2 DOEVFFT 3 BERICRIATEY, B, THRONE, HAERM(ERE

&, _EREe ZERSG,

{51 : RN 324-85-6

Ring System Data

/—RSAXLHEE (%) ERT.

Elemental |[Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula | Identifier |Occurrence
EA | ES | SZ | RF | RID | Count
C5-C6 |C5-C6 |5-6 [C9 | 333.70. 45; |1

PV BR
333.70.45
[ B ] [ TERME ] [ wERH ]

(*) /—=RFZAXFERICOVTIISES R

H BR#EANFOH (RID 333. XX. XXX D&

Indene : 333.70.45

(RN 95-13-6)

1H-Indole : 333.151.57
(RN 120-72-9)

T

Indane : 333.70.44

(RN 496-11-7)

ST

2,3-Dihydro—1H-indole : 333.151.54
(RN 496-15-1)

N

Benzo[b]thiophene : 333.246.11 2,3-Dihydro—benzo[b]thiophene : 333.246.10

(RN 95-15-8)

5

(RN 4565-32-6)
S

©g [ RID : 333.246 ]
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ARRTEIBRER

R&R®EAF (/RID)

B RR#HFIE /RID J—ILETHRERTSH. FTiD 3 LRNILTHRETES.

D BHROAEELH®E => S 333/RID

CHO
S | t-Bu— 0
H
(RN 199339-71-4) (RN 199338-58-4)

@ BHRETEMBEZIEEL-®E => S 333.151/RID

CO2H MILIe
0

X3 o
: L Ph [: L\]
H2N_|é—CH2—O \CH—Ph

™ CHo_ EH__OH

\

(RN 192997-35-6) (RN 197008-33-6)

@ B#H, THRMEUE, BLUEERHEIEEL-REK :=> S 333.151.57/RID

Me H
H CH2— CH—CO2H
Me Me

(RN 186703-89-9) (RN 199540-73-3)

T - TRUEHIVIHEERBDATRET S LI TERL.
EHROAITERERRUEIIER, THRUE, HERYMI TORRLELD.

- D Q DBAETHAA—HESEFE

W | BRAENFOBRRTE, SHISHOBRINEELERREF DL AMERESLEL
(5 HERELOIER).

51 -
H — 333.151/RID TI&,

CO | COLSBAEBWIFE AL
(RN 268-58-6)
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A RRTHBRER

R&R®EAF (/RID)

B RRFHFORANT
- AREZVWRREEDIEEMDET® CAS BERBESEFTREL BRTIEXRTT5.

* REGISTRY 774/ T BEREFDHUTILBELT BRT—2%2KkT95. HBHULIE,
LREGISTRY J7M/L.THEERRL, BRT—IERTTD.

- BROTHERX (VEA) £ETHRES (VES) THRERL, BRT—2EXRTT 5.

B RRHENFI-—FOREORIU

- TRD 3 EEMORREFIIANTRELELICRZEN, /—IFAAFHEEDHFEIZELST
BRRBAFOREDHEANELD. (V—ITAXFEEZARABRTRLTLD)

- RN 51-21-8

BEADKESE

\f M\ - AN 0
“ﬁj\ - CEHEN :

o

- /J—IXSA4RHEEE

(=2}

BRERF : 46.195.39
- RN 144294-61-1

NH2 BHOES

Ee—N N 0 THz - BEESH 4
e o RT% - ZEHEH 1
Twe| oo - J—ISARREE
YN\\CHS
IRZRMAIF - 46.195.20

- RN 145693-78-3

BRAOHESR

Me ;

o. L o Ty 5
*K;Ii - ZEHEH 3y
Me— F “~CH==CH_CHO - /=S54 XRHESE 0

BR# A F : 46.195.18

. IEW(‘/—?%*(X‘P% AIRRMEDHAINTOIRZIRARBAF (/RID) TREITSEHEEIL,
BRHIZ J:o’C""ﬂ:?;"%)“‘B YEEERTICIERERTS.

5l :=>S 46.195.39/RID TI&#< => S 46.195/RID THEE
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RRT—HBRR

R&R®EAF (/RID)

B FAEHR

- /RID OFEHIX, BEROYME, HAVEZROYVED— DD R THEELEIR R E A
FEEODBROEBRHMEZEETHILDTHS. /RID J4—IILETIIBREREDHIZZFDEEH
EDFBIENTES.

- /RID TREAEHZEELGTNEEELLERRAN—DULHIILDOAERSND.

B La—Ff

RN 960623-30-7 REGISTRY

cMm 2
Me Me
b— oN NEt2 Cl N@
_C_N NEt2
HAc

Ring System Data [ /RID DFER
Elemental |[Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier]|Occurrence
EA | ES | SZ | RF | RID | Count
+=== + +======= + + —=====
C6 |C6 in CM 2

|6 |C6 [46.150 9 | 1
c6 |C6 |6 |C6 46.150. 18
I I I I

 /RID OBFEEHIT, A—HBoDPOHTHD. LEEOWEIL CM1 KYTZZJLEMN 2 D,
CM2 &Yz JLEMN 1 2HD. FDO=®, LERDOYWEI(L 2 46.150.18/RID Fi=I&
1 46.150.18/RID TEwWrT 3.

L1 1S 960623-30-7

L2 1 S L1 AND 1 46.150.18/RID «— CH 2 o Zxz =/ ED /RID DHEHFZEHTE v F
L3 1 S L1 AND 2 46.150.18/RID «— CH 7 o Z =/ ED /RID DHEFHFEHTE v F
L4 0 S L1 AND 3 46.150.18/RID
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A BRRT—HRR

5% . /—YIAXFHEE

&£Z . /—VSAXFEE

B /—RIIAAFHFEEER, BRERTOEREGL_ERCOXRERS, BLUVELENRRKES
BREIHEESNIHBELI(TTHS.

Bl ZEBMACEUFERK

EQD-—SRRALYELEINE

—ERADUBARLD.
L ‘ TOEEEE VAT LI
S o ESMELLTRBLTLES

\.\\\/
g\ S5t EELE, —BEABMBEICEASE, ERERCTHEIMEEL T LI

RLYMETHS] & TELIRYBHSESOICHAFEIN-OL/—ISIXTEE
THDH (ERLIEBYDREEIF, TTHFIMEREEEND)

- J—RTAXFREEL, EFMICEMEHESICAVLNLIIENZ VD, FGHEEIRTT
TR, /=AM XFEEFR, TLTEEEM LD, BBICERINTLS.

B /—TI3ARARFEEDOH — R

C ROFHBEF-THREOIRTOBE X/ IS/ AFREELLTEHEIN TS,

\ ///\
\///’ \
L ROBHRFHRNBHETHD.
2. BREAL_EREHIPROBYICREIZFEETS.

- BEROESIE, ROBE/—IFAXEELLTEHINTLS.

= S S
>

S P o

1. BERFHESABRTHIARRLDD.
2. BB L ERANEDNERICH > TREIZFET S.

s
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A BRRT—HRR

5% . /—YIAXFHEE

B STN Express/STN on the Web D#E&E R plug- in THERTSHE/—ISAARESERHEL,
HBEIMICEESIATHNIEEESNS.

- STN Express CTIEHOWBIAHEMZZELT, BEMICTI I /—ISAXREEEN
BESNTLWADT, BERRDEZEIRICLACTEHELL.

BEIMICHEESN-HEIITEEELEVGESE, HARHEETEETS.

» STN Express M B B #5 5E I
Bl 1 NoEUIR]

ERLE-EER HERH m % Bl

ﬁ:ﬁ'ﬁfl’ﬁi’»‘.ﬁ' //

S

" |

5 2 : ooaOnEHUIB]

ERL-EER wEERHY m & #i
S EEEFID
THHON) -5 AR r Nﬁ

Syt |

OANTHUEERTEHE, SSSEEDEE, ESLTARUVEVERAEYNTHDTI M ?

oONFHURIC, LLAVEVEABEAELEE S, TOREHIDHEEIF, /—<34
AREEICHEYET. 2FY, BEEZHBLTVRIEGEES, IRTOHKEICOLNT, /—TT4
AREE DAL H L=, /AT H UL THEARVEVERLEVINLET .

BE /J—IXFAARFEERL, —ERETREHYFLADT, P/O0~FTHUEERLTH,
voantl+V 1 RBEEVRLEEA.

RUEVERBENVWLGBWGER K, /ONTHUZHRLEE, EZELETHIRTE
GROMIL, HEIFEKFRBDIEE) ELELLS.
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A BRRT—HRR

e

5% . /—YIAXFHEE

B/ —IS5AXFEEDH — BEEEM (Tautomer)
H

m/ //0 O/O—H

* ROERICEBITIELEEMKESE /YA XARBEELLTEHINTLS.

H— O -2 =0 <«—» ®=@ —-® —H

. FDEFA 2 AOANTORFICHEELTLS.

RILERF (@) : C, N, P, As, Sb, S, Se, Te, Cl, Br, I
ATFORF (D, @) : N, O, S, Se, Te

2. HLEF (Q) E—ADATORFLEDHEERFIZ_ERETHS.

3. HLEF (@) LE5—ADATORFLOBEEILEEE TR TE,
ZEDOANTORFITIIKRE, KEQORGE, £-EERLHD.

- ERERMD/—IFAAFHEEDH CREFBROMILIZEEE)

0 RIEBEEODSL. ZOHR
Flt/—<S4 K4S
M 2% 5
__/_/-"
NH2
“ 7
N

0 ||
I UH—S—UH
CHy——C——0H




B EREANTFERALIEE,
W, THFIR/ /—ISA RS O A O 8

A BRRT—HRR

2%

MEINRED.

*

HEDHETAALEL.

: /_75’{XFIIH ’l%l.

HAHEMESINT,

HEABEEDN, TTHFIMEEDHD. /—IXFAXREEDHD, HD
RERDHETHEET S

- RBEEAHR, —D2TH TTHIN/—IFAANREERMADAREZECER/ENHHE AT,

J—XIARREEZELAREELHEINESIHIL, STN Express/STN on the Web D&

EBE plug- in TREMNICHERTEHIENTES"

#4 fEEE - [HRE (1) *Standard* ]

oF 2rAE REE ERD FLOL-HD | gREEE@ FTE SEEN oebol A0 FH 8] x|
(e )

2 ﬂ

ra 7 F 53 2|

S LT R
A= R

R S U

BRENFEAVTHRETS
BE&EFZERTS
CDEE BROWMILILERTET S

= i A
TEet e,

S EE s e U
i 3 B,
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A BRRT—HRR

5% . /—YIAXFHEE

4 1855EE - 35 () *Standarde ] ' =1o] x|
o4 rLE) REE FRD FLOL-HD BRERESQ RTE O EEN R0 A FH o8] x]
b @St oK me wE ¥a| s mFGF 7
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— THEON -5 Z e
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= sl | T
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* 2F HEOBRBALROBER (TATRFROMILIE, FLERMENOCARENHLIEE)
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Ll AR

ITHHk
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A RRTHBRER

R&R®EAF (/RID)

B RERE 4: ATORFA 2 BEENSTRDOEEELZRL, WEEALLTTEOERUNMNE

BEFLGWNMELEMERETD.
A P —_ s
‘ A A DfEInd 2 BRRICATARFEHFOBESE
) BEBRRTASIEIRETHS
R @ —s J:L
¥ BRRT—AEZFHTHERERTED
=> FILE LREGISTRY O— | HERAI7AIL LREGISTRY J7AI)T
N BEREL BRRT—3%HAR5
Uploading G:¥STNEXP¥Quer ies¥PRAS. str
L1 STRUGCTURE UPLOADED
=> D QUE L1 —=>DQUE L# £AHTFEELE, FyFa—FLE
L1 STR BEEAZHEZTEFE (FBH)
4 ho e
3¢ g Wm%z,\
9
2 o 6
? ]%z\/\/"‘ 0
NODE ATTRIBUTES:
NSPEC IS R AT 1
NSPEC IS R AT 2
NSPEC IS R AT 3
NSPEC IS R AT 4
NSPEC IS R AT 5
NSPEC IS R AT 6
NSPEC IS R AT 7
NSPEC IS R AT 8
NSPEC IS R AT 9
NSPEC IS R AT 10
NSPEC IS R AT 11

DEFAULT MLEVEL 1S ATOM
DEFAULT ECLEVEL IS LIMITED

GRAPH ATTRIBUTES:
RSPEC | — BOCHALULIFHEBE LG D TEDAMIL #IEFE
NUMBER OF NODES IS 11

STEREO ATTRIBUTES: NONE

o ®
% : LREGISTRY 774/
- LREGISTRY 774 JLIX REGISTRY Z7M/ILDEERI7AILTH5.
- LREGISTRY 774 JLIE REGISTRY Z7/ILD—EOLI—FAREF SN T S.
- RiMGEHKFRAES (2,000 M/1 BFRE) 20T REBH-ZTTHEERTHS.
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A RRTHBRER

R&R®EAF (/RID)

=> S L1

— Y2TNBEFE (FH)

SAMPLE SEARCH INITIATED 11:40:32 FILE "LREGISTRY

SAMPLE SCREEN SEARCH COMPLETED -

100. 0% PROGESSED
SEARCH TIME: 00.00. 01

32 ITERATIONS

FULL FILE PROJECTIONS: ONLINE **COMPLETEx**
BATCH  **COMPLETEx*x*

PROJECTED |TERATIONS: 302 TO 978

PROJECTED ANSWERS: 244 T0 876

L2 28 SEA SSS SAM L1

=> D RN IN STR RSD 1-2

L2
RN  112632-45-8 LREGISTRY
IN 2H-1, 5-Benzoxathiepin-4-carbonitrile

Ring System Data

ANSWER 1 OF 28 COPYRIGHT 1985 ACS on STN

32 TO ITERATE

28 ANSWERS

#BEHI74)L LREGISTRY 774 I TIL
ILIT7AIVERLERNTEITTES
SEDOREBETEYUVILBREDEREMS
BRRBANFEH/BONDIDOTINLIZAILE
REEBLTWLS

— RSD XA TRR#MEFEEFT S

3-amino-7-methoxy-

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
+ ====+ + ==+= +

C6-C50S |C6-0C2SC3|6-7 [C90S |937.202.2 |1

L2  ANSWER 2 OF 28 COPYRIGHT 1985 ACS on ;?ﬁ\———

RN  106089-75-2 LREGISTRY
IN  7-Benzopentathiepinamine (9CGI)

l NH2

Ring System Data

HWERY (BEH, —ERE, ZER
B, /—RIAXLFEER) NE-TH, Ff=
BENBATOTRDEMNE2ELTE
BHRARLLENT, BEHRORRFAF X
937 TH5

Elemental |Elemental| Size of |Ring System| /Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
+ ====+ + ==+= +

C6-C2S5 |C6-SH5C2 |6-7 |C6S5 |937.216.2 |1
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ABRRT—IRE

R&R®EAF (/RID)

=> FILE REGISTRY — REGISTRY Z 71 ILIZA B
=> § 937/RID(S)2 Q/REL(S)C6/EAS g— | () BEEF : A—R&RN
178567 937/RID 937/RID CRRHBAFI—F (BHEOH)
11831380 2/REL. CNT 2Q/REL : ATOEF 2 AELEZR
21956040 Q/REL )
8995659 2 Q/REL 937/RID(S)2 Q/REL MDA DB EEELE, ATOAREF 2
(2/REL. CNT (T) Q/REL) @A 6 B, 7 EBOAAICEEATHNTELL
25383040 C6/EAS LIzt 3
L3 92246 937/RID(S)2 Q/REL(S)CO/EAS | 2t v 6 BEEEEDANLHBECHEEE
=> S L3 AND 1/NRS ‘"9 C6/EAS ZREXIZEHD
L4 7613%2 lngD 1/NRS .x MELKRTEMAOBELIEELZLOT,
/ MELHKOBERORIE 1 ThH5
=>D L4 2 4 RN IN STR RSD — RN IN STR RSD Z#RE (223 FH /1)

L4  ANSWER 2 OF 9426 REGISTRY COPYRIGHT 2008 ACS on STN

RN  960305-61-7 REGISTRY

IN 1,4-Benzoxazepine-7 (5H) —acetic acid, 4-[(1, 1-dimethylethoxy)carbonyl]-2, 3-
dihydro-, methyl| ester

0

0
t-Buo— CHy—E_ome
0

*#%PROPERTY DATA AVAILABLE IN THE "PROP" FORMAT*x*

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier]|Occurrence
EA | ES | SZ | RF | RID | Count
+ —===+ + =—=+= +

C6-C5NO |C6-NC20C3|6-7 | CONO [937.108.1 |1

L4  ANSWER 4 OF 9426 REGISTRY COPYRIGHT 2008 ACS on STN
RN  959756-63-9 REGISTRY
IN 1, 5-Benzothiazepine-2, 3-dicarbonitrile, 4-amino-

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

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF [ RID | Count
+ —===+ + =—=4= +

C6-C5NS |C6-NC2SC3|6-7 | CONS |937.183.6 |1
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A RRTHBRER

ERERET. J—IVEETF

B RRTHAORRTE FRIIEEFICIYRREENELD.

- (8) BEF A—ERRANIZEETS.

- (P) BEF  R—HB7RICRETS.

- AND BEEF :RA—YEICERETS.

W (S) HETF

[ =>S BRERE/BT—574—JLE (S) BRE/BT—5%74—JLF ]

- FIATEST4—ILE

/EA BBRRDTER)

/EAS * (BRI BDOITHRX)

/ES BROITEES)

/ESS * (/INEDTHEEF)

/SZ(BRZDEDKEL)

/SZS * (MM ERDIRDKEFL)

/NRRS JRZ2 A DE/MNRDE)

/RF BR&RX)

/RATC IRZ2AHN DR FH)

/REL*(BRZRHNDERTERTE)

/RELF BRZDERETHER)

/RID (3R ZR# A F)

/RELC (IRRHNDELDITHRNDIEL)

- FIAEDRAUE

-(S) BEFZHERAILIERA—BERAICRE TES.

Bl :3 EDORILEIMEIRT, COBRRIRE, BXR, BRHOERINLTWEALELIE,
3/NRRS(S)C N O/RELF ¢,BZRHNDR/NMNEOHEBEZDERTEXE (S) BFEF
FHERATAHIEICEYR—BRRANDOEHICKDIIENTES.

- LEORFD * PN ESIhE=T14—ILF (JEAS, /ESS, /SZS, /REL) IZBR%Z#EHKT5

—BOT—ETHD. LEH>T, ShoDITA—I)LFTREIA—ILEDBRILHLDOR T Z (S) &
HEFCTHAEGHLETR—DRRICBETES.

Bl . HARERIZTEES NCNC3 IBEE NC5 BARENBIES (L,
NCNC3/ESS(S)NC5/ESS T ETZ5.

- LRORFPD x NMEEENTVENT—ILFDT—RERRLEANSEZILSNA TS,

Li=AoT, ALERT—427/—IFRT%Z (S) BEEFTHAEDLEDILIFTELL.

5l : CANS-C6-C6/EA %5(E 1 {0 CANS & 2 A C6 MNoHEABHRTHY, Fhll
FIEfEELEWL. DFY, EA J1—ILROT—2EBRICA—RZ2ANICRESINATLS.
L=hA>T, RFEE/EA (S) BERIE/EA DLSIZ EA A% (S) BEFTHAED

HHIEFTERL.
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A RRTHBRER

HEEETF, J-IVEETF

- (S) BEFEZFHETELWLWI«—ILFIE /NR, /CNR, /NRS, /CNRS 74— JLFKTH 5.

/NR, /NRS 74— ILRIZHME £/KIZE{&RL, /CNR, /CNRS J4—ILRIZMEBED—DDK S
[CEEFRLTLS. ThoDTs—ILRIE, (S) BEFZFE-TEAORRICHTHMMDT—
LWREHAEDLDETHENDRRICHTAIEEZLITIZELIETELL. (S) BEFZEHELTH
DRATLIEINE AND BEFLEBRL, MELAKRIIHIIEELRET.

Bl - => S C40-C6-C6-C6/EA (S)5-8/CNR

PROXIMITY OPERATOR LEVEL NOT CONSISTENT WITH

FIELD CODE - 'AND' OPERATOR ASSUMED ' 6-C6-C6/EA (S)5-8/CNR’
6660 C40-C6-C6-C6/EA X

4853315 5-8/CNR
L1 1453 C40-C6-C6-C6/EA (S)5-8/CNR

EA GRRDTHER) LCNR (MO HADR/NREDE) OBRRTIE (S) BEF#
FATELZLDT, VRATLNBEHMIC AND BEFTHEZHLTWLS

A A

D TSV/RATOAMREEEIEINAD 4 DOBALCKAIBRZ2LCHELUYMENDRET, BRIC
BIChoE EELTHEL.

IS5V /XF7AaAFR

=> S (2 C6(S)C5(S)C60)/EAS

@ ‘%M 3 AR 5 BR. 3 D 6 ERHMALERY, REXREF 17 B BREF 1 BZE
HAMDOTREEFEVREFOVEZRRT D,

Bl

=> S 3-5-6-6-6/SZ(S)C170/RF

@ &/ME 5 EMCRY, FRREF 5 B2zE8H HMOEFEIIRTHER), MOEREK
BFREIRTE— (BREF 5 EHAIVEFERREF 5 EOLIID) THEIREREEL
LtEVMERRTS.

&l -

(i-Pr)3Si Si(Pr-i)

\l/\l_l/\l_l/Y

=> S 5/NRRS(S)(C(S)5 Q)/REL)(S)2/RELC
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A RRTHBRER

ERERET. J—IVEETF

m (P EREF

[

=>S BREREB/BT—574—)LEK P) BFE/BT—5374—IF ]

- FIATES74—ILE

/JEAF BRRDOTHER) /EAS * (R/MERDOTHRR) /ES* (BRRDTHRESF)
/ESS * (R/MNEBDOTERESF) /SZ* (BRDEBEDKEY) /SZS * (RINBDRDODKEL)
/NRRS * (IRZ2HNDOR/PNRDE) | /CNR (HHAHNDZR/NEDE) | /CNRS (R HNDEREZRDE)
/RF*(R&%R) /RATC * BRRHN DR F ) /REL* (BRZADE K THRTE)
/RELC * /RELF * BRR DB THRR) | /RID * BRHRHAF)
(BRRE2NOELLTHDEH)

- FIBEDORAE

-(P) BEFZHERTLE BRSOV EFEZAIYMEDR —RIRAICRETES.

ffl :c40 IR 1 L C6 1R 3 EANEEOHTHALEIERREEH, B 0YWEFLIX
EHAMED—HPHNOEETHIZ 1| ~ 3 BOBRZETYWELSIE,
C40-C6-C6-C6/EA(P)2-4/CNRS LIRZDITFZXEATHNOERZDHE (P) EE
FEERATHIIELICKYR - RNICRETES.

FRRORDPD * A ESNET—ILFDT—R2EBRNMNEBEFERBEZREARINIGEZLNT
W3 Z0EH, ALET—4274—IILFRET%# (P) BEEFTHAEADOLETR—RHAIC
BETES.

Bl - REDHAMOHESD 6 BIRéERF 4 B, 2FX 1 BHKLV BF 1 @HhoKD 6 B
BAR—BAHRICEEFNZIEGEEE BRROTEFRXEFHEHALT C6/EA(P)CANO/EA
THRETES.

EREORD®D * AFEINTLEWLTs—ILE (/CNR, /CNRS) DT —ARIER— KD KN

MEEZLNTWS. L=M>T, ALEBRT—474—ILFRIT% (P) BEEFTHAEGDLES
—EIFTERLN

5l : 2/CNRS (&, A—HaHIC 2 BORRZEL, TAULEORREIFEEZLLGL. OF
Y, CNRS J4—ILRDT—RIEBRICRI— A NICRESNTLS.
LtEM>T, BFE/CNRS(P)IREEE/CNRS M &LSIC CNRS REt% (P) BEFT
HABDHEBIIEIFTELRL.
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A RRTHBRER

EREET, J—ILEETF

- (P) BEFZHAEATEHLIL—ILFIX /NR, /NRS T4—ILETH 5.

/NR, /NRS 74— JLRIZPE2KIZERLTWLS. ZD=86H, TN T71—ILRETIE,

(P) BEFZHE-T, thDBET—2I4—ILREHAEDHLETILRI—FH D RICRE TELL.
(P) BEFZF->THLUATLIEZICNEZ AND BEFLERL MELEEKICHTHIIEEL
R,

51 : => S C40-C6-C6-C6/EA (P)5-8/NR
PROXIMITY OPERATOR LEVEL NOT CONSISTENT WITH
FIELD CODE - 'AND’ OPERATOR ASSUMED ' 6-C6-C6/EA (P)5-8/CNR

6660 C40-C6-C6-C6/EA
4981249 5-8/NR

L1 1513 C40-C6-C6-C6/EA (P)5-8/NR

EA BRRDOTHRR) & NR MEAROR/DMRERDOH) NIRRT (P) BEREFZ
FATEGLOT, YATLAEEMIC AND EHEFTHEZHLTWLS

A5

D BOFEFEIMN NCNCNC TH5 6 BFEL, 2 DD C6 BE FEFESFH NC2NC2 D
BABELTWARARANB — RO RICHIMEEZREKTD.

|- OMe
il -03S H02C—CH2— CH2—NH

03H
t O HO3S
EN NH ol
CH2— C e NH e

=> S NCNCNC/ES(P)NC2NC2-C6-C6/ES

Q@ K% BR BREOANOERIBREZ | 28H, AL, DIC, RIME 2 ~ 3 BZ2ED
MEEZRERTS.

0
e 0 | okt
c bh—¢—0—cHo—cHo @ @0
8
CM 1 CM 2
OH .
Q/ (GH2) 6—C02- @ N L
(CH2) 5—Me 0

=> 81 C N O/RELF(P)2-3/CNR

1 -

53



A

L
A

THRR

f

EEEETF J—LVEETF

\

B AND EEF
- MATEST4—ILE
-BRERTADITRTOBRERI(— LR BRT—ET4—ILFDEEZSR) (CERATES.
- FMIALORSUE
- AND BEFZHERIHE MEL2ARERHRICLERFRITED.

- /NR (MEBERDRER/NMNREDE), /NRS MEARDIRZDE) J4—ILFIE MELEICEHTS
HLDT, (S) BHEHF- (P) BEFELICHEATERLRLA, AND EEFIIFATES.

Y| BT LREB T AR DT—LE (TR, BHEE) ERHEDES
BEIL (S) BEF- (P) BEFZFIATET, J—ILEEF (AND, OR, NOT) OHM

Ex5.
- FIABHI
DEBEREVVDHADORDIBREZLLCEL 1 BEH BELAOTOR/NMNEOHEN 3 T
HALSUMEERRTS.
&1 -

=> S N P/RELF AND 3/NR

Q@ mkE, KE BE, JvE (OvER 5 BULED) OAILHIERSYWET,
RUJAIEI— LB REZHODILEAMERETS.

Bl
g = @@
SIS

=> S 333.401/RID AND C H F N/ELF(P)F>=5 AND 1/NC

54



ABRRT—IRE

RET—SEOEEK

B FERRART 0V EHE

/SZ: BOKES
/EA : BRDMERK

/ES: BAD TR DI VIE

7RID : B1&,
RMBZEH-MHEER, X%
(RREBANFEAREEELEZSES)

« {5l : Morpholine (RN 110-91-8) IZB 3 A& BT —4MDE %

"

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count
—=—=—=—=—=—===+ =+ =—=4= + =+==
CANO INC20C2 |6 | C4NO 146.402.1 |1

- 46.402.1/RID MR FEFEER : Morpholine DFEH, MR DALUE, EAXRKERALEFED
L&Y EYRTS.

Me
NH e
oy

- NC20C2/ES DR FEFER : 6 BIRT, TwHREH A NC20C2 THHATRTOHILEYH
Evbkd 5.

F P " e
46.402.1/RID D#FER + /(‘:’_!)ANH KE{\I Ewl:t/\m]
Ph S
F =0 Pr-i

- CANO/EA DEFEHRER kR 4 EEER BRHLE 1 EHoED 6 EEMNTAT

Evkd 5.
Ph Me
NC20C2/ES M#ER + Eo;l/ PEXLN/CHZ—CHZ—CHMeZ
~ Et 0&0
-6/SZ DRFEHFLR .6 BIREFODTRTHDIEEYMHAEYRTS.

0

caNo/EA %R+ (O T T H@)t
t
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>

—HOBRT—2T714— LTIV 7r—2avERATES.

- FIATEST4— Lk

/EA BBRRDTER)

/EAS (R/MNEDTER)

/ES GBR D ITHEAE )

/ESS (R/IMNREDTTRE )

/SZ(BRRZDIEDKESL)

/RF %)

/RELF GRRDER THER)

/RID (3R % Al F)

- FRTESNS VY=Y

Rl

RES

fAIXFTHEL (0 LEDXFF)

H&2E 1 XF

?
# 1 XFFEIFEL (0 £=F 1 XF)
!

- R

M => S C6-Co###/EA DEE
C6-C6NS/EA, C6-C6-C6/EA ZEMNEYRT 5.

@ =>S C6-C6-C6-C6-?/EA DHEHE
C6-C6-C6-C6-C6/EA, C6-C6-C6-C6-C6-C6/EA, C6-C6-C6-C6-C60/EA 7 EM

Evhd 5.

® =>58!/SZ OBEX

THRDEHEZBEDHT 80 ~ 89 HORERFINOLHLI—DOMIAREZELCYWEINEYRT S,
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B L<HdES]

REGISTRY Z7AILICE T AL HAZERICOLVTIH/NLET.






B J<{HHTHM

M=

B REGISTRY J7A4I)IZEHTEELHDHHEMB

* ALTTRIICKBEIERWVEDLEICOVT, REDKRAVEOFEREZSHBNLET.

(0> RABMTRELLD, BODLADNESREDCERBYELE ESLT
T

Al> AP DEAFIEZ, HFEXNAR—RATT.CM# OETEHYEEA.

Q Ek_ ﬁo)/jz$
.

(D B = PICRELEVDDOTTA, ESLELINTTM? \

A2>

PFABRBEI«—IL, BRT 27— IILFRTILEEEEFEANS_E
TR—BAFICRETEHENTEET.

EEBERRETE, R—EEICERTEIEICIYBETEEY.
BE, AMBRETEEA—RAHRICRESTSELETEELAN, EFL

HETABYET
Qiﬁ%%@ﬂﬁﬁ@:o

L EMHEREI«—ILF
L #FKXBEEITs—ILF

\ L ftFEERX

[Q3> BRELEMORRATEEHA TS

NS

A BRBMREL, 2 FAEERRI«—ILT, BHILELEVERET S

EMTEFT.
T BEBRETRERIV—VERWSILT, BHIELEVOAZERLHEN
STEMNTRETY

Q RHEEMDBEER
& J

PR
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B J<{HHTHM

BABOEE

Q1> AP THRELEL, BHOIEEYMIABONENWIERHYEL-. ESLTTTM?
A1> B DEMAFIL, PFEXNAR—XTT.CM# OHTIEHYFEEA.

B REGISTRY J74)ICIE, B A YE LS MEILFET S.

RN 15390-99-5 REGISTRY

ED Entered STN: 16 Nov 1984

CN Nickel (2+), tris(1,2-ethanediamine-«xN, kN")-, (0C-6-11)- (9CI)
(CA INDEX NAME)

W C6 H24 N6 Ni @ ' | B4 (1/NC)

Cl CCS, COM
LG STN Files: CA, CAPLUS, CASREACT, GMELIN=%, TOXGENTER
(xFile contains numerically searchable property data)

HoN
[H2>’J‘/7{\NH2
N L\NHZ
H2

S

SHOME: RO UNC) X, 2FHD . (Fyb) O +1

RN  172039-58-6 REGISTRY

ED Entered STN: 09 Jan 1996

CN  Butane, mixt. with bromotrifluoromethane (9GI) (CA INDEX NAME)
OTHER GCA INDEX NAMES:

w | c4 H10].[C Br F3 |@ 2 W% (2/NC)
Cl XS
SR CA
LC STN Files: CA, CAPLUS
cm 1
CRN 106-97-8
CMF  C4 H10 oM 1

H3C—CH2—CH2 —CH3

cM 2 N
CRN 75-63-8
CMF C Br F3
. > CM 2
F—&—Br
J
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B J<{HOHEM

BABOEE

RN  944259-21-6 REGISTRY

ED Entered STN: 08 Aug 2007

CN  2-Propenoic acid, 2-methyl-, 2-[bis(1-methylethyl)aminolethy!| ester,
polymer with oxirane, methyl ether, diblock (CA INDEX NAME)

OTHER NAMES:

CN 2-(N,N-Diisopropylamino)ethyl methacrylate-ethylene oxide diblock

ether
mF | (C12 H23 N 02'. C2 H4 0)x|.|C H4 O ].7 3 B4 (3/NC)

N

cMm 1

CRN 67-56-1
CMF C H4 O >| CM 1

H3C—O0H
cm 2

'

CRN 773075-01-7
CMF  (C12 H23 N 02 . G2 H4 0)«x
GCCl PMS

(on 3 A

CRN 16715-83-6

CMF G12 H23 N 02
CM 2 [&, CM 3,4
| e | i

\(l—Pr)zN—CHZ—CHz—O— —C—Me y
4 N\

cm 4

GRN  75-21-8

CMF C2 H4 0

A
N J j

RN  956131-32-1 REGISTRY

ED Entered STN: 28 Nov 2007

CN  3-Pyridinecarbonitrile, 4-(4-fluorophenyl)-2-(phenyl-2H-tetrazol-5-
ylmethoxy)-6-(2-thienyl)-, sodium salt (1:1) (CA INDEX NAME)

MF |C24 H15 F N6 0 S|.| Na @— | 2 % (2/NC)

SR CA
LC STN Files:  CA, CAPLUS, TOXCENTER
CRN  (956130-53-3)

® Na || @ CM 1,23 4. . . OHFIX BOo¥MEFTELS ||

59



B J<{HHTHM

BABOEE

SFRX (MF) oIz, EBESFX (AF) ZHOLI—FLEHETS.

RN  955129-93-8 REGISTRY

ED Entered STN: 20 Nov 2007

GCN Barium gallium germanium strontium oxide (Ba0.3Ga2.5Ge4Sr2.7014) (CA
INDEX NAME)

MF [Ba].[Ga].[Ge].[O ].[Sr] | 5 s G/NO)
wF (Ba0.3 Ga2.5 Ged 014 Sr2.7 J&——[ | s /no)

Component | Ratio | Component
| | Registry Number
+ +
0 | 14 | 17778-80-2
Ge | 4 | 7440-56-4
Ga | 2.5 | 7440-55-3
Ba | 0.3 | 7440-39-3
Sr | 2.1 | 71440-24-6

1 REFERENCES IN FILE CA (1907 TO DATE)
1 REFERENCES IN FILE CAPLUS (1907 TO DATE)

- AF (FERSD FR) EFOLI—FICE BEHOMDBAFEET S AF (&, FYEHEGHE
BRERT=HDHFH.

- AF ZH9H5MEICIE, EEMILEY, TREAERLEYD BEFESH 104 LLLED
TREZTDIEEY. FUrDBO L FEHOBEFEURYRLIBEEM, ERERED
MEBETCARLGEROMEN 2 BRMULEHIELDLELAHS.

- LEDoT, A #MERETHEEE, NOT EE FTIEHAS AND EEFTRYAATL
[E3AVLLN.

RN  957130-72-2 REGISTRY
ED Entered STN: 07 Dec 2007
CN  Hydrogen tantalum carbide (HO.25Ta0.75C) (CA INDEX NAME)

L ' ' o 3 B4 (3/NC)
AF | C HO.25 Ta0.75 ® ———

B

1 B9 (1/NC)

Component | Ratio | Component
| | Registry Number
+ +
H | 0.25 | 12385-13-6
C | 1 | 7440-44-0
Ta | 0.75 | 7440-25-7

@ TA 2BUSHOMEERRT DM, => S TA/ELS NOT 1/NC EA KT BE
- COLa—kEEyRLAELY.

=> S TA/ELS AND 2<=NC &¢A KT 53
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HEFOMADNID

(cm B—BYHRICRELEVLDOTTA, ESLELENTTN?

A2> DFRBRERI«—IE BRT—HI1—IIFTIREEEEFEFHANVSIELETR—FE D FIC
BETHIENTEET.

tEBERZBETE AI—EEICERTEIEIZKYRETEET.
BMBRETIER—BOPICRETALEIITEEEAN, BEREEEFIHYET.

-

M REGISTRY 774 T, iEEEFZIATIE A—RASFRICEBRETHENTES.

- EEEEFE EARAMICEACHATI—ICER TSR R I —I/ILFRIT DA A HE.
FoIKBLGIRERIT«4—ILFRETZH IFTEHLET, R—EKAFICRETHIEIETELGL.
1 -

PFRXBEEIs—ILE (JELS & /PG) R XIXAEE => S N/ELS (P) B3/PG

DFXBEETs—ILE (VELS) LIRZ2T—F2BEETs—ILF (/RID) (XA

B REGISTRY 77/ /I TORKMEEEFODEHE

o

ED

16824-78-5 REGISTRY

Entered STN:

16 Nov 1984

(L)

CN

Phenol,

2,4 6-trinitro-,

calcium salt (2:1)

(CA INDEX NAME)

CN

Calcium dipicrate

(L)

CN
DR

Calcium picrate
143457-12-9

(P)

(P)

MF

C6 H3 N3 07 |

1/2 Ca

CRN

(88-89-1)

AND

-

02N NO2

02

®1/2 Ca

—20
BEERMK

L

—20
wEErE

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | SZ | RF | RID | Count

+ + + + +

C6

-

|C6 |6 |C6 [46.150.18 |1

(P)
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BEFORMBDODID — &

B E— &bl ICREITDERICE (L) BEREFERAVS.
BAOBMBRETIE, R—RAPICRETHIEETELL.

R—&#PIC TRIL] EFMETAVEN 2 EFRUEEFNBBEIE, XA) BEFZHW
3.

=> FILE REGISTRY — REGISTIRY Z 7 1 IIZCAB

=> § CHLOR? (XA) CHLOR? — CHLOR? ZE#HHIZ 2 DULELEDFHEFE
6363506 CHLOR?
6363506 CHLOR?

L1 697644 CHLOR? (XA) GHLOR?

=> D_SCAN — SCAN FFFA THRE FH)

L1 697644 ANSWERS  REGISTRY COPYRIGHT 2007 ACS on STN

IN  Ethanone, 1-(4-chlorophenyl)-, 2-[4-(3,4-dichlorophenyl)-2-
thiazolyllhydrazone

MF  C17 H12 CI3 N3 S

Cl
Cl

N %f
D—&FN—N=
cl
*xPROPERTY DATA AVAILABLE IN THE "PROP’ FORMAT=:x

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1

L1 697644 ANSWERS  REGISTRY COPYRIGHT 2007 ACS on STN
IN 1H-Pyrazole, 4-chloro-1-(5-chloro-2-nitrophenyl)-3, 5-dimethy|-
MF  C11 H9 Cl2 N3 02

Gl

Me /N\N

C e 02
*%PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMAT*x*

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

(L) BEFTIE RLEMETAUES 2 BRAUEICEENDEVSEE X TERL.

=> § CHLOR? (L) CHLOR?
6363506 CHLOR?
6363506 CHLOR?
L2 6363506 CHLOR? (L) CHLOR?
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BEFORMADODID — HFH

B ZLDRFREEI«—ILTIE, (P) BEEFTCR—BOFICRETSHENTES.
ERPMBEDOEEEZELIESIAT, (P) HBULME AND ZFEULDIFBHELLY.
HOATEDNDHEHEEERT /ELS J4—ILFERW-5EE,

=> S C/ELS AND CA/ELS EAHNTBRETFTDOLO—FIZEVrT S (RA— THWE] bDEE)

=> S C/ELS (P) CA/ELS ¢AATHETFOLO—FRIFEYRLEL (A— T2 2DEE)

RN 16824-78-5 REGISTRY

ED Entered STN: 16 Nov 1984

CN  Phenol, 2,4,6-trinitro-, calcium salt (2:1) (CA INDEX NAME)
OTHER CA INDEX NAMES:

CN Phenol, 2,4,6-trinitro-, calcium salt (9CI)
CN Picric acid, Ca deriv. (6CI)

CN Picric acid, calcium salt (8Cl)

OTHER NAMES:

CN Calcium dipicrate

CN Calcium picrate

DR 143457-12-9

(P) (P)
MF| C6 H3 N3 07|.] 1/2 Ca

Cl COM
LC STN Files:  BEILSTEIN%, CA, CAOLD, CAPLUS, CASREACT, CSCHEM, TOXCENTER
USPATFULL

(%*File contains numerically searchable property data)
CRN (88-89-1)

02N NO2

%} :OH
02

®1/2 Ca
**PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMATx*x*
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HEFOFMADNID —

DFRBEEI«—ILFEARANE-RE
- STN 21X, BALGDFREEI/ —IILFARAEINTNADT, IBOLWMERMNTTEE.
Bl: CHNO DHMIBHY, ESIZFD N [F=ZED2LULEFEETIVNEERETS.

=> 8 CHN O/ELF (P) 3<=N

B FEnFABEERRKRI—ILFE—

SF

(RHRRERERRUEEAETHELRR)

BETA—ILE % % 2R A 5 Bl
=R v
= A /N -
jﬁ”%i * MELENEEES TR B | x | S CAHI1NO2. C3F6/NF
BN TEE * _ . , S CAHT1NO2
/Bl 113 7L ERACEDAFH A | X s eare
TR ERACLOERITE ws | o |SCHNOEF
JELF (BFRADSHERNE=T—4) 7 S C F/ELF
_ _ S N/ELS
\ [—]
jff f}b qjgo)ﬁ;’(“xiffﬁ_r 4 | O | s N/ELS (P) 0/ELD
T A TR S N/ELS AND F/ELS
ERPYEICRTE| ZHRIMWEDRDEETE, £-(1E
TTHRE FJIL—TxHE (XM) OEFEE Y] x z ggﬁ;g;jgtzmgi
/ELS.MCF (BLRZ2MPICBRELE-REHIAAE '
e L o . . " S 4/ELC
VERE ERNCEDERLLITEDIEER o) @) S 2/ELC
MAIHTITRM | |, _ o s
VEEETE MELADELITRDEEHN Y] X S 5/ELC. SUB
BHETRR . _ s 1N
JmEme BEHAPCEDEETERDHE o) @) S TN () 2/0
9 #1 YMBEESAKDOREDH#
/NG (hFRBOCyAROM + 1) | PHE | X S 2N
FEX o " S 18/ATC
TARE ERNCEDREFHDELI o) @) S 9/ATC
NFRE . B " S 105/FW
TEW ERHNCEDDFE BFARYY—) mH O S 100-150/FW
Ay L—F e et pr e " S A7/PG
VEE B ERIZE U IL—TE 5 O S AB/PG
TR FEHSAD C,H N O DTHR N
JELR.xy H (x/y) s | O | S 0.5/ELR.-NO

* Hill AXTAATS (FEHDL 1 OBEIL 1 #4K)
k#FE (C), KFE H), ZOtDTHR (FILIT7AVKIE)

REZESTCYE
REZESFLEVYE

D I RTOTILIFRYKEIZR SR
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BEFORMADODID — HFH

B 2FRXEET—IFERAVTRERTDHEENDIER

- DFREEIA—IIEDT R, & TR JEITBERINTWST—2E, TME 2K
CEITEBRINTLSLDAHLDT, TDEVIEBEL, BORERFOAVVNAEERER
BTWKSIZTS.

RN  5153-63-9 REGISTRY

ED Entered STN: 16 Nov 1984

CN  Acetic acid, compd. with pyridine (1:1) (CA INDEX NAME)
OTHER CA INDEX NAMES:

CN Pyridine, acetate (6CI, 7CI, 8Cl)

OTHER NAMES:

CN  Acetic acid pyridinyl salt

CN  Pyridinium acetate

DR  138513-60-7

MF C5 H5 N . C2 H4 02

Cl COM
C/ELS H/ELS N/ELS
o C H N/ELF
CRN 110-86-1 5/C 5/H 1/N
oF G5 H5 N ) D | 400 .
N 11/ATC e — :
L 79/FW :12/NC :
a2 4/ELC.SUB
RN 64107 C/ELS H/ELS O/ELS | ::i (N (XA) O)/ELS.MCF
ooz e 2 | omorer | osmnomo/uE
2/C 4/H 2/0
0
3/ELC
Ho—— CH3 91 REFERENCES | o /aTc :
91 REFERENCES \TE)
14 REFERENCES | 60/FW )67)

- A ZEICERINTVSEEAEDERI«(— KK, P) BEFTR—EAFIC
BRETHENTES.

* MEAANF (LEDOLI—FZEVISES-HDMES-ERER)

HaanFX (/B) OBET /MF £AUV% => S C5H5N/MF AND C2H402/MF

YMEEARTORTERT /ELF #HWS => S CHN.C HO/ELF
=> S C HN O/ELF
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BEFOFMADODID — &EH 1

W ORRG 1 KFR (C), KR (H), 2R (N), BFR (0), V> P) ZR—HAHITET (Hox

RHAOTVTHE) YEDRE.

e EED MOTENATOTHA) ENSEEE, /ELS ERANDELL.
W &R AB TR — SR EASTNAEDICBET I, (P) BETFEH M,

=> FILE REGISTRY — REGISTRY Z7 1 LIZA B

=>8S (C P HPN®OP® PSS «CHNOP BA—EAFICA> T ESYEFRF
L1 671449 (C (P) H (P) N (P) O (P) P)/ELS

=> D SCAN MF STR — SCAN FRERD NF & SIR 117 &7 (FFH)

L1 07 rato—ANSWERS—)REGISTRY COPYRIGHT 2008 ACS on STN
MF  |C29 H43 N2 07 P Me

n—PrO—H—CHZ—NH—E—CHZ—O Me OH

n-Pr0— G— CH2—NH i—Pr

*#%PROPERTY DATA AVAILABLE IN THE "PROP" FORMAT#*x*
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1

L1 O7Tato=ANSWERS=RBGISTRY COPYRIGHT 2008 ACS on STN
MF JC23 H28 F3 N4 06 P | Na

Relative stereochemistry.

0 GF3
N
MBY@i“ M\Q
M
NH2
\©|iﬂ/ - 0P03H2

® Na

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> S L1 AND 1/NC - —HAIZRET S
L2 567909 L1 AND 1/NC
=> D SCAN MF STR — SCAN ZF=HEAD NF & SIR /=11 &# &K (FEH)

L2 50790—ANSWERS—REGTSY{RY COPYRIGHT 2008 ACS on STN
MF | C17 H22 CI2 N 07 P S2

Cl—(CH2)3—0
0— (CH2) 3—Cl

Hp03P—CHo—NH—$___S
| \ /

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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BETFORMABADID — &=EHl 2

W EERG 2: J‘i$ (C), )kFE H), 2% (N), & (0) OH#LLEY (WBOxXFRITEFLL),
SFEN 100-200 DEFR L PEDREK.

HEBRDD, - DHFMED HDTHRIFEFLEL) HBEIX, /ELF ZAHWLDEXL.

@ oFRX (ﬁ"“t) MORDF-BHRLEDDFEILX, /FW (D FXE) THREAHE
/FW ZARWVSEEFMICRIT—LBEDRYRLZEOME IRET RN IZHES.
(APPENDIX &)

=> FILE REGISTRY — REGISTIRY Z 7 1 IICAB

=> 8 CHNO/ELF (P) 100-200/FW @ | ELF [, E R FOMICRAR—XZEA A
L1 588286 C H N O/ELF (P) 100-200/FW B—HAHRICRETHBEEL (P)

=> D _SCAN — SCAN FF THZE (FH)
L1 588286 ANSWERS ~ REGISTRY COPYRIGHT 2008 ACS on STN

IN T YET ASSIGNED
MF | C4 H8 N4 03

NH 0
HoN—E— NH—NH—E— CHp— coH

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :1

L1 588286 ANSWERS  REGISTRY GCOPYRIGHT 2008 AGCS on STN
IN 4-Heptenoic acid, 7-[2-[6-(1-cyclopenten—-1-y|)-4-hydroxy-4-methyl-1, 5-
hexadien-1-yl]1-3-hydroxy-5-oxocyclopentyl]—-, methyl ester, compd. with

2-[ (1-methy |EtirytrammoTethy | nitrate (1:1)
MF €25 H36 05 .] C5 H12 N2 03

o ~__ EHRAMADOHE, /ELF, /FW I3,

_ & TH5 ) TEvbLEMELEE
i-PrNH—CH2 —CH2—0—NO? ELTHELND

cm 2

Me

@—CH:CH—&)—OH OH
. sz—CH:CHﬁ
Me0— b cHo— cHo— cH—CH_cHo—cfly o

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> S L1 AND 1/NC — —BHICIRE
L2 428845 L1 AND 1/NC
=> D SCAN — SCAN ZrHERXTHEHZ (FH)
L2 428845 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN ND NAMESNOT YET ASSIGNED
gf C8 HO N 0 @ SHFE UMW) X, TEHNHBEOT—4DTH, T—a4nNEGEEN
- T TOWVAENMEALS LY. (9 2,490 FWE 2008 &£ 2 BBHE)
/@/CHZ—CH=N” Ft, WHBEI —ILROT—201=o, (P) BEFEMATEAN
HO =>S CHN O/ELF (P) 100-200/MW
L1 0 CHN O/ELF (P) 100-200/MW

HOW MANY MORE ANSWERS DQ
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BEFOFMAOID — HEFEH 3

B REH 3: Z—D2OFSIoLEEZR)I—TELLDOBNICLIVEZETYEORE.

@ FNFNAOEDIZHBITENASDTWNERIEEIEETHIZIE, /ELS.MCF J4—JLKT
: XA) BEFZFHETSH. COLE REIIEIMICZSHOMEICRESINS.

=> FILE REGISTRY — REGISTRY Z 71 IIZA S

=> S (F(XA)F)/ELS.MCF AND 2/NC AND PMS/Cl| <« EHEAIC F &L 2 AR VT—FHF
L1 4787 (F (XA)F) /ELS. MCF AND 2/NC AND PMS/CI

=> D SCAN MF CI STR — SCAN ZFrEHD N & ¢l & SIR Elit#Fk i~ (B#H)

L1 4787 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
MF  (C8 H6 F8 0 . C6 H F9 03)x
Gl PMS

cM 1
@FZ CF3
F— —CF2—E—CH2—CH=CH2

H
cm 2

CF2
F—b—o— (cFp) 3—coaH

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
* ZOLEOTHREEETSEE, BILIEHABIC, HELEXTRLAASHDITTREELD
TEE. (JAXHNELD)

=> 8§ (F(XA)F (XA)F) /ELS. MCF AND PMS/CI
L1 15469 (F (XA)F (XA)F) /ELS. MCF AND PMS/CI

=> D SCAN IN MF ClI

L1 15469 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN

IN 2-Propenoic acid, 2-fluoro—, 1,1-dimethylethyl ester, polymer with
tetrafluoroethene and 2,3, 3-trifluoro-a, a-
bis(trifluoromethyl)bicyclo[2.2. 1]1hept-5-ene-2-methanol (9CI)

MF (C10 H7 F9 0 . G7 H11 F 02 . C2 F4)x

Cl PMS

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1

L1 15469 ANSWERS  REGISTRY GCOPYRIGHT 2008 ACS on STN
IN Butanoic acid, 2,2,3,3,4, 4-hexafluoro-4-[(trifluoroethenyl)oxyl-, polymer
with 1,1,2,3,3-pentafluoro—4-(trifluoromethyl)-1, 6-heptadien-4-ol (9CI)

MF  (C8 H6 F8 0 . C6 H F9 03)x — | )4x»
Gl PMS

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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EHEFOFAODID — BEE 4

W BREH 4: AFAVFDL (Sr), 8 (Cu), BEF (0), SUA/AK (LNTH) & &, thOxTF%
SFELHVVWEORE.

@ EEYE (B2 RBAERILELAYEE) T BHOTHEHILLIBE, EXHREIER

FERELTEHINTVWDDT, BETHEEE, AND EHFEZFIATS.
SUBIAREVNSE=ES, TERAPRICE DW= IL—TTEDOREZEIX /PG RIS,
BHMEOTZHERETAIZE, /ELCSUB( TMEBELHK] ODELIZTEDEER)

TRWVWAHEKL.
=> FILE REGISTRY — REGISTRY Z 7 A ILIZA B
=> S (SR AND CU AND 0)/ELS AND LNTH/PG «— Sr, Cu, 0, S>8./ 4 FHLLBYEEFRE
L1 9604 (SR AND CU AND 0) /ELS AND LNTH/PG
=> D_SCAN — SCAN FF st THZE (FEH)

L1 9604 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN Copper lanthanum strontium zinc oxide (Cu0.6-1Lal.99Sr0.01Zn0-0.404)
MF Cu. La. 0. Sr . Zn

Cl TIS

Component | Ratio

+

0 | 4
Zn | 0-0.4
Cu | 0.6 -1
Sr | 0.01
La | 1.99

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> S L1 AND 4/ELC. SUB — 4 BEDOTEDADSGLEYEICIRET S
L2 1085 L1 AND 4/ELC. SUB
=> D SCAN — SCAN ZFERTHZE (FEH)

L2 1085 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN  Copper holmium strontium oxide (Cu24Ho4Sr10041)
MF Cu. Ho. 0. Sr

Cl TIS
Component | Ratio
+
0 | 41
Ho | 4
Cu | 24
Sr | 10

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> S (SR AND CU AND O)/ELS AND LNTH/PG AND 4/NC D KSIZE A #ERA W15 &I,
MOTENADBEENHS. ffl BO3.Cu.La.Sr (RN 949114-92-5)
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s%: FH@EIL—Ta—k

& Z  FHEIN—TI—F

B FHEYIL—TIL /PG (Periodic Group) 74— ILF TR X T 5.

=> S A1/PG — PN EEEEL T NTOYE
=> S A7/PG —NarFEFLINTOYE

B FAHEITIL—TR QEICERREKREEETN TG

A8
He
2
Al A2 A3 A4 A5 A6 A7|
Li | Be B S0 F :Ne
3 4 5 7 :8:9 :10
Na | Mg Al iSiiP S :iCl:Ar
11112 13:14:15:16 :17:18
____________ B3 B4 B5 B6 B7 < B8 — Bl B2| : " i oo
KiCa 1 ScéTiéVéCréMnéFeéCoéNiéCu ZnéGaéGeéAséSeéBréKr
19 120 21122123 12412512627 28" 29 30 131 :32:33:34:35:36
Rb | Sr Y :Zr :Nb :Mo : Tc :Ru:Rh:Pd:Ag| |Cd:In :Sn:Sb:Te: I :Xe
37 | 38 T2139:40:41 :42 43 :44:45:46 47 | | 4849 :50 : 51 :52:53 : 54
Cs | Ba La:Hf :Ta:W :Re:Os:Ir :Pt:Au| |Hg: Tl :Pb: Bi:Po:At:Rn
55 {56 | 1°|57:72:73 74 75 :76 .77 78 79 | |80 :81 8283 84:85 86
d . . . . . . . . . . . . . .
Fr | Ra Ac
87 ! 88 89
La - Ce ' Pr - Nd ' Pm: Sm EunggTb Dy " Ho ' Er - Tm = Yb © Lu
LNTH| 57 : 58 : 59 : 60 : 61 : 62 :63 :64:65:66: 67 : 68 : 69 : 70 : 71

ACTN| g9 - 90 : 91 : 92 : 93 - 94 - 95 - 96 : 97 : 98 : 99 - 100 101 : 102 : 103

SHEL | 104
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2% HERATHGCYELEOTRRISES

£Z MBI THEYELEDTHEETSEE

B HAEATHLERSIATFEETSE, 2 FRAT—42IZIE, UNSPECIFIED LitEiahb.

F0ESH, DFRBEEI —ILFZEAVSE, P FRXT—4NEELAVE-OEBRATBELZIEE
B (TR TR TEHL.

BIzZIE EMMEDREDIESIL, /ELCSUB ZHALTRZHZIEET I, AT EL
MEBLEhE THRET S5 EI1L, UNSPECIFIED/ELC.SUB tAWLVTHETS. JEELETH
ULEZETHWEEZRZELEFWVMESICEICADTHS. )

B REG: Y (AyTUDIL) & Zr (UNAZVL) 2E8H, LI HOTREZECERLELEDD
B,

=> S (Y AND 7R)/ELS AND 3<=ELC.SUB <« V, Zr OMICF DM DT FHF L ELYEDEKEFE
L1 6141 (Y AND ZR)/ELS AND 3<=ELC. SUB

=> D SCAN — SCAN FFHR THE (FH)

L1 6141 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN INDEX NAME NOT YET ASSIGNED
MF Mg . Sr . Y. Zn . Zr

Cl AYS
Gomponent Gomponent
Percent
+

Mg 98
r 0.6
Sr 0.5
Y 0.2
Zn 0.2

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> 8 (Y OR YTTRIUM) (L) (ZR OR ZIRCONIUM) AND UNSPECIFIED/ELC. SUB

L2 201 (Y OR YTTRIUM) (L) (ZR OR ZIRCONIUM) AND UNSPECIFIED/ELC. SUB
=> D SCAN @ UNSPECIFIED OB X9 FR 7«
B — LRIZENALZLDOT, EMETEHET

L2 201 ANSWERS REGISTRY COPYRIGHT 2004 _ \

IN  Yttrium zirconium oxide (Y0.06Zr0.970 BEEXRBITRRTD
Y0. 06Zr0. 9702. 03, Ni, WC (9CI)

MF  CW. Ni . Unspecified

Cl AYS. MAN

*%x STRUCTURE DIAGRAM 1S NOT AVAILABLE =%
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> S L1 O0RL2
L3 6342 L1 OR L2

A
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BEFOFRADCD — #EE

B EBERETCR—BAFICBRETHICIE AI—EBE@LICERTS.
- E=EL ERLEISTAVMRITIZERYAH DB EIZIE, BEybLib

BEERX L1

(0\0H )

DS
e

BEH (R—BERIZHY, EGYIEELY)

BRX = SLIFUL

IN Benzoic acid, 2-[(4-amino-2,5-dichlorophenyl)amino]l- (9CI)
MF  C13 H10 CI2 N2 02

,-==~ L HOZC
/ \ \
I/ \\\ \‘
/ N»Hj© /
| [ i -
| T
C1M Tl
\ /
\\\ NHZ,/

- RA—HBERICHO>THLEDRETEIRRTELGLV (FRLEBEICERQYNHD)

IN Benzoic acid, 6-amino-2-bromo-3-ethyl- (9CI)
MF  C9 H10 Br N 02

e \\
// ””” 7\’\ cozM
S I
\ HzH./ s 4 Br
\\ l’ /
N \
Seo )
~ 4
S\___* Et

72



B J{<{HHTHM

BEFOFRADCD — #EE

B ISTAERADEEEBMAICERLI-E AND BRI 5L, TROMEISIRRSIND.
- ERLETSTAVED, A—HAHRICEEFNDSLD (ELQYAHOTHELY)

- ERLIETST AV, BIRDISTAVMIEFENDER A YWE

EBEEMX L BEEMRX L2
4 N\ )
OO i,

BERX => S L1 AND L2 FUL

. ”)”\\
\K\) J\\\)j

EEH (R—EEHRICHY, ERYALEL)

IN Benzoic acid, 2-[(4-amino-2,5-dichlorophenyl)amino]l- (9CI)
MF C13 H10 CI2_N2 02

~

HOz Sae
P NN N
/// : N}P == /’\
/ / -
/
! !
Rl “NHz

EEH (R—BEHRIZHY, ELYLHD)

IN Benzoic acid, 6-amino-2-bromo-3-ethyl- (9CI)
MF C9 H10 Br N 02

e N\

EZEH B A5)

IN Benzoic acid, 4,4 -oxybis—, polymer with 3-(4-aminophenoxy)benzenamine (9CI|)
MF (G14 H10 05 . C12 H12 N2 0)«x



B J<{HHTHM

EHLEYMORR

Q3> EBILEYOBRRAEZEZHRZ TSN

A3 BIRDEBMBREL, N FABRBEIA I TEBIELEVDOAZRETHIENTEFT.
F BERETIEK, RVV—CZ2AVWSIETEBIEAYDAZ/AHAELARETT

B REGISTRY 774 T, #FRABREPLPEERZEZTTOE AMNATRILEHTHRETS.

Bl: 9FxX (C2H402/MF) THRETHE, TROLSILEHBEEMEEVLTS.

=> FILE REGISTRY

=> § C2H402/MF
L1 133 C2H402/MF

=> D SCAN

L1 133 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN Acetic acid

MF  C2 H4 02
Cl GCOM

0
Ho—b_cH3

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):3

LT 133 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN

IN Acetig=d acid (6Cl, 7CI, 9CI)
MF G2 H@IH‘IZ

Gl COM

0
Ho—'é—CH2®

L1 133 ANSWERS  REGISTRY GOPYRIGHT 2008 ACS on STN
IN Glycoaldehyde-2-C14 (5CI)
MF €2 H4 02

H02—CH=0

L1 133 ANSWERS  REGISTRY GOPYRIGHT 2008 ACS on STN
IN Acetaldehyde-1-d, 2-hydroxy- (9CI)
MF €2 H3 D 02

@@—CHQ—OH

*%PROPERTY DATA AVAILABLE IN THE "PROP’ FORMAT::x
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

A FABRRCLEBERRZRCTIREE (TI4—ILh) OBRZETEBHHMICERBILEMNEDL
T hdoT RHEEVIEZFICEDEVEEEF, TOFFRRITNIELL,
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B J<{HHTHM

EHLEYMORR

B HEBFENEHMELEVDAERERTHEEDRAUE

SHLEAMICBELEZRFZTIICE, BRHEEVITHEBIIEHEFNALT BRETS
DBEIDHD. TDEHIZE, RUKEECHEDEREMDIIENFEICEETHS.

THLEMERRTIEE, SHORRFEEEMTLHE, SHICLLINDTIEIRETS.

B KFRREAKZSTCHEIIONT

D KRFECMEDMEELHNAELGE S, &L, 2 FRXFIC D" “T" ERESATWLS

oN Benzend"d)) 2, 4-dinitro- (9CI) (CA INDEX NAWE)
wF - ce H3(D 2 o4
D

NO2

02

CN Benzene-1, 2 3,5 dinitro- (6C1) (CA INDEX NAME)
MF C6 N2 04
T

NO2

—

FED T ZRAVTAFRARRETIE Chod
@ MBEEMETES f§l: D/ELS, T/ELS, 4/T

* BMBRERELE/AXNABZHZENEZL. Hl: XFEFMHED D/L

—

T
02

2) KEXRBGMEADUEBOCHAFTBHLGIES, 2FHIC labeled with deuterium (tritium)
ERETESNTWS.

CN Methano!l,| labeled with deuterium|(ecl) (CA INDEX NAME)

MF ¢ H
Il H-2 o “— BARRGIES, FFRICRBEIATNS
H3C—O0H " L (MERHOREE) T4—ILE: H-28 1 @ (RREA)

CN Benzene, m-dinitro-, | labeled with deuterium |(8Cl1) (CA INDEX NAME)

MF C6 H4 N2 04
L XH-2 ‘L

BATHRE S, 2 FRXICETBEHRLIGN

: T IL: H-2 X @ (MAFH) (RTZRA)

“ o deuterium (tritium) TEBH & MR RETSE, BRI - MR OKRE L KZE “

BRERTES.
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B J<{HHTHM

EHLEYMORR

B ZOEIDREAEELHMEIZDONNT

D REEOMEEHINAELES, 2RI “BEEHTRES" TRESATWLD
BE, PFRICE BEMETRICOVTOREEEEL.

CN Benzene@ 1,4-dinitro- (9CI) (CA INDEX NAME)
MF C6 H4 N2 04 ®.

S SFRICIER LA ITE DA (FAEL

CN Benzene, 1,4-di( nltro@ (9C1)  (CA INDEX NAME)

OTHER NAMES

CN 1,4—Dinitrobenzene@

MF  C6 H4 N2 04 @.
s F 2 (<12 F ok D Rk [0

L 130 DL, "EEHTFREES'T, B EaMBRrRE
T5&, BETES fl: 13Cc/Bl £f=1E &L

* JAZWADIGENHS Bl LREREZEITINE
7H-Dibenzolc.glfluorene—13b.13c(5H.7aH)-diol. 6.6a.8.9-tetrahvdro-

* —HMEVGRBETOAGREINTVIYMEDNBTEICE, “THRBEEH” (Fl C13) TEEH
Eh T3 (5C1-8CI)

2) AEAOHEELCHNATBALGEE, BMAPIC “labeledwith THREZ-BEH” NKRELS
nTwsd.

CN  Benzene, 1,3-dinitro-,| labeled with carbon—-14 J9cI) (CA INDEX NAME)

MF C6 H4 N2 04 .
IL XC_‘I4 e S F X ICITE LA D ER (KA

“ @ Carbon HERRBFEEANTEHE, HELERAMEKTEDGE CRATELS “

DZERFRTES. BEEHTRELEVGEEE ThibHbLETANTS.

* JAXNABIBEIL, labeled (1W) carbon EA AT BELL.
5l . carbon EANTBE, REATEFTEHL “carbon” ZDHLDEHLEVE
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B J<{HHTHM

EHLEYMORR

27 - BHIEEHYDEFZEDELD

B KRRGEH D, T) ZWBEMICTHRET HICIE,

1) MEEHHAALIB S D/ELS, T/ELS

2) MEELHATHELIDLEHSHHEE: DEUTERIUM, TRITIUM
B ZOEIPORRDORMLADEE

D THEROBEMELNHELEES: "HEHTRLES fl: 13C

- BB ELRERTHIES: THRESE=%2 (L) (5CI OR 6CI OR 7CI OR 8CI)
51 C13 (L) (5CI OR 6CI OR 7CI OR 8CI)

2) TEDMEBOMMNFTBHELISES: “LABELED (1W) TH4” HHWIE “THEL“

- BEHFRETHEES: “TEL-E=%" #l: CARBON-13/BI

|| | BREAVOBRER BRBHAREIACTVOTIET S ||

Blsy: B—xHRHholGdYME, Mo hHdEEIL THRA, isotope of mass EEH DA
CA REIBICIMBFINTWSIEENHS.

RN  952102-05-5 REGISTRY

ED Entered STN: 31 Oct 2007

CN  Molybdenum, isotope of mass 100 (100Mo2+) (CA INDEX NAME)
MF Mo

SR CA

LG STN Files: CA, CAPLUS

100Mo 2+

£Z . A TELIR R F

B RRENFE THREE CWEICL>TENRLGDA, BEEHRICL - TEELLEL.

RN 71-43-2 RN 6998-50-1 — =
IN Benzene Benzene-13C P RREAFERAVTRRET DL,

BEMICERPICRAMATES:

© O ELMEERETS

RID 46.150.18 RID 46.150.18

17




B J<{HHTHM

FHEEMORE — BERAE 1

B RRAE 1. F TRESKELELEVEZRESD

@ KFRMLAELUN DR AZECHEDBZEIL, B EMEFE>RERETS

DO HEHxTFRTLS (18F)
@ THEL-BEEH (FLUORINE-18)
@ THEEEE=% (F18) (L) (5CI OR 6CI OR 7CI OR 8CI) )

=> FILE REGISTRY — REGISTRY Z 714 ILIZAB

=> S 18F? — BEEHATFLST, "F DUEPHSBLZEHE-YEERFT S
L1 3866 18F?

=> D SCAN — SCAN ZFEXTHEZTE (BH)
L1 3866 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN  2H-Naphtho[1, 2-b]-1, 4-oxazin-9-ol, 4-[5-(fluoro-18F)pentyl]-

3,4, 4a,5, 6, 10b—hexahydro—
MF  C17 H24 F N 02

HO
\Qig/\h\ (CH2)5—18F

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1

L1 3866 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN 1H-1,2,3-Triazole, 4-[[2-[2-(fluoro-18F)ethoxy]lethoxylmethyl]l-1-[ (4-

methoxyphenyl)methyl]-
N OMe
N> \N—CH24©/

MF C15 H20 F N3 03

18F—CH2—CH2 —0— CH2— CH2—0—CH2

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> S FLUORINE-18 —F DEPULESTHEHEZRET S

L2 44 FLUORINE-18
(FLUORINE (W) 18)
=> D SCAN — SCAN ZFHRATHZET S (FH)

L2 44 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN

IN Hexadecanoic acid, 9,10-difluoro—-, labeled with fluorine-18,
(9R, 10S)-rel- (9CI)

MF  C16 H30 F2 02

Relative stereochemistry

M
H02C— (CHZH\?/L(CHQ){ e

F
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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B J<{HHTHM

SHELEYMORE — B®ERHE 1

=> 8 L1 O0RL2 « “FDEHIEEYEEZFLDHS

L3 3902 L1 OR L2

=> $ F18 (L) (5CI OR 6CI OR 7CI OR 8CI) o ALEEROHDEFIURRSH

L4 2 F18 (L) (5CI OR 6CI OR 7CI OR 8CI) || “8¥ TLaMELHHOETRR
JARERBST I, RMHRZIA—F

= S L3 ORLE «— “F QEBIBMEZLD S (L BEFTHABDED

L5 3903 L3 OR L4

= SLENT L3 — FLBEADADEHESE "F OWEERFT S

L6 1 L5 NOT L3

=D — IDE FFBATERT S

L1 ANSWER 1 OF 1 REGISTRY COPYRIGHT 2008 ACS on STN

RN  860180-47-8 REGISTRY

ED Entered STN: 15 Aug 2005

CN  Phosphorofluoridic-F18-P32 acid, sodium salt (6Cl) (CA INDEX
NAME)

MF F H2 03 P . Na

SR CAS EARLY REGISTRATIONS

LC STN Files: CA, CAPLUS

CRN (860345-40-0)

0
Ho— 32P_ 18F
bH
® Na
....................................................................................................................................................... '
=> S FLUORINE (2W) MASS 18 B—gTRHIhoOLHIME, 7D
L7 3 FLUORINE (2W) MASS 18 FEAELEOTREITHHEIE
ZOXELHHEDELL
=> D SCAN

L1 3 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN Fluorine, isotope of mass 18, atomic
MF F

18F

*xPROPERTY DATA AVAILABLE IN THE "PROP’ FORMAT=:x
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

* KRUNDRMADKRRTIE, BHRBHMRELXZHWNSDT, REGISTRY 77/ ILICEHFS
NE=EMYDLa—FIE, EMBEBAEBDIERESN TR, BEX RN ELS.

* BT, CAS T, FMBAERICEIULENERMERSLEELTVS. CORFENETT
nE HOSRBEDORE Q) FITHAELTHEL.

* BFICE-TIEK, /A XANRAS.
5. 13C (7H-Dibenzo[c,glfluorene—13b,13¢c(5H,7aH)-diol, 6,6a,8,9-tetrahydro-t£Ev k)
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B J<{HHTHM

SHEAMORE — BRERH 2

B EZRA 2 REABEBERIEEYEROV:=CEROFIRVEVDOBRER

@ B ADZERICIE #ALGEEXINHDE. LHAL, KRYATLBERIZLTLEIRTORK
TEBRINEREGIALH DD (FTIEAL.
(ffl: EXBLMBESIZEFTATULWENHALLY)

T, BERTIHEIT BEEDEEZE SCAN XRABXATERRL, LD/ TOEH
EEVMHEFENTLLONZHRLTHL, RYALLEREZBHOENICED.

labeled ZALVDE, MEFADRMAERZEEOTRRIHAENTED. TRODEHILMH
OEVRZEORICAVNSE REBHOEHNICES.

=> FILE REGISTRY — REGISTRY 77 4 LIZA B
=> E C6H602/MF — HFHT EXPAND 73

El 1 C6H601856. 8H20. 6NA/MF

E2 2 C6HE018W2/MF

E3 320 —-> C6H602/MF

E4 1 C6H602. (C3H60) X/MF

E5 1 C6H602. (C4H80) X/MF

=> $ E3 — F BETRFETS

L1 320 C6H602/MF

=> S L1 AND 46.150.18/RID «— BRRHFFEHR TN E EREFT SEDICRE
L2 72 L1 AND 46.150.18/RID

=> D _SCAN — SCAN ZT- X THZET S (FH)

L2 72 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN

IN 1,4-Bgmzane-2, 3,5, 6-d4-diol (9CI)
MF CGIﬂ‘Iﬂ'ﬁ2

Cl C%M CERAFIRUEBUICIFEEE

D OH FHRAMAEHILEMNEE

HO D

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):3

L2 72 ANSWERS REGIS ACS on STN
IN 1,3-Benzenediol Clabeled with carbon-14)(9CI)

MF  C6 H6 02
HO\©/OH
L2 72 ANSWERS REGIS ACS on STN
IN 1, 4-Benzenediol Clabeled with deuterium)(9CI)

MF C6 H6 02
Gl COM

AT

OH
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B K<HHTHERM

SHELAYMORE — BERH 2

IN Hydroquinone-1,3,5 (7¢1)

L2 72 ANSWERS REGIS@COPYRIGHT 2008 ACS on STN

WF S @ 13C, 14C B EEZFEDTHRERTHIEE
N WL ZESERREBHOHNICGS.

136= 3|° 13C2 &, 130 A%, — L L BHELTL
Ho)ﬁgﬁ) HIBEELERELT ? 2REIZDOTS

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> 8 L2 NOT ((D OR T)/ELS OR LABELED OR 1!C?) « SCAN ZXFHEBATRE DI/ -EHIEEYDIFH
L3 11 L2 NOT ((D OR T)/ELS OR LABELED OR 1!C?) FRoOTE<

=> D SCAN — SCAN FFRBRATHRET S (HH)

L3 11 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN 1, 2-Benzenediol

MF  C6 H6 02

Cl COom

:: :OH
OH

*#%PROPERTY DATA AVAILABLE IN THE "PROP" FORMAT*x*
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :1

L3 11 ANSWERS  REGISTRY GCOPYRIGHT 2008 ACS on STN
IN 1, 2-Benzenediol, radical ion(1-) (9ClI)

MF  C6 H6 02

Cl RIS

OH

E::]::OH

L3 11 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN Benzenediol

MF  C6 H6 02

Cl IDS, COM

2

2 (D1—-0H)
*xPROPERTY DATA AVAILABLE IN THE 'PROP’ FORMAT=:x

L3 11 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN Hydroperoxide, phenyl
MF  C6 H6 02
HO—O0—Ph — /44X
**PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMATx**
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> § L3 NOT ION — AT SN TT O EFES
L4 5 L3 NOT ION

"g@ LFLOSSHILALLIE, ion ERETED ||




B J<{HHTHM

SHEAEMORE — B®EH 3

B RRAE 3 FEHEID HHAELFMEZFTERORR

"gFﬁiw@&%wa@tﬁﬁ@%&ﬁ&%ﬁu;wnm&v%%#a "

#4 {5 IEE - [zamplel str ¥Standard* ]
of Jri0E REE EED TAL-MD BEREZFEQ FTRE FREM SwuEon) s 8] %]
B8 =8l wE val sdest BT H 2
<
A
&
[ RN
jgi‘ MDD — FE
A L
—
EseiE) tarkush BB M. B
p— A= BOER I :gg CEE
— fo oA IRE . 2 &
j_,] fEe IRGERET. —%g o
— N -2
fg, -5 |
ST
G nH 0 |5 |N |P |0| |Brk 1 BiEE g € Ak 300k
DE?T\JC)— R e R A e S N ] v e Ir F ol
COAm oK
=> FILE REGISTRY — REGISTRY Z 74 ILICAB
=>
Uploading G:¥STNEXP¥Queries¥samplel. str
L1 STRUCTURE UPLOADED
=> D QUE L1 — FuFlO—FLEEEFHZT S (FH)
L1 STR
N
e
18

Structure attributes must be viewed using STN Express query preparation

=> 8 L1 — Y2TNBEFE (FH)
FULL FILE PROJECTIONS: ONLINE **COMPLETEx**
BATCH  **COMPLETEx**

PROJECTED ITERATIONS: 104123 T0 112957
PROJECTED ANSWERS: 170 152
L2 1 SEA SSS SAM L1
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B J<{HHTHM

SHEAEMORE — B®EH 3

=> D SCAN — SCAN ZFrHEXTHZET S (FH)
L2 1 ANSWERS REGISTRY COPYRIGHT 2008 AGS on STN
IN  8-Quinolinol, 5-(fluoro-18F)-7-iodo- (9CI)
ME COHSFINDO
OH
N
~
9@

ALL ANSWERS HAVE BEEN SCANNED

=> S L1 FUL — TNIZ71ILEE
L3 6 SEA SSS FUL L1
=> D SCAN — SCAN ZFHBRATHRT S (F#)

L3 6 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN  8-Quinolinol, 5-(fluoro-18F)- (9CI)
MF COH6 FNO

OH
N
LI
@

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1

L3 6 ANSWERS REGISTRY COPYRIGHT 2008 AGS on STN
IN  8-Quinolinol, 5-chloro-7-(fluoro-18F)- (9CI)
MF C9 H5 CI FNO

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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B J<{HHTHM

SHELEMORE — BERHE 4

B REH 4 HOIBEEHRILRHELEVMORE

@ BEREBETRYI)—2 2039 #HBETHE, TRTCORUEATEZZECEESRENTEE
2039 EEHEE - $RTORMK
2045 EKE
2046 ZEKFBIUVENLU EDKFERGLIE
2047 #EEHLE AR DR ALK

=> FILE REGISTRY — REGISTRY Z 74 ILICAB sample2.str D& &
=>

Uploading G:¥STNEXP¥Queries¥sample2. str T
L1 STRUCTURE UPLOADED

_ . . /
=> SCR 2039 — X U—> 2039 FEFET S

L2 SCREEN CREATED

=> S L1 AND L2 — ROY—FRoLEYVTNBEE (FH)
FULL FILE PROJECTIONS: ONLINE #xCOMPLETE**
BATCH  *xCOMPLETE**

PROJECTED ITERATIONS: 33 T0 447
PROJECTED ANSWERS: 1710 80

L3 1 SEA SSS SAM L1 AND L2

=> D SCAN — SCAN ZFHERXTHZE (FH)

L3 1 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN  8-Quinolinol, 5-(fluoro-18F)-7-iodo- (9CI)
MF COHS FINDO

OH

N
~
=
18
ALL ANSWERS HAVE BEEN SCANNED

=> SLIAND L2 FUL « RO U—2F@oETILI71LILEE
L4 11 SEA SSS FUL L1 AND L2

=> D _SCAN — SCAN ZFFH THZE (FH)

L4 11 ANSWERS  REGISTRY GCOPYRIGHT 2008 ACS on STN

IN 3-Quinolinecarboxylic acid, 7-chloro—4-(ethoxy-1-14C)-6-fluoro-, ethyl
ester (9CI)

MF  CG14 H13 CI F N 03

Cl

N

| N
F Z~C0—0Et
Me— 14CH2— b

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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B J<{HHTHM

2% BERRTEALAVMERRIDHEED/AX

2%  BERETEHILEYWERFET SLED/1X

BEHEHRE, HHAIVFRIV—VEZRAVTERILELEMICRELEICIANLLY, BE(C
IMIXNABEENHD.

BAADMECHEATRALGES, BECRMKICEHT HFEREIWFSIA TR,

REETLAELEVESIC, CROEDHELHAFTELRGEAICOVNTIE, ¥XTH
ZIZEENB.

JAXERCICE, B2EMBRGETRYRAL ELW

=> FILE REGISTRY — REGISTRY Z 74 INICAB
=>
Uploading C:¥STNEXP¥Queries¥sampled. str
L1 STRUCTURE UPLOADED
=> D QUE L1 — FwIdO—FLEBEEFEZET S
L1 STR
12§

Structure attributes must be viewed using STN Express query preparation

=> 8 L1 — Y2TNBEFE (FH)
FULL FILE PROJECTIONS: ONLINE **COMPLETEx**
BATCH  **COMPLETEx**

PROJECTED ITERATIONS: 211645 TO 224155
PROJECTED ANSWERS: 2309 TO 3791

L2 28 SEA SSS SAM L1

=> S L1 FUL — TN F7LILEFE

L3 2334 SEA SSS FUL LT

=> D SCAN — SCAN ZFHERTHZETSE (FEH)

L3 2334 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN

IN Benzeneethanaminium, 2-(iodo-1251)-4,5-dimethoxy-N, N, N-trimethyl- (9CI)
MF  C13 H21 | N 02

Cl COoM

MeO CH2—CH2—N*Me3

MeO::I::::I;;5|

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):3
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B J<{HHTHM

2% BERRTEALAVMERRIDHEED/AX

L3 2334 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN

IN  Pentanoic acid, 5-fluoro-3-[[(2S)-2-[[[5-(iodo-1251])-2-
methoxyphenyl]acetyl]amino]l-1-oxobutyl]amino]l-4-oxo- (9CI)

MF  C18 H22 F | N2 06

Absolute stereochemistry

OMe
N_s Et _coH

0;;]:;H CH2F

L3 2334 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN D-Glucose, 2-[[[3",5 b|s(acetyImethyIaW+ne%—9—am+ne—%¥r4¥r6¥-%hfiodo[1,1’—

125

biphenyl|]-4- yl]carbonyl]amlno] 2-deoxy-,| labeled with iodine-123} (9CI)
MF €25 H29 13 N4 08

Absolute stereochemistry

R OH &— | /«4X
H
/ \Me

L3 2334 ANSWERS REGISTRY COPYRIGHT (2668=A65—om—5TN
IN Benzene, 1-iodo—4-(phenylmethoxy)-} labeled with carbon-14 |(9CI)
MF  C13 H11 1 0

Ph
I

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

cb




B J<{HHTHM

2% BRHLEVMERLZDEER

=7 . BHILEYELLEDTE

- WA BHORFREETA—ILE, HAIWVERV)—UERERT NOT EEFEZF AL, B

EEMERCEERF, TEMNDETHS.

SHAMEICIRBILEMERCE, NOT BEREFEFRATIE 10 F24] 2R THRD
T, BHORDICEREAEAEENTOVECTEMDE D ICEFNTVAHERMANTLES.

0 BIZIE, EOREZBERETIE EHLEVERT=D.
Me\b)Lo ZH1—> 2039 % NOT $5&, RN 148463-97-2 [%

\g)\ #onigy
Me

RN  148463-97-2 REGISTRY
IN 1,4-Dioxane-2, 5-dione, 3,6-dimethyl-, homopolymer, acetate-1-14C (9CI)
MF (C6 H8 04)x . G2 H4 02

**RELATED POLYMERS AVAILABLE WITH POLYL INKx**

cM 1

0
Ho— 14¢_cH3

M2

cM 3
0

RS
T
 TRARN /CRN av RZFATNIIEL, 5022 A YWELRZLLTHDIENTES

- BERA: FBHLCLEVERV-HIBEETAITLIFERDERE

=> FILE REGISTRY — REGISTRY Z 714 /ILIZAB

=

Uploading GC:¥STNEXP¥Queries¥sampled. str

L1 STRUCTURE UPLOADED

E?lﬂ@ TR — FuFO—FLERBEFRET S (FH)

0

L

Structure attributes must be viewed using STN Express query preparation

o/




B J<{HHTHM

2% BRHLEVMERLZDEER

=> SCR 2039 — XoY—> 2039 FEHET S
L2 SCREEN CREATED

=> S L1 NOT L2 — ROY—2FRoEVTINEE (FH)
FULL FILE PROJECTIONS: ONLINE *xCOMPLETE*x*
BATCH  *xCOMPLETEx*x*

PROJECTED ITERATIONS: 52010 TO 58310

PROJECTED ANSWERS: 2685 TO 4265

L3 50 SEA SSS SAM L1 NOT L2

=> S L1 NOT L2 FUL — XY —2FEROETN T 7LIEE
L4 3262 SEA SSS FUL L1 NOT L2

=> D SCAN — SCAN ZT-HBRATHZET S (FH)

L4 3262 ANSWERS  REGISTRY COPYRIGHT 2008 ACS on STN
IN  INDEX NAME NOT YET ASSIGNED
MF  (C6 H10 02 . C6 H8 04)x . 1/4 Unspecified
cMm 1
#%% STRUCTURE DIAGRAM 1S NOT AVAILABLE %%
cMm 2
cMm 3

Absolute stereochemistry

0. 0 Me
X T
Me 0 0
cM 4
0

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> S L4 AND 1/NC
L5 236 L4 AND 1/NC

PR EFT—H IR E (AND 1/NC) LTHAD
% TRA RN /CRN #{#5

=> TRA RN /CRN

L6 TRANSFER L5 1- RN : 236 TERMS

L7 3096 L6/CRN

=> S L40R LY — 4 & 7 DEEFEHPES

L8 3265 L4 OR L7

=> S L7 NOT L4 — TRA RN /CRN 23 v> FZERS5-&LIZLY, Foh/-HYE
L9 3 L8 NOT L4

60




B J<{HHTHM

2% BRHLEVMERLZDEER

=> D SCAN — SCAN ZFrHX THZETSE (FH)
L9 3 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN 1,4-Dioxane-2, 5-dione, 3,6-dimethyl-, homopolymer, acetate-1-14C (9CI)
MF (C6 H8 04)x . C2 H4 02
**RELATED POLYMERS AVAILABLE WITH POLYL INK#**
cM 1
D
Ho—14¢5 ch
o2

cMm 3

. “ G eons B ansEzhTOL

Mefho toBAMTLESLI—K
¥

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L10 3 ANSWERS REGISTRY COPYRIGHT 2008 ACS on STN
IN Propanoic-1-13C acid, 2-hydroxy—-, monosodium salt, polymer with
(3R, 6R)-3, 6-dimethyl-1, 4-dioxane-2, 5-dione (9CI)
MF (C6 H8 04 . G3 H6 03 . Na)x
Cl PMS
CM 1
.0 OH
Ho—13U:- b e
® Na
cm 2

Absolute stereochemistry

0 0 _Me

e

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

)
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RYY—DTHRX (VELF) O¥ZA

B E/V—HBERJI—DORERE ER2OFEAICEEHLE-TERITHES.

- B/X—BEMARYT— (REEILLGNEE)

RN 960493-99-6 REGISTRY
MF (C13 H11 N . C5 H8 02)x
CM 1
CRN  69135-05-3
o C13 HI1 N mEp» CH N/ELF
/N
I
HaC=C =
cMm 2
CRN 80-62-6
oWF C5 H8 02 m) CH O/ELF
H2G 0
Me—H—B—OMe

- B/X—BEARYT— (RGEIHDHEE)

RN
MF

@ E/X—HBHERYT—IE, EEROOTER
& AND EBEINIE RKiEEHY/LEL F
FEOTHRERTHIENTES.

266306-43-8 REGISTRY
(C4 H6 02 . G2 H8 N2)x . x C H3 |

cM 1
CRN 74-88-4

oWF G H3 | mp CHI/ELF

H3C— 1

cm 2

CRN  26937-01-9

cMF  (C4 H6 02 . C2 H8 N2)x » CHO.CHN/ELF
CCl PMS x Mol O & x [ERB<

cM 3

CRN 107-15-3
o C2 H8 N2 mEp» C H N/ELF

H2N—CH2—CH2 —NH?2

cM 4

CRN  96-33-3
cwF C4 H6 02 mEP» C H O/ELF

0

MeO—H—CH=CH2
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RYY—DTHRX (VELF) O¥ZA

B SRU RYY—DTERIT, 2RO FRAMIEETHLE-TERRIZHS.
SRU RUT—IF (RIGEINLEWIEE)

ED Entered STN: 14 Nov 2007

CN Poly (oxymethylene-1, 2-cyclohexanediylmethyleneoxycarbonyl-1, 4-
phenylenecarbonyl) (CA INDEX NAME)

OTHER NAMES:

CN 1,2-Cyclohexanedimethanol-terephthalic acid copolymer, SRU

W (C16 H18 04)n M) C H O/ELF

Cl PMS * MoZ () & n X<
PCT Polyester
SR CA

LC STN Files:  CA, CAPLUS, USPATFULL

**RELATED POLYMERS AVAILABLE WITH POLYL INKx**

0—CH2

@@_O_CHZJQ

1 REFERENCES IN FILE CA (1907 TO DATE)
1 REFERENCES IN FILE CAPLUS (1907 TO DATE)

0
—t

SRU RUT—IF (RiHnEILHDIEE)

RN  943344-63-6 REGISTRY

ED Entered STN: 25 Jul 2007

CN  Poly[oxy(1-methyl-2-oxo-1, 2-ethanediyl)], o-(methylsulfonyl)-o-
(phenylmethoxy)- (CA INDEX NAME)

OTHER NAMES:

GCN Polylactide benzyl ester mesylate, SRU

W (C3 H4 02)n C8 H10 03 S mEp> G H O/ELF

Cl PMS « ”
PCT Polyester (C H O)N CHOS /ELF
SR CA

LC STN Files:  CA, CAPLUS, USPATFULL

**RELATED POLYMERS AVAILABLE WITH POLYL INKx**

oo bt oo

2 REFERENCES IN FILE CA (1907 TO DATE)
2 REFERENCES IN FILE CAPLUS (1907 TO DATE)

@ SRU RYY—IZ, BYRLELDOTEZRZHAWLNIE, RIHEHY/LLE
WL FLOHTRETHENTES.
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SPFREOEHAE

B OATEE UFW I & THS ) CL-TROBERTRICESOTEEEML, 20%

PNERAUT—HETHADS.

5l : Cd0.86TeZn0.14 (0.86x112.5)+(1x128)+(0.14x65)=233.85 — 233.8

TER TTRET RERTE pIvE JTERLT BRERTE
Actinium Ac 227 Dysprosium Dy 162.5
Aluminum Al 217 Einsteinium Es 254
Americium Am 243 Erbium Er 167
Antimony Sb 122 Europium Eu 152
Argon Ar 40 Fermium Fm 253
Arsenic As 75 Fluorine F 19
Astatine At 210 Francium Fr 223
Barium Ba’ 137 Gadolinium ‘Gd 157
Berkelium Bk 247 Gallium Ga 70
Beryllium Be 9 Germanium Ge 72
Bismuth Bi 209 Gold Au 197
Boron B 11 Hafnium HEf 178.5
Bromine Br 80 Helium He 4
Cadmium cd 112.5 Holmium Ho 165
Calcium Ca 40 Hydrogen H 1
Californium (03 249 Indium In 115
Carbon C 12 Iodine I 127
Cerium Ce 140 Iridium Ir 192
Cesium Cs 133 Iron Fe 56
Chlorine cl 35.5 Krypton Kr 84
Chromium Cr 52 Lanthanum La 139
Cobalt Co 59 Lawrencium Lr 257
Copper Cu 63.5 Lead Pb 207
Curium Cm 247 Lithium Li 7
Deuterium D 2 Lutetium Lu - 175
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NFRXEOEHAE
TR JTRES BERFE TR TTRELT BERTE |
S
Magnesium Mg 24 Ruthenium Ru 101 ‘
Manganese Mn 55 Samarium Sm 150
Mendelevium Md 256 Scandium Sc 45
Mercury Hg 200.5 Selenium Se 79
Molybdenum Mo 96 Silicon si 28
Neodymium Nd 144 Silver Ag 108
Neon Ne 20 Sodium Na 23
Neptunium Np 237 Strontium Sr 88
Nickel Ni 59 Sulfur S 32
Niobium Nb 93 Tantalum Ta 181
Nitrogen N 14 Technetium Tc 98
Nobelium No 254 Tellurium Te 128
Osmium Os 190 Terbium Tb 159
Oxygen (0] 16 Thallium Tl 204
Palladium pd 106 Thorium Th 232
Phosphorus P 31 Thulium Tm 169
Platinum Pt 195 Tin Sn 119
Plutonium Pu 242 Titanium Ti 48
Polonium Po 210 Tritium T 3
 Potassium K 39 Tungsten W 184
Praseodymium Pr 141 Uranium U 238
Promethium Pm 147 Vanadium v 51
Protactinium Pa 231 Xenon Xe 131
Radium Ra 226 Ytterbium Yb 173
Radon Rn 222 Yttrium Y 89
Rhenium Re 186 Zinc Zn 65
Rhodium Rh 103 Zirconium Zr 91
Rubidium Rb 85.5
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DFREOBRRDKRAUE
B 2FKE VFW) [TTRTOYEDE THD1 [TOVWTEHINTULSDITTIEHELDT,
FETAS.
- HAEOANTBELEYE L, 5 FHX A UNSPECIFIED DT, BE TEAL.

HENTRALGYEZR D ELTETCH AL, EROBALHEH I DH /FW TEER
TED.

C BEROMEERDELTEOESE, TAENOERICLOR SO FXEDH /FW
TRRTED.

RIYT— (B/T—BEAKR)T—, SRU RYT—M@EAH) ©LAIVITT—4HE, 7 FRITRYRL
TRESNTLLIYER, 7FRXE (/FW) TRERIDHERMNTLES.

ZFD=H, E/XR—DRFELL, TNEFRFEETERII—ZRETDHENSIEIETELL.

|| @ BREAYMBEONFRELANEE, RYT—42BR<EROBELINEYE AR R A EE

La—k6l: AN THCYMEEZECESRINVE

RN  960081-65-6 REGISTRY

ED Entered STN: 07 Jan 2008

CN  Chitosan, N-(1-oxododecyl), 6-(3-carboxypropyl) ether (CA INDEX NAME)
MF  C4 H8 03 . Unspecified

Cl COom

PCT Manual registration

SR CA

LC STN Files: CA, CAPLUS, TOXCENTER
cm 1
CRN 57407-12-2 .
CMF  Unspecified . Tl
CCl PMS, MAN

*x%% STRUCTURE DIAGRAM 1S NOT AVAILABLE s

oM 2
CRN 591-81-1
CMF  C4 H8 03 - 104/FW
HO— (CH2)3—CO02H

1 REFERENCES IN FILE CA (1907 TO DATE)
1 REFERENCES IN FILE CAPLUS (1907 TO DATE)
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DPFRXEORBEDRAE

ERAMEERRELTHEOYE

RN 960508-87-6 REGISTRY
MF  C237 H324 N6 027 P12 Pt6 . 3 C14 HI5 N. 3 CHF3 03 S . 6 CF3 03 S

o

CRN
CMF

| N

960507-81-7
G237 H324 N6 027 P12 Pt6 . 6 C F3 03 S
cMm 2

CRN 960507-00-0
CMF G237 H324 N6 027 P12 Pt6
GCCl  CGCS, MAN

#%* STRUCTURE DIAGRAM IS NOT AVAILABLE x*xx*

N3
CRN 37181-39-8
CMF C F3 03 S
F
\\\7 F—b—503- Al//
///EM 4 ‘\\\
CRN  960245-64-1
CMF C14 HI5 N . CH F3 03 S

-

CcM 5

CRN 1493-13-6
CMF CHF303S

E

F—6—503H
;

o6

CRN 103-49-1
CMF C14 H15 N

Ph—CH2—NH—CH2—Ph

/

96

@-} 6120/FW
- 5226/FW

mm) 149/FW

) 197/FW
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DPFRXEORBEDRAE

La—Kfl: E/v—BEEaR)<—

RN 139038-93-0 REGISTRY
MF  (C16 H6 06 . C12 H28 N2)x °®’ 494/FW
*#*RELATED POLYMERS AVAILABLE WITH POLYLINK*x

cMm 1

CRN 2783-17-7
CMF  C12 H28 N2 @-} 200/FW

H2N— (CH2) 12—NH2

cMm 2

CRN 2420-87-3
CMF  C16 H6 06 °®°> 294/FW
0

**PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMAT=:x

La—K#: SRU RY<—

RN 9060-47-3 REGISTRY
MF (C12 H20 04)n .®.> 228/FW

#*xRELATED POLYMERS AVAILABLE WITH POLYLINKx**

I0 0
0— (C3Hg) —O—é— (CH2) 7—%— :| n
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