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REGISTRY J7 A ILDEERFELTER

® Y FIEHRED FULL FILE PROJECTIONS % COMPLETE I=9 %74:%

AiE1
Hik2
453

7R3

hika
55

A )= &BSOHHA <= MARPAT Z74JL x (&)
BEDHE RV —OBEHRL) <= MARPAT Z74)L O (&%)
HJty MER GFERER) <= MARPAT Z74JL x  (FIFAFAT])
vy MER (D <= MARPAT Z74JL O (FIFAWI&R
AEEDLRE <= MARPAT Z74JL x  (FIFAFHI
WEETHFEICIRETH. /—FFEBIMTSH <= MRPAT Z74)L O (FIFARIRED

@ BERFEROBIAH

At
Aik2
A%

AER

[EESPER
wERR Ity b
XHRERIZ & H%KY ZA ( REGISTRY —> CAplus —> REGISTRY)

1. NOT EEOEERE

RO Y—2ToH NOT ERHIE, MEEECHEEZRIETO, 5—7 Y FOBIEELN OB EE
~DEENEZ NS, TLBRSVEDES, 2—7 v FOBRSLUNORES B ERITI HER
NEZ LIS

2. HHBWEDFEEM ERSMEICRE LIESORNEEY )

ERSMEDERR

.
.
.

.
.

O WRMEDES

> BHESYMEOERICZEINS.

x fist  BHOMEORSD 1 DO SAF DIFE, tIDRHID W (BRERFISTAUEN) ([
BEOMEE LTEESNGL. TORR, S 2808 WELI— RIS, B
WED CRN (Fi7 CAS BiES) MHRELLGVLMEENELS. £ HH¥ZE 1 B
[ZRRE L=HAICE, BECEFENGN L1205, £0 W HMEZDLOAERTER
SNFIHEICIE BHASMEDOLI—FD RN T4 —)L FIZZD CAS EFESHAEM

ANETns.
RN  114807-95-3  REGISTRY
seesecscsetetsetctsesetccsescttccsistnne . CN Ethanesulfonic acid, 2-(octyloxy)—, sodium
SAF | EEOHOKEEFE : salt (9CI) (CA INDEX NAME)

0 EESix 1 Eodkgk | F 002045 N
BFQHMNOIEHMAD= L | ¢ TN Files: CA CAPLUS, USPATFULL
LT8hB. ThEORS |

1%, VAF (ZBIRFTS55 4 Me— (CH2) 7—O— CH2— CH2— SO3H
V) 1255, :
SAF Ol © H, Cl, Hol, :
Na, H20 % &

oooooooooooooooooooooooooooooooooooooooo

@® =




3. Cl Z4—)L FFIFRFFORRE (CCS/CI)

BRHEEMICIE, @&V S RBERIF C) @ CCS hFREEISNhD. 1=fZL, ELULEME—DODHS
ETBEHAMEI L TERAIEEMD CCS [FR5IShALN

CCS/Cl TRRE LI=EFIZ(E, TEDEHAMERFEENLELVDTIBENLETHS. BH, DYV IR
#AlF (CCl) [FRERTELLN

RN  12116-72-2 REGISTRY

CN  Ferrocene, compd. with ethenetetracarbonitrile (1:1) (8CI, 9CI) (CA INDEX NAME)
OTHER CA INDEX NAMES:

CN  Ethenetetracarbonitrile, compd. with ferrocene (1:1) (8CI, 9CI)

CN Iron, dicyclopentadienyl—, compd. with ethenetetracarbonitrile (7Cl)

DR 63537-20-2

MF  C10 H10 Fe . C6 N4

LC STN Files: CA, CAOLD, CAPLUS, IFICDB, IFIPAT, IFIUDB, USPATFULL

M1

CRN 670-54-2
CMF C6 N4 Cl T4 —JLRHOEFEL TLVERLY

CN CN

we—b—L_cx
M 2

CRN' 102-54-5 W50 5 ZBEAIFIZIEL,
CMF  C10 H10 Fe Eefzib &4 (CCS) A
CCl CCS FelEhTL\S

4. IDS {LEMIDRN AS4 2V FEYOX 1994 £ 9 AE, 10 AB. 1997 &£ 10 A% 8



A ) —IBR

0@ BERRIEL RV V—UBREMFL—2aUEED 2 BETEITEING. BERERIZE BELDOLSNS
BHHERIHFOI—FTHS [RV)—2BS] NEBNISERSIR Y ) - UBRENETSNS.
* BEIMISERSIGVARY ) - BSZHEEMX LA AOETRRT H S EMNTESHN, FIRRHIZE
BRRITERNDETHS.

BERZRDLHEA

- BEEMK 1

- BERE = SL)

R )=
- ATOEF 1 EUL
-5 Bz 1 @EUE

ORV /DL
(£

41 3L—3>
(BFRXRILEY)

04 e,

@ 48L—ay  ABL—al EEEHA

L2 | —EOVRTLHRMEBADE, |
P EERRIESET LBV
7SS
REGISTRY 77 A ILODEERFTEIZHITSD AT LHFHIRIE
%= *S54 Mk Ny FRE"
HIPRIE o TIRER TILIT 74 IEER TILT 74 IERE
S4B L— 38 1,000 4 400,000 # 600, 000 44
Ry 50 # 400, 000 4 600, 000 &

* NyFERED BEEEXEVATLICERLTEE, avEa—20FAEO LZVFIT—ELTITH
HEREDC L. T4 URHRICHER L TOR T LGIRIEREND
4



® X/)—%S

12 F25E] 2,100 ZHBZ 5 RV )—UHFIATES.
(f=1=L, B|E, RV)—2FSD 2058 M5 2066 FTOILAFICEHT HRY ) —UIFFIATELGL. )

8%

1B =y BE LB [ ] sert

PILREFOEY DIRE (&S L TLSIFKREFEZDHES)

AA | Augmented Atom 1642 M N -1C 20 X (@)
e * PLERIRET ZEREETRT SR

Hydrogen Augmented AA [TKFEZMMLEZDD * RILRFHEE LIKROBIIERE

HA A A
Atom 1700 HA OH -1C
#EET B ODRFLEDKFRIZOLVTET®R
TW | Twin Augmented Atoms * 2 DORFFES LI=KEHITEE A x
1832 TW C #4C *4C -10H
AS | Atom Sequence 4 ~ 6 ORFES X @]

nm A 6 €+ x N -0

ae | Bond Seatence 4 ~ 6 OEFEOBEOES (BRILEED < | o
g 882 BS A —2A —1A %A A —1A

cs Connectivity Sequence RFIHEES L TWBIBKRRERFOER & R FHEOFESDES] 3 ~ 6) x A
v oed 700 CS 3 -3 %2 3 3  « KRREORIEEE

R—R R DIKRRFDRDE

AC | Atom Count X O
1904 AC 14
be Degree of FIDEF S LT WD IEKERFORDH » o
Connectivity 2113 DC 53
E— R I >, EX J—IUZ 2, VIRl 2
RC | Ring Count Bl—Rsn T ORIMROEL (51 Jx/—)F 2, FIRLUEE 2) Al o
1838 RC 1
[—] om Zn ’.-ké K .%
TR | Type of Ring B/IMBORAR & EA IR N A
1867 TR DDDDDD
EC | Element Count B—ESHhOTE OKELSY ORISR A | A
B—RO RO LAEE O . =L, BOEE—EDIEEYMI SRIL
GM Graph Modifier A X
' PE LI

B STN Express M7 4 JLAEREEZFIA L CTIBEST S EMTES.

FE ) O EE BBRETIRIV—2TH-LTH, —BRALBCAZERF, 6 JIL—TTERSNf-/ —FIZHL
TIXBEHRE LU

FE 2D RIVU—UIE BEEOBEISHLTEIS BSELT M R —0/aE, E&MI SRIET SR
)= ELERIE L. =1L, R T—EBREIEEMICDOWNTIFREAIZR L THELC). ®-T, #
MDA ) — EBEL-BE, SHOWETE, BT LER—BOPTOEEIZEB EIFRS AL

AG: 14

DG: %

RC: 1




@ XU)—ABEERAELICCVVEESERR
SEREEDAHDIEE
G JI—TE#FIELI-1EE
AIER AIERF —BKXJIL—2) ZRRALEEE

® BEMERY)—DENA

YER L 1M AT ER S RUELEIMERS Y —
(0]
M B ERERATEET 5 M Z51—
HA 25 1U—>
o g M2, KEMPBEE SN TV DRRBIIEET
2
/CH
C cH KFHNER SN TR O, CH, W zoy=>
NH2, SHAVEES S
( OH D14 Y(ZCH3, NH2, SH)
CF, CF, CF
o 2cp] Zep] 3 SBSEARELTVSES
2 2 o lc,)
CH | !
= N,
ZZERN N N
|cn |CH 7 \C/CH\‘C/ e ¢S XY Y—
I fl
c/,C:\\\CH _CH c\(lz P
C
c c C o ¥ RE
EANT L
o N SEHRAUE SN TN BB P
- e WS h
A NF N TWBE L
| ‘| — sERm| MRIITY
N N ° THER
| MTHB
C
A AP BEIRESATLERS
A A A
A
/
A/I\A A\f/ I\IJIA BS X4 1)—v
| Il
(o N ©
P g |
C A c
e R 27 U—>
'c\ /',L ( BRI DHBIEET D8 ¢S RIY—y,
c AS RH 1=,
BS 25 1U—>




YER L =18 iE DR B

EHEBWGRY )=

BEEEXDIC, BRENTELICERTESD/ — FHEHEFET S

DC RH)—>

BEERERXPD/ — R, KRUSNDOEBREN MRS LEVGS

AC R Y—>
(M SEFERFRLAED Y)

BEEERXPIC, SHOBIFELTVSIEE

RC XY Y—>
(Mg SEFERFRLAED Y)

BEEMAPIC, SHORFETRIFELTLDIEE
i1, ZBOEREMEELTLHIHE
(ERIL TV O RERDHER/NHE LTRY -V EFIRT 5)

12, CH UNDTRESHER L TLDIEE

EC Y U—>
(IS HEFERFRIAED Y.
f=f=L, SAF I BIREIL,
R )= DHEX)

BEERNIC, RERTE EERSH SRERIEFIFELTVSESES

M Ro7Y—>
(IS HEFERFRIEAZ L)

¥ EER)

@M Ro)—->
(FFERZRTHIRERRE)

L&Y SR
WELK =120, R T —EREIEEYIIHD DHER

ENTLTHLREKRTED)

M Roy—>
(FERRTLIRETEE
=F2L, R <—EBLHEAY

[ZDWTIER Y ) —2DAD
')

FE

FE . RV U—UIE, BEEKICTENTHH-OREDEIEEI T L TOAERIZTH

EEIPEDNISE, BEDEMNZZFDAY ) — EBET B LIETELN

HEAE

D RHYY—ravr FOFA

- EHDOAY ) —FS(E D F/-1E R THET A ENTES.

AT - => SCR 2049

=> SCR 2043 OR 2127

- BEERRKERV -2 L BSIE UTDESICANTEONEZTHS.

= SO AND @ NOT ®

@ BhFE-IEHOBEERRD L FS
@ ByhEIE MND SBETHRALERY ) —UFED L FE
Q@ B¥MFE-IT R FETHALERV—BED L S

/B

155

=> S L1 AND L2 NOT L3 NOT L4

(L2NOT L3NOT L4) DS SEFMEINMRRARE G DT, BHIET HBERRARIT

EFTERGLN

L1 IEEERR, 124 (3 RV Y—2) EABLESER

SN,

Flz, BHORY ) —UEBSEFRALTY, BERROHBECEIAEMTIILRL. £ TH, 56 EAD

RO ) - EBSOFRNENTHS.




® SN Express M7« LA OFIFE

- BEEMRRERIC, TR0 MRELTVET] 470Ky ) ABRRENT=5
MBET 1 LR ZESTRY dt,J FA4F7OTRY IR

51 ITFzvoEAN,
NRREIND.

IS (G T

[ HEETLAEED

it

MRF) 20907 %.

MEET 1 ILE %R

A

| Gl |

SLEHIER |

FA—EF

T B R o A B A

DRI =

THEDCCHE
1T &

Tl

3 L

4

C-

Gl

- C-
C-

LNl i

C-

I

= | SR s aR I e LR
[~ IR SRR RS ELTIRT
= e s b T R

£

il

4 STN Express G 8hA9(CRIRLELE

Bl

(2050 - Alloy
2049 - Goordinat

BRI IENT =)

EEHE RIS
SRS
Foul

2053 - Manual Registration

2052 - Mineral
2051 - Mixture
2043 - Polymer

2067 - Homopolymer or copo

2068 - Polymer that
2069 - Polymer that
2070 - Polymer that
2054 - Radical ion

2082 - GASREAGT

Gompour

is a stuc
is a stuc
is a stuc

I BAEOEF/AEESELUAF IR F/AE SRR Q\C%C\C/l\\
Lo e
oS
(2 muzemRss |
x|
AND | NOT | s | FRTHIRS | N |
SL—EE P/ A | 3. RO V—2FBED
5 L1 i o] [ TOT 2043
BT NOT 2043
TaT NOT 3 L FqF

THIETE
LI E B F{fQEFHTFTE
EEL{%E%FJ?J‘T?E

JREND

NOT 2 L,U:(D.Eﬁ SEROME

# 5TN Express A8 8HA2ER LELE

Y 1) — 1 2050 - Alloy
SRSy Ll | 2049 - Coordination Oompour_l

o = 2083 - Manual Registration
Broas-vEEms | 150 " Ml

2051 - Mixture
2043 - Palymer

2069 - Polymer that iz a stuc
2070 - Palymer that iz a stuc
2054 - Radical ion
2082 - CASREACT

(e
NI ERS
Fall 1#7F

|
]
=

4. tEREnI-BRERXOHEER

=rque _line2 MOT _linel

5 REID

2067 - Homopolymer ar cﬁ
2068 - Palymer that iz

* > hkA—)Lx—
LRSS
v I hIEEHE

EVAEVIESE

NMZAETD

RTED

Send .. Testing the current file..
ait
for TH]S COMMAND” goto @errmse
for " eoto @cleanup
for 5 seconds goto @errmeel
@cleanup
zend “end”
goto @upload
Derrmzg
echa ”
echo” Pleaze chanee to a suitable file and repeat vour upload”
echa ™"
exit
@errmsel

ECreen

echo "four upload attempt failed, please try again”

p
=rgoreen 2049 OR 2043 OR 1840 OR 2127 ¥>_linel
upload hum _line2 <C¥Program Files¥stnexp¥uer ies¥samscr.str>

L llx




@ SCREEN DICTIONARY (R%Z1)—2EE) ODfEVNA

AA, HA, TW, AS, BS, GS, RC, TR, AC, DC, EC, GM DIEFTEEH SN TS,

AA, HA, TW, AS, BS &RV J—UlE, TTHREBDTILI 7Ry ME RIZTFEDHESIEFIZHE > TERTR

ShTULVA.
HEEDERLA
*  IRiES —fRiEE
x| BOBE#ES -1 SEDEHES
¥ BO_ERES -2 HO_EHS
*x3 BO=E#E -3 BHO=E#E
4 BOD/—I54 XEE -4 D/ —I54 XS

ZEH EE0ES

SCREEN DICTIONARY [=FRRSH 5 RCEkIESL

BGLO*D>* DD DM D> =-D>-1>2>-3>4

FRFORBELTIE X (3BT, A KRUSNOEEDREF M FERERT.

0
ET Il %2 EER-OC L EEHRTERY Y —UBD
C/CH
Screen Fragment Freaq.
Number Definition %
1305 HA 2 CH -1C -20 =//= 0.10
a a a a
RO Y—2FE TEFR CDXoY—> BEE
~ » EF5/1, #HD
25— i TROWEE EHEELT
NY 13
O FIDEZEIZE
# LULLERT o SOEEINS
1 ItEE LAY o EnTLS).

Screen dictionary DEEEIEFE
D POEFELEE L TWSEHOBRTFOTHIEFE 7ILI7Ry METHS.
@ RILEFDIGE, EEDBEIERIZH > TEREINS.

BLO*D>* DR D>HM D> =D -]>2>-3>A

9



N BFEDRFDEGY DIREZRI X Y)—> (3 #)

IDRFIZFEES LT =1 ¥EL o .
BLETIRA Lk RRTOWES, TONORAERT

®

fé@#ﬁf*/\ @
) \ /
Wﬁw iﬂwﬁ? ®
C @

@ OFIDFEF C 1L, ROBEST @ OkFE O LiEE ROBEHEET Q OE 0),
ED_EHET @ DBEREFEELTLS.

FILEFD REfEE @ REHE O #He O
C * 1 C 1 O —2 O

C *1C ¥10 -20 MRV J—UIF7E =8, Th&YD
[EWVERZERT S C +6 +0 -0 ZFAHT S

@ %95 Screen Dictionary TOEEH

Q) @ Q@ @
1310  AA C *C *0 -0

10



PIDRFISHEE T SDIEHELKRDH & £ DEFITHES LI-IFKRREFD
B ZDRDEEERT.

Cb

FILRFD

AR
CH

2 HILEFD

FILRFD

OH

C _C
\CHZ

KFAHEE LI=IDRF EREE L TLDIRTF

FILEFD D CH2 (F, Cb B C (RF) LEHEATHE, @ O C LHHBETHELTLS.

FILEFD
CH2

FILRFR)

FILEFD
FILEFD
SINEESE)

FILEFD

CH2 -1C

-1C

BgES (b o) C BfES  hDEFRQ
— 1 C — 1 C
, BLEFOLEETHS.
C-CH2-C
C-CH2-C D25 y—"%E: | CH2 -1C -1C
C-CH2-C
C-CH2-0 Y 41— %k | 2 -1 -10

1008

1297

HA 3

HA

® %495 Screen Dictionary TOIEL

CH2

11

N3 LEFETD

N1 UEFETS.



. BILEF - REICEEST HKEDQOEELEE, FORERIZESLTLNS
1] —
TW 27Y—> CH3, NH2, OH, SH & ZDRIDEEERT.

FIbRF

CH

T2

C ~CH

FILEFDD CH2 (F, @D C LEFEETREA, 51200 H LEFATHELTLS.

hLEFD BEEs O ORF  BEE O OFEF

CH2 -1 C -1 OH CH2 -1C -10H

ARY)—UESR CH2 -1C =10H N1 LUEHFETS.

@ %%9% Screen Dictionary TOREE:

1836 ™ C2 -1C -10H

N RFDEIEHRTXO—> (3 /&)

lﬁ‘ASZ’JU—/\ BSIhD 4-6 ORFEMEE RI:IHH) £XS
©)

BEDH TRV R FECSIZ Y)Y H L, SCREEN DICTIONARY
THIEY ESIEFT. T LETRTOERINFEL TS
HIFTEEL. ZZTIE N ZRE2—MbgeL, CNC0 @
BCHIZERT .

® @ ©) @ ®
BERELY —> N IEES RS BiESC HEs
RO)—UEE —> N *C * N *C -0

@ %%9 % Screen Dictionary TORE

426 AS N * C * N * 0 -0

12



BLhORESITOVNTZDRY (HiEs, —EHA, =&#e /—~V314X
BS Ry 1Y—> LEEERM T RERIIH TRT.
FBFIE FEOTHR kRN £LTA TRYT.

® @ ©) @ ®
BERLY —> A IREEEA IEESA IRESA  EHES
RO)—UEE —> A %1 A *x1 A 1 A -2 A

@ %493 Screen Dictionary THERE

164  BS A A ¥ A ¥ A -2A

cs 2o —y | EIPORTFORETHGEKRRTEORATH £ TOMDHADS AT
@ ~ 6 DRFOEHGIESFHD)

@
®
®\ ¢ HEFHLEIE KFELHOFES L TLSEFDERTERT.
NH/C\N ¥ CHy FEEREUTEERER L.
| | © B QDNIEX @ & @ D2 DOMFLESLTLNS
DT, HEFML 2 L1535,
fc\c/ C\‘/
O
@ | X B AT AEAREFOMIEESATLESOTEET S,
@ BlZlE @ ORBEOFRE 2 (CFhid @ ORECEREAES LTV BEER
EFENILN.
® 7 @ ® @ ® ®

BERKLY — FHIRES TN IRES T RES T8 IRES TR IRES T

AOV)—VFE — 2 * 2 * 2 * 2 * 3 * 3

® %%9% Screen Dictionary TOFEH

600 GS 2 % 2 % 2 % 2 % 3% 3

B ATORERFEEORVERED, REHERBS L TLHIRVEBZERYT. RICHERE 4-6 EAORSDESIIC
SRELTHRERNS. ZORZ, EEOREFHE—DEROPIZ 2 ETTL HI EFALN

c c1 [RESZ7A=1=D2s =)= ANAES
\\C/
c/ \c1 AS €I *[C * C *[C -CI ZAWLDILIETELL

13



B BENGHHERTI X Y—> (6 &

xj\*
‘AC s, \ F—HAOIKREFOROMERT

/C C\ //C c\\/Cl
1 . o
OH C\\ //C C\ /N
c—cC Cic\

C—0OH
Va

0

LEEDBEDIFKREFH KRZRSEFOR) (X, 17 THS.
AC RO ) —UIZlF, 17 LLEDGELM=8, 16 LIEZFERT 5.

1905 AC 16— /6 LILTHS 1905 &&FT S

1906 AC 18
DC RO )—> FULEFITHES LI-IEKREFORVEEEEFITHEET 285K

51 C—C

3 EDIEKERFE

f% A LTV BETRA
c—cC 6 EFET 5.
O
2113 #(&EHT 5

2113 DC 5 3 «— 3 L LDIAKFFFEMRE L TOBEFH 5 ALLLAFHET S
2114 DC 7 3 < 3 ALLLDIKFIRFEMRE L TOSFEFH 7 ALULFHET S

‘ RC RO )—> \ HBARADRMNRO#ERT. EFERRD /IR 71—/)L FERL)

1

e S/NBOSEIE, 3 ALDOT, 1840 (BB 3 @ELL) %
c/\/\c_%c /L' FIFET 5.

S

1840 RC 3 — &R 3 BLLE (FFEFRFETIL EOW)

HNROHA T | RRADROMT, RESOEN SIRNRFOHZEZELSIE, 1 ZMANIEKRDENS.

e e
“ 1 58 - 10 (BP) +1=2
\\§ =

14



TR RH1—> R/NRORAR EREEDIREERT

MR B-7 BB JEIC D & T 2FAL TROFEFESZRT.
BeSlERF(E, 7L 7~y KIE DDDDTT > TDDDDT

D : 2 EDRDFEFIHEE L TLDRFERT.

T: 3 ELLOROFEFIHEE L TWBRFERT.
C—C——cC D—T——D
o —
C—C—=cC D—T—D

RMNECEIZTILT 7Ry METERT & DDTT & DDTT [27325.

1853 TR DDTT < DDTT &/NMEAY 1 AL
1854 TR 2 DDIT < DDTT &/IMEAS 2 AILE
* CDiZR(d 1854 ZFIAT S

EC RHY—> “ Bl—HAHFDTEDRIVEERT.

FEF H D T Zk<) ORDBERTET 5.

C——=C Cic/Cl
OH—C \cic// \\N
\\Cic// \C:C/
\/c—OH
4 (R L, 12
C 1
4 199
6 1943
8 1944
10 1945
12 1946 — 12 AL EDREZET 1946 #FIET S

HAGHE LORMERT. HED0 N OEEERETES.

‘ GM 24 1—2, \ REFETE REHAE BHEHORTOMILEETES.
BAM LBMI SR (KUT— BREMCAMERC 1 MERKIHLT
HEET 5.

GM (Graph Modifier Element) R&1J—>& EC X% 1)—2IF, SCREEN DICTIONARY MDHTRAD & S IZEE#Ek S
nTnb.

ELILENLLE BEXRPDEF HEHRFISITAF

J J J
“or-more” Element Count Graph Modifier EC or GM
Count (CT Graph) (SAF) (CT + SAF)
Br 1 2030 0.90% 1938 517 %

2 1939 1.49 %

15



HERE Ity MERSLUEEORY CHBMEBRRT 4 —ILK)

B HERROFIR

@ HEROEHZRET HEEITHENTHD.

P) BEFEFHAL TEHOEEZR—BORNIRET S5 ENTES (RY)—2UTIEAA).
O FEEFEFRAL TEHOESZE—DBRRAIBRET 2 ENTES.

@ RV J—=UITRWEHZERETES.

- BRITRORE JELF 24—JLK

- BF—4

(/ONR Z14—JLRIE RC RO VY—2THRATES. Ff=, TR RV ) —VITHIE T HERR

T4 —IL RIFFFELIELY
B B®REIs—IF

BICEDEHERR I —ILK

BRI 4 —ILFDO—EIF, K7y (4 FS8)

D YSAHBHFI— FOFA
/0l 24—ILK (@—K®O—&IE, CAS FILES R4y RHiA FSER)

@ PFABEEIs—ILK
- BOMERE
- BETEOBHEERE
- EETROHK
- TRBOBORE
- BRTTEDRE
- A

cM1

/NC Z4—ILFK

JELS T4—ILF

/TCHREES

P) HETFZFIHLT,
[Fl— % N DTG HRIZIRET 5
ZEMNTEA.

JELC 74 —ILF (BHM)
/ELC.SUBB Z1—IL F (ELA) => S CHNO S/ELF (P) 2/N

JELF Z24—JLK

i

v

MF Cl4 HION2 0 S

S/ELS
5/ELC
CHNO S/ELF

cm2

02N NO2

e

NO2

v

C6 H3 N3 07

N/ELS
4/ELC
C H N O/ELF

5/ELC. SUB
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Q@ WRT—SBFROFIA
B RT—S%TH

MEEIRDH @ -7 [2,3-e]-1,3-F7> > (CAS RN : 324-85-6)

. BR 2%
Oe M B/INE - BREWANT HELDE

Ring System Data

Element ental | Size of |Ring System| Ring | RID
Analy§is | Sequence |the Rings| Formula |ldentifier|Occurrence
ES | Sz | RF | RID | Count

== + + + + +

CANS-C6-C6|NCSC3-C6-C6(6-6-6  |CI2NS |2508.41.1 |1

SiFER TEIHA| Fex X Bl BR RO
T8k

(R L) BRI I

- RRO# /NRS T4—ILE (ELK)
/CNRS T4 —JL K (B—H5n™A)
- /MR /NR T4—ILK (BRI

/ONR T4—ILK (R—H5»HN) <<RC Ry )—>
- BRRFENT SR/NROE /NRRS Z74—JLK

- BROER /EA T4—ILK (BZR2K)
/EAS D4—IJL K (BINB
- BROTHES! /ES T4—ILK (BZR2K)
/ESS Z4—IL K (&/IND
- BROIBOKRES /ST 74—ILK (BZR2K)
/SIS 74—ILE (B/INB
- RREAF /RID 24—ILF (BREH*
M1 M2
02N NO2

T e
v

RREE RRER RREE
2/NRRS 1/NRRS 1/NRRS
5-6/SZ 6/8Z 6/SZ
333.521. 14/RID 46.150. 18/RID | |46. 150. 18/RID*
=K B &R
2/CNRS 1/CNRS
3/CNR 1/C\R |

WEEE  3/MNRS  4/NR
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B IRRERF
* BRHBIT RID) FELDBRISHLTHESNIA=—5 43— FTHS.
B+ . GoImOMSZE) @ 0 (FEEIRBO

FER 1 ALER BLRRMLEZHIRRTY RIHETIEREIZL ST, ELGDGEEAHEIDT
ANTORZAAT HBEE HTEET S BRLNOBRNAHHISEEE, BERKITEE LELTR
EE I

FER 2 BRI ROMERELTLESO, MERIIRRTERELN.

MRRLBRT S5RE &IMNROTRI (EAS) BLU mIMNROTHES (/ESS)
HEEFRATS. F, BREBNFOELSICH T4 U THANGARDBENELDT,
BRIZE2TIE, BROTHER (BN BIVIRROTHES| (ES) L EMTHS.

IRREAIFORRA | BHOBRRESUVILFYENL I— FEREL, BT —4
RSD) Z#FRTFT B (RFKITIT, LFYERVIRER, HERR
DYV TIVEREENFNTHS).

@ RFRHAF RID) OfF

Indene: 333.70.45 Indane: 333. 70. 44
(CAS RN : 95-13-6) (CAS RN : 496-11-7)
1H-Indole: 333.151.57 2, 3-Dihydro-1H-indole: 333. 151.54
(CAS RN : 120-72-9) (CAS RN : 496-15-1)

N §
N

® ®BFEHl : FIRIAIUEREL 14 BRREROILEY

=> S NARBOMYCIN/CN —
L1 1 NARBOMYCIN/CN Sk /N 74— RCRERT % ]

= DRV RSD 4—[ BF—4 RSD) ZEFT5 ]

LT  ANSWER 1 OF 1 REGISTRY COPYRIGHT 2003 ACS on STN
RN  6036-25-5 REGISTRY

Ring System Data

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

A | B | sz | R | RB | Count

-+ 4 4 4 4

G50 |0C5 |6 |C50 [46.157.1 |1 [ HROBRSR -2 — ]
G130 |0C13 [14 |C130 |2576.4. 3 i%””’——”—”—’—
=> S 2576.4. 3/RID <—i /RID 74—V TR ]
L2 228 2576.4.3/RID

18



B TR, THRES

M M2
02N NO2
N\ N=—CH \Qi
OH
S e g
C3NS—C6/EA C6/EA C6/EA
(C3NS/EAS, C6/EAS) (C6/EAS) (C6/EAS)
NCSC2-G6/ES C6/ES C6/ES
(NCSC2/ESS, G6/ESS) (C6/ESS) (C6/ESS)

® itxE= EA) DxRITHA
@ BRORNMEOMHERKZE Hill AXTRE
% : C6  C5N2  CBNS
Q@ FBROBDMROHMME, DEERHN SIBER/ A 7 TRY)> TR
5] : C5-C6-CO6N/EA  C5-C6-C6-CON/EA  CAN-C6-CHN2/EA

@ RILKESESOBEMNEET DBAICIE EAEYTILIZAY k- HEQDVLZWNETRE

f5] :  C5N-C50-C58 C3NG-C3NS GAN2-C5N-C6 C3NS-C3N2 *

* CNS (% “CNIS1” EEEMZT, FILI7_Y b - MIBIETHET 3.
{5 CNS wmmp C3INST
CN2 wmmp C3ND2

@ H®FEf : C3, O, C6 =% | EELHRARIEAY (WA /EA OBRFERED

=> E C3-CAN-C6/EA 5 < [ C3-CAN-C6 % /EA 7 4 —/L K EXPAND
E1 6 C3-CAN-C50/EA

E2 2 C3-CAN-C50-C6,/EA EAS

E3 517 —> C3-CAN-C6/EA

E4 3 C3-CAN-C6-CHN2,/EA

E5 874 C3-CAN-C6-C6/EA

L1 517 C3-CAN—C6/EA

=> D 1 102 RN STR 4—[ 1 FEDMBERED RN STR 23R

L1  ANSWER 1 OF 517 REGISTRY COPYRIGHT 2003 ACS on STN
RN 544709-52-6 REGISTRY

N (CH2) 6—CO2H
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® JsuREH| (ES) DER/MRORATHRA!

@

E1
E2
E3
E4
E5

B—tHRDHN R DIR

C6
N6

ANTOREANTORFERR E L TRREINERET 5.

NC5
NH
Q (CAS RN: 110-89-4)

2EOATORFLHDZEE, EBRETREATARFETILI 7Ry METRES 5.

H
N.
NC20C2
o (CAS RN: 110-91-8)

TILT 7Y METRLEBEEDSLATARFAZDULEHDERIZE &Yl
thOANT ORFOFET DA ZERRET .

N.
NOCNG2 ( j (CAS RN: 34359-13-2)
\N/

E5ARIZK > TRRESINELDHHSIT, BRICK YVELMIEICtDOANT ORFD
FHET HARICE ST, THRESIZRES 5.

H
NCOC3 N

@ (CAS RN: 14558-49-7)

ERETREANTORFNOELMEIC 2 BONTORFLHHSEEEITILI 7Y +
IR CEISARZERES B.

NCOC2SC .
f W} (CAS RN: 51272-26-5)
N—

BERG| © TRIOWEZRFOEEYD CAS BEFES (/ES DRERHG)

O
S
( O am  FEpOERIIE
CDRFRD ES (& C6-NC20C4
n3d/

=> E C6-NC20C4/ES 5 4—5[ C6-NC20C4 % /ES 7 4 —/L RT EXPAND 9%
2 (6-NC20C30C5/E

2 C6-NC20C3SC3/ES
197 —> C6-NC20C4/ES
4 C6-NC20C40C2/ES
3 C6-NG20C40C2NC2SC2NC2SC2/ES
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B ZTOMORICEET KT —IL K

BRI4—ILFa—F = A nw
EEy BROBRTE Hill A & S CI2NS/RF
/RF T DS ADFER S 1 G12NS/RF
Ring System Formula S C2N20/RF
BRROEHITTHRR RREBAT 5T NTOITERDIE S G N S/RELF
Ring El tal F [ LD NDIFES

ing Elemental Formula A ARDTEES S C N O/RELF

S 2 G N O/RELF
IRRDEHITRTE BRRFERT SERDTHRES, S S/REL
m& %wﬁ%wwﬁﬁﬁ S1W%L
Ring Element

S N/REL

S 2 N/REL
BROEN ITHEDIEEH BREERT RN STHENDIES S 3/RELC
/RELC D S 1/RELC
Ring Element Count
BROBRFH BREERT B ETROLH S 14/RATC
/RATC S 5/RATC
Ring Atom Count S 6/RATC

* ADBITLLTOIEEMEEE

Me
Ph— (CH2) 3 L
L L
N2 AN
\, 2 :::; :: § 4
NH2 H2N
@ ci-

FEBREIT4—ILE

21
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B RT2IZBTS O BEFOFAG
BERl - ROBHBERL, ~ATORFH 2 BEFIhIBREFOLLEY

=> FILE REGISTRY

=
Uploading C:¥AAAYRIDI1. str

L1 STRUCTURE UPLOADED

=> D QUE L1
L1 STR 4/£ EROBEL, FE ]
Pt
@ a [ HERTRY L TILER @) %155 ]
"'-.,_ ‘A_l
'-A../‘

Structure attributes must’be viewed using STN Express query preparation

=35l
SAMPLE SEARCH INITIATED 17:01:59 FILE 'REGISTRY’
SAMPLE SCREEN SEARCH COMPLETED - 6577 TO ITERATE

15.2% PROCESSED 1000 ITERATIONS 50 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00.00. 01

FULL FILE PROJECTIONS: ONLINE xCOMPLETEx
BATCH  #«COMPLETEx*

PROJECTED |TERATIONS: 126680 TO 136400
PROJECTED ANSWERS: 95860 TO 104342
L2 50 SEA SSS SAM L1

=> D 1 RSD STR 4—[ 1 #, RSD STR RFMHKTHRTRI S ]

L2  ANSWER 1 OF 50 REGISTRY COPYRIGHT 2003 ACS on STN

Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | Sz | RF | RID | Count
+ + + + +
CAN-C6  |NC4C6 |56 | C8N [333.151. 57| 1
(6-C502 |C6-0C20C3|6-7 |c902 [937.195.3 |1

o cl
0 w T T _—
E??* N [ RID OBHKOI— FERES 3

NMe2

#+PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT:*

22



=> § 937/RID (S) 2 Q/REL 937/RID : BREAFI—K (BHROH)

113672 937/RID o e
6753707 2/REL. CNT 2 Q/REL : ATOEF 2 EESTBR%R

13246978 Q/REL ©) FEF - AR

5080986 2 Q/REL
(2/REL.CNT (T) Q/REL)
L3 59791 937/RID (S) 2 G/REL

=> D 1-2 RN IN STR RSD

L3  ANSWER 1 OF 59791 REGISTRY COPYRIGHT 2003 ACS on STN
RN 593288-14-3 REGISTRY
N INDEX NAME NOT YET ASSIGNED

++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-CENS |C6-NSC5 [6-7  |Col§ 1987 382.3 |1

L3  ANSWER 2 OF 59791 REGISTRY COPYRIGHT 2003 ACS on STN
RN 592509-97-2 REGISTRY
N INDEX NAME NOT YET ASSIGNED

Absolute stereochemistry

+#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
A | ES | sz | R | RD | Count
+ +: + +: +
C6 |c6 |6 |C6 |46.150. 18 |1
Co5N [NC5 |6 |C5N |46. 156. 30 |1
C3N2-C6  |N2C3-C6 |56 |C7N2 |333. 161. 311
C6-CBN2 | C6-NC2NC3|6-7 | CON2 |937.168.6 |1
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Ity MEHR

B YJty MRROFA
E&ELy b0 L BSORICEFNHLIMEERRARE LT, HEHRRT 5 &% SUBSET BREWS.

BRERDEH

REGISTRY 77 A JLICUERS N TL\SILFEHME

\

TILIT 74 IER
02N NO2
BMBETELN
T [EIFS OH
. NO2
HJty MEXE

H 7ty MEROFR

@ HEVEBEEMX CTRZEDRYAANTES.
Q@ BoNEEETI—TRTTHIENTES.

@ TINT7AIBREHNTEICHRT LAEERZIRH LT, F, BREMRERYAALTELZEN
TE5.

24



RFH

B &2RH 1 BREEOEEERXOREGN HA RH1U—L)

wmEEm=X 1

1 DIRFRIE, BRNDRFETHEH LD

6
C
[SE1 >
C_O_tJJH_CH2.CH2_CH2 JRFETH LW
i 27 37475 7

PSS ORISR LTI, AR
A7) = DPERE S FUZ S
IRFBIIRFEDFES L TODIGAITIT
HA, W 227V — %R %.

ey

C
23 1 ELL EAAET 5 PEA% 4, 51235 C-CH2-C 2% 2 BfEfEd %

0-CH-C

1149 HA CH -1C -1C -10 1007 HA 2 CHZ -1C -1C

=> SCR 1007 — 1007 DX Y —EEDAFIH
L2  SCREEN CREATED

=> SCR 1007 AND 1149 « 7007 & 17149 DELEDRMAZ 7 7/-9 WEIZET 80 —>
L3 SCREEN CREATED

=S L — RO Y= FFFETISHEERET S
SAMPLE SEARCH INITIATED 09:48:52 FILE 'REGISTRY'
SAMPLE SCREEN SFARCH COMPLETED — 34856 TO |TERATE

2.9% PROCESSED 1000 ITERATIONS 50 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE s|NCOMPLETEs*
BATCH sk |NCOMPLETEsx

PROJECTED [TERATIONS: 685984 T0O 708256
PROJECTED ANSWERS: 60740 TO 67530
L4 50 SEA SSS SAM L1

25



S AD L2 « 7007 DROY—FFIFL THEERET S
SAMPLE SEARCH INITIATED 09:49:00 FILE 'REGISTRY’
SAMPLE SCREEN SEARCH COMPLETED - 26732 TO ITERATE

3. 7% PROCESSED 1000 |ITERATIONS 50 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE soxINCOMPLETEsex

BATCH  sxCOMPLETE:* — IV FEEFEDY COWPLETE (2727
PROJECTED ITERATIONS: 524874 TO 544406 — 60 FFTFE>/=7-45, BATCH %% CONPLETE [Z7Z4:o/=
PROJECTED ANSWERS: 58679 TO 65357
L5 50 SEA SSS SAM L1 AND L2

= S L1 AND L3
SAMPLE SEARCH INITIATED 09:49:05 FILE 'REGISTRY'
SAMPLE SCREEN SEARCH COMPLETED - 18633 TO ITERATE

5.4% PROCESSED 1000 |TERATIONS 50 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE +COMPLETE# — FSAANRFT COWPLETE 2752/
BATCH  #+COMPLETEx*
PROJECTED ITERATIONS: 364496 TO 380824 — 40 BETFE /740, T4 AFEH COPLETE (2% o7
PROJECTED ANSWERS: 55264 TO 61750
L6 50 SEA SSS SAM L1 AND L3
=> D SCAN

L6 50 ANSWERS REGISTRY COPYRIGHT 2003 ACS on STN
IN  Octanoic acid, 2-phenoxy-, ethyl ester (9CI)
MF  C16 H24 03

O _©P
EtO— )— Me

++PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT*

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

L6 50 ANSWERS REGISTRY COPYRIGHT 2003 ACS on STN

IN  Benzene, [[[(IR, 2S)-1-buty|-2-(2-methy|-1-propeny|)hexyl]loxylmethy|]-
. rel- (9CI)

MF  G21 H34 0

Relative stereochemistry.

Ph O

R Bu-n

r

CMe2?2

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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B R%EF 2: BYERLZAAL-EBEERRORERS M X71)—)

® RV—1 YTty MEEROFIA

wiEEm=X L 2 ON LEBHEATD 8 O Y G TOFRTIL
RFETHD
Cy
o 48 (o ommomrEL
o Tl gm0 o8l 5 A 1 OBAI, 6 AR
. W
o

RIRDFERIL, TEDRESEERT S

ZotEEL, O & @ O/ — R H LT, D) — FOBEEZ A A7 U — THRGE L TR
T5.

D ORFZFDEFET IR )—2
Cy
;

Ch

L

c. / ®

0-1

1099 AA C *#C —C N

Q@ OEHFEZHRDEFET IR —2

6 BIRDZE 5 BIRDIGE
Cxy
| cy
Ch| H
C C Ch H
; e
C i’ | g
M_C,.—’ C ]
N

1607 AA N *C = —C 1616 AA- N C C N

=Sl — XY= FFIFLGOGE
SAMPLE SEARCH INITIATED 10:45:37 FILE 'REGISTRY
SAMPLE SCREEN SEARCH COMPLETED - 99243 TO ITERATE

1.0% PROCESSED 1000 ITERATIONS 16 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE skINCOMPLETE- — F2TAANEFEL INCOWPLETE (2754
BATCH  x|NCOMPLETEs*

PROJECTED [TERATIONS: EXCEEDS 1000000

PROJECTED ANSWERS: EXCEEDS 29367

L2 16 SEA SSS SAM L1
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=> SCR 1607 OR 1616 — @ DEFITHT SR 2 Y —2 (T, R EHFEFITT3)
L3 SCREEN CREATED

=> SCR 1099 — D DEFIETEX0Y—>
L4  SCREEN CREATED

= S L1 AND L3 — FEFITET SR~ FIEEE I EE TS
SAMPLE SEARCH INITIATED 10:46:23 FILE 'REGISTRY
SAMPLE SCREEN SEARCH COMPLETED - 68107 TO ITERATE — RO Y= FEBL TIEZFWEDHHNIL G 5o TS

1.5% PROCESSED ~ 1000 ITERATIONS 24 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

BATCH s« |NCOMPLETEs*
EXCEEDS 1000000
EXCEEDS 30266

FULL FILE PROJECTIONS: — FSANEET INCOWPLETE THS

PROJECTED |TERATIONS;
PROJECTED ANSWERS:

L5 24 SEA SSS SAM L1 AND L3

=> S L1 AND L3 AND L4 — RFEIET SR Y~ EEFITE T SR — 2 A E I EE TS
SAMPLE SEARCH INITIATED 10:46:35 FILE 'REGISTRY
SAMPLE SCREEN SEARCH COMPLETED - 28493 TO ITERATE

3. 5% PROCESSED 1000 ITERATIONS 50 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS”” ONLINE s<|NCOMPLETE=»
BATCH  #+COMPLETEx+ — BATGH #E TI& COMPLETE (=727

PROJECTED |TERATIONS:
PROJECTED ANSWERS:

L6 50 SEA SSS SAM L1 AND L3 AND L4

HERRBRZAMALTY Tty MERT S

Tr
Chhxc,»’ Ch\a?rﬁkji
c.
NCNC3/ES N2C3/ES {— /ES 74— REFIHLGEIZIE,

BRITMIT 5. SIS L =0IZIE
/ESS T4 —IL KTOREIZHS
=> S NONC3/ES OR N2C3/ES
596055 NCNC3/ES
368667 N2C3/ES
L7 953656 NCNC3/ES OR N2C3/ES

=> S L1 AND L3 AND L4 SUB=L7 SAM
SAMPLE SUBSET SEARCH INITIATED 10:48:54 FILE "REGISTRY’
SAMPLE SUBSET SCREEN SEARCH COMPLETED - 17136 TO ITERATE

5.8% PROCESSED 1000 ITERATIONS 27 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

PROJECTIONS (WITHIN SPECIFIED SUBSET):
PROJECTED ITERATIONS (WITHIN SPECIFIED SUP

ONLINE  s#xCOMPLETEx
SET) : 334889 T0O 350551
: 7963 TO 10543

28



=> S L1 AND L3 AND L4 SUB=L7 FUL
FULL SUBSET SEARCH INITIATED 10:49:00 FILE ' REGISTRY
FULL SUBSET SCREEN SEARCH COMPLETED - 345041 TO ITERATE

100. 0% PROCESSED 345041 ITERATIONS 22449 ANSWERS
SEARCH TIME: 00. 00. 05

L9 22449 SEA SUB=L7 SSS FUL L1 AND L3 AND L4

=> D SCAN

L9 22449 ANSWERS REGISTRY COPYRIGHT 2003 AGS on STN

IN  Sulfoximine, S-methyl|-S-[4-[5-(4-nitrophenyl)-3-(trifluoromethyl)-1H-
pyrazol-1-yl]phenyl]- (9CI)

MF C17 HI3 F3 N4 03 S
Gl com

NH

lé— Me

F3C /N\N4©/U>

02

*+PROPERTY DATA AVAILABLE IN THE "PROP" FORMAT:

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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B R%EH 3
@ BRRDER

G JNL—T&FA L -BE B ORRE
COBEE, BREAIFI— FERALLY Ty MRRIITELL. F, BRO/ —

(IR RYYY—2)

FA G TI—TTH5=0, BED/—FEFIFTS /EA  /ES TOY Ty MaEE,

M 29 1) =g ElR, R BRZZATHILENRHS. COBEDLSIT,

5 RIROHE

BISHENHSEE, TR RV —VZHRAYT S EHRHTHS.

wmEEl U

éﬁ%%ﬁ:?%@/—me,:huLE
: BRI L7 :

Gl I& N, 0 CTHd
RIFGILTLTY, ARZLTLVES THERLY

2 7
,C. 3 G1 g§,,N10
Lew" e oo
A S :
e d 9
5

8 D/ — L 10 FD/ — FORD
el BREETHD

9 /D) — FOESHIT, BREIIHAERT S

1o

6C-.

N 10
%,

= S LI
SAMPLE SEARCH INITIATED 17:02:28 FILE ' REGISTRY'
SAMPLE SCREEN SEARCH COMPLETED - 28271 TO ITERATE

3.5% PROCESSED 1000 |TERATIONS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE sk|NCOMPLETEs*
BATCH  #xCOMPLETEsx

555380 TO 575460

18442 TO 22268

PROJECTED [TERATIONS:
PROJECTED ANSWERS:

L2 36 SEA SSS SAM L1

D: /—FIES L TWRIREE DA 2.
T: /—RIZEES L TWRIRESOHM 3.

D

D
C C C
TC/ \E/ TC/ \E/ ¢
| | | |
C C.
T RN o C Dc
DTTTT 1865 DTDTT 1864
e p c
D Cﬁj; \\\g///
| Il
C C
° \c/ T\c
D
1874 DDDDTT
36 ANSWERS



=> SCR 1865 OR 1864
L3 SCREEN CREATED

=> SCR 1874
L4  SCREEN CREATED

=> S L1 AND L3 AND L4
SAMPLE SEARCH INITIATED 17:03:23 FILE 'REGISTRY
SAMPLE SCREEN SEARCH COMPLETED - 8339 TO ITERATE

12.0% PROCESSED 1000 ITERATIONS 50 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE s+COMPLETEx**
BATCH  #COMPLETEx

PROJECTED ITERATIONS: 161309 TO 172251
PROJECTED ANSWERS: 19547 T0 23481
L5 50 SEA SSS SAM L1 AND L3 AND L4
=> D SCAN

L5 50 ANSWERS REGISTRY COPYRIGHT 2003 ACS on STN

IN  Acetamide, N-[6-(ethylthio)-1, 3, 4-thiadiazol-2-y|]-2-[ (5-methy|-5H-
1,2, 4-triazino[b, 6-b] indol-3-yl)thiol- (9CI)

MF  G16 H15 N7 0 S3

Me
@)

+#PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT:

SEt

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):2

L5 50 ANSWERS  REGISTRY COPYRIGHT 2003 ACS on STN

IN  Acetamide, N-cyclopropyl|-2-[ (8-methoxy—2H-1, 2, 4-triazino[5, 6-b] indol-
3-yl)thiol- (9CI)

MF  CI5HI5N502 S

H (0]
N N
i S ) m
MeO Xy

++PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT+*

L6 50 ANSWERS  REGISTRY COPYRIGHT 2003 ACS on STN
IN  Spiro[benzofuran-2(3H), 2" -[2H-1, 3]oxazine]-3, 4 (3'H)-dione

6' — (4-methoxypheny|) -3’ —[ (2-oxo—2-pheny lethy | idene) amino]- (9CI)
MF G26 H18 N2 06

©}
Ph— é— CH=— N

++PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT+*

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
31



B B®%H 4. Ity MEER (ESS 70 —IL FOEERA)

E|H R HATHEL
A  RIF 0 FENR
: 2 UL, RUT—, BGUEEY) RRHAMERIEEMERR<

Gk JIL—TE2FAL-BEEERKXTIE R U—onRELIZ L=, 2 FILgETO FULL FILE PROJECTION
HY INCOMPLETE (275 EAH5D. O, IRT—2ZFALT, 7ty MERTHLIZKY, TILT7AML

1R % COMPLETE 29752 EMTES.

6 fHE1EE
?’1r I REE EED TAL-HD BREEVGERLR FmE EEN ol Eowd  ~JLHH
ElBE oxmE e vl N wKTS2

#4 15 (1) *Standard*

Blelfiar.dF 190

et | |

Lok
-1
¥q,
A ]
Al AW
-G1 OHOSNPGIBrFSiI—EiG
B zo00A0/01 1005085
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@ STN Express ODREET 1 LA EEHS>TRY )=V &ERT 5.

4
HEF IS LR
L]

BND MOT HIlB: FATHIRR AL |
MilA—EHFE PO =
HOT 2049 ~
NOT 2043 [
MOT Bl FHTErE

"E-'. ..
LAJ:(DESE “*&ﬁjiiﬁlﬁm

W
"L

MOT 2 Ll B m & F0HE

KN
# STH Express HiB 818 SER LELE

B5OAN AR |

BB EEs |

2080 - Alloy r;I
2049 - Coordination Compou
2053 - Manual Registration
2052 - Mineral

o

CHy Gy

2087 - Mixture
2043 - Polymer
2067 - Homopolymer or copo

(3 CH 2068 - Polymer that iz a =tuc
1“&0/ i - 2089 - Polymer that iz a stuc
i EFHBEERAITED | 2070 - Poymer that i 2 st
- Ical 1on
0 WUEIVERE | [2082 - GASREAGT
el i#7 | |4 | _>|_|

=> FILE REGISTRY

=> ....Testing the current file...
ENTER SCREEN EXPRESSION OR (END) :end

screen
=> screen 2049 OR 2043 OR 2039 OR 2127
L1 SCREEN CREATED

=
Uploading G:¥Program Files¥STNEXP¥QUERIES¥ring. str

L2 STRUCTURE UPLOADED

=> que L2 NOT L1

L3  QUE L2 NOT L1

= S L3

SAMPLE SEARCH INITIATED 09:33:45 FILE 'REGISTRY

SAMPLE SCREEN SEARCH COMPLETED - 39233 TO ITERATE
2.5% PROCESSED 1000 ITERATIONS

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)

SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS:
BATCH  sxINCOMPLETE#*

PROJECTED ITERATIONS: 772888 T0O 796432
PROJECTED ANSWERS: 4498 T0 6486
L4 7 SEA SSS SAM L2 NOT L1

33

A7) —2 &S0 L1 EHEEERRO 12,
IHICAY Y= CEEEAO L F5n
HE N L3 OEXOMER S D

7 ANSWERS

ONLINE *<INCOMPLETExx — X2 1/—>ZFSZF|fFL TL, INOWLETE AFrSHS



=> FILE REGISTRY

=> ....Testing the current file.... screen
ENTER SCREEN EXPRESSION OR (END) :end

=> screen 2049 OR 2043 OR 2039 OR 2127
LT SCREEN CREATED

=
Uploading G:¥Program Fi|es¥STNEXP¥QUERIES¥ring. str

L2 STRUCTURE UPLOADED
=> que L2 NOT L1
L3 QUE L2 NOT L1
=S L3
SAMPLE SEARCH INITIATED 09:33:45 FILE 'REGISTRY’
SAMPLE SCREEN SEARCH COMPLETED - 39233 TO ITERATE
2.5% PROCESSED 1000 |ITERATIONS 7 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE *xINCOMPLETER* <« Z/L 771 /L T&74L)
BATCH sk |NCOMPLETEsx

PROJECTED [TERATIONS: 772888 T0 796432
PROJECTED ANSWERS: 4498 TO 6486
L4 7 SEA SSS SAM L2 NOT L1

=> D SCAN

L4 7 ANSWERS REGISTRY COPYRIGHT 2002 ACS
IN  3-Morpholinone, 4-methyl-6-(4-nitrophenyl)— (9CI)
MF  C11 H12 N2 04

Mle
O\(N NO2
o:: :::::
*xPROPERTY DATA AVAILABLE IN THE 'PROP’ FORMATx
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L4 7 ANSWERS REGISTRY COPYRIGHT 2002 ACS
IN  Piperazinone, 4-[ (5" —chloro[2, 2' -bithiophen]-5-y|)methy|]-1-(1H-

pyrrolo[3, 2-c]pyridin-2—yImethyl)- (9CI)
MF G21 H19 CI N4 0 S2

Zm

S
[ ov—cEa—¢ <

= CH2——N

/

++PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT*

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END <« SCAV Fr&#7T

34



@ BT AEFE-THERTEZAL, TOEEEY MR L TYH Iy MRRERTT 5.
BT —2DRET 4 —IL FIZDULTIE, CAS FILES R4 v kA4 RS

BR7T—45% REGISTRYD 7 1 )L COFEREDFHB-DOLVTIE,  TREGISTRY 77 A JLEERER] BERICTHHA.

=> S NC2NC2/ESS OR NG20C2/ESS OR 0G2002/ESS
559702 NG2NC2/ESS
251470 NC20C2/ESS
50657 0C20G2/ESS
L5 848803 NC2NC2/ESS OR NC20C2/ESS OR 0C20C2/ESS

=> S L3 SUB=L5 — L5 FY Tty M L3 FHE

ENTER SUBSET SEARCH SCOPE — SAMPLE, FULL, RANGE, OR (END) :SAM — YIEEE
SAMPLE SUBSET SEARCH INITIATED 09:35:32 FILE 'REGISTRY'

SAMPLE SUBSET SCREEN SEARCH COMPLETED - 6172 TO ITERATE

16. 2% PROCESSED 1000 ITERATIONS 50 ANSWERS

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)

SEARCH TIME: 00. 00. 01 TN 7 A IAEEDHFES
J

PROJECTIONS (WITHIN SPECIFIED SUBSET) : ONLINE  #xCOMPLETE:*

PROJECTED ITERATIONS (WITHIN SPECIFIED SUBSET) : 118734 TO 128146

PROJECTED ANSWERS (WITHIN SPECIFIED SUBSET): 6822 TO 9224

L6 50 SEA SUB=L5 SSS SAM L2 NOT L1

=> D SCAN

L6 50 ANSWERS REGISTRY COPYRIGHT 2002 AC

IN  Benzenecarboximidamide, 3-[[4-[[2-(3—chloropheny!)etheny|]sulfonyl]-2-oxo-
1-piperazinylImethyl]- (9CI)

MF €20 H21 Cl N4 03 S

e

H

++PROPERTY DATA AVAILABLE IN THE "PROP" FORMAT

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

=> S L3 SUB=L5 FUL — TN 71 IUEEEZET
FULL SUBSET SEARCH INITIATED 09:37:47 FILE "REGISTRY’

FULL SUBSET SCREEN SEARCH COMPLETED - 124204 TO |TERATE

100. 0% PROCESSED 124204 1TERATIONS 4534 ANSWERS
SEARCH TIME: 00. 00. 02

L7 4534 SEA SUB=L5 SSS FUL L2 NOT Lt

35



=D130

L7 ANSWER 1 OF 4534 REGISTRY COPYRIGHT 2002 AGS

RN 443694-49-3 REGISTRY

CN  2-Morpholinone, 4-[10-(ethoxydimethylsilyl)decy!|]-5-(2-methylpropy!)-
(5S)- (9C1)  (CA INDEX NAME)

FS  STEREOSEARCH

MF G22 H45 N 03 Si

SR CA

LC STN Files:  CAPLUS

Absolute stereochemistry

i—%u

| (CH2) 10
K‘S\N/ ' i/Me
j “SOEt
e

@)

++PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT*
1 REFERENCES IN FILE CAPLUS (1967 TO DATE)

L7 ANSWER 30 OF 4534 REGISTRY COPYRIGHT 2002 ACS

RN 437997-70-1 REGISTRY

CN  4(1H) —Quinazol inone, 2-[3-[4-(4—chlorophenyl)-3-oxo-1-piperazinyl]propyl]-
(9C1)  (CA INDEX NAME)

FS 3D CONCORD

MF G21 H21 CI N4 02

SR CA

LC STN Files: CA, CAPLUS, TOXCENTER

g I/\N‘©\
N.
\”N— (CH2) 3 N\/ﬂ .

+#PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT:
1 REFERENCES IN FILE CA (1967 TO DATE)
1 REFERENCES IN FILE CAPLUS (1967 TO DATE)

1



B &%H 5: EELDER

............................................................................................

HSHRIE LI R
2 s 6 BO A (Tl DR EH—y RIS
Nt  EE BR FEERESEHRLTLS.
T N T BO KD AR EL— T
’ BE b5— s FIERELE DS UL
1o - BRLTLS.
6N 0.5 621 0. X S
SR
= S L1

SAMPLE SEARCH INITIATED 14:30:00 FILE 'REGISTRY’
SAMPLE SCREEN SEARCH COMPLETED - 28899 TO ITERATE

3. 5% PROCESSED 1000 ITERATIONS 50 ANSWERS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE sok|NCOMPLETEx
BATCH  #+COMPLETE:*

PROJECTED ITERATIONS: 567830 TO 588130
PROJECTED ANSWERS: 26619 TO 31179
L2 50 SEA SSS SAM L1

=
Uploading C:¥Program Files¥STNEXP¥QUERIES¥REIS. str

L3 STRUCTURE UPLOADED — L1 OEEZBEELLEIMEEZ/ERL, FUHT
=> D QUE L3
L3 STR
2
NP
’ ¢ 13

NODE ATTRIBUTES:
DEFAULT MLEVEL 1S ATOM
DEFAULT ECLEVEL 1S LIMITED

GRAPH ATTRIBUTES:
RING(S) ARE ISOLATED OR EMBEDDED
NUMBER OF NODES IS 7

STEREO ATTRIBUTES: NONE
=> S L1 AND L3
SAMPLE SEARCH INITIATED 14:30:30 FILE 'REGISTRY’
SAMPLE SCREEN SEARCH COMPLETED - 6364 TO ITERATE
15. 7% PROCESSED 1000 ITERATIONS 50 ANSWERS

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED)
SEARCH TIME: 00. 00. 01

FULL FILE PROJECTIONS: ONLINE *<COMPLETEx** - _
BATCH  ~xCONPLETER: ﬁ@%ﬁ% AND BB &

PROJECTED |ITERATIONS: 122499 T0 132061 s )
PROJECTED ANSWERS: 26735 TO 31303 AT =35 A1 COMPLETE L7~

L4 50 SEA SSS SAM L1 AND L3




= D SCAN

L4 50 ANSWERS REGISTRY COPYRIGHT 2003 ACS on STN
IN Prost—2-en-1-oic acid, 11-hydroxy-9, 15-dioxo-, (11a)— (9CI)
MF G20 H32 05

Absolute stereochemistry
Double bond geometry unknown

(CH2) 4
~= ~~CoH

(CH2) 4

/’-'-

Me

#«PROPERTY DATA AVAILABLE IN THE ' PROP’ FORMAT

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

L4 50 ANSWERS REGISTRY GCOPYRIGHT 2003 ACS on STN

IN Cyclopentaneacetic acid, 4-oxo—2-[2-oxo-2-(phenylthio)ethyl]-,
methy| ester, (1S-cis)- (9CI)

MF  C16 H18 04 S

Absolute stereochemistry

oﬁ’J\\\OMe

*+PROPERTY DATA AVAILABLE IN THE "PROP’ FORMATxk

38



FEHOEEERADFIADIER
B BERRDOLEE, ZOoNEEZR—EELICH(GESE, AOEEERR & L TERL,
AND SBE T A58 L TIIBONIEBENELS.
BE B

HwE A

) L
@ A ¢& B AEIULEEEMXDICHIES

A & B MREI—EAADR—EERNITHFET SMENRRSNDS. =1L, A DiEEE B OEED

B YL
BEgERL 1

OH
N hH,

PN
JN

mEw®X = S L1 FUL
E&5 (R—EERICHY, FGYIFELY)

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

HOzC
w1
Cl C1

MNHz



@ A & B MRIOBEERKICHMINTINSDIES

A & B DR—YERNICHEET SMENBREREINDS. LIA>T, A & B BTN TIEHIMEDRIDS
THAGEILEHTRESIND.

F1=, A OEL B OBEDELZYAHLLDLBRRIND.

BEEr=X L BEEMK L2

[}\UH

J

® HmEX = SLIANDL2 FUL

O

® [EEH
- A—\ENIZHY, ELYIFEL @Enko © ORE)
- A—\BERIZHY, ERYHLHS

IN Benzoic acid, 6-amino—2-bromo-3-ethyl- (9Cl)
MF €9 H10 Br N 02

CozH
HzM Er

Et
- BESD OREDRIZH B
IN Benzoic acid, 4,4 —oxybis—, polymer with 3-(4-
aminophenoxy) benzenamine (9CI)
MF  (C14 H10 05 . C12 H12 N2 0)x
Cl  PMS
M1

S e

IH=

2

M2

HOz C~ : : ~C0zH
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B BMBEETST AV M EBEERXOERE L HRIEDEN (&)
BaEm= fRl—RL5r Rl—R5rH ARG
E#RYEL) E"YhY) (BIBED, ThTh
RIS HIZFAES D)
BEEmK L O X X
N Js Py
/ / [ R Ttz Cl
S -
Rl—mshIc,
BEISTAVE
BWEIST AV BEISUAVB A B #lAEL
BEEMX L O O O
O, -H - M 1
/ (R [N

L

HEEERX 12

O

Rl—msehic,
EEER L,
L2 #WAST

Et

o,

HHz

M 2

HOz2C : : CozH
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