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MARPAT 2774 JL& REGISTRY/CAplus Z74JL

B MARPAT J74J)L&, REGISTRY 774 JL, CAplus 774 L0 HL 8%

(2023 &£ 12 AB)

MARPAT REGISTRY CAplus/CA
i 3C ik B i1 R 3 ik B i
La—Fa (B3 D73 1 — B fi) e R A (B 5 D72 — B )
CA J7ANICIREZFL: |LZEEE, B, 25, K MTEI
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- ERM
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; e - BERRMNTHE - PEPIUMERSIN
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#9 2 {8,800 ALO—F | # 6,240 FLa—K
% 58 751_/:—|~“ - BHUSDOLO—F (B EFX$ 1,960 B
IR 83 4 (TRTHFLI—F) (1907 f~) (1808 £ ~)
(R %) # 2 R 1380 ¥
(CA ¥ 1984 &F~) - B OLa—K CA 774 :
(INPI B3 1961 £ ~) (1957 & ~) #9 4,850 ALO—F
9 7,440 A (HFEFIE$ 1,160 F#)
(1808 4 ~)
EHBIEEY O (&) O (CAS RN®)
g Rz — x 1 O (CAS RN®)
Y| BHIEEY X O (CAS RN®)
E ~ o RE
fz@;égf A% O (CAS RN®)
— CAplus Z74J)L & H
BHRE i =H CA 7741 &l
CA F7AILICIREEENT= CAplus I74)b -
BALSY %12 MARPAT Z74JLIZ IRERHERTR

4R £

1~2 B LN IZYR %
CA 774J)L: 3~6 B

1 EEAOMERRERR. T, E/Y—BRDNIL—LShATVSES, TOE/I—(TRER

Ed

%2 150 7I/MBEEDVETORTFRINE NS

TILG—atEElix

EREGEZEROERKRELTEHITASICLET, 2HOLEYEZRBALL-EER.
EE2EPFEORHHFICELRON, I—hvPatlglE, Y—hyiamKX LIS,

(RILT—2aBEDH)

(Rit, Cl~4DF 3k, Fbr= L3k FI—ti5rt,)




A BFE

MARPAT J74JL

B MARPAT 774 JLIE, Chemical Abstracts Service (CAS) DNER T BV ILHY— a2 (Markush)
BEZETCHHBROIZAILTHS (RILI)—PaBEBLFIEEBED—BRADIL). FL—
LADTIILYG— 1B ENRHHERENTESIFAILTHS.

- La—FE{
- XH () B4 LO—FFES (AN) (& CA I70J)LERL (CA B iEEHES).

- IR ER o R A EF

- CAplus/CA F74ILINETRERBMUL 56 »F 5 EE#E, 2 BB AHEOEHSETH
U, CA Z7AILIZINEE T AHEHHEDIE, TILI—a B ENRENHIIEHZ NG

* http://www.cas.org/content/references/patentcoverage &

- WHEMRIEED
- ARILEY, AHRERLEY BEESOYE (ESEMN 10 TTOYEH)

- IR RNDIEEY
- A% 2ERLLY BHIE SEHEILEY
- BEDILEWE (REGISTRY I7MILICIRBINDLSUEETRNARLYME)
- FRELEBRDOILYI—aEBE Bl: --NR-(CH2)n-C(=0)-- D&LSLEHHHEE)
- TXAF (XFF|) TREBINZTILY—228E (fl: "halogenated alkenediols™)
- RUT— (F=FZL, JLI—2aBETREN, N DOIL—LSNTVSE/I—FIRE XN R)

s YN — B EDINERREEINERE
- 1984 £ (HHRTHE) LIFE - CAplus/CA T7AMILDAR—w o8k M5 INEE (CAS 1ERR)

RILVI)—aBENFEME MARPAT J74)LH D&
4 S S R &6 TILT—aBENNEEEIND Patent location: claim 1
4%%#3?*%& ISy —akkiE Patent location: disclosure
MNEWSEEICIEEEINS '

SR DF MR HKBADHEMEHBEDIILI—1481E | Patent location: claim 10
A, EHFEREEDTILY— a4 E | Note: also incorporates
FAETHEEICNETS broader disclosure

- 1961~1988 & (JFHHITE) - INPI KFYRHINE=T—2 (R—=U 908 HEIRLELY)

RIV)— VA EDHFEEMLE MARPAT J7A )L DL &
BHBREBEELE | INPL AFETHT—4DH T, atent location: claime
5 B9 O 5% 4 72 554 B CA IREZFFHETHEILOD ' y neid
structures from disclosure

* 1984~1988 ML O—FIL, CAS ERLDT—42E LU INPI HEDT—2DELLHZFIREFZFL TS
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BIB
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274D
EIE B

= Ak |A
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ABS

CAplus/CA
T7A4ILD
£ 8%

IND

CAplus/CA
T7A4ILD
REI1ELR

\Vd

AN
Tl
IN
PA
uo
uos
S0

DT
LA
IPCI

o | VI—F&ES (AN) [& CA J7/)LERL (CA PEEES)
136:102298 MARPAT| |

Preparation of substituted pyridines

Norbert, Lui; Panskus, Hans; Schnatterer, Albert

Bayer A.-G., Germany

BAYER AG

Bayer

Jpn. Kokai Tokkyo Koho, 5 pp

CODEN: JKXXAF

Patent

Japanese

c07D0213-807 [ICM, 7]; CO7D0213-00 [ICM, 7, Cx]; CO7B0061-00 [ICS, 7]

IPCR C07D0213-807 [I,Al; CO7B0061-00 [I, C+]; CO7B0061-00 [I,A]; CO7D0213-00

[I,C+]; CO7D0213-79 [N, Al; CO7D0213-80 [I,A]l; CO7D0213-803 [I, A]

CC 27-16 (Heterocyclic GCompounds (One Hetero Atom))
FAN. CNT 2
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl JP 2002020372 A2 20020123 JP 2001-169465 20010605
DE 10111874 20011213 DE 2001-10111874 20010313
PRAI DE 200010028141 20000608~ | ~—o o/ 3 DTl H—S 215 £INER
DE 2001-10111874 20010313 s
DE 2000-10028414 20000608 (1988 #F Llf)
0S  CASREACT 136:102298; MARPAT 136:102298
GI
pE
B3 MARPAT J774JLTIE
i L Bl CAplus/CA 774 LD 1E %R
| FRTITDBDIENTEEN,
] 17~ BRI HILTTEGL.
I ]
! k2
I
RS N k1
I]I II
AB Title compds. I (R1, R5 = G1-10 alkyl, C6-10 aryl; R2, R4 = H, C1-10
alkyl, CN, CO2R6; R6 = G1-10 alkyl; R3 = H, CG1-10 alkyl, (un)substituted
C6-10 aryl) are prepared by reaction of 1,4-dihydropyridine I (R1-R5 = same
as I) with Me nitrite in the presence of acids containing <20% oxidizing
components. 4-(4-Fluorophenyl)-2, 6-diisopropyl!-3,5-di (methoxycarbonyl)-
1,4-dihydropyridine was oxidized with Me nitrite in the presence of HCI at
60 - to give 98% 4-(4-fluorophenyl)-2, 6-diisopropyl-3, 5-
di (methoxycarbonyl)pyridine
ST pyridine prepn; hydropyridine oxidn methyl nitrite
IT Oxidation
(preparation of substituted pyridines)
IT  122549-42-2P
RL: IMF (Industrial manufacture); SPN (Synthetic preparation); PREP
(Preparation)
(preparation of substituted pyridines)
IT 624-91-9, Methyl nitrite 132008-67-4

RL: RCT (Reactant); RACT (Reactant or reagent)
(preparation of substituted pyridines)



A BFE

(ISR NI~
a3 HAXBREEBRET
G 2 e Ry ()
HEAREBHE 1
G 1 (G YIL—TEEDH-HEE)
~
G1 = alkyl <containing 1-10 C> /
aryl <containing 6-10 C> / (Example: Pr-i)
G2 = H / alkyl <containing 1-10 C> / CN /
alkoxycarbony!| <containing 1-10 C> /
(Examples: C02Me / CO2Et)
63  =H/ alkyl <containing 1-10 C> / EXE®/1 RO
aryl <containing 6-10 C> (opt. substd. by 1 or >(ii”’_j (B#E) O
more G4) /(Example: 13) 7=
O_F  BFEHBETISTAVE
1 th DB A
h4551-F( G4 = halo / NO2 / alkoxycarbonyl| <containing 1-10 C> /
CN / alkyl <containing 1-10 C> -
HL— LD Patent location: claim 1} YILI)—LalBEREHUE
Myt < MSTR 2
&
(MARPAT X
IJ7AILEEE G 2 =
D1 ) EXEH 2
G 1
G1 = alkyl <containing 1-10 C> / h
aryl <containing 6-10 C> / (Example: Pr-i)
G2 = H / alkyl <containing 1-10 C> / CN /
alkoxycarbony!| <containing 1-10 C> /
(Examples: C02Me / CO2Et)
G3 = H / alkyl <containing 1-10 C> / =
aryl <containing 6-10 C> (opt. substd. by 1 g*ﬁ*ﬁ 2 FO
or more G4) / (Example: 13) YG TIL—T (BERE) O
E&E
1_>—F
G4 = halo / NO2 / alkoxycarbonyl <containing 1-10 C> /
CN / alkyl <containing 1-10 C> J
\Patent location: claim IJ T —akgERguE
MSTR H D #
MSTR 1 DEE &L ANE 15l

(Specifically claimed)

AMOIL—Lh (EEELE) T,
EFFERSNTWSEREZINE

(Specifically claimed: Me)
AFILEMENBERIA TS

(Example)

EREFCRBOFMABAEFIZEEEH
SNTWSERMLHRMEHSER
B (2R £%

(Example: Pr=i)
AVTOENLENFIRELTHEFPIC
EEIhTLS

(substd. by)

optionally substituted by

N e (substd. by 1 or more aryl)
substituted by ME@?’_% 1 UE®D aryl ENEHRT S
(opt. substd by.) EBEOEREOHEEERT (opt. substd. by 1 or more G4)

1 UED G4 NEHBLTULTHELL
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CAS FILES 28175t E M E X 3|

B BHFPOLEYE DI
B E DS
- EFHER P& RN o o R DB oy
(P2002~20872A)
1";523*1” CADIUS/CA - . () 2E vﬁlnm]n%ﬂwj\‘ul.zﬂ)
T7AIVITIREFSND. TS s i
- REH -5 REE T e T e

NEELGHREDLEHNE

ST FAFLISENIRT

- MARPAT J7A)LIZIX, $5FEEs

BWEFOINI =2 aBENREI
nd

- MARPAT J74JLIZIE CA T7AIL
CRICKHFOBEBRMNEFTNA TS

[¥, CAS RN" T% 3| B L s e
b, = -
5 fts 51 ¥ 57 35 K S B +
F R
RN~ ] R
[0} O = R
MeO—u Ié—OMe
| R1, R5 = C1-10 alkyl,
P WP ~ppi 06510 aryl; R2, R4 = H,
C1-10 alkyl, CO2R6 ...
* RRORAEBANS
#3958 8 L85

T S s
= T i o SIAISSRGE SR

= UL e e
=+ o

B~

w

RELFEMERSE
(CAS RN")

REGISTRY 274

CAS RN*®
F
MEO—@ U:—OME
.
‘ o
i-pr N Pr-i

MARPAT J74 )L

53

CAplus/CA M
| BHMB (ER
|, wix, &5l

DO2EL )

Gl = alkyl <containirg 1-10 G /
aryl <containirg 6-10 C> /
G = H/alkyl <containing 1-10 C
alkovoarbony | <containing

G = H/alkyl <cortaining 1-10 €
S L e e e i

G
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B MARPAT 774 /L& CAplus/CA J7AIILDIREGEEHEDBE %R

CAplus 774 JL (1808 &£ ~)

CA 774JL (1808 £ -)

MARPAT J74JL (1961 £-)

B EEMEDORSIFEH

MARPAT REGISTRY/CAplus
1961- 1981-
WHBRER | o pioime EHONBCEDYDHIEEDILENE
1961-
BErEREEPICTILI—
ENBNE S, EEREOEES
EHO RAOTILI—La B, BHH
HELRE | xgEovAs—aERERET
ZBAIIETE (L, RBEO
SRS B AN D (3R RS 40 40 oh RS 4K
[FUR 8E LAELY)
1907-
RPOHBICEHLYDOHIBEDLEYE
* A5 D hard data BNHEIWEMNKRZ IS DB.
5 I 451 * 1993 ELBEO—HOBEHITONTIE, £
Bl @ hard data DLV E (Prophetic
WHE) LREISN5.
* LBELTEFONTONABRME XREI&
NELN.
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B E5IH - FEHXE (2002 EOLAKBES 20372 SOBEARIFEH)

REGISTRY/CAplus 774l

CAplus/CA 74U, ¥ EILEMED CAS RN® NFE5IShb.
REGISTRY 77/ T, ThoDEHEILEYMEF R ERERT DI ENTES.

5 fie 451 OD ¥

RELY CAplus/CA 774Dt &M FE 5|
[SEfEM] ] e 1 (RREHIE L Al )

TREFEHE AT M & b E A S L, 2 SRR | gy 132008-67-4
FEDAREE M REEEE F O A ] A A & s~k
0. 1 4 EEAEOETEE 4 8 SRR O F
3TEMATIMET S C LN SR LT RS L
LT ([ ) @@Ef@aanizl, 4 - FoEgis o
LD ARIETESEHE (FFIRIL) Ocsb o A 24T E u
m’br;_ Me(O— — OMe
ONERDE= . I |

4 1 OAD AREERT, 4- (4 - dTT e i-Pr N Pr-i
Ly -2, RBP4 v -0, 50 {4 R

HLFEZ) -1, 4-Le kel T 50 gk
2250 gk T RENBOHBIE AR 0T

P CmA R, K THRRES FL ] S ENLES =t 624-91-9, Methyl nitrite
OTTMALL, 20 CIHMILLR, 4 5mmae T
Ok kES b P U T AL OB g BEERILTpHE

(AL 7o, BE R EHEABL, 2L O=—N—0—CH3

EEESEE00m )l vk T2k, RO THET
EHECTHERLE, 4 (4 —Fhda 7 =2k)

2, B-wfuTaEil-3, - (« bkadillE | R 122549-42-2P

Sb) —EUELT 36 edsldh, ChitBRoo
B uEECH T A, |
[(0032) My

21047 ARGHRMT, 4- (4-704u7 =2 0 ?
K —2, B-PAVFREN-3. 5P {4 H U3
MeO— — OMe

-
N

i-Pr Pr—i

CAplus/CA T7A4ILDFESIE 5

ST pyridine prepn; hydropyridine oxidn methyl nitrite
IT Oxidation
(preparation of substituted pyridines)
IT  122549-42-2P
RL: IMF (Industrial manufacture); SPN (Synthetic preparation); PREP
(Preparation)
(preparation of substituted pyridines)
IT 624-91-9, Methy!| nitrite 132008-67-4 )
RL: RCT (Reactant); RACT (Reactant or reagent) Point

(preparation of substituted pyridines) CAplus T7AILTILZME M D
HEITHEEITETED 3 WE
hotEFBELGWEEYRLALY !




MARPAT 274/l

A BFE

alkyl, aryl EWVoF=—B KM Pr-i LEBIZETISNTLNS.
MARPAT 74Tl FNoD—BXITIL—TE2REBETHIENTES.
HEFEKREE DR MARPAT 774 JLICIREZ SN D TILY—L 2 E
TR MSTR 1
(e sEshan &5 ]
(EaRTE1] (D 3
(k1] , G2 G2
Vi d |
Rt R? G N G1
|| (0 b y\
R N '
i alkyl (1-10) E7=I& aryl (6-10)

o RUEURSIE—-TH B RIIIEEGY, LT
FBA Gy Gy~ FIUFILIIC~Cy g~ T —ILE
#FL. RREURMIB—-TH2 RITBELY, LT
FaIKFE, C~Cy~ FILFIL. CNRIICOORS(C
CTRMIC, ~Cyy ~ TILFILTHDIERL, RITK
. GGy~ FILFILERT, RIIBEEL
o5, =0, COooRS (RS LS TERELILEBYT
#H3). ONBLLI(IC,~C, ~ PIFIL ILVERSN
TTBENC~C —TI—LERT, DE#RIN
o1, 4 - JeFnE S E B R 2 0B B M AHE
SH Y AEOIFE FICHHEE A L RIS A28
%?@&?éﬂﬂ)
2

. RI~ROAT ) TERLLEBYTHS, OEk
INE DU EDENERE,

(B{KH : 4vFOE L)

G1 = alkyl <containing 1-10 C> /
aryl <containing 6-10 C> /(Example: Pr-i)

G2 = H / alkyl <containing 1-10 C> / CN /
alkoxycarbony!| <containing 1-10 C> /
(Examples: G02Me /CO2Et)

G3 = H / alkyl <containing 1-10 C> /

aryl <containing 6-10 C> (opt. substd
by 1 or more G4) / (Example: 13)

L

G4 = halo / NO2 / alkoxycarbonyl <containing 1-10 C>

/CN / alkyl <containing 1-10 C>
Patent location: claim 1

Point

MARPAT J7AJLICIXERIERICTEEHSNT=E L
EZDYEMNINEFESNTLNS

BERRETOIBIZT—BAITIL—TELED-RE
#E179 (X REGISTRY/CAplus 77/ ILLYELE
BB RICCOEHFER DITBHIENTES




A BFE

B REGISTRY J74JL, CAplus Z74JLE MARPAT 7ML THELNDHEHFDEL
* MARPAT 774 THLNBEH(X, T CAplus/CA T7AILIZINEERSN TS,

- LAl EEMEDORIIAHELIVBRRBREDENICE LT, TENENDIFAILTHELND
BHEFIEVWLELS.

REGISTRY/CAplus D F I2H1 %
MARPAT Z##& & $452&ITEST,

LM EmEES S OERNGH
BN AREIS CAplus/CA T7AILULER it R4 %

REGISTRY M5
CAplus Z714ILD
JARF—N—rE
THLoNTFFEF

MARPAT J74 )L
TRrbhI=FEF

| |
MARPAT J7A4ILTOHEFOND4EEF REGISTRY/CAplus 774 IILTHDH
BondHEEr
JL—LOEEHFICEEEBRRICT—HT
SETEDLEEMENREH SN TGS TII— 1B EEEFTEEE
e e

(BE) IIWI)—VaBEDHTREEHTEHLEYEDH -
D BEBREN-—KX FTILFL, ATORLGE) TRHESATVDIEEY

2) BREZEIIEMENELHY, HASOEITIVSHOBELSRLETHELEY



B MARPAT Z71/LDEZE

MARPAT J74ILDRBRFBIZHEDRETHAIIYFLARNL, THEH
LRILDEEAEZEE, RRPLIVEAZERTAZESHEBNLET.






B MARPAT Z74/LDIEFE

MARPAT 77/ ILDERFE

H MARPAT J77/J/LDEE

* MARPAT 774)I&, JL—LBDINI—L 1 BENCHHRAEBEETH-HDIT7/ILTH
5. &oTC, RAELTHEERZEZFRTS.

wEERRX

AkCLAS g

om
'Atom Atom
}t%m OWSS
Atom |CLasg ‘CLASS
a8 CLASS

CLABS

pre)

MARPAT J7A4I/)LDEIE

MSTR 1
3
G 2
G | ﬂ l 1
G1 = alkyl <containing 1-10 C> /
aryl <containing 6-10 C> / (Example: Pr-i)
G2 = H / alkyl <containing 1-10 C> / CN /

alkoxycarbonyl <containing 1-10 C> /
(Examples: CO2Me / CO2Et)

G3 = H / alkyl <containing 1-10 C> /
aryl <containing 6-10 C> (opt
1 or more G4) / (Example: 13)

1 _>—F

G4 = halo / NO2 / alkoxycarbonyl <containing 1-10 C> /
CN / alkyl <containing 1-10 C>

substd. by

Patent location:

* MARPAT J7AIILCEITRIRELRHER R I4—ILF

claim 1

BERIEHE a—F B A 7161
La—rES /AN CA BWERES => S 109:73345/AN
- RNI—aBEPOTFRAMER | _
BEAX%RS5I /Bl (7zL) ANDE] Y LT 8 58 => S SALT#
A#A /ED AAB B => S 20070321/ED
E#HH /UP EHH => S 20070321/UP

- MARPAT 774 TI&, CAplus/CA T77AIIERILXEBRERRITDENTESD,

ERORUNDITA—ILFZEIRFRTHIEFITERL.

- BEEH, P& RIFERERRIHEEE, CAplus/CA TF7AIVITYVRARA—/N—LT

BREID.

- MARPAT 74 DL a—F&HEE (AN) (L, CAplus Z74ILDERES (DN) LU
CA 774)LDLa—KES (AN) EHBELTHY, L BEIZXKEIVORA—/N—HHHE.

11



B MARPAT Z74/LDiEE

TILY)—L 1B EDREI

B MARPAT J74ILICIE, RILO—SaEEAREgshTns.

- WY=L aBERF, ERER (G TIL—TEEHEE) LEBRE (G JIL—T) TESEI

Nnb.

- G JIL—TDHEIFTFAL (H, alkyl, aryl ) F=IF#HF (13 L) TRSINS.
HFEIT BEISTAVMPOHEERERLTLS.

(% 8% 55 5K 80 B8 Otk #% ]
EEte
(53R EeE]

(E=R1E1] TN (D)
(k1]

{an

I R EURIIR—THIRIIBESY. T

TE R C~Cro— FILFILFIACe~Cro— FU—IL 7
FL. RPEURIIB—THLIMRIIEES, LT
B a7k, G~ Cio— FILFIL. CNIIICOOR® (Z
CTRMICI~Cu—TIFILTHDIEEL, RHIK
F. Ci~Cro— TILFIERTH. XAFECLUN
o4, =+0. CooR® (RMIESETESLIZESY

THE), CNBELLICI~Co— FILFIL CLUEHRS
NTNTELNC~Cr—T7—ILEERT. OEES

Nz, 4-UEROE YRR RS 0 EE W E
ST SR T AREOIEE F DR A LS RS

HIEERHEETHTL

[MARPAT J7AJLICIREFEINDTILI—atEE])

@

/

©)

/

MSTR 1 TILY—a
:]_ BEDES
G3 ]
G2 G2
| | — EREE
G N Gl
h
G1 = alkyl <containing 1-10 C> / aryl
{containing 6-10 C> / (Example: Pr-i)
G2 = H / alkyl <containing 1-10 C> / CN /
alkoxycarbonyl <containing 1-10 C> /
——___(Examples: C02Me /CO2Et) ___________ .
G3 = H / alkyl <containing 1-10 C> / !
aryl <containing 6-10 C> (opt. substd.
by 1 or more G4) / (Example: 13) I ERE
L ;
G4 = halo / NO2 / alkoxycarbonyl
<{containing 1-10 G> /CN /
alkyl <containing 1-10 GC> dl=wiy—a
Patent location: claim 1 H 18 & D &
— | fIE

G3 =H /|a|ky| <{containing 1-10 C>|I|ary| <containing 6-10 C> (opt. substd. by 1 or more G4ﬂ

/ (E@ﬂﬂﬂlﬁi})
$ 0\

1

BEISTAVEHR D
BSITHBELTVS

KO

D kE (C)1~10 @ alkyl
@ FrIE
@ mE (C)6~10 M aryl

@ BI=ME
O

KF (H), £IERFEH 1-10 O alkyl,
6-10 @ aryl, =% 13 Z2ETHEEITISTAVITHS.

FIE 1 ULED G4 NEBLTLLVRER

12




G UIN—TATHERAINZIEREICEITIRE

B MARPAT Z74/LDIEFE

- EROHE
MSTR H DiE & SFS 45
(substd. by) o s (substd. by 1 or more aryl)
substituted by LITERTD 1 LLE® aryl ENEHET S
(opt. substd by.) - (opt. substd. by 1 or more G4)
optionally substituted by EEQBERINFHEERT 1 LE®D G4 AEHLTHTEHELL
- EfRDWER
MSTR H DiEH SFS 45

(Specifically claimed)

AMDYL—Lp (KBEEGE) T,
HAHFERSATHWIEBREZINE
LTW%

(Specifically claimed: Me)
AFILEDEFFE RSN TS

(Example)

K fl CHEAD MRS
SNTVWBEFKGHEIRME NS
BERECIRELTLNS

(Example: Pr=i)
AVTOELENFIRELTHHDIC
REINTLS

- G TIL—TDOEIRBED—DELT null ¥ bond ORENBULLNBIENHD.
NBIEFED G TIL—THBERICHEEET, RDOYICEENEETIIEEZERTS.

TILY— g EICEET 55

- FYNLI—PaBEICEEHROREMELEDIC,

BEICE O TIIFERFTROERGE

MEHEHSATND. ChoDBRBARDOEERL, ERRIFITRRTHIIENTESD.

- RILI—VABEDRHME

Patent location: claim 5
Patent location: claims (BAfIZEP DIL—LIZBEENFESATOVEWNGS)
Patent location: disclosure
- BEKER
Derivative: or a salt
Derivative: or physiologically acceptable salts
- FE
Note: also incorporates broader disclosure
Note: record may include structures from disclosure
Note: or pharmaceutically acceptable derivatives
Note: or salts, esters or derivatives
Note: if G7 = NH2(so) or forms a ring then G6 = 32, 35, or 39
- IR RER

Stereochemistry:
Stereochemistry:

or enantiomers or diastereomers
and stereoisomers or diastereoisomers

13




B MARPAT Z74/LDiEE

B GJUIL—T (BEE) LLTWEESNE/—FDIELE

@D HEEF : C, N, 0, S, Cl %, >3—brAhvybk (CHS, Et, NH2 %), #BE IS A+

@ —mKXIIL—7 : AERF (halo, metal F), —fl8KXTF AL a—rhybk (alkyl, aryl

%)
@ RIIL—T : HHME+FT REEZITHERETFH] OLSERINTHTEERTE
BWTERWITIL—TERT-ODHFFNLER. R OHEITHRANTFALT
RSN TSIAFTEEN, 24&F <> TRULIS.
G3 = H / alkyl <containing 1-10 C> / aryl <containing 6-10 C> (opt. substd. by 1 or more G4)
W) ~_ !
1QF — BEETF — X IN—7
G5 = R <“organic group”> e&——— R HJ—TF
G6 = R <”non-reactive counter-ion”>
G7 = R <(“salt additive or electron acceptor”, negatively charged>
[ & RF] AT L—TF] ALERFEED) [R ¥ IL—7]
(a—rhvk
X)) [f1] O BECTERETELGLES
halo (,xO 4% >) , metal (£E) (1]
[51] heteroatom (C, HU4 D xTHE) organic group
G, N, 0, S alkyl (f2%10 ik 3R #H) electron withdrawing group
F, CI, 1 alkylene (-alkyl- (-CH2-))
CH2, CH3 loweralkyl (1-6 {8 ® gaF1ix KH) @ BEHRMLERNBRLNTZEEHSINT
phenylene alkoxy (alkyl-0-) WEWEBREDHEE
pyridine alkenyl (1 Ut FEaFfIRFH) [51] alkyl (opt.substd.)
aryl (F&1®),
arylene (-aryl-) ® acyl

cycloalkyl (BafIR=FIR)

cycloalkenyl (1 LED_E#HEZHEL,
SEREEBELHVLVRFRR)

heteroaryl (NTORXRZEZELFFIR)

alkanoy!l (Alkyl-C(0)-, H-G(0)-)

L

MARPAT 74/ DLa—FIZIX, THRERF1 Fl+Til,
r—gksL—=7F1 © TR FI—T] tIBFEIATLWIONEH

MARPAT 7ML TIRBEBEERTEIED ITYFLARIL*] [2&-T
EDLRIL (BERF or —BXIIWL—TF orR F)L—T) FT
EZEZLITEFONERETHCENTES

* BEERBFICIEETRERNE (TRJE2—F O—F& (&)

14



B MARPAT Z74/LDIEFE

B2Z | —MBATFIFDEZ (MARPAT Z7+4 /LA TDZE )

1. RFRHE (BE#E 2k, fafl, FRMNZHHT, 1 ULEORRHE) BT L0

= alkanoyl

= alkenyl

« alkenylene

- alkenylenedioxy

= alkoxy

= alkyl

» alkylene

- alkylidene

= alkynyl

lower

loweralkyl

perhaloalkyl

Ak-C(0)-, H-C(0)-
1 UED_EREEHL, ZER/EEELT mRFH 2 ULED Ak
Ak <EC (2-) C, BD (1-) D, (0) T> -
1 i (=&%(X, CH2-CH=CH-CH2-)
1T UED_EREEHL, ZEREEHT mEH 2 LLED Ak
- Ak <EC (2-) C, BD (1-) D, (0) T> -
2 fli (fz&zxIX, -CH=CH-)
-0O-alkenylene—-0O—
alkyl-O- (alkyloxy FE7f=I& alkoxyl)
HEADOAEHEOHEMDO AK(#&LE / #ohh)
1 i (;=&zI1E, Me-, Et—, t-Bu-)
—alkyl-
2 ffi (f=&zI1E, -CH2-)
alkyl=
1 ffi (f=&£%(X, =CH-CH-CH3)
—EREEELT. 1 LLEOZEHEEEL, RFEH 2 LLED Ak
Ak <EC (2-) C, BD (1-) T, (0) D> -
1 {i (;=&%I1&L, CH=C- , HC=C-CH2-)
R 1-6
REH 1-6 OEFEEDAEHED Ak
KFETHNATFOTEZTHALONT: Ak

2. RER (BR, 2R, fafl, FRMZHMHLTRRER) © ATOR (BR, SR, fafl, TRz
ZEDHT 1 LEDATORFEFHDER) ITEHTHED

* aryl

= arylene

* cycloalkenyl

* cycloalkyl

heteroaryl

3. TNl

* acyl
= aralkyl
hydrocarbyl

1T UEDEFRERSL, 6 LED/—IS5(XAFHEEZERFSL, 1 UED6 BITRERD Cb
Cb <AR (1-), BD (6-) N, RS (1-) E6>

—aryl-

2 ffi (;=&ZI&, phenylene)

TLUEDZERAZHSL, ZERBSTHLL Cb

1 i (F=&Z &, cyclopentadienyl, cyclohexenyl)

BEEADHERED Cb

1 {fi (F=&Z (X, cyclopropyl, decahydronaphthyl)

1 UEDFEEREES, 6 LED/—IS54AREEEES, 1 LED 6 BIREHED Hy,
FrE 1 LEOFFRERS, 2 LEO_SEREEHESL. 1 LLED 5 BEREHED Hy
(f=&Z &, pyridyl, benzopyranyl)

Hy <AR (1-), BD (6-) N, RS (1-) E6> / Hy <AR (1-), BD (2-) D, RS (1-) E5>

-C(0)-H Ff=I¥ —-C(0)-R Ff=Ix —C(0)-Ak—(R)n
1-3 @ aryl HEFEELTWS alkyl &
Ak
Cb
Cb [C#£BL TS Ak T, Ak BIEE A THD
Ak [Z#£ELTLVS Cb T, Cb BEEATHD
Cb IZ#&L TS Cb T, FADCb HEERTHD

15




B MARPAT Z74/LDiEE

IYFLAN)JL
B wwFLRLE [RF IR RNED 3 B8E1H5. EZ

- ALBETH TNEND/—FIZRHTEIIVFLRIILDIEEICEIOTHELNIRIENELD.

B TUFLANLDOEE

R (ATOM) [ R T A L T T v LY p

D BERFTHERLE/—FIZTYFLRL [RF] 2IEEL-EE

4 N\

BEERK MARPAT J74)LDE%

[BF] 2% @
{ Me :D ) Me N i-Pr

* IVFLARN)L [RF] #HEELEZ/—FL, HERFORE
DHMEYLT . COBEX, Me DH.

alkyl
* alkyl % i-Pr [ZEwkLZELY.

- J

+ alkyl % alkylene WEDEIZIMLERE AL [V5R] OEEICERETS
- i-Pr OEEZEIDHELES(X, Me THERILz/—F% Ak BEIZEE TS

@ —BRAITIL—TTERLE/—FRIZIYFLAL [BEF] 2EELESS

4 N\
BEERK MARPAT 74 )LD EI%
[R¥] 2% (;\
fan > T

* TYFLARL [BRF] #HEELE/—FRA—BKXITIL—T
/—F Ak TH-TH, BERFORZEDADMEYRT S.
Alkyl

* alkyl [FEYRLZRLY.

- alkyl % alkylene OEIZILBLGGEAIF [V5R] ODEEICEET S

16



B MARPAT Z74/LDIEFE

O VEOIN S (FERFI+H -8RI IL—T] TRESATHIEELNEOND

D BEBEFTHERLE/—FRIZTYFLARL [95R] #EELEES
/

BEERAX MARPAT 774D EZE

(V3R] ’E?EE
i Me : Q\ E% E ;

* IYFLAR) [VFR] #HELI/—FIE, BERF
FEFE—BXITIL—TOEEINEVRTS.

H

* i—Pr [FEYRLAL. b alkyl )

- i-Pr OEZEILELIEZ AL, Me THERLI-/—FE Ak GEICEET S

@ —mBRXIIL—TFTHERLE/—FRIZTYFLAR) [95R] 2HEELEES

e ™\
BEERAK MARPAT 274 )LD E%

| [952] 5% | (}\ Q\

DAk

H

* XYFLA [DFR] 2EELE/—FE, HERF Q\ el
e . : alky
H

FE—RXTL—TOEENEINT .
\ J

O] (R FI+—RX T IL—TI+HIR Y—T] TRBESATOIEENE>ND

BEERAK MARPAT 774D EZ
[ E] "c’? (J\ %
* IYFLARN) [FE] #HBELL/—FE BHERF ‘ ‘ kvl
FrE—BRIL—F R HL—TOESMAEYFT N Y
%.
@R
\_ ; J

17



B MARPAT Z74/LDiEE

TTHRHLANIL

B THZHLANILOFA

—BAXTL—TI2E, RIHES < > OFICTROBFELHEARHINTNDIEEL,
SRTLWRWNEELHS.

TROBEELHOEZHFYDH

//iﬁmﬁﬁ&#

G2 = alkyl <containing 1-20 C> / cycloalkyl Kcontaining 3-20 €| /

alkoxy <containing 1-6 C> / cycloalkyloxy <containing 3-6 C> /
THERDEHEBOEEHELOA

Gl = alkyl / alkoxy / alkylamino / dialkylamino

—RXITN—TICEFTEIRROERLEBEFHITRRTHICE, TRBLALERETS

B TRZHLANIILDOIELE

fEE (LIMITED)

—RXTL—THEVrTH5E, HELEAEDEHEELHD
FHEBLTRBOHIMEDHHFOND

BE % L7zl (UNLIMITED)

ERICMA, TROEBEHEHMMNA

RSnhTHWaLEE FEEL
EREDOHEENEESNLGLEZZEL) 17~

Bons

* TRHBOEEZLTVWVEVGEEE, TRHALANILOEREIIREHZRICEELLL.

- TREOEEAE

- Ak, Hy, Cy, Cb ICEHRHZHEETSH. X, M [CETHRHDEEIFTEELY)

- BEOBEEFERTS.

B AE0TEEFE B

REH 1-5 IELE Ak A G SIL—TTEYRLEEA)

G2= alkyl <containing 1-20 C>

95X
[BR & L7z LN]

(R 7]

G1= alkyl

18
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B MARPAT Z74/LDIEFE

B TyFLANIILEDEE
- RUFLAL [EF] - [BRE] [RELGV] OWThEEELTELEEICEZELGL

- RUFLAL [(U5R] 0 [RE] [RELGL] OEETEHEISENLSHS.
* TRBOEEELTVDE S

- RYFLAL [FE] - 29 [RELZBL] ZEELTRETS.

[~ B

» | | | |
(ATOM)
N N
I I
REH 1-3 L cl cl
BT '

.
8
() |

ISR = |
(CLASS)
“
7 i Y
CL
N - y
| 95 R
X (CLASS)

JERE*
Ak LIS/ —RIE \

TyFLAIL [RF]

®

Aany) [ f/w\”

C\C/C RIZ, EXMEEBRENSEE
| INTWANIEERT

CL

* JIL—TBRFES X\AFY), M(ER) I
EIXERERETELRNED, TRHLAL
FZEBELTHEZICEHE TG

19



B MARPAT Z74/LDiEE

IYFLARILETRZHMLANILDOFEED

B TYFLARETEHLRILDIEEDEWNZLSE ZH

s IYFLRIL TRERF]

D EEMMLA (BERF] TIRESATHIEEDHNELND.

- RYFLARL THFR) - BEBEA FERF] & [—RKXITL—T] TREESAT
WHEEMNFLOND.

- TERPEEEL: Ak ® Hy GEDORBEEMAITHLT, IvyFLRIL [H5R] #BE
LIS EIE TRELAL BE]/[RELEWVD] OEEICEKO>TEISICAIZENAELLS.

!

EvrLI-BBEN—BX T IL—TTHo=HE . ..

- [BRE]

- [RELGZWN]

C BRFHICEIRFZOERBELHNSE RS- R T L—TOHLEVE
: [BRE] THONDEZEFIZMZ, THROBEEHAZHSIA TGN
—RXITL—Ttevk EEELEAZOFEENEESAGVEEZZETD)

BEEMA DB

TYyF LA

TYFLARNL [VFR] OEIZH

[RF] oEZH PR € PR3 L % Ly
-CH2-CH2-CH2- -CH2-CH2-CH2- -CH2-CH2-CH2-
-CH2-CH2-CH2- — .
(TEH EE 3) Alkyl<containing 1-5 C> _ﬁ:tg:fcontalnlng 1-6 G
-CH3 -CH3
-Ak —-CH2-CH2-CH2- -CH2-CH2-CH2-
(THRHEEEFZL) -Alkyl<containing 1-5 C>-
-Alky |-
-CH3 -CH3 -CH3
-Ak -CH2-CH2-CH2- -CH2-CH2-CH2- -CH2-CH2-CH2-
TEH:RmEF 1-3 -Alkyl<containing 1-5 C>- -Alkyl<containing 1-5 C>-
-Alky |-
-pyridyl
‘ -pyridyl -pyridyl
N —-heteroaryl<containing -heteroaryl<containing
‘ zero or more N.../ zero or more N.../
(EEH  T=E ) N -heteroaryl
-pyridyl —-pyridyl
“Hy o —-heteroaryl<containing zero or more N>
(ERBIEES L) @ et
-Hy “Pyridyl —pyridyl —pyridyl
TEHEBEX N\\ —-heteroaryl<containing -heteroaryl<containing
5 &5 E 1 zero or more N> zero or more N.../

—-heteroaryl

* IILIRDEA

20



B MARPAT Z74/LDIEFE

RYFLARILEETE DRA b

B vYFLRIIIEEDRAUE
B ERFCRESATVWSEREICEAZZRELE-VWESX, TEF) ICHEETS.
s BT IL—TTRBEINTWSEBRELRZICED-WGEEIE, 195X ITEETS.

- RITL—TTRESNTVWIEBRBELRZICEDVEEE, TFE] ITEETS.

B EBEERRXPD "VIL—TEF" IZHTEIIFLAILDEE

s onNAFY, ERBIETILY—2 2 E B TIE halo (halogen) 4 metal D KSIT—BHRE T
HEBESNTWBRIERASZ VD, TYFLRI [H5R] (25 5.

(EBEHMK] [MARPAT 74 I)LH D EZ 5]
4 Vs ~ )
Qas
[RF*
» G\ C C\ C
X S0/ —RiE (ATOM) < <
TYFLAN [J'F] @ @
- \ J
T
o P
9252 | I
@ (CLASS) ) N
\_ J
— c/N\C/CH:
T | I
(ANY) [ N
NA%Y (Br, CLF, I At (&, X THEL, @ R:RIL—T (P14 31

IYFLARINLIE [VFR] ITTEHDOLETTH

* alkali metal atom, alkali metal ion, alkaline earth metal atom, alkaline earth metal ion ZfI&

MARPAT Z774)ILATIE T[RF] ELTHROATEY, IvFLARIL TEF] TEYRTS.

21



B MARPAT Z74/LDiEE

B EEERRXFD "/ —F IZHTIEIVFLRILDIETE

- BEBRFALEAMIZMAT, — BT IL—T (alkyl ¥ alkenyl &) $EZIZE HT=IT
niE 8/ —KOTyFLARLE [H5R] 125 5.

- BETHESNTLWAHEICRELLVWEER, HO/—FOTyFLALE TRF] 127 5.

(& E K]

ANKD) T

| I
R
|

X

CH3 LISt /—FIE
XUFLAIIL [JRF]

| |
I‘E\C//CH
|

X

Ak S/ —FIE
TYFLARI [RF]

[MARPAT Z7A )L ®[E 2 l]

i
S,

AT

(
(ATOM) L i
\_ 8 c )
D
952 | ‘|
(CLASS) SN
JERE |
[
\S Y,
C‘//I/N\c®
re |, L]
(ANY) S
él R: RZIL—F (P14 B8)
( N
( \
B . C/N\ C/N\
(ATOM) | I | I
C\C/C C\C/c
| I
a1 cl
\- Y,
()
IR — P Cﬁm\ﬁ cﬁ \-'“::
(CLASS) l |l ||:‘\._h‘ E|
S “\i/
| CL
k Cl )
E%N\c®
%E -, | “
(ANY) C\\%C/c

22
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B MARPAT Z74/LDIEFE

BEEMAPD "B/—F 12T EHTYFLARILDIEE

- EZEGFICHEICFELTELLWEELGROIYFLALIE TTRF] (295.

c BERFHAORAEBEICNAT, FRLEFEBEICEBRLE—BXITIL—T (X E,
aryl X heteroaryl HLEIZFICEH-ITIIE, BRDE/—F/—B KXY )L—7 (Hy, Cb, Cy)
D/—FDIYFLALIE 195X 12 5.

[(EEEMA]

X
BLUSND/—FIE
TYFLARI [[RF]

(0

[MARPAT 74 )LD [E Z 4]

Hy S D/—FIiX
TYFLAIL [BF]

23

f( \\
# % - i,
[®F
(ATOM)
HEOREENKH
CBEVTEELES F c1
\_ J
CH3 CH3
i
732 heterocycle heteroaryl
(CLASS) ™ Y Y
JERRE F cl
\_ J
CH3
E
o O
R: RZZIL—T (P14 BH)
Cl
( )
4 )
G G,
[®F B
— atom) [ *
cl Br
\ J
CH3 CH3
D5
F Cl
g J
CH3
E
(ANY)

) N %@
cl R: RJIL—TF (P14 £ 8)



B MARPAT Z74/LDiEE

B IYFLARILE TRE] ISLEEHAIVE S

- BEEBRLDO/—FIZTYFLARIL TFRE] #HELEEEZIZOH, R TIL—THEVRT 5.

« R IZH:K <

- IYFLARNILE TREL ITLEz/—

> ADTXFRALCOABIFBELLGEWN S, /AXANEVT HARERLHS.

RiZ, dFmRHMLALE TBRELAL] (2T5.

HEZIZCEHT-LVHE

TYFLARILDIEE

EBREDORIA, HHFOIL—LA
PT—HRMICIEDLNEIRED
L0 BETEHRETEZVLES)
LEEFICEDHNEE

41 :
G1= R <TX “leaving group”>

G2= R <TX “electron
withdrawing group”>

BRED/—FOTYFLARILE [FRE] 12T 5.

@BDDH

G

G1=NO2/CN/X

NO2.CN. X OWLWEFhnmhD
J—KOITyFLARN)LZE
TREL IZF3

EBRENFEIND (opt. substd
by), =X WX E (substd. by) &
REINTWED, ERAMLGER
EDGREHIPLGVLWEBELREZIC
=Y A Yt=3

1 -
G1= X/NO2/Ph (opt. substd by)

Ak D/—FDIYFL
RNLE TREL 123

TX¥RALEREH SN “acyl” £
BEZEICEDHLEE

11 :
G1=0H/acyl

X D/—FDIvFLAIL
= X%l 12953

24




B MARPAT Z74/LDIEFE

BE . acyl FHREETELETDEES
K th DS E MARPAT 774 L TH% 3] acyl étgjg;;&ﬁt%é
I:I ‘
|
—H
FJE%J TREF]
I:I =
" (8,
|:.
FE%J
| (1)
e ) | R
r r55
) JR¥1 ISR
0
R DERICZYTIEEERATD I
J—FI&, TvFLAIL " E] T —{—=C
EFIT D Ak DEDICHYTHES
BRXPO/—FICREHEZERL Y
r
EHEAICE, TyFLAL [H5R] 7IA] :\$ﬂ
*EETS. . =
—U—Ak
N *
r9<Xx1 R5E ]
ﬁ [
—C—CH —C—CH < :::: >
’ ’ N|EF1
W M"\.

N

R
X‘\,/l'l“\N/'%N/" <'I:

=) \

r9521 NEF]

* IVyFLRILY T[RF ] TEVNTBEE, [95R],

* IYFLARILN [H5R] TeEVrTBEE, [RE1 THEVYRT D

TRE] THEYVRTS.
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B MARPAT Z74/LDiEE

IYFLARNIL, TEHLRILDIETE

B STNext OB EEHREE CTERTRIEAX, TIHILEDIYFLARIL, TRHILRNILDENZ

NENEMILES.

AVRAM—=ILEDTIAILE

- XYFLAL

- TRHBLRIL

s TIAIIMDEIFEHEED Preferences > Markush THE

R/—FI& TIRF (ATOM)I, $H/—FI& TH93X (CLASS)]

R (Limited)

REETHIENTES.

Structure Editor

(=R N &

" " Draw or change atoms or bonds.
el Et
X R
Fn Q)
@ e
[ ~

-" Ry
AB
'\k —_ Molecular Formula
. €
Wy

Cancel

tit

CAS Draw Preferences
Drawing
Standard bond length (25-200 px)
40

Use fixed drawing length

Standard bond angle (190 degrees)
15

Use fixed drawing angle

®

Match Level Default:

Default Bond: Carbon view:
® single
Unspecified L
Markush

Element Count Level Default:

Ring Nodes  Chain Nodes ® Limited
® Atom Atom Unlimited
\ Class ® Class
Printing

Print Structure Image Orientation:
® sSide-by-Side
Stacked

One Per Page

Cancel

Maximize view OFF %

Attribute Values

CDTIAHILLEERE
L= EB 4 oD & 1 X
BB TIEETS

Other Node Attributes

0O s

N P

a, si
\‘
EZ

B BED/—FIZRAVEZEDTHE, BENERTNAFAhEN, TYuFLRILPTRBLAL

DIEEZEHERTED.

Structure Editor

Maximize view OFF %

Attribute Values

Upload Save As

(=R n 5 oF o = T,
' hi c a Bond Type

s 7 S p

Draw or change atems or bonds. X o S
=l Et

N P
X R
Fn O] a, si
® e Ny,
» EZ

B~ HO .
O. 8 O O
X c, Match Lewel
B Y3 Ao Class | Ar ¥
AB D Alom | Llass |}

Malecular Formula: CgHigQ (122.17) [
"% = Element Count Level

OH = O +
ui-:, Zoom: 170% Limited Unlinr ad

Cancel evious Structures.
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B TYFLANL, TEHRLRIILDIEE

B MARPAT Z74/LDIEFE

® “EEBET/—REEIIVITED, NAFAMY—I)LT/—FENASAMLI-ZICEERE D

lAttribute Values] MHZEBEL-VLWEMRFREIRT S.

e i
7
I=nl Et
X R
Fn [©
+ =]
L1, ~
G %
X e,
AB 33
K| —
s

@

Structure Editor
0w

Draw or change atoms or bonds.

Molecular Formula: Formula is not available

Ak =

Save As Cancel

A& = LY

e

' Any carban chain

nt
N

Maximize view OFF X

Attribute Values
Tx,
Bond Type
Chain | Ring | Ring / Chain
x
Bond Value

Match Level

87909 %

BELEW/ —FRIZRAVEEEDHET

(D Ak: KRR 1-5 HTE)

r Node Attributes.

Y

N

IR

GO0

[Markush Attributes] DEE CTYYFLANILETEZHMLANIILEEIRL, OK 20)vo3 5.

=
’ »
lmnl Et
X R
Fn [©
® e
01, ~
G. %
X e,
AB 33
N —
S

.

N
»

N

O
Q

Structure Editor Maximize view OFF %
D ; ;D ﬂ E (-J E 2 Ta_\' Attribute Values
Draw X
TIFLRILERET D '
Node Type
\ N Chain | Ring | Ring / Chain
Node Attributes & X
ElementGount Match Level Element Count Leve
Generic Definition: Atom @ Limited
Carbon Chains ® Class Unlimited
Markush Attributes Any
Non-Hydrogen Count
Chang e Element Count Leve| may result in changes to extended ring systems and carbon
chain
Molecular Formula: Formula is nol TYFLARIJ)%E [Class] Fi=ld TAnyl ICLEBESIITER
e LRNILDEEBITD
“ (RGO FBBLANIVERESTHELETERL)
I
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B MARPAT Z74/LDiEE

B RIIL—TFTAD/—KRIZHTBEIYFLRILDIEFE

RIUIN—TORBEEISTAVRELTHERL, ISTAVMIRHLTIVFLRILEIEETS.
(RITIN—TD/—FICEEIYFLAIIEFIEETEHIEETELLY

- EFIE

D BEEBRXZAERTS. R IJIL—TIZEH-LWEBREIEEISIAVRELTE—
EREEHRICERTS.

28

Structure Editor Maximize view OFF X
(=R O @ o3 Y = 2 Tor, Attribute Values =
I ol s e 7 C H
4 ’ Draw or change atoms or bonds. X Ev;;;il;: et
Exact | Normalized | Exact / Normalized 0
lm=nl  Et Exact zd
A R UL—TORELBHMETS
- TAVKZHLT, Ry FLALGE |
F
! / DEBREMEHEETD
35: ‘:_; N / N Match Level
() ~ \ * X
0
G % S \
X ¢, N N
iy Ak
AB )]
N —_ - For b DllhrerrNDdEAtlrlbu(es
A % S=——C—¢
Save As Cancel revious Struct
@ #EAZa—m5 |Fn| %BRL, EELEISTAVNC F BEERE5TS.
Structure Editor Maximize view OF X
ol m DE A& s o s 2 Attribute Values =
Bond Type C H
s " Select attachment paint(s) of desired fragments to include in R-groups. ‘ : . =
wmal]| E¢ MEY—I)LT, RIL-TIZEHSH | 0 5
BEISUAVLDHBEREIIVY | v b
= 5 (F EErt5ah3) _
o= oA . si
Fnj [©] P
® N = N F1 F2 __ |2
[]H A ‘ > +0® X® \‘ EZ
G % S \ O G
X c N 00
— (1= Ak
AB )3 O G
" = Molecuiar Farmula: Formula is net available
A ! B chm.gzlﬁ +
Save As Cancel revious Struct




B MARPAT Z74/LDIEFE

@ ERAZa—T R IINL—T%29Uvy9F35. R IILN—TIZEHBITST AVL%E Fragments T

EiRTS.

= N

LD

N \ .

¥
0
=

@
a &£ 2

Structure Editor Maximize view OFF %
DE 3 8 & = o = 2 T}) Attribute Values
= Bond Type
r Chain | Ring | Ring / Chain -
@ Select attachment point(s) of desired fragments to include in R-groups. X s C H
’ s Exace ) Normaiired | Exact s Normalized P
: R-Group Definitions X
=l Et
mHZ R3/|R4 R5||R6 R7| R8 R9 R10R11R12 »
XQR
N
Fn N / F1 F2 |R1:: F1,E2
2o AN + @ @
| 0 X > Atoms
[, ~
H R N > Variables
Q. 8 N \
* > Shorteuts
X ¢ Ak
4
— v Fragments
AB Y3 Molecular Formula: Formula is not available
'\, — X - O +
Zoom: 173%
ks « @ @
Save As Cancel 0 X
F1 F2
@ R JL—TEERTS.
Structure Editor Maximize view OF X
= D e @ A & S = 7 TE} Attribute Values
Bond Type =
& IN x Chsin | Ring | Ring / Chain
Draw or change atoms or bonds. P C H
4 " Exact Normalized -
Node Typs o 3
l=®l Et Chain | Ring | Ring / Chain
Generic Definition
<= R1 N P
M B ¢l si

Wateh Level
@ Arom | Class | An
Element Count Level
Limited | Unlimited
Ring Isclation

solated | Isolated / Embedded

Stereochemistry

ar Ak
P
g
A B ) 3 || " Wckcasr Formus: Formula s nt avaitabie
“ = || & = O +
Zoom: 173%
.
uL'Q
e o

s Structures...

¥ COXIIT R TL—TORBEBEISVAVMELTHERILAEWVG AT,

TFTIHILEDIYFLARNILDEZREIZLES.
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BERR

B MARPAT J77A4LIZBIT5EERE(X, REGISTRY J7AILEFIFRIETHS. FRTIEE
BRX+H, REGISTRY J7AMILEHKICTHRRES, —RALS. RIIL—T, BELFIATE
3.

- BRET

- HHHEERE (SSS: Substructure Search)
- FABEESLEERZE (CSS: Closed Substructure Search)

- RREHE

- YUTILKRE (SAMPLE)
- LI7AILIEEFE (FULL)
- EBEIEERE (RANGE)
- YTty FE (SUBSET)

-

[MARPAT J7A I TCTCELRLVEEER-EE]

1 [#EEDEM] T IHEADELE] O MNE/$H] ZIEELERIETELRL.
*2 —fRKXTIL—T/—FK Ak DikE (C) OTEHICEOZIBEET A EFTEALY.

*3 SEE—HERE (EXA) ET7IU—EEFE (FAM) [FTELL.
(CASLINK () M TIHRETHE, BFMIZ CSS BREMNETSNS. )

x4 EHOEED L FEEZT—JILEEF AND, OR, NOT ZFRALTRET A LIETTE
LY.

*5 AP—2BED L BEEFELRRIETERL.
(ROV—2D L BEEZRED L BESLEELEESE, RV—VEEBLTEED

BRESND).
- J

* L2 1 OEBEAIE HAEMIRLEIZHMS,E R VIIL—TELTHERL, #aEME TB1 ©0I354
AUNE HEEBMH T$H1 OISTAVLEFD R UVIL—TIZEHBIETHRATS. x2 OBEAED
R JIL—TH#FHBATIELL.

B BERROVATLFIRIELEEZ IS T HH R E

1R 3R & ITERATION %k 1% 3 B B & #%

HUTIEE 2,000 5 4 50

FoSAvBER TILIT7AIIETR 100,000,000 30 9 100,000,000
RANGE #® % 100,000,000 30 & 100,000,000

NyFB% TILIT7AILIET 100,000,000 360 4 100,000,000
7 = RANGE #® % 100,000,000 360 % 100,000,000
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EEE MR
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m EX B

B MARPAT Z74/LDIEFE

REVWThEMEELTIEL

Ak ® X BE—BAKXITIL—TO5IL—T/—FT

ERILEE R DIYFLRILIE TH95R) (295
T

Structure Editor
. O @
i
ra 's Draw or change atoms or bonds.
Imnl  Et
X R
Fn [©] l
= Ak
LS ~
N
], ~ \
14 i
(SR
X ¢,
A8
'\ - Molecular Formula:
. c = O
A Zoom: 100%
Cancel

Maximize view OFF X

Attribute Values

a

y

.

m
I~

— X ITIL—TTHEELTILLIVED
IVFLARILIE TH5R] (295

TEDEEVLPHISAEETHIEAEZICL
FWEEIETRHLRLE TRE

(GO O

/

BEICEELTELLVEEZELRED
IYFLAR)LIE TRF] 1295

B RE

=> FILE MARPAT

=>

Uploading structure file: 2020_0017_Structure

L1 STRUCTURE UPLOADED

IIYFLRILPTRHLANILIK, TIHILED
BEELTELEWEIAET, EEThIEEND

COERBITIE, RVEVBLEORZTDIYF
LRILE [9FR] IZEBLTWS

— WARPAT Z 74 ILIZA B

— BEERRAET 70— FT S
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B MARPAT Z74/LDiEE

=> S L1 — VO TNBEFEETT S

SAMPLE SEARCH INITIATED 18:08:00 FILE ' MARPAT

SAMPLE SCREEN SEARCH COMPLETED - 946 TO ITERATE

100. 0% PROCESSED 946 ITERATIONS 8 ANSWERS

SEARCH TIME: 00.00. 01

FULL FILE PROJECTIONS: ONLINE *xCOMPLETE*x — ONLINE COMPLETE ##i8 9 3
BATCH  *xCOMPLETE#x

PROJECTED ITERATIONS: 17102 TO 20738

PROJECTED ANSWERS: 8 T0 330

L2 8 SEA SSS SAM L1

=> D SCAN TI FQHIT — Y2OTNBEDREREEET S (Tl SCAN TI FOHIT ##EFE)

L2 8 ANSWERS  MARPAT COPYRIGHT 2017 ACS on STN

TI Peptoid matrix metalloproteinase inhibitors and method of using same — [Z8B
MSTR 1 Assembled SCAN RREEHX (SUFLRTR) ICEEFNDIET(—ILLFERTTHERT
NRLBZDT, COKSICTERE TI & FQHIT OHAITRELTIAV/RHRIC
k269 RRTIENELKEEZEEZHERTES
67 0 FQHIT R ATIE, EOLI—FRTRAICEVILEZILI—DaEE
} LBBED G IL—TOHRERIND
0 g}? f=1i0, EVREANKEDB A, FQHIT RRBR TIERRINEL D,
19 ZOESBEMMELRRLIWVGEIE, FHIT, HIT RRBEXETRITTD

269: alkyl <containing 1-12 C>
416, 417, 419, 420, 422: opt. substd. by (1-2) G4

G4 = alkyl <containing 1-6 C> / F
Patent location: claim 1
Note: and pharmaceutically suitable salts

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):7

L2 8 ANSWERS  MARPAT COPYRIGHT 2017 AGS on STN
TI Monocyclic N-aryl hydantoins as modulators of androgen receptor function
their preparation and pharmaceutical compositions

MSTR 1 Assembled .\\__
Assembled TR

Ak307 EvhE & H# AL T

0 4| BEERT (P43 SH)
Gl
M3hy

397: alkyl (opt. substd.)
443: heterocycle <containing 5-7 atoms, 1-4 heteroatoms
zero or more N, zero or more O
zero or more S (no other heteroatoms)
0 or more double bonds, mono- or polycyclic, including 5-
6- or 7-membered rings> (opt. substd. by 1 or more G16)

G16 = F / alkyl (opt. substd.)
Patent location: claim 1

Note: substitution is restricted

ALL ANSWERS HAVE BEEN SCANNED
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=> S L1 FUL — NI F7ALINBEFFEETT S
FULL SEARCH INITIATED 18:09:21 FILE 'MARPAT
FULL SCREEN SEARCH COMPLETED - 19185 TO ITERATE

100. 0% PROGESSED 19185 ITERATIONS 184 ANSWERS
SEARCH TIME: 00.00.02

L3 184 SEA SSS FUL L1
=> D BIB FQHIT « ZZ/E#H BLI8 EtRmRAICEY FLEVII—2a24E& FOHIT %759 8

L3  ANSWER 1 OF 184 MARPAT COPYRIGHT 2017 ACS on STN

AN 165:236078 MARPAT Full-text

TI Preparation of thioxoimidazolidinone compounds and methods for the
targeted degradation of the androgen receptor

IN Jin, Meizhong: Crew, Andrew P.; Dong, Hanging; Wang, Jing; Siu, Kam;
Ferraro, Caterina; Chen, Xin; Qian, Yimin

PA  Arvinas, Inc., USA

SO PCT Int. Appl., 351pp
CODEN: PIXXD2

DT Patent
LA English
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl WO 2016118666 Al 20160728 W0 2016-US14187 20160120

W: AE, AG, AL, AM, AO, AT, AU, AZ, BA, BB, BG, BH, BN, BR, BW, BY
BZ, CA, CH, CL, CN, CO, CR, CU, GZ, DE, DK, DM, DO, DZ, EC, EE,

PRAT US 2015—62105210 20150120
0S  CASREACT 165:236078

MSTR 1 Assembled

G2
a7 hrm
GI;jz%_
10 “wk 292 g25_ 6263

792: alkylene <containing 1 or more G>
(opt. substd. by 1 or more G12)

G2 = heteroaryl| <containing 1 or more heteroatoms
zero or more N, zero or more 0O, zero or more S>
(opt. substd. by 1 or more G3)
G3 = F / alkyl <containing 1-6 C>
(opt. substd. by 1 or more G4)
G7 =0
Patent location: claim 1
Note: substitution is restricted
Note: additional derivatization also claimed
Note: also incorporates later claims

RE.CNT 4 THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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BE . TNITFAINBEDIEEIZ INCOMPLETE DEIENEEFATVEES

B BERREZETLEEIC, —CEORBBRNICEEERLEOBENTETLEMLI—FIT,
INCOMPLETE DEIZFLLTHEERZRDEIEZEYMNIEEND.

+ INCOMPLETE DEIZFX/AXDAREEAT LA, BT LE/AXEFBELLEL. SDE=HIC
RNBEZERTHELL.

- L#/COM ZF7-I& L#/INC EA AT BHE, COMPLETE MEZ & INCOMPLETE DEIZ %45
[TAHZENTES.

=> § L3/COoM — CONPLETE @ [E& /Z/RE

=> § L3/INC — INCONPLETE o [a] &/ RE

* L3 (XTI IT7AMILBREDORE

- AAH
=> S L1 FULL
FULL SEARCH INITIATED 11:29:13 FILE ' MARPAT’ INCOMPLETE D E %
FULL SCREEN SEARCH COMPLETED - 11709 TO ITERATE f n 2 BHot-
100. 0% PROGESSED 11709 ITERATIONS ( 2 INCOMPLETE) 28 ANSWERS

SEARCH TIME: 00.00.14

L3 28 SEA SSS FUL L1

TILITF7AIBREDORZD L E5IZ /COM EffI+5&
COMPLETE MQEIZIZRETHEMNTES

=> S L3/COM @——
L4 26 L3/COM
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B MARPAT Z74/LDIEFE

B AERTER
7E B s = " B
TI, IPC, NCL, CC, ST, IT, FQHIT
E— (528 LRF)
SAM SCAN ¢REIL (RIEFZESIEER)
FHIT BAIcEykLETILY—atgE
HIT EVvbLEzTILI—SalBETRT
2L —n FQHIT FHIT OEvhER S D&
i QHIT HIT OEYhER 5 D&
FQHITEXG | FQHIT &3 RTD G JIL—TEE
QHITEXG QHIT &3 RTD G TIL—TEE
MSTR INI—VaETART
MSTR(n) n BEDORILY—atEE
MAX
IMAX IDE AN, MSTR
DMAX -
CAN AN (LO—FEE)
i~ BIB BREE IS HES, 5 AR (FI4ILR)
DALL CBIB BIB (EME . LA ER, 3l AXEMBILEEEL)
IBIB BIB (/T hRER)
OBIB BIB (R— O IEHMDH)
FBIB BIB, FAM
X ik -
STD BIB, ¥ »n %8
ISTD STD (AT R)
FAM AN, HICHFEFIRER, BEERFFI7IU—FR
ABS Wik, PP OEER
IABS ABS (1T RK)
IND FolEH
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B SCAN ®RTEHK

=> D L2 SCAN &

SCAN ® ¥ =%, TI, IPC, NCL, CC, ST, IT,
FQHIT D& J4—ILEARTINBETRTHEAT HEIE

L2 8 ANSWERS  MARPAT | __ .., — L —

IPCI CO7D0239-14 [IcM, 7] Z¥FLIERTShD
AO1N0043-653 [ICS, 7]; €07D0231-20 [ICS,7]1; C07D0513-00 [ICS, 7]1;

45 4y 4 C07D0231-16 [ICS, 7]1; AO1N0O043-56 [ICS, 7]
" | IPCR AOTNO043-54 [I, A]l: CO7D0213-20 [I,A]; CO7D0231-12 [I,A]l; CO7D0231-16
[I,A]; CO7D0231-56 [I,A]; C07D0239-54 [I,A]; CO7D0249-12 [I,A]l;
C07D0471-04 [I,A]l: CO7D0513-04 [I, Al
CA 127i/3:/{:00 28—16 (Heterocyclic Compounds (More Than One Hetero Atom))
Section cross-reference(s): 5
E%EE{:TI Herbicidal heterocyclic substituted sulfonic acid anilides
r ST heterocyclylsulfonanilide prepn herbicide; sulfonanilide heterocyclyl
prepn herbicide
IT Herbicides
(preparation of herbicidal N-(heterocyclylaryl)sulfonamides)

IT 1139491-02-3  1139491-03-4  1139491-04-5 1139491-05-6  1139491-06-7
1139491-07-8  1139491-08-9  1139491-09-0  1139491-10-3  1139491-11-4
1139491-12-5 1139491-13-6
RL: PRPH (Prophetic)

(Herbicidal heterocyclic substituted sulfonic acid anilides)
IT 391277-09-1P  391277-10-4P  391277-11-5P  391277-12-6P
RL: AGR (Agricultural use); BSU (Biological study, unclassified); SPN
%2 J (Synthetic preparation); BIOL (Biological study); PREP (Preparation); USES
(Uses)
(preparation of| _

T 391277-13-7P 391 => D L2 SCAN TI FQHIT
391277_18_2P. 391 L2 8 ANSWERS \MARPAT COPYRIGHT 2017 ACS on STN
RL: AGR (Agricultu TI Herbicidal heterocyclic substituted sulfonic acid anilides
study); PREP (Prep

(preparation of SCAN [Zfi T TER DT7s—ILFa—F%

IT  110-06-5 tert.-Bu| MSTR 1 Assembled ANTHE, SCAN ERBRXTHANTS
chloride  148397- Ak 704 EHZRELTav/N\IMNIRRTES
RL: RCT (Reactant) _

(preparation of m?“rﬁg BITHRT
MSTR 1 Assembled 0 e
ez—#
3
Ak 704
61 breg 704: alkyl (opt. substd.)
? G9 =0
CN Patent location: claim 1
a Note: additional ring formation also claimed
Gz—ﬁ— Note: substitution is restricted
FQHIT 3 Note: also incorporates claim 11, structure 2

704: alkyl (opt. substd.)

G9 =0

Patent location: claim 1

Note: additional ring formation also claimed

Note: substitution is restricted

Note: also incorporates claim 11, structure 2
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B FHIT R KE FQHIT REER
=> D L3 29 FHIT

L3  ANSWER 29 OF 184 MARPAT COPYRIGHT 2017 ACS on STN

MSTR 1
1 FHIT ®x®B XTIk, FOLa—Fd
{ TRIICEYRLETILI—L 1t
67 L, FDE G TIL—T RERFREIND
! a8
G1 =0/S
G2 = NH / bond
G3 = 16-11 17-14 16-9 / 18-11 19-14 18-9
¥—9 15—
G4 =8 /0/G(S) / C()
Gb =20/22/0/ S
Eﬁ———GG ZE———GG
G6 =H/F/Cl /Br / 1/ carbon chain <containing 1-6

C, 0 or more double bonds, 0 or more triple bonds>

(opt. substd.) / carbocycle <containing 3-6 C

0 or more double bonds, 0 or more triple bonds>

(opt. substd.) / (Specifically claimed: Me)

H / carbon chain <containing 1-6 C,

0 or more double bonds, 0 or more triple bonds>

(opt. substd.) / carbocycle <containing 3-6 C

0 or more double bonds, 0 or more triple bonds>

(opt. substd.) / 44 /F /Cl /Br /1 / CF3 / 28 / OCF3 /
(Specifically claimed: Me)

FRg—CF3  ,a Gl4

G7

G8 = Ph (opt. substd. | => D_L3 29 FQHIT
pyridyl (opt. suf

a9 - (up to 4) G12 / | L3 ANSWER 29 OF 184 WARPAT COPYRIGHT 2017 ACS on STN

G10 = 0H / SH

G11 =0/S MSTR 1 Assembled

G12 =0H/SH/F / ClI . =
30 / 36 / 41 AKT7 BETTHRT

FQHIT R RxERXTIE, FOLa—FhTHRHIC

11 11 6864 %Tfm
3E 1o a{iﬂﬁ a0 } EYRLET LY~ atiss, HEHMRIc—

a7 BMIHERE W@V TEHD) ODHANRTIND
G13 = OH / tetrazolyl

G G7
49—C02H 7
a14 — carbon chain <col 17: carbon chain <containing 1-6 C, 0 or more double bonds

0 or more double 0 or more triple bonds> (opt. substd.)

G1 =0
(opt. substd.) / G7 = carbon chain <containing 1-6 C
0 or more double ,
0 or more double bonds, 0 or more triple bonds>
(opt. substd.) (opt. substd.) / F
Patent location: ) |

. Patent location: claim 1
Note: :

Stereochemistry:
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B FQHITEXG R HXE FQHIT RTRBAR

=> D L3 29 FQHITEXG

L3  ANSWER 29 OF 184 MARPAT COPYRIGHT 2017 ACS on STN

MSTR 1 Assembled

AT FQHITEXG ®RFH K TIE, FQHIT OFRTANEICTMZ,
ERXEEPICEFLDIEVMIBEELTLEWL G FIL—

G864 “rm ~ (Additional displayed G-groups) DR ABLERTEIND
;}- =%, MELEDOBEFIBETIENTED

G7 BITTHR T

G G7
7

77: carbon chain <containing 1-6 C, 0 or more double bonds
0 or more triple bonds> (opt. substd.)

0

carbon chain <containing 1-6 C

0 or more double bonds, 0 or more triple bonds>
(opt. substd.) / F

G1
G7

Additional displayed G-groups: Ewk=f 5 LTLVEL

G4 =S /0/C(S) / C(0) G Hh—TEE
G8 = Ph (opt. substd. by 1 or more G9) /

pyridyl (opt. substd. by 1 or more G9)
Patent location: claim 1
Note: or pharmaceutically acceptable salts or prodrugs
Stereochemistry: or stereoisomers

=> D L3 29 FQHIT

L3  ANSWER 29 OF 184 MARPAT COPYRIGHT 2017 ACS on STN

MSTR 1 Assembled FQHIT "R T, evbLiz7ILY—2 2
BiEsL EvhICBEETSE G YIL—TDHMN
AT7 =TREND
G8— G4 a1
hr FDEHEYRZEELTWENWERETHD
G4, G8 DEEILIZDRFRTIEhA DALY
67
G G7

7

77: carbon chain <containing 1-6 G, 0 or more double bonds
0 or more triple bonds> (opt. substd.)

G1 =0
G7 = carbon chain <containing 1-6 C
0 or more double bonds, 0 or more triple bonds>
(opt. substd.) / F
Patent location: claim 1
Note: or pharmaceutically acceptable salts or prodrugs
Stereochemistry: or stereoisomers
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FEDRTBXEL

s F HEDXRFEXZAVSE, BIZELI—FRTEHROTILI—2aBELEYRLTINVSG
Bz, BUOTILI— 1 EDH (MSTR 1 & MSTR 2 MEYRLEEEIX MSTR 1 D&)
NRREShS.

F HLOXRTRHEAXTIK, La—FgTEYrLE
=> D L3 31 QHIT @

TRTOTILI—aEENRTEINS

L3  ANSWER 31 OF 184 MARPAT COPYRIGHT 2017 ACS on STN

MSTR 1 Assembled

cl

@D h_g_m_m_oﬁ_ﬂ!?ﬂkssnj?
e “Ak632
a

479, 481, 483, 484: opt. substd. by (1-4) G7
632: alkyl <containing 1-6 C>

G7 = alkyl <containing 1-6 C> / F
Patent location: claim 1
Note: or pharmaceutically acceptable salts, hydrates

complexes or pro-drugs

Note: substitution is restricted
MSTR 2 Assembled

=> D L3 31 FQHIT SR

cl
0 ﬁ_ 0 L3  ANSWER 18 OF 184 MARPAT COPYRIGHT 2017 ACS on STN
m/ﬁi'_ M TR 1 Assenbled | F HEOERRBRTIE, ZOLa—FHT
BHICEYRLERILI—SalEEDH
a (CHEES MSTR1 OH) MERTREND

¢l

480, 482, 484, 485: opt. sub 0 0 0 Bles 0
633: alkyl <containing 1-6 b HLL@TV%
G7 = alkyl <containing 1 U)*—
Patent location: \nkssz

Note: G

?

MSTR 3 Assembled
479, 481, 483, 484: opt. substd. by (1-4) G7

632: alkyl <containing 1-6 C>

AkG35 G7 = alkyl <containing 1-6 C> / F

Patent location: claim 1

Note: or pharmaceutically acceptable salts

Yo

ﬁ U§;_ hydrates, complexes or pro-drugs
HO— 486 Note: substitution is restricted
D

2
482, 484, 486, 487: opt. substd. by (1-4) G7
635: alkyl <containing 1-6 G>

G7 = alky!l <containing 1-6 C> / F
Patent location: claim 33
Note: substitution is restricted
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BZE : SET MPT (SET MPTASSEMBLY)

B QHIT/FQHIT, QHITEXG/FQHITEXG RTRERXFAKD G FJIL—TOXRTEZIPYEZISIRTE.

=> SET MPT ON D By MR EMEAILITHEE (Assembled) Z2F%F (T4 1)
=> SET MPT OFF D EV MR EMAILTTICRT

=> SET MPT BOTH : E v FENZMEALTHEBELE, EY FINEHRALTLHVVEEOEAZERT

- SET MPT BOTH | Al

=> SET MPT BOTH
SET COMMAND COMPLETED

=> D L3 29 FQHIT

L3  ANSWER 29 OF 184 MARPAT COPYRIGHT 2017 ACS on STN

MSTR 1 Assembled
AKTT

ss-m}ﬁiém
67
EvrER R EH AL TTERRL
G 67 TWaS#EEIL Assembled]
7 ERTEIND
77: carbon chain <containing 1-6 G, 0 or more double bond§,
0 or more triple bonds> (opt. substd.) SET MPT ON ®BEH (FI7+
G1 =0 LR &, COEBARDHRRS
G7 = carbon chain <containing 1-6 C, n3
0 or more double bonds, 0 or more triple bonds>
(opt. substd.) / F
Patent location: claim 1
Note: or pharmaceutically acceptable salts or prodrugs
Stereochemistry: or stereoisomers

G1 =0
G2 = bond
Gs = 16_11 17_14 ]6_9 Assembled f@b‘%é(i, t‘y
—G4 R HEHAITYT, EBRE
? & ¥RT G JIL—TELTE
G5 = 22 —| "ENhD
of—G6 SET MPT OFF & ET5¢&,
- b | AN —
G6 = carbon chain <containing 1-6 G, COHADHRTING
0 or more double bonds, 0 or more triple bonds>
(opt. substd.)
G7 = carbon chain <containing 1-6 C
0 or more double bonds, 0 or more triple bonds>
(opt. substd.) / F
Patent location: claim 1
Note: or pharmaceutically acceptabl¢ salts or prodrugs
Stereochemistry: or stereoisomers |
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B MARPAT Z74/LDIEFE

[% eI

* MARPAT 774 DINI— 1B EICIRFINATWSIEBRERX B ERF, — KX/ /L—
T RIIL—=TD 3 BEIZHEINS.

- TYFLARIJLIZIZEF (ATOM), Y5 R (CLASS), =F (ANY) ) 3 BHEMNHD. oD
EFEIZES T, BEEF, —8BKXIIL—T, RIUINL—TOECETZRZIZEHEINALH T
BIEMNTES.

- TRBLRLEREICEETDE, —BRAITL—THREVrIBHEIC, BELE-EHZERET
TRRDOBEEHNREHSN-BFICRETES.

 F ZE0RTERZIEVINERNDOIIILI—1BEDHE, Q FEDERTERIEEE
B IT—BLE-ERROAERTTS.

% GEME

1. LU TOEES® MARPAT J7MILTHRZETAS.

Rl g | RI OFRE - BE (0) FE X (NAFY)

3 A y
G""{‘E“’f x\{f..-{\ﬁft;f
Voo
/N_C‘\.
C KO

* FICHEELTWEW/ —FOTYFLARLE, H/—F T353R, B/—F TRF]
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C CAS FILES ZFIFBL/-155FHE

MARPAT 774 J)L& REGISTRY/CAplus Z7AIILEFIBALI-EM
HEHFRABTDOFERIZIODLVTSEBNLET.






C CAS FILES ZFIFL /554582

CAS FILES #FIAL-It =Y EREEDIFHRAE

B EEYEICETIETELGARETSHE AL, REGISTRY Z7A /LM CAplus Z7A4ILAD
HYORF—/IN—BRFRIZIMZ, MARPAT 774 DHFZEITT SE, REGISTRY/CAplus 774
ILDBREBETEONEN-RIZEZHTTHIENTES.

B BREODELHEN

1. REGISTRY 7/ /L TCHERE (TILIT7AILER) X179 5.

2. CAplus Z74JLIZAY, REGISTRY J7AINDIINIT7AILBERHERLLTEON- L BE
FRRTDH (UVARF—N—ER).

3. MARPAT J7AMI/LTCHRERE DILIF7AILER) 2E1T9 5.

- REGISTRY Z74JL, MARPAT 77/ T, ALEEBERRAZRWNWEIENTES.
(REGISTRY 774 DBREHKEIZIE, IYFLRILPTEZHURNILOEBEEITIEZELELY)

- REGISTRY J7AMILDINI7AIEEREHERD L FEEEZFEHALT MARPAT 774
I TRERREETTS.

4. L5 2,3 THONEEHREZFZRWVT XTT 5.

REGISTRY f MARPAT \

ILIF7FALBEORE ILIF7FALBEDOEE
(CAS RN®) (5 35F)
l [Point]
CAplus REGISTRY Z7AIL DI I7AILEERE
HROL HEFEEE I DL, REGISTRY J7
REGISTRY Z7A/IL D MILVERILBEBMAZEMALT MARPAT
L FES#/0RA—N T7AILTHERRIZETINDS
—®RELEZEZE
(k. #35F)

K * CAS RN® R &R [XEFT TERL /

BHEKE
(HHEOERERQ

v
R EE
(X#K, #FEF)

CO—EDHRRE ..

BEICERRLEVNEGS
@ CASLINK (P.44)

ZEI7AIILTHEBNIZEFTLEVNVG S IE
@ REGISTRY 774JLE MARPAT 774 )L DEHE
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C CAS FILES ZFFIFL/-F545HE

CASLINK

H CASLINK

* CASLINK [ STN DI7AILISAE—DUVEDT, BAGHREDODRENANBEARAENATL
5.

- REGISTRY 774 N5 CAplus FZ7AILADYARF‘—/A—#FE &, CAplus T7AIL &
MARPAT 774 ILDEEREZBHHIZITS.

- REGISTRY Z774J/L& MARPAT J7AILTCTRILEBEERXZ2EHALTHEERRZNEITS
ns.

« CASLINK THLNIE=EIZEIZ, &SI CAplus F7MILDBRE I« —ILLKEEE T HILELTES.

- HTEVMREREIRITTES.

M CASLINK R LDFE S
- BEER

- MARPAT 7/ TIE THEDEME] O TH#EDHELE] 175 IB/fH] DIEE%
LEBEERRXZE--TRET DAL TELRN. COREZLEBEERRXZRALT,
CASLINK THREZEITI SE MARPAT J7AMIILTIS—I(IH4B1=0, T EIERT
EAEDEMID A NIELE] I2TH175 TIR/$H] DETEZLAEVWKLSIZTS.

- MARPAT 774/ TlERE—HEE (EXA) £I773)—BE (FAM) [XETTELL=
B, ChoDBREALTEIEELEE S, MARPAT J7A/ILTIETEFHMIZ CSS BEMNE
TEh 5.

- MARPAT 774 TIERV)—2VFFBATELRL. RV =20 L BEESFHRELESES,
MARPAT J7A4 ) TIEBEEMIZRY)—UHFERLTHRESINS.

- MARPAT 774 TIREHDOEEERKXD L 52T —IL;EEF (AND, OR, NOT)
THEELERZEIXEITTEHL.

- EEXEKBEIL MARPAT J7//ILOEZENELWICES.
- RE-FUHEL
- CASLINK OF T, EERELIE-RZZRETHIENTESDN, FUHLEZEZFIIHLT,

SLIZAMNOBEXEBEETHLIETELGLV6, ACTIVATE Z#OEIZEZEELEWLES
I, CAplus & MARPAT J7A4IILDEIZE YR IFAILTEAICRET S.
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C CAS FILES ZFIFL /554582

B CASLINK BEDFEN

- CASLINK %FfIFH 35L&, —E® SEARCH OTURTLUTORENEHMIZEITINS.
(TILITF7PAILRBREDISE)

@ REGISTRY 77/ THDHEERE

@ MARPAT 77/ TOEERER

® REGISTRY Z74IILDEIZEEYFILS CAplus T7AILTDYVARFT—/IN—KREK
@ MARPAT, CAplus 77/ I/LEDEHEXH R E

* YUTLRRDEEF DO DAHAETEN, VORFT—N—RRPCEREBREFETENLL.

=> FILE CASLINK [REGISTRY] [ MARPAT ] [ CAplus ]
=>
Uploading abc. str BEEMX L1 (EEX)

L1 STRUCTURE CREATED

4

:> &
HUTILRE BT LR
L2 -
=> § L1 FULL ILTFANBR TP A I T
> saron
Lg -_L5
| »|OZF—n—2 %
L6
e .

DUP REM L5 L6

L7 (MARPAT, CAplus)
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C CAS FILES ZFFIFL/-F545HE

m BRZEH
- BEBERK
Ak ass
55
0 ot oL ass \ng%;j’
Sl :\ CLAS
i nr////H\\\\“ VS A N//,//JL“\\\\ CLASS
kﬂk\“ “r////’ kSL&\'Atom Atom CLASS

\0 .ﬂ\tom

Op ass

RIZWThiEaLTHEN
TYFLRI-TRHLRNILDIETE

- RUtEUE  IYFLRILEISRIZEER
- FREUSND/—F . TIA—ILLDEBEDEE

[CASLINK THREZEITITHHEIC ...]

CASLINK TIE—EDBRZREDITRTEHMIZEITINSDT, REGISTRY J7AJLE
MARPAT 774D A CHBICHERATCEIBEERAZHONLOHERTS

W XUFLAIL, TRHBLANLDEEEZTS S

B RROAN

=> FILE CASLINK — CASLINK [CA B

FILE ' CAPLUS' ENTERED AT 18:30:23 ON 21 FEB 2017

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT
PLEASE SEE “HELP USAGETERMS” FOR DETAILS

COPYRIGHT (C) 2017 AMERICAN CHEMICAL SOCIETY (ACS)

FILE "MARPAT ENTERED AT 18:30:23 ON 21 FEB 2017

USE IS SUBJECT TO THE TERMS OF YOUR STN GCUSTOMER AGREEMENT
PLEASE SEE “HELP USAGETERMS” FOR DETAILS

COPYRIGHT (C) 2017 American Chemical Society (ACS)

FILE "REGISTRY' ENTERED AT 18:30:23 ON 21 FEB 2017

USE IS SUBJECT TO THE TERMS OF YOUR STN GUSTOMER AGREEMENT
PLEASE SEE “HELP USAGETERMS” FOR DETAILS

COPYRIGHT (G) 2017 American Chemical Society (ACS)

=>
Uploading structure file: 1219structure

L1 STRUCTURE UPLOADED «— MaAEAxs7 v FTO0—FF3
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=> S L1 — V2 TNBE

S L1 SSS SAM FILE=REGISTRY -
SAMPLE SEARCH INITIATED 18:31:05 FILE 'REGISTRY’
SAMPLE SCREEN SEARCH COMPLETED - 7657 TO ITERATE

100. 0% PROGESSED 7657 ITERATIONS
SEARCH TIME: 00.00.01

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

C CAS FILES ZFIFL /554582

32 ANSWERS

>~ REGISTRY Z 7 4/ DH > T)LiEFE

PROJECTED ITERATIONS: 147892 T0 158388
PROJECTED ANSWERS: 300 TO 978
L2 32 SEA SSS SAM L1
; /
S L2 SSS SAM FILE=MARPAT N
SAMPLE SEARCH INITIATED 18:31:06 FILE ' MARPAT
SAMPLE SCREEN SEARCH COMPLETED - 997 TO ITERATE
100. 0% PROCGESSED 997 ITERATIONS 12 ANSWERS

SEARCH TIME: 00.00.01

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

>~ WARPAT Z 7 4L DY> TILBE

PROJECTED ITERATIONS: 18076 TO 21804

PROJECTED ANSWERS: 32 T0 448 * HUOTILBRRDGEIFIVORFT—N—KRER I
E47E8MF REGISTRY 774 J/)LE MARPAT

L3 12 SEA SSS SAM L1 D, T7ALDY T ILREREDHNEITESND

= S L FUL - onorrams

S L1 SSS FUL FILE=REGISTRY
FULL SEARCH INITIATED 18:34:12 FILE 'REGISTRY
FULL SCREEN SEARCH COMPLETED - 156591 TO ITERATE

100. 0% PROCESSED 156591 ITERATIONS
SEARCH TIME: 00.00.01

L4 627 SEA SSS FUL L1

S L4 SéS FUL FILE=MARPAT
FULL SEARCH INITIATED 18:34:13 FILE "MARPAT
FULL SCREEN SEARCH COMPLETED - 19983 TO ITERATE

100. 0% PROCESSED 19983 ITERATIONS
SEARCH TIME: 00.00.02

L5 258 SEA SSS FUL L1

S L4 FILE=CAPLUS
L6 46 FILE CAPLUS

SET DU?ORDER FILE
SET COMMAND COMPLETED

DUP REM L5 L6

PROCESSING COMPLETED FOR L5

PROCESSING COMPLETED FOR L6

L7 278 DUP REM L5 L6 (26 DUPLICATES REMOVED
ANSWERS " 1-258" FROM FILE MARPAT
ANSWERS " 259-278" FROM FILE CAPLUS

47

> REGISTRY Z 74 IDIIL T 71 ILIEE
627 ANSWERS

\

J

> MARPAT Z 714 IDIINT 71 IIEFE
258 ANSWERS

} REGISTRY — CAplus o OX A4 —/sV—

EHEBE (L5 D WARPAT Z 7 4 LB %)

)
— MARPAT Z 7 14 )LD [E&
— CAblus Z 71 /ILDEE



C CAS FILES ZFFIFL/-F545HE

=>D L7 1 50 BIB ABS FQHITe—

EvkLE=<ILY—atEE (FQHIT) E&bIC, E5IEHR (BIB) Vi ik
(ABS) 4R KT 5L, B R THISHETOMELZRBICIERIETES

L7  ANSWER 1 OF 278 MARPAT COPYRIGHT 2017 ACS on STN  DUPLICATE 1
AN 165:101050 MARPAT Full-text
TI Preparation of five-membered C-N bonded aryl sulfide a&d arvl sulfoxide
derivatives as pest control agents ZMEZ X REGISTRY/CAplus @
IN Cerezo-Galvez, Silvia;, Alig, Bernd; Fischer, Reiner; Hahn, | B&ZETEtEHoOh-EHEEZ
Harschneck, Tobias; Wilcke, David; Ilg, Kerstin; Malsam, Ofga, CoeserT,
Peter; Koehler, Adeline; Portz, Daniela; Goergens, Ulrich; Eilmus, Sascha
PA  Bayer CropScience Aktiengesellschaft, Germany
SO PCT Int. Appl., 131pp
CODEN: PIXXD2
DT Patent
LA  German
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI W0 2016091857 Al 20160616 W0 2015-EP78934 20151208
PRAI EP 2014-197404 20141211

0S  CASREACT 165:101050
GI
R3
r F O T{JB“
RN
FF ©
pol ?i\{
o .
AB Disclosed are compds. of formula I,

Compds.

C1-6 haloalkyl, etc.;

and S; R1 and R2 are independently H, halo

alkoxyalkyl, alkenyl,

MSTR 1 Assembled

611
65
62
&1
62
F
F
67— 6 CHo—G1
[ A 1020

1020: alkyl <containing 1-6 C> (opt
G11 =0
Patent location: claim 1
Note:
Note:

I[IT and VI
RE.CNT 4

which are suitable for controlling animal pests

of formula [ wherein W is H and halo;

niso,

substd. by G12)

ALL CITATIONS AVAILABLE IN THE RE FORMAT

48

1 and 2; Y is H, halo, C1-6 alkyl,

X is H, halo, CN, G1-6 alkyl, etc.:; V1 and V2 are independently O
OH, CN, etc.: R3 is alkyl, haloalkyl
etc.; R4 is H, alkyl, haloalkyl, alkoxyalkyl, etc.; are claimed

additional oxo formation also disclosed
also incorporates claim 6, 7 and 8

structures 11,

THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS RECORD


http://chemport.cas.org/cgi-bin/ex_sdcgi?nXvL6hDAA10jvWmMRLAUO1HXLHkh39@D3XCRoebNKj1DmG5RvhS2FrHbjXvgRPYOvfjvUbLWSoeexP2IEKDIr15Oni4rMIeNi2bAofeNXV1TUO8vUmDBRC35wQBn7JEgLXPb@oJeX4C1ReZSk66IrIwCTqvF5AmD7jwLfiAN3T4R4HQfjCRUln83V8Dr@XUe

C CAS FILES ZFIFL /554582

L7  ANSWER 50 OF 278 MARPAT COPYRIGHT 2017 ACS on STN

AN 155:123409 MARPAT Full-text

Tl Preparation of novel parabanic acid derivatives| MARPAT J7(ILDA#THONIZEE
lowering blood glucose and lipid (ZOLa—F@& CAplus 77 ALISH

IN Sato, Taro; Komine, Takashi; Nomura, Masahiro; | RERSHTULSHA MARPAT J71//LD
Kobayashi, Naoki BRETOHTONT)

PA Kyorin Pharmaceutical Co., Ltd., Japan
SO PCT Int. Appl., 285pp
CODEN: PIXXD2

DT Patent
LA  Japanese
FAN. CNT 2
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl W0 2011078370 Al 20110630 W0 2010-JP73460 20101224
PRAT JP 2609—296301 20091225

0S  CASREACT 155:123409

GI
1]
R AT o
(5 T e
0 0
F A

AB  The title compds. | [wherein R1 = H, alkyl, etc.; X = alkylene
alkenylene, etc.; Y = a bond, none, etc.; Z = H, halo, alkyl, etc.; m =
0-2; and rings A and B = independently cycloalkyl, heterocycle, aryl
etc.], or pharmaceutically acceptable salts, or hydrates thereof were
prepd. as AMPK activators for lowering blood glucose and lipid. For
example, the compd. II was prepd. in a multi-step synthesis in good yield
Compd. Il showed good AMPK.alpha. activating property, and inhibitory
activity against De novo lipid synthesis (with data)

MSTR 1 Assembled

Ak330
0

@3 a23
10

2
a2? a14% qis11
3

330: alkyl <containing 1-6 C> (opt. substd.)

G23 = F / alkyl <containing 1-6 C> (opt. substd.)
Patent location: claim 1
Note: or pharmacologically acceptable salts or hydrates

RE.CNT 12 THERE ARE 12 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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http://chemport.cas.org/cgi-bin/ex_sdcgi?nXvL6hDAA10jvWmSRLAUO1HXLHkh39@D3XCRoebNKj1DmG5dvhS2FrHbjXvgRPYOvfjvUbLWSoeexP2ZEKDIr15Oni4rMIeNi2bAofeNXV1TUO8WUmDBRC35wQBn7JEgLXPb@oJek4C1ReZSk66WrIwCTRv85Zmw7_wLfJAW3T4R4HQfBCRUln83V8Dr@XUe

C CAS FILES ZFFIFL/-F545HE

=> D L7 262 264 BIB ABS HITSTR

L7  ANSWER 262 OF 278 CAPLUS COPYRIGHT 2017 AGS on STN

AN 2010:1374753 CAPLUS Full-text

DN 153:580318

TI Preparation of spiroimidazolone derivatives for activating intracellular
cAMP response

TIJP #IRBEA D cAWP RIS ZEFMHILT H-ONDAEOSA Ay VFEFRDRAR
(48 4 30 ZR ]

IN Esaki, Tohru; Nishimura, Yoshikazu; Isshiki, Yoshiaki:; Okamoto, Naoki;
Furuta, Yoshiyuki; Mizutani, Akemi; Ohta, Masateru; Lai, Wayne Wen;
Kotake, Tomoya

PA Chugai Seiyaku Kabushiki Kaisha, Japan

SO PCT Int. Appl., 1436pp
CODEN: PIXXD2

DT Patent
LA  Japanese
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl WO 2010126030 Al 20101104 W0 2010-JP57432 20100427
PRAT JP 2609—109256 A 20090428
WO 2010-JP57432 W 20100427

ASSTGNMENT HISTORY FOR US PATENT AVAILABLE IN LSUS DISPLAY FORMAT

0S  MARPAT 1533580318\
GI
CAplus 77/ ILDHTHELAI-HZ

| W—_RI (COLa—FIE MARPAT J74LIZ%
):§<L‘%" gk =N TLVSH REGISTRY/CAplus
R2—X I DBRETOHEBONT)
|
0
ﬁ il

AB Title compds., e.g., I [W = single bond, alkylene contg. carbonyl group
(optionally substituted with halo and/or hydroxy), alkenylene (optionally
substituted with halo, etc.), etc.; X = single bond, alkylene (optionally
substituted with halo or cycloalkyl), alkenylene (optionally substituted
with halo), etc.; Y = oxygen, sulfur atom, :NR37, etc.; R37 = H, hydroxy

IT 1253927-66-0P 1253927-70-6P 1253928-24-3P
1253930-25-4P
RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT
(Reactant or reagent)
(prepn. of spiroimidazolone derivs. for activating intracellular cAMP response)
RN  1253927-66-0 CAPLUS
CN 2,4-Imidazolidinedione, 3-(4-bromo-3-methylphenyl|)-1-methyl- (CA INDEX

NAME)
&
o
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http://chemport.cas.org/cgi-bin/ex_sdcgi?XXJL1haAt11jeWS3RLAUO1oX5HrhX9EDnXvRyeuNdjlD2G047hU2_rqbhXrgrPEOifCvzbPWIoxewP46iKqI51IOliBr7IENt2ZA1fnNZVRT9OQ97m5BrC355QGnVJugLXjPxbF@oJeQ4C1ReZOkE6ArIwcTiv85Amw7BwKfJAd374w4oQGj2Ril78IV9DC@3Uw

C CAS FILES ZFIFL /554582

L7  ANSWER 264 OF 278 CAPLUS COPYRIGHT 2017 ACS on /8 = .
AN 2008:223698 CAPLUS Full-text g;ﬁ;if:?jgiébﬁ;ﬁaggikﬁﬁsziﬁl;1
DN 148:276718 j . RS TOELEH)
TI Methods of increasing the sensitivity of cancer
TIP NAMBORE ZDNAEGICENSE 5 HE [HEMEIR]
IN Ashworth, Alan; Lord, Christopher James; Turner, Nicholas Charles
PA Kudos Pharmaceuticals Limited, UK; The Institute of Cancer Research
SO PCT Int. Appl., 96 pp

CODEN: PIXXD2

DT Patent
LA English
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI W0 2008020180 A2 20080221 W0 2007-GB3062 20070810

PRAT US 2006-60838703 P 20060817
AB The present invention relates to the finding that cells which have a
kinase—-deficient phenotype have increased sensitivity to DNA damage
promoting agents, in particular poly(ADP-Ribose) polymerase (PARP)
inhibitors. Methods of treating cancers with a kinase-deficient phenotype
using DNA damage promoting agents and methods of treating cancers with a
combination of DNA damage promoting agents and kinase inhibitors are
provided, along with screening methods for identifying new therapeutics
for use in combination with DNA damage promoting agents
IT 934818-21-0 934818-25-4
RL: PAC (Pharmacological activity); THU (Therapeutic use); BIOL
(Biological study); USES (Uses)
(treatment of cancer cells with kinase-deficient phenotype to DNA
damage agents such as PARP inhibitors and combination with kinase
inhibitors)
RN  934818-21-0 CGAPLUS
CN 2,4-Imidazolidinedione, 3-[5-[(3,4-dihydro-4-oxo-1-phthalazinyl)methyl]-2-
fluorophenyl]-5,5-dimethyl-1-[2- (4-methyl|-1-piperazinyl)-2-oxoethyl]l- (CA
INDEX NAME)

F 0 0 e
N/
Nku\u__cﬂz_%__ﬁ:::
o
~N
M
RN 934818-25-4 CAPLUS

CN 1-Imidazolidineacetamide, 3-[5-[(3,4-dihydro—-4-oxo-1-phthalazinyl)methyl]-
2-fluoropheny|]-5-methy|-2, 4-dioxo— (CA INDEX NAME)

"Jiuk,cﬂz—g—Nﬂz
%ﬁm

F
=N
@?«u

0SC.G 2 THERE ARE 2 CAPLUS RECORDS THAT CITE THIS RECORD (2 CITINGS)
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http://chemport.cas.org/cgi-bin/ex_sdcgi?3XhL2hJA61wjiWt1ELQU81cXAH9hB9PDIXJR1eWN8jnDeGTv9hx2nrobAXTgBPLOxfXvdbbWVoSehPs1WKDI51yOci4r_IwNX29ACfMNpVnTuOTPOmlB3CI5QQjnLJPgtXYPpb@oJeb4C1ReZOkE6ArqwtTiv85Zm67twKf6AA3E4O42Q5BdRUln88VFD9@MUe

C CAS FILES ZFFIFL/-F545HE

CASLINK DEFRFEDKYIAA (FFHERR)

B CASLINK DBRFEFHEREIZ CAplus DBRFITA—ILFZHTEDLET, SHITKYAHBRREERTT
THIELTES.

=> S L7 AND JP/PC — CASLINK D#ERD L7 FHHF 77 I —HICHXFFD
HELI—FIZRE
S L6 AND JP/PC FILE=CAPLUS
L8 18 FILE CAPLUS
1 FILES SEARCHED. .

S L5 AND JP/PC FILE=CAPLUS — WARPAT Z 7 1)L DEIEIXEEHFIIC CAplus 7 7 4 )L TEF
L9 162 FILE CAPLUS
1 FILES SEARCHED. .

S L9 AND L5 FILE=MARPAT — BYRAAFEEEE WARPAT Z7 1 I~RET
L10 162 FILE MARPAT
1 FILES SEARCHED. .

DUP REM L10 L8

PROCESSING COMPLETED FOR L10

PROCESSING COMPLETED FOR L8

L11 168 DUP REM L10 L8 (12 DUPLICATES REMOVED)
ANSWERS " 1-162" FROM FILE MARPAT
ANSWERS " 163-168" FROM FILE CAPLUS

=> S L11 AND 2000>PY.B — XN—=2 W OBHDRTESN 2000 £LYFIDLT— FICIRE

S L8 AND 2000>PY.B FILE=CAPLUS
L12 5 FILE CAPLUS
1 FILES SEARCHED. .

S L10 AND 2000>PY.B FILE=CAPLUS
L13 73 FILE CAPLUS
1 FILES SEARCHED. .

S L13 AND L10 FILE=MARPAT
L14 13 FILE MARPAT

DUP REM L14 L12

PROCESSING COMPLETED FOR L14

PROCESSING COMPLETED FOR L12

L15 76 DUP REM L14 L12 (2 DUPLICATES REMOVED)
ANSWERS " 1-73" FROM FILE MARPAT
ANSWERS " 74-76" FROM FILE CAPLUS
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C CAS FILES ZFIFL /554582

CASLINK OBRFHRDOKYAAH (HTEYMMER)

B CASLINK ORFRHRIZ, YT rRFBICHERITEHIENTES.

- BERRBRICH ISV TEVMEREGE, BERR TRAAZRTLEVGESICEHNR
FETHS.

Ity FEEERR

‘ﬁiggi‘ 43S

0 B 43 A3
CLASS EE (L16) DEBHTHI IR REETTS
%@%Jmm TRASS CLASS (P48 DHEEMRETIC, \VEVELDER
aton Naton CLASS HE AKX OHAMEBERELELD)
e Opass

=>
Uploading structure file: 1220_Structure

L16 STRUCTURE UPLOADED

=> S L16 SUB=L7 SAM <« CASLINK D[EI &+t v F L7 FHFIZ L16 TH Ity FEFFETTSE
(Tt y FEFTILEFLHE SAW FEBTE4H1)

S L16 SUBSET=L4 SSS SAM FILE=REGISTRY

PROJECTIONS (WITHIN SPECIFIED SUBSET): ONLINE *%COMPLETE#x*

PROJECTED ITERATIONS (WITHIN SPECIFIED SUBSET): 301 TO 979

PROJECTED ANSWERS (WITHIN SPECIFIED SUBSET): 2 T0 124

L17 2 SEA SUB=L4 SSS SAM L16 HUTILREBEDBAEFIOQORAF—NR—REIL
: E{TENT, REGISTRY 774 JLE MARPAT

S L17 SUBSET=L5 SSS SAM FILE=MARPAT T7ANLDHUTILREBEDHDNERITSND

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

PROJECTED ITERATIONS (WITHIN SPECIFIED SUBSET): 32 10 448

PROJECTED ANSWERS (WITHIN SPECIFIED SUBSET): 8 T0 330

L18 8 SEA SUB=L5 SSS SAM L16

=> § L16 SUB=L7 FUL  — Y7ty FEEDIN T 7 A INBREFZETT S

S L16 SUBSET=L4 SSS FUL FILE=REGISTRY

BIFAINDINIFAINBREDERSE

L19 11 SEA SUB=L4 SSS FUL L16 HBELTH IR RARTENS

S L19 SUBSET=L5 SSS FUL FILE=MARPAT
L20 . 184 SEA SUB=L5 SSS FUL L16

S L19 FILE=CAPLUS
L21 8 FILE CAPLUS

DUP REM L20 L21
PROCESSING COMPLETED FOR L20
PROCESSING COMPLETED FOR L21

L22 187 DUP REM L20 L21 (5 DUPLICATES REMOVED) INITFAILRBREREEFTTBE,
ANSWERS " 1-184" FROM FILE MARPAT CAplus J7MILTODEHERE
ANSWERS " 185-187" FROM FILE CAPLUS FTCHEMIZETEND
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C CAS FILES ZFFIFL/-F545HE

=> D L22 1 2 FQHIT

L22 ANSWER 1 OF 187 MARPAT COPYRIGHT 2017 ACS on STN  DUPLICATE 1

MSTR 1 Assembled

13
Ak 14 621
O, 4 13 @23
3T8AK 0 ),

131: carbon chain <containing 1-6 C, 0 or more double bonds
0 or more triple bonds> (opt. substd. by 1 or more OH)
378: alkyl <containing 1-6 C> (opt. substd. by OH)

Patent location: claim 1

Note: and pharmaceutically acceptable salts and esters
Note: substitution is restricted

Note: additional substitution also claimed

L22 ANSWER 2 OF 187 MARPAT COPYRIGHT 2017 ACS on STN  DUPLICATE 2

MSTR 1 Assembled

G768

G;%j'ro
T

601, 602, 604, 605 607: opt. substd. by (1-5) G15

G7 = (1-5) CH2
G15 = F / alkyl <containing 1-4 C>
(opt. substd. by 1 or more F)
Patent location: claim 1
Note: and physiologically acceptable salts
Note: additional oxo formation also claimed
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C CAS FILES ZFIFL /554582

CASLINK DEZRERDORE

B CASLINK TELNEEZZEFLIE=ULESIX, REGISTRY, CAplus, MARPAT 74D [E
B% ThZThDI7AILTRETHELL.

EZEZFEVEITEIL BFELET7ZAILT ACTIVATE a9 URFZAVTIHEUET. HUHL
FEIZtEyhIHER, RRICHHATES.

=> FILE REGISTRY h

REGISTRY Z7A4ILDIILIF7AILER
> SAV TEMP L4 REGISTRY/A DEZE (L4) ZRETD

ANSWER SET L4 HAS BEEN SAVED AS "REGISTRY/A’]

=> FILE MARPAT

MARPAT J7AILDIILITF7AILBED
EZ (L5) #&R%ETD

=> SAV TEMP L5 MARPAT/A
ANSWER SET L5 HAS BEEN SAVED AS 'MARPAT/A" _J

=> FILE CAPLUS

CAplus 77/ )LEIZE (L6) #{R%EFT D

=> SAV TEMP L6 CAPLUS/A
ANSWER SET L6 HAS BEEN SAVED AS ' CAPLUS/A’

* CASLINK DIRBETEREXBREROBMEZEZRFTHLLTESDN, FUHLEREZRS
FRFICFATELGL (RRIEFTER).

=> FILE CASLINK

=> ACT CASLINK/A — BEEXBBREEDEEZFUIL T
L1 STR

L2 ( 627) SEA FILE=REGISTRY SSS FUL L1

L3 258) SEA FILE=MARPAT SSS FUL L1

L4 278 DUP REM L3 L4 (26 DUPLICATES REMOVED)

=> S L4 AND WO/PC

S L4 AND WO/PC FILE=CAPLUS I Avb—ShERENT

L5 6 FILE CAPLUS >t
1 FILES SEARCHED. .. / BRTEGL

S L3 AND WO/PC FILE=CAPLUS

COMBINATION OF STRUCTURE AND TEXT TERMS NOT VALID
COMMAND STACK INTERRUPTED. ENTER “DISPLAY HISTORY”
TO SEE WHICH COMMANDS WERE EXECUTED
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C CAS FILES ZFFIFL/-F545HE

REGISTRY J774J)L& MARPAT J7A4ILDEHFHRER

B AERBE S AS REGISTRY/CAplus, MARPAT ZRAWVACENABREASHELTRELTWS
B AL, CASLINK 2R B TE5LERTHS. LML, 18HIZ REGISTRY/CAplus #HEL, %
DEZZEHREL-#IZ, S5 MARPAT J7MILEFEsE-REBADEIZLREZT—RE1H 5.
FMD&S5% REGISTRY 774J)LE MARPAT J7AIILDEHERREZTOIESIL.--

- FICHEEERRXZF A TESE AL, REGISTRY J7AMILTODINIT7AILEERRIERS:
FAL\T MARPAT J7AIL 2B &T 5.

* REGISTRY 774J)L& MARPAT 7ML TENTNELIEEERMAXZRANSEELTES.

* CAplus/CA 774 JLE MARPAT 774D L BEZRAWVWTHARF—N—REFZETITS
CET, BRICEELEEZFERVWTRITRTHIENTES.

B RRE . TEDBEZROVEIIODLWTREDEBEEFREERTS.

18 R
55
Ury ass
CLASS
¥
oS oLass
oM

Mo ass
LhSS
C
A% N/ W CLASS

E: bitom tom CLASS
\—R Atom ﬁt@

0 Ooy ass

=

* RVEVEBEDOIYFLANILEISRIZER
B REORAF

- MARPAT Z774JLT, REGISTRY J7AMILDIINI7AILBREHEBRZAN-BERZEZENT
5.

« CAplus Z74JLE MARPAT 7 IILDEIZIZIIEENEENTWLWEAREELHD. FEL
KHERTHEHICE, EEEZRVTERTTS. SEIFLUTDO OO DOFRNTHRETS.

D REGISTRY/CAplus 774\ TR ELTEREZEZH TS
@ MARPAT 774 THRERZETL O DHERFRUVTRTITS

<{CAplus Z7AIL> {MARPAT 74 JL>
L5 L5 L6
@ CAplus 7ML DEF @ MARPAT J7/LDIRFKIER L6 ERTT DI,
HR (L5 RT7 5. CAplus 77/ DE%Z L5 % MARPAT J7A LT

BRULWTERRTS (=> S L6 NOT L5).
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C CAS FILES ZFIFL /554582

1. YOTILERE

B REGISTRY 774/l MARPAT 7L DEHGRFEZETITHEERE, HTHI7ZAILTYHYY
TIBRREETTS.

=> FILE MARPAT — WARPAT Z 74 IIZA S

=>
Uploading structure file: 2020_0017_Structure

L1 STRUCTURE UPLOADED «« #EEEHzt 7 v I O0—F73
=> S L1 — O TNBEEFEETT S
FULL FILE PROJECTIONS: ONLINE #xCOMPLETEs**
BATCH  *xCOMPLETE
PROJECTED ITERATIONS: 18076 TO 21804
PROJECTED ANSWERS: 32 70 448
L2 12 SEA SSS SAM L1

=> FILE REGISTRY — REGISTIRY Z 714 ILIZA B

=> S L1 — Y TNBE

L3 ' 32 SEA SSS SAM L1

2. REGISTRY 774D E

B REGISTRY J7AILTINIFAILBEREEITTS.

=> § L1 FUL — TNITF7LILEFE

L4 627 SEA SSS FUL L1

[(2EZ] BERRDOVRATLGIRELEZRIZH T HHIRIE

ITERATION % 13 3R I gt

Ak BER R %= (% VERIFICATION # (4 Bl %
- YT LB R 1,000, 000 50
1;?3’5::;; TLITFAILERER 100, 000, 000 100, 000, 000
RECISTEY § RANGE 18 % 100, 000, 000 100, 000, 000
INTFAIBER 100, 000, 000 100, 000, 000
NIFBRR RANGE 18 % 100, 000, 000 100, 000, 000
- YT LB R 2,000 5 50
1;?3’5::;; TLITFAILERER 100, 000, 000 30 100, 000, 000
MARPAT § RANGE 18 % 100, 000, 000 30 100, 000, 000
R F iR INTFAIBER 100, 000, 000 360 100, 000, 000
= RANGE 18 % 100, 000, 000 360| 100,000, 000
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C CAS FILES ZFFIFL/-F545HE

3. VORA—/I\—1&FE

=> FILE CAPLUS — CAplus Z 74 INIZA S
=> S L4 — REGISTRY Z 74 IDIIN T 71 I EERETELSN
L5 46 L4 L BEFO OIS —IW—8FTS

=> D 1-46 BIB ABS HITSTR «— H&E#£#Fr T S

L5 ANSWER 7 OF 46 CAPLUS COPYRIGHT 2017 ACS on STN

AN 2012:1206060 CAPLUS Full-text

DN  157:548547

TI Discovery of Diarylhydantoins as New Selective Androgen Receptor

Modulators
TIP HILWERMNEGE7Z Y PO UZBFRAHESL L TDDiarylhydantoins®DFER.
K103 EN

AU Niqgue, Francois; Hebbe, Severine; Peixoto, Christophe; Annoot, Denis;
Lefrancois, Jean-Michel; Duval, Eric; Michoux, Laurence; Triballeau
Nicolas; Lemoullec, Jean-Michel; Mollat, Patrick; Thauvin, Maxime; Prange
Thierry; Minet, Dominique; Glement-Lacroix, Philippe; Robin-Jagerschmidt
Catherine; Fleury, Damien; Guedin, Denis; Deprez, Pierre

CS Parc Biocitech, GALAPAGOS, Romainville, 93230, Fr.

SO Journal of Medicinal Chemistry (2012), 55(19), 8225-8235
CODEN: JMCMAR; ISSN: 0022-2623

PB  American Chemical Society

DT  Journal: (online computer file) @————| REGISTRY -> CAplus TORRTIX

LA English EHEFHFXHEB/OND
0S CASREACT 157:548547
GI
OH
Me
0
N— e

NC’I:;;I/ NT%

AB A novel selective androgen receptor modulator scaffold has been discovered
through structural modifications of hydantoin antiandrogens. Several
4- (4-hydroxyphenyl)-N-arylhydantoins displayed partial agonism with

IT 959690-13-2P
RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES
(Uses)
(prepn. and biol. evaluation of diarylhydantoin derivs. as selective
androgen receptor modulators)
RN  959690-13-2 CAPLUS
CN Benzonitrile, 2-chloro—4-[4-(4-hydroxyphenyl)-3, 4-dimethyl-2,5-dioxo-1-
imidazolidinyl]-3-methyl- (CA INDEX NAME)

H Me
0

e

cl

0SC.G 3 THERE ARE 3 CAPLUS RECORDS THAT CITE THIS RECORD (3 CITINGS)
RE.CNT 40 THERE ARE 40 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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http://chemport.cas.org/cgi-bin/ex_sdcgi?EEiyEUopxE7nM1SiL0THZ7735Gp4e9Mk9levwFroI3mS3x0LGhX3QpvthepgiNMdtMm0gxmodN5FKm4HgszML7uilYkwkIMEiUAAEZSVyGUG5JQVGmd6ltN55JTuT7nXyEnTmxokNiRVUb7NM2OvCXTlMQKGiP2bCm_JS97fsTTvuWQ9rdGkUR8pB2uv9otjvZY

C CAS FILES ZFIFL /554582

L5  ANSWER 45 OF 46 CAPLUS GOPYRIGHT 2017 ACS on STN
AN 1972:564701 CAPLUS Full-text
DN  77:164701
OREF 77:27051a, 27054a
TI Herbicidal 1-phenyl-3-methyl-2,4-imidazolidinediones
IN Moser, Hans; Vogel, Christian
PA  Ciba-Geigy A. -G
SO Ger. Offen., 47 pp
CODEN: GWXXBX
DT Patent
LA German
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI DE 2212558 A 19721005 DE 1972-2212558 19720315
CH 544491 A 19740115 CH 1971-3856 19710316
IL 38932 A 19760331 IL 1972-38932 19720308
US 3818032 A 19740618 US 1972-233275 19720309
NL 7203446 A 19720919 NL 1972-3446 19720315
FR 2129674 A5 19721027 FR 1972-8955 19720315
IT 953510 B 19730810 IT 1972-21895 19720315
GB 1343368 A 19740109 GB 1972-12117 19720315
JP 57013521 B 19820317 JP 1972-26937 19720316
PRAL CH 1971-3856 A ISHIEE o — REGISTRY/CAplus 774 ILTHDRE TIL
GI For diagram(s), see printed CA Issue. r us - R LIS,
AB  About 60 title compds. [I, R = H, CI, Me, Br, | 1971 FIEEEAEHRINTNOHEHA
MeS02; R1 = H, MeO, Me, Br, CI, Me2NS02, MeSO foni
Cl, P(0) (OMe)2, 02CNHMe, 02CCH2CI, SP(S) (OMe)2, OCH2-CN, NHCH2CN, NCS, CN
IT 38655-50-4P 38655-51-6P  38655-61-7P
RL: SPN (Synthetic preparation); PREP (Preparation)
(prepn. of)
RN  38655-50-4 CAPLUS
CN 2,4-Imidazolidinedione, 3-(3-chloro—-4-methylphenyl)-5-hydroxy-1-methyl-

(CA INDEX NAME)

Hﬁ;’%u

i

4. MARPAT J74ILDEE

=> FILE MARPAT

— MARPAT Z 7 14 ILIZA B

=> S L4 FUL @
FULL SEARCH INITIATED 14:11:03 FILE "MARPAT
FULL SCREEN SEARCH COMPLETED - 19983 TO IT

REGISTRY Z7A4IDIILIT7AILBEDHERE
FIALT MARPAT 7ML TREEETTS

100. 0% PROCESSED 19983 ITERATIONS
SEARCH TIME: 00.00.02

L6 258 SEA SSS FUL L1
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http://chemport.cas.org/cgi-bin/ex_sdcgi?fTpvyp2Utof8xRSO6HJhQe4MSSCgu5JwHFodoXREeDc3UQq@kr8pYXHpSJkIuJwEW3MhwgpT91EXvQ8I7morteCVixt5ggLTTpuSmLrzDZckd8qm57puF9t9Ue_hkPJpoTrE0gw1o1P@mezUGtSVt9IRf9kch8rHBMNz@tWJC8ikRVtpG9auwFsYFOdJyCZojY

C CAS FILES ZFFIFL/-F545HE

5. EERE

=> S L6 NOT L5 — L6 55 CAplus Z7 4 ILDEED L5 FH<
28 L5 — CAplus T 7 AL DEEL WARPAT 77 A NS ORI —i"— 213
L7 232 L6 NOT L5

=> D 1-232 BIB ABS FQHIT — BIB ABS FOHIT ZFmEAXTEHEZFT S

L7  ANSWER 1 OF 232 MARPAT COPYRIGHT 2017 ACS on STN

AN 165:236078 MARPAT Full-text

TI Preparation of thioxoimidazolidinone compounds and methods for the
targeted degradation of the androgen receptor

IN Jin, Meizhong: Crew, Andrew P.; Dong, Hanging; Wang, Jing; Siu, Kam;
Ferraro, Caterina; Chen, Xin; Qian, Yimin

PA  Arvinas, Inc., USA

SO PCT Int. Appl., 351pp
CODEN: PIXXD2

DT Patent
LA English
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI WO 2016118666 Al 20160728 W0 2016-US14187 20160120
PRAT US 2615—62105210 20150120
AB The }nvention relates to bifunctional compds. of formula I, II, III and IV, which find

utility to degrade and (inhibit) androgen receptor. The invention is directed to compds.,
which contain on one end a VHL ligand which binds to the ubiquitin |igase and on the other
end a moiety which binds androgen receptor such that androgen receptor is placed in
proximity to the ubiquitin ligase to effect degradation (and inhibition) of androgen

MSTR 1 Assembled

G2
G7

G7
G10 T’

10 k22 6256263

792: alkylene <containing 1 or more G>
(opt. substd. by 1 or more G12)

G2 = heteroaryl <containing 1 or more heteroatoms
zero or more N, zero or more O, zero or more S>
(opt. substd. by 1 or more G3)
G3 = F / alkyl <containing 1-6 C>
(opt. substd. by 1 or more G4)
G7 =0
Patent location: claim 1
Note: substitution is restricted
Note: additional derivatization also claimed
Note: also incorporates later claims

RE.CNT 4 THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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C CAS FILES ZFIFL /554582

CAplus MARPAT
L7  ANSWER 232 OF 232 MARPAT COPYRIGHT 201
AN 76:85578 MARPAT Full-text
TI Insecticidal urea or thiourea derivativg
IN Wellinga, Kobus; Mulder, Rudolf
PA N. V. Philips’ Gloeilampenfabrieken
SO Ger. Offen., 76 pp
CODEN: GWXXBX
DT Patent
LA  German LS L6
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI DE 2123236 A 19711202 DE 1971-2123236 19710511
DE 2123236 B2 19791031
PRAI gh :g;?_;ggg :g;?gg}g‘ MARPAT 77«(»0)&%@*(131;9\70 FIZ
US 1971-143668 19710514 BEAELNTEIATLEIEHELAEONT:
US 1973-354393 19730425
US 1974-522058 19741108
US 1975-625126 19751023
US 1976-717633 19760825
US 1979-35978 19790504
US 1981-302591 19810915
US 1984-665508 19841030
US 1986-867695 19860528
US 1986-882723 19860707
US 1992-892365 19920603
GI For diagram(s), see printed CA Issue
AB  Benzoylurea derivs. (I, R =H, Me, MeO; R1 = phenyl| substituted by

halogen, lower alkyl, CN, or Ph; R2 = H, Me, Et, Ac, pentyl, cyclohexenyl;
R3 = CI, Me; X and Y = 0, S) and the corresponding hydantoins and
parabanic acids are strong insecticides. They are prepd. by known
methods. Thus, I (R = R2 = H, R1 = 3,4-C12C6H3, R3 =CI, X =Y =0) (ID)
was prepd. by treating 2,6-CI2C6H3CONH2 with 3,4-CI2C6H3NCO. Il was
active against Pieris brassicae larvae on cabbage plants (sprayed with 1
mg/l. I1) and caused 50-90% mortality of Aedes aegypti larvae at the same
concn

MSTR 1 Assembled

G

610
a10 610
6 610
63
1

—63
62

G3 =0

G10 = GCF3 / ClI

Patent location: claims

Note: record may include structures from disclosure
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C CAS FILES ZFFIFL/-F545HE

SHRIFH-PE-R5IFHROBREK

B MARPAT 74 DHFTIX, EFEHR, & RSIEROREIETELLY. CAplus/CA 774
LIZHORF—N—RBRERLTHDL, F—T—FPERFFERZHTEDLETCRET S.

UTOREBERFFMR—CETCOREHRBRDOAEZERRTDIGEAIZETTS.
(COBEBPTIETTIZ LS » L7 2R RLTWVWBESH, REEKAARRTEDODERTIEF

=> FILE CAPLUS <« CAplus Z 714 /ILIZA S

=> S LS OR L6 <« CAplus Z71/ILD#ER (L5) & WMARPAT Z 71/ D#ER (L6) #F&LH B

258 L6 (BB S)
L8 278 L5 OR L6
=> S L8 AND (19970328<=PRD OR 19970328<=AD) <« 7997 # 3 B 28 HLEIZHE & h = HFIZIRE
L9 206 L8 AND (19970328<=PRD OR 19970328<=AD) =7
=> S L8 NOT P/DT AND 1998<=PY — 1998 FELBIZEFEAE
L10 4 L8 NOT P/DT AND 1998<=PY FHFXBICRE
=> S L9 OR L10
L11 210 L9 OR L10

=> D 56 BIB HITSTR

L11  ANSWER 56 OF 210 CAPLUS-COPYRIGHT 2017 ACS on STN

AN 2009:974953 CAPLUS"Ful l-text

[N 151:245667]."

TI Preparation of phenylimidazolidinediones as CB1 cannabinoid receptor
modulators.

TIWPCBl Ao+ E/ A FZRREKFAHELLTODIIZIIAZIZAIYS O SHUVEDORHE
K103 EN

IN Jaehne, Gerhard; Stengelin, Siegfried; Gossel, Matthias; Winkler, Irvin;
Bigot, Antony; Diu-Hercend, Anita

PA  Sanofi-Aventis, Fr

SO PCT Int. Appl., 151pp
CODEN: PIXXD2

DT Patent
LA German
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI W0 2009097996 Al 20090813 W0 2009-EP589 20090130 <--
Aﬁ 71345 Al 20100616 AR 2009-100397 20090205 <--
PRAI EP 2008-290132 A 20080207 <--

0S  CASREACT 151:245667; MARPAT 151:245667
RE.CNT 1 THERE ARE 1 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT

/‘ CAplus (L5) MARPAT (L6)

. CAplus 774 JL T HITSTR ExsXZzH LTI
MARPAT 77/ /LHEDEZEDEAXEYIL-HEER
L ERTYTHIENTERL

278 (L8)
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C CAS FILES ZFIFL /554582

B MARPAT 774 TEYrLI=-BEH D ZERRLI=WESIL, CAplus/CA T7AILIZHORA—
N—REBELTHF—T—FOPERFFREH TEDLERZ % MARPAT J74 /)LD EIZ L+
Ehtb.

=> FILE MARPAT — WARPAT Z 714 ILIZA B

=> S L11 AND L6 @&——— | CAplus/CA $&U MARPAT TlE CA BHEESMN
202 L1 H£BLTWSE®H, L BBDOIVARF—N—%F 5L,
L12 200 L11 AND L6 BHICALLO—FEZBRLTELHDIIENTESD

=> D 51 BIB ABS FQHIT

L12 ANSWER 51 OF 200 MARPAT COPYRIGHT 2017 ACS on STN

[AN " 151:245667] MARPAT Full-text

AT Preparation of phenylimidazolidinediones as GB1 cannabinoid receptor
modulators.
IN Jaehne, Gerhard; Stengelin, Siegfried; Gossel, Matthias; Winkler, Irvin;
Bigot, Antony; Diu-Hercend, Anita
PA  Sanofi-Aventis, Fr
SO PCT Int. Appl., 151pp
CODEN: PIXXD2

DT Patent
LA  German
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI W0 2009097996 Al 20090813 W0 2009-EP589 20090130
AR 71345 Al 20100616 AR 2009-100397 20090205
PRAI EP 2008-290132 20080207

0S  CASREACT 151:245667
GI

AB  Title compds. [I; R1 = cyano, NO2, halo; R2 = CF3, halo; AB = C(X)NR3
(R3S)C:N; X =0, S; R3 = H, (substituted) alkyl, alkenyl, alkynyl, aryl,
aralkyl; Y =0, S, NH], were prepd. Thus, title compd
4-[4,4-dimethyl-2, 5-dioxo-3-(4-trifluoromethylbenzyl)-1-imidazolidinyl]-2-
trifluoromethylbenzonitrile (prepn. outlined) bound to CB1 receptors with
I1G50 = 90 nM

MSTR 1 Assembled

Ak228
% 0 MARPAT J7AJLTIlE, EvbLi=wIiLy—SatEE
M

FERERLHDE TRRT AN TED

F

228: carbon chain <containing 1-12 C,
0 or more double bonds, 0 or more triple bonds>
(opt. substd. by 1 or more G8)
Patent location: claim 1
Note: and physiologically acceptable salts

RE.CNT 1 THERE ARE 1 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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C CAS FILES ZFFIFL/-F545HE

REGISTRY HJ YR EFEREFF--EHKEHER

B REGISTRY 727A4ILDINI7AILBREEDYITELINREZOHRED L FESEFEHLT,
MARPAT 77/ /L CREEREREEITTS.

BEEHX O BEEMX @

L1 L4 A o
“”\N)K %\N)LNT\D/
u\\o

i ‘\\.
N/ i
—

0
N

=> FILE REGISTRY
=>
Uploading G:¥Users¥...¥Documents¥STN Express 8. 6¥Queries¥strl.str
L1 STRUCTURE UPLOADED
=> S L1
L2 . 32 SEA SSS SAM L1
=> S L1 FUL

: REGISTRY
L3 627 SEA SSS FUL L1 S5 4L DI =
=>
Uploading G:¥Users¥...¥Documents¥STN Express 8. 6¥Queries¥str2. str
L4 STRUCTURE UPLOADED
=> S L4 SUB=L3 SAM
L5 . 2 SEA SUB=L3 SSS SAM L4
=> S L4 SUB=L3 FUL® REGISTRY 774/ L THLNzH9TEyh

' _ BEODILIFAINBREREEMEST
L6 11 SEA SUB=L3 SSS FUL | MARPAT J7 /L THEBRREETTS J
=> FILE MARPAT h
=> S L6

: MARPAT
L7 8 SEA-SSS SAM L4 =T7A1ILD

B®&

=> S L6 FUL
L8 . 184 SEA SSS FUL L4

£%: CAplus 774 TRZRELEEIZZXKIZLT, MARPAT 774/ TH Ty
BREREERITIHELTES.
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C CAS FILES ZFIFL /554582

£Z . MARPAT & CAplus/CA BIDOOXF —/N—iEZBFDHIR

B MARPAT 774JL& CAplus/CA Z7A4ILETIEK, L BEFZHAWVNTYARFT—N\—BERHILET
TELHN, LTOHIRBRILHS.

s —EIICORF—/IN—TELDIEHRK 10 FHFET.

* MARPAT 74 J/LHD5 ZCAplus/ZCA T7AIAIE, L BEEZARAWEIORF—/N—RFEN
E T TEAL.

CAplus/CA & (07

} ZCApl ZCA
HCAplus/HCA | —— > MARPAT CAplus/ZC

O X

% eI

- CASLINK Z#F| A9 35L&, REGISTRY/CAplus Z7AIL B LY MARPAT J7AIILEH ALY
REFHEICETTDHENTES.

- REGISTRY/CAplus Z74JL, MARPAT 77/ ILTORENBEMICEITSI, EEZ
BRUONV=EZENEFELINS.

- REGISTRY 774JL, MARPAT 774 )LD ATHEICHERATEIHEERAZEZMERL
THEEREREZETTS.

« CASLINK ZFIHLAEWEEIX, EI7MILTREZETTAS.

- MARPAT Z77A4JL, CAplus 74T L FEBZAWE=I0XF—/N—E R HIAHE.
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C CAS

El

2.

3.

(e

FILES FFIFL-H5550E

RE M E

LTOREDILEWICEATH%EF, X% CASLINK THRERLT, BFICRETS.

a
Hy

Hy DX ;

TYFLARIL: ISR

cl

=
2

.

* FICHEELTOLWEW/ —FOIYFLAILIL, 6/—F THS5R), B/—F TRF]
* BIIMEBELTHED

LTOREDIEESYMICE T HHEE%H REGISTRY/CAplus 774 )L, MARPAT 774 IL T
FLT, EREHSEE AOIN NFESNTWLWAEHFICERET .

) Hy QR ;
‘%/%‘/U\ﬁkfw I TR LAY
5 & (0)1-2 @

IYFLARIL : ISR
TERHBLARIL - BETS

* FHICHEELTOLWEW/ —FOIYFLARILIE, H/—K TH95R1, B/—K TEF]
* BIIMEBELTHEL

k)
REGISTRY 774 JL& MARPAT J7A I THBLTHEATE2HBEEHXZ2ENT 5.

- EREBHELEE /IPC J4—ILKTRETS. MARPAT 7/ TIHEIRET 2 EZRE

TEREW=®, CAplus F7AIAYBRF—N—LTREL, MARPAT J7/LARLTHDS
KRTTD.

- CAplus Z7MIILDEIZEZEBEMICRTLT, MARPAT J7AMIILDERIZIZEHEZRVTER T

EX)
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7% & [ e






RE

R e

B BREME 1 UTOBEDLEYICETS5ETE MARPAT J7(ILTIRERT S,

Rl G [R1 (s % B (0) /-2 X (1NO5)

5 n u
G""‘bc“’f “\.Cf"{\.DJCF
\ /
/N—C
C \Cl

* BIEEELTLWEWLW/ —FOIYFLARIIL, 88/—FK TH95R, B/ —F TREF]
* BIIMIBELTHEL

B REME 2 . UTOBEDILEWICETS%EF, X% CASLINK TRELT, #HFICRE

T5.
= Hy DIEE ;
| P
H
y TYFLAL 552
cl
/
e
\\.
o Ak

* BIEELTOLDWEW/ —FOIYFLARIIIL, 88/—F TH95R), B/ —F TREF]
* BIIMBELTHEN

B FEME 3 : UTOEEDILEWICE T 548 % REGISTRY/CAplus 774 /)L, MARPAT

TJ7A4ILTRELT, EBREHESE AOIN NTESATWAEHFICEET S.

Hy D¥ERE;

)\A{(&\ﬁk”ﬁy h TR EFX (N)1-3 {#
0 % (0)1-2 &

IYFLARIIL ¢ IFR
TTRHBLRIL  BETS

* BIEELTOLWEWLW/ —FOIYFLARIILIL, 8H/—F TH95R), B/—K T[EF]

*

(e

RIEIWERELTHEWD

k)
REGISTRY 774 /L& MARPAT J7A/ I CHBELTHEATZ 2B EENRXZ2ERNT 5.

- ERBHFLFEIE /IPC J4—ILFTHRERTSH. MARPAT J7A/ )L CIXEBETF P EEZR R

TERW=8, CAplus Z7AMNUAYORFT—/IN—LTREL, MARPAT 77/ ILARLTHDS
=RTD.

* CAplus 274 DRIZZEBEMIZERRLT, MARPAT J7/IILDEIZIFEHZBR VTR TR

5.
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RETE

HEIRE 1

m FEEME 1

UTOREDIEEYICET 55#H%E MARPAT J7/ILTRERT 5.

R1 omm R1

DIEE ;

m EX B

1
di .
Structure Editor R-Group Definitions X
2= 0h® ® A8 ¢ 9 = 2
7’ P mFQ R3 R4 R5 R6||R7 RB RO R10 R11 R1Z >
Draw or change atoms or bonds.
=l Et
R1: 0,Xx
R1
X R S / H (2l
Fn O O% Ak Li | Be e c nEF ne
= ¢y Na Mg Allsi|P|s d ar
P —_—
[ N o K Ca 5 Ti V Cr Mn Fe Co Ni Cu Zn Ga Ge As Se Br Kr
w / \ Rb Sr Y Zr Nb Mo Tc Ru Rh Pd Ag Cd In Sn Sb Te | Xe
G 8 0 Cs Ba * Hf Ta W Re Os Ir Pt Au Hg Tl Pb Bi Po At Rn
% ¢ Fr Ra **
AB Y ) Slontmanices | L3 €2 Pr Nd Pm Sm Eu Gd Tb| Dy Ho Er|Tm ¥b Lu
‘mula; Formuls labl
'\t - #*ctinides Ac Th Pa U Np Pu Am Cm Bk Cf Es Fm Md No Lr
4 - O +
1 Zoom: 185% Isotopes DT
saveAs | Cancel v Variables
Variable nodes  Derwent (DWPIM/DCR) generic nodes
F.nyhalc-gen M Any metal
A Any atom except H Q  Any atom except Cor H
B R
=> FILE MARPAT — WMARPAT Z 71 ILIZA B
=
Uploading .....
L1 STRUCTURE UPLOADED «— /£ L AHEEEHHE 7y FO0—FT3
=> 8 L1 - YOTNBREEETTS
L2 2 SEA SSS SAM L1
=> 8 L1 FUL — TN 7A4NBEFEETTS
L3 13 SEA SSS FUL L1

O%C/S\C/Akxofcy

\
C’/’N_CEO

| R1 (XEE%E (0) Ff=(F X (,\O5FY)

* FITHEELTWEW/ —FOIYFLALIL, H/—K 1951, B/ —K TRF]
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=> D BIB FQHIT 1-13

“—

BRlEHRERDICEY FLEVYIN G — 21 8EFEKFT S

L3  ANSWER 1 OF 13 MARPAT COPYRIGHT 2017 ACS on STN
AN 164:302946 MARPAT Full-text

TI Conjugation of pharmaceutically active agents with transthyretin ligands

through adjustable linkers to increase serum half-|ife

IN Alhamadsheh, Mamoun M. ;

Penc
PA  USA

SO  PCT Int. Appl.

hala,

Sravan C.; Miller, Mark R

CODEN: PIXXD2

DT Pate
LA Engl
FAN. CNT 1

PATE

Pl WO 2016025129
W: AE

BZ

EG

IS

MD

PE,

SL,

VG,

RW: AL
HU,

SE,

ML,

nt
ish

NT NO.

SD

US 20160045609

PRAT US 2014-62037592
0S  CASREACT 164:302946

MSTR 1 Assembled

0
b_os
|

D::gllrggj

Al 68

702
700

696
697

AG
CA,
ES
JP,
ME,
PG
SM,
VN,
AT,
IE,
SI,
VR,
SL,

125pp.

AL
CH,
FI,
KE,
MG,
PH,
ST,
ZA,
BE,
IS,
SK,
NE,
ST,

KIND DATE

Park, Miki S.; Chan

William K.; Li,

APPLICATION NO

Xiaoling;

DATE

A1 20160218
AM, AO, AT, AU
CL, CN, GO, CR
GB, GD, GE, GH
KG, KN, KP, KR
MK, MN, MW, MX
PL, PT, QA, RO
SV, SY, TH, TJ
M, ZW
BG, CH, CY, CZ
IT, LT, LU, LV
SM, TR, BF, BJ
SN, TD, TG, BW,
SZ, TZ, UG, ZM

A1 20160218

20140814

AZ
cu
GM
KZ
My
RS

DE,
MC
CF,
GH

Al

683: carbon chain <containing 1 or more G

696, 697, 699, 700, 702:

0 or more double bonds,

(opt.

substd. by 1 or more I)
opt. substd. by 1 or more G20

Patent location:

Note:

RE.CNT 4

claim 5

or pharmaceutically acceptable salts
hydrates,

enols, amides

or prodrugs

WO 2015-US41189

AM

BA,
¢z
GT,
LA,
Mz
RU,
N,

DK
MK
Ca,
GM

BB,
DE,
HN,
LG,
NA,
RW,
TR,

EE,
T,
CI,
KE,

AZ

BG,
DK,
HR,
LK,
NG,
SA,
1T,

ES,
NL,
CM,
LR,

BY

BH,
DM,
HU,
LR,
NI,
SC,
TZ,

FI,
NO,
GA,
LS,
KG,

US 2015-14804024

acetals,

0 or more triple bonds>

ketals,

BN,
DO
1D,
LS
NO
SD,

FR
PL,
GN,
Mw,
KZ

BR
DZ
IL,
LU
NZ
SE,

GB
PT
GQ
Mz

RU

esters,

20150720

TJ

BW,
EC
IN,
LY
oM
SG,
us,

GR
RO
GW,
NA,

BY,
EE,
IR,
A,
PA,
SK,
uz,

HR,
RS,
KM,
RW,

™

20150720

THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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RE e

HERIRE 2

B FERE 2 ULTOBEDILEMICEATH4EF, X#%E CASLINK THRELT, $¥FFICRE
I5.

. Hy Q%

uy , IYFLANIL: ISR

cl

=
2

.

* FITHELTWEW/ —FOIYFLALIL, H/—K 1951, B/ —K TRF]

m EX B

Structure Editor Maximize view OFF X

ol nDE 3 A& 5 = 3 o Attribute Values
V. Draw or change atoms or bonds. [BR | !l eedchan c H“
et e TYFLAJ o .
— * //:/ : 75X ' o s
X R s =

o ; o N P
Fn
- . o si
*® = . P
(1, ~ @ NN,
Qn c& 0 . \‘ £
x e, O O
A—B :I_‘: Molecular Formula: Formula is not available O ©
x - o - 2 173% ® O O
— Save As Cancel View Previous Structures..

B RE

=> FILE CASLINK — CASLINK [ZA B

=

Uploading ...

L1 STRUCTURE UPLOADED «— #£EL AHEEEMHHEF v TO0—FT3

=> § L1 — Y2TNBRFEETT S

S L1 SSS SAM FILE=REGISTRY

FULL FILE PROJECTIONS: ONLINE *xCOMPLETE=x*
BATCH  *xCOMPLETExx*

PROJECTED ITERATIONS: 472420 TO 491020
PROJECTED ANSWERS: 170 80

L2 1 SEA SSS SAM L1

70



S L2 SSS SAM FILE=MARPAT
SAMPLE SEARCH INITIATED 16:57:11 FILE 'MARPAT

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

PROJECTED ITERATIONS: 12750 TO 15930
PROJECTED ANSWERS: 5 T0 234
L3 5 SEA SSS SAM L1

=> S L1 FUL — TNIZ7ANBEEFEZETT S

S L1 SSS FUL FILE=REGISTRY
FULL SEARCH INITIATED 16:08:35 FILE 'REGISTRY
FULL SCREEN SEARCH COMPLETED - 481813 TO ITERATE

100. 0% PROGESSED 481813 ITERATIONS
SEARCH TIME: 00.00.01

L4 20 SEA SSS FUL L1
1 FILES SEARCHED. .

S L4 SSS FUL FILE=MARPAT
FULL SEARCH INITIATED 16:08:37 FILE 'MARPAT
FULL SCREEN SEARCH COMPLETED - 14816 TO ITERATE

100. 0% PROCESSED 14816 ITERATIONS
SEARCH TIME: 00.00.01

L5 67 SEA SSS FUL L1
1 FILES SEARCHED. .

S L4 FILE=CAPLUS
L6 21 FILE CAPLUS
1 FILES SEARCHED. .

SET DUPORDER FILE
SET COMMAND COMPLETED

DUP REM L5 L6

L7 77 DUP REM L5 L6 (11 DUPLICATES REMOVED)
ANSWERS " 1-67" FROM FILE MARPAT
ANSWERS ' 68-77" FROM FILE CAPLUS

=> S L7 AND P/DT « HHICRET S

S L6 AND P/DT FILE=CAPLUS
L8 13 FILE CAPLUS

S L5 AND P/DT FILE=CAPLUS
L9 67 FILE CAPLUS

S L9 AND L5 FILE=MARPAT
L10 67 FILE MARPAT

DUP REM L10 L8

PROCESSING COMPLETED FOR L10

PROCESSING COMPLETED FOR L8

L11 69 DUP REM L10 L8 (11 DUPLICATES REMOVED)
ANSWERS " 1-67" FROM FILE MARPAT
ANSWERS " 68-69" FROM FILE CAPLUS

71

20 ANSWERS

67 ANSWERS

RE



RE e

=> D 1-67 BIB ABS FQHIT — MARPAT Z 71/ DEIEZFFRT S

L11 ANSWER 1 OF 69 MARPAT COPYRIGHT 2017 ACS on STN  DUPLICATE 1

AN 146:316776 MARPAT Full-text

TI Novel benzopyran derivatives as potassium channel openers and their
preparation, pharmaceutical compositions and use in the treatment of
potassium channel related disorders

IN Zhang, Xuging; Li, Xiaojie; Sui, Zhihua

PA  Janssen Pharmaceutica N.V., Belg

SO PCT Int. Appl., 140pp
CODEN: PIXXD2

DT Patent
LA English
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI W0 2007027780 A2 20070308 W0 2006-US33871 20060830
W0 2007027780 A3 20070712
PRAI US 2605—60713550 20050901
W0 2006-US33871 20060830
0S  CASREACT 146:316776
GI
(L1)n-R5 (L1)n-RS
X== | S X== | 0RO
Rl R1
Cl
NH —
R
S’L*N 0.0 0=y~
NG _OH Ph’g OoH
e e
: :0: We 111 : D%e v

AB  Compds. of formula I and II [RO = H, C1-4 alkyl, C0-C1-4 alkyl, and
(un) substituted benzoyl; R1, R2 = independently C1-4 alkyl; or R1R2 are
taken together to form a (un)substituted 5- to 7-membered

MSTR 1 Assembled

308: alkyl <containing 1-4 G>

313: alkyl <containing 1-4 C>

789: heterocycle <containing 5-10 atoms
1 or more heteroatoms, 1 or more N, zero or more O,
zero or more S (no other heteroatoms), mono- or polycyclic>
(opt. substd. by 1 or more G29)

Patent location: claim 1

Note: substitution is restricted
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RE

=> D 68-69 BIB ABS HITSTR — CAplus Z7 1 INDEEZFRFT S

L11 ANSWER 68 OF 69 CAPLUS GOPYRIGHT 2017 ACS on STN
AN 1985:113296 CAPLUS Full-text
DN 102:113296
OREF 102:17794h, 17795a
TI Active compounds with pharmacological activity
IN Evans, John Morris; Buckingham, Robin Edwin; Willcocks, Kenneth
PA  Beecham Group PLC, UK
SO  Eur. Pat. Appl., 41 pp
CODEN: EPXXDW

DT Patent
LA English
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl EP 120427 Al 19841003 EP 1984-102962 19840317
EP 120427 B1 19881221
R: CH, DE, FR, GB, IT, LI, NL
US 4610992 A 19860909 US 1984-592115 19840322
JP 59181278 A 19841015 JP 1984-55935 19840323
PRAI GB 1983-8064 A 19830324

ASSIGNMENT HISTORY FOR US PATENT AVAILABLE IN LSUS DISPLAY FORMAT
0S  MARPAT 102:113296
Gl

g 2
R oRt

|
Rl o5

I
RS ©§X
NC : ﬁ R6 NG : L. _OH
e <l m
AB  Antihypertensive pyrrolidinyl- or piperidinylbenzopyrans I [R = H, R1 =
NO2, -CN, CI, CF3, (un)substituted alkyl, acyl, amino, sulfinyl, sulfonyl,

thioacyl, or vice versa; R = NO2, -CN, acyl, R1 = (un)substituted OMe
amino, or vice versa; R2 = H, alkyl; R3 = alkyl; R2R3 = (CH2)2-5; R4 = H
IT 86776-76-3P
RL: SPN (Synthetic preparation); PREP (Preparation)
(preparation of)
RN  86776-76-3 CAPLUS
CN 2-Pyrrolidinone, 1-(6-chloro-3, 4-dihydro-3-hydroxy-2, 2-dimethy|-2H-1-
benzopyran-4-yl|)-, trans- (9CI) (CA INDEX NAME)

Relative stereochemistry

Cl ~0H

0SC.G 6 THERE ARE 6 CAPLUS RECORDS THAT CITE THIS RECORD (6 CITINGS)

73



RETE

HERIRE 3

B HERE 3 ULTOBEDELEMICETH4F5F % REGISTRY/CAplus 774 )L, MARPAT
T74ILTRELT, EREESE AOIN BT EINTWAEHICRETS.

Hy D% ;

) O\ f,zHy h TTERE-EFXR (N)1-3 #
NVAH/ Ak & 0)1-2@
0]

IYFLARIL:ITR
TRBLARLBETS

* FITHELTWEW/ —FOIYFLALIL, H/—K 19521, B/ —K TRF]
* BIIMEBELTHEN

m EXEH

=] | Structure Editor Maximize view OFF X
& Ix D R G B @ o = ? TE» Attribute Values =
Bond Type
" " x Chain | Ring | Ring / Chain (g H
Draw or change atoms or bonds. Bond Value Fl
||_|| Et Exact | Normalized | Exact / Normalized
Node Type o ]
Chain | Ring
X R Ges N P
Fn O]
*g :2 cl, si
® e oL B¢ ,
Ak NN
[ ] Match rl
14 2 Atom | Class | An
Element Count Level \‘ EZ
On %‘ 0 Limited | Unlimited
Ring Isolation m
s ' O
e Node Attributes X @
AB D |
Element Counts . n
" = Molecular Formula: Formula) Any O
Generic Definition: ® Specific —
1 Hy Heterocycles
A 1. Select an element 2. Select a count 3. Add/Remove Element Count
Markush Attributes
o Exact | add N:1-3
saveas| Non-Hydrogen Count = o 12
NO Minimum Remaove
Np
o Maximum
Os
=]
- ® Range 1 to 2
Node Attributes X
Element Counts Match Level Element Count Leve
Generic Definition: Atom ® Limited
. Heterocycles ® Class Unlimited
I Markush Attributes Any

Non-Hydrogen Count
Changing the Element Count Level may result in changes to extended ring systems and carbon

chain clusters.
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=> FILE MARPAT — MARPAT Z 7 4 ILIZA B

=>
Uploading structure file: 1201ex3_structure

L1 STRUCTURE UPLOADED

=> S L1 @&—————— | REGISTRY 77 AL ERALBABRRAEFATICLERELT,
; MARPAT J7AITIILIT7AIIRENARETHINEFHERALTHL

FULL FILE PROJECTIONS: ONLINE *xCOMPLETEx** — COMPLETE ##Ei#&
BATCH  **COMPLETEx*x*

PROJECTED ITERATIONS: 158944 T0 167776

PROJECTED ANSWERS: 0TO 0

L2 0 SEA SSS SAM L1

=> FILE REGISTRY — REGISTRY Z 714 IIZA B

=> S L1 — Y TNBEE

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

PROJECTED ITERATIONS: 16695 TO 20345
PROJECTED ANSWERS: 2 T0 124
L3 2 SEA SSS SAM L1

=> D SCAN — BEF#ZE

L3 2 ANSWERS REGISTRY GCOPYRIGHT 2017 ACS on STN

IN Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-methyl|-1-propen-1-yl)-,
[3-(2-propen-1-yl)-1,2, 4-oxadiazol-5-y|]Imethy| ester

MF  G16 H22 N2 03

0
H20==GH—GH2\H§;EL SHip—0_ CH—CMe2
;;: Zﬂe

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

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

=> § L1 FUL — TILIT7ILILEFE

FULL SEARCH INITIATED 16:09:44 FILE 'REGISTRY

FULL SCREEN SEARCH COMPLETED - 19154 TO ITERATE

100. 0% PROCESSED 19154 ITERATIONS 56 ANSWERS
SEARCH TIME: 00.00. 01

L4 56 SEA SSS FUL L1

=> FILE CAPLUS — CAplus Z 714 INIZAB

=> S L4 — REGISTRY Z 714/ DEFEREF o OIS —/\—F 3
L5 20 L4

=> S L5 AND AO1N/IPC — EBRFEFAE AOIN 2 EEATOSEFICIRET S
L6 11 L5 AND AO1IN/IPC
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RE e

=> D 1-11 STD ABS HITSTR — £#DEFZIF#H HH7HE MR Ev FLEEEYDEELEZEZRTT S

L6  ANSWER 1 OF 11 CAPLUS COPYRIGHT 2017 ACS on STN

AN 2002:688148 CAPLUS Full-text

DN 137:216941

TI Preparation of 2, 2-dimethylcyclopropanecarboxylic acid
5-methyl-b-propargyl-2, 4-dioxooxazolidin-3-yImethyl| esters and the
pyrethroid insecticide composition containing them as the active
ingredients

IN Nishida, Nobuyuki; Inoue, Masafumi; Nakayama, Koji

PA  Dainippon Jochugiku Go., Ltd., Japan

SO Jpn. Kokai Tokkyo Koho, 6 pp
CODEN: JKXXAF

DT Patent
LA  Japanese
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl JP 2002255946 A 20020911  JP 2001-50630 20010226 <--
PRAI JP 2001-50630 20010226
CLASS
PATENT NO. CLASS PATENT FAMILY CLASSIFICATION CODES
JP 2002255946  IPCI  CO7D0263-44 [ICM, 71; AO1N0053-04 [ICS, 7] <
IPCR  C07D0263-44 [1]; AOTN0053-04 [I] =
0S MARPAT 137:216941
GI
Q Me
RCUZGI'IZ—N/%GHZCEGH 0= e _to
I Me
o= Ne___We 0= Me___MWe

PN wot
R2 R3

AB The title compds. (I; R =Q, Q1, Q2; wherein R1, R2 = H, F, CI, Me, CF3;
R3 = H, Me; R4 = C1-4 alkyl), which are quick-working with high mortality

IT  455261-46-8P
RL: AGR (Agricultural use); BSU (Biological study, unclassified); SPN
(Synthetic preparation); BIOL (Biological study); PREP (Preparation); USES
(Uses)
(prepn. of 2,2-dimethylcyclopropanecarboxylic acid
5-methyl|-5-propargyl-2, 4-dioxooxazolidin-3-ylmethyl| esters and the
pyrethroid insecticide compn. contg. them as the active ingredients)
RN  455261-46-8 CAPLUS
CN Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-methyl|-1-propen-1-yl)-,
[65-methyl-2, 4-dioxo-5-(2-propyn-1-y|)-3-oxazolidinyl]lmethyl ester,
(1R, 3R)- (CA INDEX NAME)

Absolute stereochemistry

. Clle2

G=CH
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RE

=> FILE MARPAT — MARPAT Z 7 4 ILIZA B

=> S L4 FIL &——
FULL SEARCH INITIATED 16:10:
FULL SCREEN SEARCH COMPLETED

REGISTRY Z7AILDINI7AILBERDER (L4) ZHWVT
MARPAT J7AITIILNITFAILRELZETTS

100. 0% PROGESSED 164541 ITERATIONS 40 ANSWERS
SEARCH TIME: 00.00.07

L7 40 SEA SSS FUL L1

=> FILE CAPLUS — CAplus Z 74 INIZA B

=> S L7 AND AO1IN/IPC
40 L7 .¥ MARPAT 774 L TIXEBREHF P EORENTELELEH,

215911 AOIN/IPC CAplus Z7A4I)LIZ9BRA—/IN—LTRET S
L8 18 L7 AND AO1IN/IPC
=> S L8 NOT L6 — CAplus Z 714 I TESALEZEFZES
L9 17 L8 NOT L6
=> FILE MARPAT — MARPAT Z 71 ILICA B
=> S L9 AND L7 @&—— | HE MARPAT 774 AYORLA—/1N—F 3. L9 [FLO—FFEEIZ
17 L9 FUBREBENETINGZYD, BERRODEYMEBRMNEENLL.
L10 17 L9 AND L7 BERZOREZ L7 EEEIDEEVNMERARMBMEN, FQHIT %4&

DRTIBXATEVMIRERTTED

=> D 1-17 STD ABS FQHIT

L10 ANSWER 1 OF 17 MARPAT COPYRIGHT 2017 ACS on STN
AN 154:513569 MARPAT Full-text
TI Chrysanthemy| derivatives as mealy bug attractant
IN El-Sayed, Ashraf M.; Bergmann, Jan Heinrich Albrecht; Unelius, Carl|l Rikard
PA  N. Z
SO PCT Int. Appl., 38pp
CODEN: PIXXD2
DT Patent
LA English
IPCI C07C0069-67 [I1; AO1P0019-00 [I]; AOINO037-06 [I]; CO7C0067-08 [I]
IPCR C07G0069-67 [I1; AOTNO037-06 [I]; AO1P0019-00 [I]; CO7C0067-08 [I]
FAN. CNT 1

PATENT NO. KIND DATE APPLICATION NO. DATE

Pl WO 2011053168 A1 20110505 WO 2010-NZ217 20101029
AU 2610313864 A1 20120607 AU 2010-313864 20101029
EP 2493842 A1 20120905 EP 2010-827208 20101029

R: AL, AT, BE, BG, CH, CY, Gz, DE, DK, EE, ES, FI, FR, GB, GR, HR
HU, IE, 1S, IT, LI, LT, LU, LV, MC, MK, MT, NL, NO, PL, PT, RO
RS, SE, SI, SK, SM, TR

ZA 2012003093 A 20130130 ZA 2012-3093 20120426
PRAT NZ 2009-580852 20091030
W0 2010-NZ217 20101029

0S  CASREACT 154:513569
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RE e

GI
R4 RO Me
R2 R7 Ne Ne_ _ Me
Rl X< 00-~R6 He - \/U\J(m
3 I 1

AB  Chrysanthemy| derivs., such as I [R1-7 = independently, alkyl, alkenyl
alkyny!l, aryl, heteroaryl, heterocyclyl, heterocyclylalkyl, haloalkyl
amino, acyl, acyloxy, carbamoyl, etc.; X =0, S, NR8, R8 = H, alkyl
alkenyl alkynyl, etc.], were prepd. for use controlling and monitoring
populations of mealy bugs. Thus, (R,R,R)-deriv. Il was prepd. starting
from (2R)-2-hydroxy-3-methylbutanoic acid and chrysanthemol
Chrysanthemy| deriv. II and related stereoisomers were evaluated for mealy
bug attractant activity

MSTR 1 Assembled

Gl a1
30 AIA CH2>—G17—-G18

301: carbon chain <containing 2 or more C
1 or more double bonds, 0 or more triple bonds>
(opt. substd. by G21)

G1 =10 /25 / 34

1063-67 g4 g3-cZ50  34G10—G4

G3 =0

G4 = alky!l (substd. by G6)

G6 = heteroaryl <containing up to 10 atoms
1 or more heteroatoms, zero or more N, zero or more O,
zero or more S (no other heteroatoms)>

G21 =85 / 96

gh3—G7 ggl10-64

Patent location: claim 1

Note: or salts

Note: additional oxo formation and substitution also
claimed
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[Vv?b&wwﬂﬁﬁ%lvb]

EROBEEMAZMHERL, v FLARL TRFITVIR

Li=B&IC,

RE

PRE/MRELGEL) I ZHEE
mE (&) WOBIBENEY T EINEINEBZBAFET.

Ev b BE5EEF O 2, EVvFLABVWEERE X ZRALTHFELES.

TYFLAN)L
EEEMX B Z& (x##) IS5 R
IR F
R R %E LAl
F F
F C
F X
X F/Cl1/Br/1/At

U
O

Hy

Hy<containing
zero or more 0>

Q.
v 50
Hy Hy
Hy Hy<containing

(THRH 0 (2-3))

-1 0>

Hy
(GTHEH 0 (2-3))

Hy
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RE e

f

TN—2OEZE

TYFLANI
BEERR BZ& (%) 93X
[RF
R & R 7E L7z
X F/Cl/Br/1/At O O 0O
O | O 0 o o
Q Q X X x
g / Hy X X '0)
¢ Hy<containing
@ zero or more 0> X O O
v | Oy e o o
Hy Hy X O o)
Hy Hy<containing
(TRHF 0 (2-3) [ -1 0> X X X
i Hy X X '0)
(tH# 0 (2-3)
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APPENDIX

TIV)—aEERD—BRIIL—TFrJEaA—F

B MARPAT 774 I)LICISRESNTWATILI—2 18 &R TIE, UTOLSIH—BAX T IL—T7rIE21—

FEEARALLNDIELHS.
Hik=1 451 =R
AN  Attachment Nodes AN (3) A 3 EOEEDRFTHSE
AN (2) N 2 BOERRTHSE
AR Aryl AR (1-) 1T UEDFEREED
AR (0) FEHER T AN
BD Bonds BD(OT ZERETEHAEL
BD (1-) D (2) SE 1 LED_EHEEL 2 BOEKS
CH Charge CH (2) + 2 EOEER
CH (1-) +- 1 UEDE, FRIFADEMN
DC Degree of Connectivity DC (0) M3 DUk 7EL
DC (1-) M3 ik HY
EC Element Count EC (1-8) C 1-8 DRFE
(1-8) 1-8 MikHE (C RFEM)
EC (2-3) N 2-3 DEXR
FA Fusion Atoms FA (2-4) C 2-4 DRFRFIBEER
FA (2-) C 2 UEORFERFHBER
RC Ring Count RC (2-) 2 LEDORSREZEDOZR
RC (1) Bz
RS Ring Size RS (2-3) E6 2-3 M 6 B1)R
RS (1) M5 (1) X6 5 £zl 6 AR
e R <TX “Protecting group”>
TX Text Qualifiers R <TX “residue”>
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APPENDIX

CAS DItEWERESI A 1 - JL—LFDILEY

B JL—L GFFHEREGEHE) ICRESINTWBIEEMEDERE] (MARPAT J74JLE REGISTRY 774

JUIZE T BUINER)

* MARPAT J7A4)L : IILI—LaBE&ElnHhIEFzRsISNns.

- REGISTRY 774l : HHFFERGHEICTILI— 1B ETEHINTWSILEYETH, BAREIC

EETEIRTENEDERFELITIEEMENRSIESND.

- Bl 1 —DERIERAERES, RERIRGERNSSALNTIVSES

FrETAREFE D RCHE

RCH2SO2CH:CCIPh (R =H, Ph, p—tolyl)

U 4

MARPAT J74)L REGISTRY 74l

G1-CH,SO,CH:CCIPh MeSO,CH: CCIPh

G1=H / Ph / p-tolyl PhCH,SO,CH: CCIPh

maﬂ4CHQSOZCH :CCIPh

- Bl 2 0 —DOREGREEERL, —HEREGEERNSAONTISIES

FrarsAREE D RLHE

RCH,S0,CH=CCIPh (R=H, Ph, [Alkyl)

4 4

MARPAT J74JL REGISTRY 774l
G1-CH,SO,CH: CCIPh MeSO,CH: CCIPh
G1=H / Ph / |Alkyl PhCH,SO,CH: CCIPh

1 —fest/—rexd

- B3 2 UEDRERERL, BENRGERASAONTINDIES

FrEf R REFE D RCHE

R'CH,S0,CH,CHCIR?
(R'=Me, R? =Ph ; R'=Et, R* =CH:CHSi(Me) Et,)

4 4

MARPAT Z74 )L REGISTRY J74 /L
G1 - CH,S0,CH,CHCI - G2 MeSO,CH,CHCIPh
G1=Me / Et EtSO,CH,CHCICH; CHSi (Me) Et,
G2 = Ph / CH:CHSi (Me) Et,
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Bl 4 2 DEDAERERL, BASOEICEYEROMENHEESNDIEE

A REEDRH

R'CH,S0,CH,CHCIR?
(R'=Me, Et R?=Ph, CH:CHSi (Me) Et,)

4

MARPAT J74 )L

G1 - CH,SO,CH,CHCI - G2

G1 =Me / Et
G2 = Ph / CH:CHSi (Me) Et,

[ ] —mt/—rexy

U

REGISTRY Z741JL

HREFFEREEMN?DIEFREISNEL

* JEEDHAELENELS
58, TOMAEHENOHE
L=MEIFRILEGL.

Bl 5 . 2 LEDAEEZERL, HEARLCERENEAONTNDEGEE

FrEFeR R EEE D RLE

gL—L4L 1
gL—L 2

JL—L 1 IZBVT R=Me, X=F

XCONRSCH,CH,SNRCOX (R=T7JLFJL;X=/\84">, OH, 7/IL3F>)

U

MARPAT J7AJL

4

REGISTRY Z741JL

G2 - CON - G1- SCH,CH,SN - G1 - CO - G2

G1

= [FILEI] / Me
G2 = )\B5] /OH/ /F

FCON(Me)SCH,CH,SN(Me)COF

Bl 6 : BEEICETIEEML/—RIZDOWT, $EEFERSEREICE

BIZEHBINTVDIEE, EXLGLDEHIBSNIIHEIZ(E, Example ELTREISND.

FrEF R R EEE D RDE

JL—L
FEADEFEMAERA

R=Me, Et

. XCONRSCH,CH,SNRCOX (R=[7JL¥JL|;x=[\O%*>] OH, [F7Lax)

4

MARPAT J74JL

i

REGISTRY Z74JL

G2 - CON - G1- SCH,CH,SN - G1 - CO - G2

R=[ZILFIU] / Me / Et
X=/\a7>] / OH / FILaFY

[ ] —sest/—rExRy

83

Ty AN A

* M ERBAICE T AREITEE
L&y, EMEFICEHIh TS
BEMETHNIE CAS DFESI
HEHH-THESITS

NG, HEADFMEHRAD




APPENDIX

CAS DItEWEFESI At 2 - FEADOFMLESBATDIEEY

B EBAQHMGEHRBARICEHSNTOSIEEYMDIKRS] (MARPAT J70)LDAH RSN DHIEFHE)
- BEFEREERICIILI -V BENLBMERIC, YL BETINET .

- BRERBENOILI—L 2 lE S L RAOEMEHBHROTIL Y — S 1B O EEALL
548, REOEALHAOTILI— 1BENRIISNS.

- 1=12L, RiG% (Starting Materials) EHRERIEIL—LDHMNLUNEEREN, FEEDFEHSULER
SNBTEIEEL.

Bl B (BARDARKES 2005 £ 125193)

FADFFMGHRA— RS R REERNICILI—2 2 BELNGLMES)
LW00T13Z]
FHEATREORRE 27/ —UEEME. — (1) Treha{baWTHa.

(0014]
(1k1]

OH

Ry
‘ —sk (1)

- (R1) n

(Z7ZL. AMOR 1, AFEExiL I~ 4 DT
~L. n!ilﬂ-'BUDﬁﬁE‘ﬁi"s“#; ) B A

IFFELLT, RIDKEE AT ILTHS,

B3, 7). L TFIL TS =) AN T ) tert - FFIL T —
. sec—FFIL TSI, TP T/ =)L, FoL A -ILBEFENS, ChaO T/ —)IESWa
BV HEELTRLAIEETES,

FEAL, 7). FLJT=)b. FLL /=TSN, LUFELLE, 72/ THE,

MSTR 1
H
G G1
G G1
1
G1 =2 or more H / alkyl <containing 1-4 C> /
(Examples: Me / Et / Pr-i / Bu-t / Bu-s / CH2CH=CH2)
Patent location: disclosure
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CAS DIEEYERESIAE 3 - EieflEDEEY

B EEHICEHINTOAEEMEDFES| (REGISTRY 74 /LIZHITHUNER)

- EEFICEHSNTOSEEYEDSSL, Hifitt, ARRICHETILDPEELEE (VL—LZ
NTVBRBERGL) [CEAETHEEMETHELND hard data HHEMEM RIS D.

- LTOEHENIR— ot L1582, EREFIFD hard data DELMIE (Prophetic
ME) LFR5IShb.

- 2009 &£ 1 AL CA, DE, EP, FR, GB, JP, RU, US, WO #&F. =L, BAREHIZDOI\T
(&, 2000-2008 £ D4FEFH IR HIIZIRER

- 1998-2008 % CA, DE, EP, FR, GB, US, WO TH{TENT-ZEE, {LFE, JHMEEDIFEHF (1993
-1997 EHERHHIIZUNER)

Prophetic )ENDEZE

YBEFDEIEFIEEE SN TULVS hard data DELVMEEDLEYME B . K, BEEtESHi-hREE,
EBY) T, JL—LICIFREHINATOVENLD. BERXLITTEL, EEYMELTREINATLSED
P, RICEEOHLNTWBEDLEENS.

PROSETIZBVARSHRESATLSD, TORABRNEIESATOENYE.

SRR D o
v [Point]

S0, A / o
\ CEBM 1,2, 3, 4,6 (&, BAAEHINTLADT

. RelSnb.
oy
- EEME 5, 7 L, hard data AVEREiSH TLVELY

Prophetic )& THd. COLOILTME T LEEDEHE(C

Ex X R! R R R HEDWTRERSND.
1 2-Cl H CONH2 H H CH NH 202-205
2 5-Cl H COHN2 H H CH NH 257-259
3 4-Cl CONH2 H H H CH NH 238-239
4 H H CONH2 H H CH NH 182-185
5 3-Cl H CONH2 H H CH NH
6 4-Cl H CONH2 H H CH NH 185-190
7 6-Cl H CONH2 H H CH NH
EXAMPLE III
Testosterone Preparation 3: Testosterone
17 B-(trans-4-n-pentyl)cyclohexanecarboxylate (V) 17 B-(trans-4-n-pentyl)cyclohexanecarboxylate (V)
o]
of 4<:>7CH2 ——(CHp)gCHg ! Testosterone (7, 26.02 mg, 0.09 mmol) was dissolved
in anhydrougbenzene (1 ml) and pyridine (0.10 ml)

under nitrogen. The trans-acid chloride (17, 29.26 mg,
0.135 mmol), dissolved in anhydrous benzene (0.5 ml),
was added fo the above solution. The reaction mixture
o was allowdd to stir for 30 min under nitrogen. TLC
(silica eel. EtOAc: hexane (2:3)) of the reaction mixture

Preparation 1: trans-4-n-pentylcyclohexaned
acid (16)

This compound was prepared from 4-n-penty) . penzene % pyridine M &SHAFDRE, RELE (L,
zoic acid (15, 53.8 g, 0.28 mol), in a manner si %ni—ﬁﬁL\é:tb“?ﬁﬂ%}éhtt\ﬁ(fh(i%?;I‘éht;l,\

the procedure described for trans-4-n-butylcyc

[Point]

TV apUTaUoTT UT UTC SUTVOIIT EaVve —FZ TIg UT Ure

anecarboxylic acid (11) in Example I, Preparation T in 047 )
an overall yield of 80% (43 g); m.p. 50-51°C. (pet. crude ester. The crude product was recrystallized from
ether). ether-pet. ether to give 35.8 mg (85%) of white crystals:

85



APPENDIX

BRETESLHMEET —4

B JILI—aEEDT—4ELT MARPAT 7LD T—AELTHEELTLTE, BETEHOVEE
T—EANEETS.

+ EZERIZ/AXMNEATDIEE RETELNT—H)
- —BRXTIN—TTFXRAMNIHRTIERE - B (TESH)
- —BXIIL—TTFXADOEN x TEHRITBRETEE
- G TIL—TDEIRBEDES

- BEERXPTKREZERLTLEY, BEREHFHEOLOIHEEKERY, BHEEKREEEELT
WTHERDELIGT—RTIE, BERIC/AXNEFENEIENHD. 1120, BERNITGL.

s JAXHGEAT B
BEEEK
*
A 3
* DMBEITKEH 1 £-1X EKELEES 2
* > 2 bi-{F 3| fvi

- [E%E 1(vh
AN 142:171119  MARPAT

MSTR 2

G1 =H / halo / NO2 / OH

- [E% 2(Evh)

AN 142:11573 MARPAT

qI—GZ—gH—?l—C (O)NH—E—C (O)ZJ;H:E ()]
4 HO H2

G6—C(0) H
P 5
G4 = CH2Ph /f___QHZCGH4OH—9V,T/ 15
- [E% 3(/4M4X)
AN 143:154299 MARPAT
G1— O C (0).G2iC (0)-0—G1 G3
h | Z SO3H Apd&E
G2 = phenylene (substd. by (1) SO3H) e— | Phenvlene | PLTERTS
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TYFLANJLEREDIIAL

B IROMEE, TYFLALITEERBRLGL.

B/—F0

\
Ak TYFLARJL ATOM @ N
N, >
v N
A\

B/—KD
L TYFLAJL CLASS
k STRHLAIL BE @
BRIFIMILAL > .
B/—FD

< yFL AL CLASS

TRHBLAIL RELGL

»
>

‘ . Hy<N1 BLE>
©:N\> Hy <N1 BlE> Hy

B/—KO)

<TYFL AL ATOM

»

BR/—FD

Lk TYFLAJL CLASS

TEHLARIIL BE

IRR (AL

»

B/ —R)

TYFLAJL CLASS
TRBLAIL RELGL

»

>

N

@@ R LIS

N

@ Hy <N 1 BLE> Hy
N

& .

—BRESICE, ROMILERETELL. HY O—RXBEMHET, BIR R, RFEH (7 X,

TUE ATORFH Q UL b&OE 1) ZHEETHEATED. TRYT, ERMLGEEREF

DHEIREST HENTES.

HY [&=yFL~JL ATOM

»

N@AK

AK HY [Z<YFLAJL CLASS

HY [ 232, THRBLAIL RE

»

»

N A% 1

»

0GR O

S e
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BAESY

B EAIEEIE REGISTRY 774 J)LE MARPAT J7A4ILDUIRERTE A R4 ST-6, REGISTRY/CAplus

T7A4ILE MARPAT J7M4ILDERRERZEITTHIEEE, FICEEERXDERIZEET 5.

- BEAEEMDH

REGISTRY 774U

MARPAT 74 )L

(1) B FOEENAETIEE

RN
BEn TN
n}n\o* T
—°
3+m\
1‘5“>\n/n \>—CE3

k> (N

(2) EEMNMBEELTEREHELTVBESIE, BELT

(4) B FOBELNAELISE (POERE G3)

MSTR 1
Gl

G ]ic/ﬁ\.c/G 2
GZ

GL_C/ /3/
A 62
G3 = Al

Y_61
o=

G3

G3 = R<TX “metal™ / (SC Al)

CAplus/CA 774l

SNTWBHEEELH S.
- ER{SSiF D CAS ZHEE +D
- b EED CAS ZE8HES +D

Q) B FOBENTHEIIZSIE, CAS BHEES
FfFEShGL. 12120, FRRFEFERELTESI

IRExEns.

(5) EEMBELTRAELTLSIEAIF, 1BELT

m ERB

[ MARPAT J74ILAAD#EEERK]

[REGISTRY J7/ILhHDEHFIEREE

==

=R1T

EEE =D

B

o\M /o
/.

FIbEREE M
TYFLARIL 957

BEERE (A) [XRI755 A0 ELTHER

(\

O\M /o
\

(&, BEAFOMHMERT S

ZEHETD)

REGISTRY 77/ /L THOEFERREEITT H=®HIC

(x Al ZER T HLEZEMNFSNLLY. REGISTRY T7
AT, BEFORYI)—2BES (T4IL4%) ZF|H
T4, BERRFERICHLT, BERED AL/ELS
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TYFLANILDFEED

B TYFLAL, TERHLANILEREZEDLEER BRRIMTIIEEERR)

BEEMX+PD/—F IYFLAIL TRELANIL [E%
ATOM * Br
CLASS * Br
Br i
Br
ANY * X
R
ATOM * Br, Cl, F, I, At
CLASS " )Ezr, Cl, F, I, At
X Br, ClI, F, I, At
ANY * X
R
ATOM * Na, alkali metal atom/ion
CLASS " ua, alkali metal atom/ion
Na Na, alkali metal atom/ion
ANY * M
R
ATOM * N
CLASS % N
N Q
N
ANY * Q
R
ATOM * N, O, S
CLASS * N. 0. S
Q Q
N, O, S
ANY * Q
R
ATOM * CH2
- CH2
R AlkyKK(1-2) C>
CLASS CH2
= T -
CH2 BRTE LAY Alkyl<(1-2) C>
AK
CH2
ANY RIELAL AlkyI<(1-2) 0>
AK
R
ATOM * CH2-CH2-CH2
CH2-CH2-CH2
%
K CLASS AlkylK(1-5) C>, AK
CH2-CH2-CH2
ANY * Alkyl<(1-5) C>, AK
R

* TRBLARNILOBEFEZEICEZELLL.
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BEEMXPD/—F

<yFLAN)L

TTERHBLAIL

EIR=S

—CH2-CH2-CH3
-n—Pr

-AK TTHRH:RF 3
(gafn, EH)

ATOM

-CH2-CH2-CH3

CLASS

RE

-CH2-CH2-CH3
-AlkyK(1-5) C>-

RELGL

—-CH2-CH2-CH3
—Alkyl<(1-5) C>-
_AK_

ANY

PRFELALY

-CH2-CH2-CH3
—Alkyl<(1-5) C>-
_AK_

-R

ATOM

EUSUIE

CLASS

IS R
Hy <(1) N (0-) 0>
Hy <(0-2) N>

RELGL

EUS B

HY <(1) N (0-) O>
HY <(0-2) N>

HY

heteroaryl

ANY

RELGL

EVOUR

HY <(1) N (0-) O>
HY <(0-2) N>

HY

heteroaryl

R

HY

ATOM

OB

CLASS

EUS R

HY <(1) N (0-) O>
HY <(0-2) N>

HY <(2) 0>

HY

heteroaryl

ANY

PRFELALY

EVCUR

HY <(1) N (0-) O>
HY <(0-2) N>

HY <(2) 0>

HY

heteroaryl

R

ATOM

morpholinyl

CLASS

morpholinyl
Hy <(1) N (0-) O>
Hy <(1-) Q (1-) N>

PRFELAL

morpholinyl

Hy <(1) N (0-) 0>
Hy <(1-) Q (1-) N>
Hy

heteroaryl

ANY

PRELALY

morpholinyl

Hy <(1) N (0-) O>
Hy <(1-) Q (1-) N>
Hy

heteroaryl

R

* TRBLANILDIEE EEEFIZEZELGEL.
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