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Me EHBEDKIFEDII—rhyblE Ak ZREEELEBREDEMMNRZEILEINTWET. LEEDERE
TRIHDa—rHVEEMNBLED LI TEEFEA.

7 ‘ MO T oy
%
T T
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‘ Lock Rings *Y—JL (Lock ring fusion or formation *Y—JL) |

QQ‘ Lock Rings W—ILIXE N BERRFL-EIRICERZAOER A CROMBAEZZLEL, MIE

EAOIZERLEY. FEENRO—BICGHILEEILTHOITHLERLET.

BEHEZMILEEBIZIE, Lock Rings Y—/L 7AAVED )Y ILET. h—YILIEZOTFTAAVDRIZE
HhUET.

H—VILDBRDERERPCED LT AV NASAIENEETIEDITF, VUvILET. BOBEDE
LEZERTEOHBRMARLBYEY. COBREFEERLOERDIRECHICHLTITIZENTEET.

REED

Ry R4
2099
L | y @
%
T
cl 0 SR O cl
299
T o/\\ _ T o/‘\\-
(—
/ /

Lock Rings Y—ILDFIADZFE A :
o TIY—VaARBEREBETEIBRERBICEHMIC Lock Rings Y—ILABESEXIZERINET.
CD®, RILI—LaEERETIE Lock Rings W—ILDOFIBADEEIIRERRIZHELR
XLEEA.

| mEY—L | (N

KEY—IVEREBREADEMATERASN, REERVAUEIICHIBEICEEHNICE
FRISEOO—IL(REDZENYHTET.

—

RIEDRINZEHI=OITI XY=/ TAAVEI)VILET. A—VILIEIKFEXRMIZEODYEYT. &
UGBTI IREI )Y ILA—YILERIEDARAIZFIYITLET.

RISERIAVEIICERIZBEAHNIEL, KENEDMERBRZEZEELTO—LLABBMICEYE TS,

FTNETHOA—IILITEEZTINFET. BEFNICENYETONE-O0—ILEEBLIWLEEX, RICENT
AREO—ILY—IILEFERLET.
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| Risa—iLy—iL | [2hAN

— RiEeA—ILY—ILEREBREZRADER R D D1LE# &2, Reactant/Reagent, Product,
A B| AULME Any Role HEDA—)L (BB ZHRET S=HICFHENET.

x| O—VERETRICIE FT RLEA—NY—N TAAVEDY
VL, BEICHh—VYILEEDLED)YILET. Reaction Roles

FAT7ATRIIANRTENDDT, BYHBTLWLO—LEIRE

Select a role for the structure fraement:

™ product

™ reactant LT OK #9)yILET. §5LEELEBEDTICO—/ILETR
€~ reagent FTIRUARRINET.

" reactant/reagent

—ERELEA—IEBERTDHICIE, kbOo—/LY—/LT42
DEBUIIIIL, A—VILEZTDOREFEEINILIZEDEE
ll ﬂl 9. H1)wH3F BE Reaction Roles A F7ATRvIANIEND

DT, BRHAO—ILZEEIRLT OK 20V ILET. TNETO
A—)LIEFEEESh, HILLSRNILABED FICRRSNET.

x| A—)LZB#HMICEIYLETHICE, FIR—DTHRNALIEZXEY
o Cotreetons e s stetre || —MVEBVET. O—UAEIY HTIATOENEBES LRI

~ arwnhere in the reaction #RF L &S5 %E, Get Reactions — role definition &4 704
E:f;:z::t RyIZAMKRTENET. HLO—ILZEY L THENES L

2 reszent “anywhere in the reaction” &SN FEL =)L TRIG

ERIAVRDIZRY, Hol=bTA—LEFYHTET.

arvwhere in the reaction

BREEY—IL (11 R—I B M) TIL, non-reacting (RIGLIEWNWEBRER)ZIBETETHENTEET.

Reaction Roles 1' Get Reactions — role definitio x|

\ Get reactions where thiz functional eroup is:

Select a role faor the functional eroup:

" product
" reactant
" reagent
" reactant/reagent

a reactant or reagent
arnhere in the reaction
noh-reacting

B R XN

'5? I RIEHARY—LERERRAOEERT, RISIcfE-TREATILT IEEET—5T3
=OIENET. COT7AAVEFIIvITBRE, A—VILIFZOT7AAVDORIZEHYET.

BEEY—UTBHICIE, REVAFY—ATAA0EII)VILET. A=Y ILDEinEI—ILIzWMEEIZH
D, NASArENT=59)9ILET. T—I3N=TEETRTED, BEICXEED_EHNSIANET.

RIEKFVDTELY—ITEEIN, BEEV—VTHEBREDRBZHBITHDLET.
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| BFRUELHTY—L |

1 =1

Y.

RXN

RFIVELTY—LERICRRAERMXTREY-ERYEORERFORGERERES S
)] EOICERLEY. RIEY-EBRYORFFE1ILHBFEIR—BSDINILTHISEFZEA TSN

FRFORT7ERETDICIEEFT REMEERMEERL, RICEFIVETY—/LTAaAVEI)9I0
FI. BFRIVEL T Y= AT AAE D)9 ITBREN—VILNIDTAAVDORIZEYET. h—VYILD %
BEERBYDIBELIZWL/—FIZEDLE, N(FAFENEZE0)YILET. REYMD/—RIZEFOIANIL
NFFoNET. RICEBRYMORIETE/—FE0)vIT 5L, EFMO/—RIZRCHF DIRILHGFITF

DNETY.

INWVEEBEHDWFHIRTBICE, HLILY—ILEEATINLEIIYILES. RiGH, £6Hm
ADSRILHBHIREN, BESNEHFIVREGHEOSNIVLETATHRIESATTAYET. BEGLL
DTHRFDORTEEDIENTEFETD, RFORTEEOTITONTREDEZHHITHILET.

| EReEY—L |

RXN

draw the term.

Functional Groups

Select a term below. Then click in the structure drawing window to

X

|Carb0nate

Carbhamate ﬂ

=
CARBOMATE DERIVATIVES
mu-Carhonyl

CARBOXY DERINATIVES
Carhoxylate Ester

Carbaoxylic Acid

Cephem

Chlaramine j

C—0—C=0

See class term:
CARBOMATE DERIWATIVES

~Terms displayed

Functional Group(s)

2RO OOoanonoonann
& 132

& Al " Class Terms  Rinas  Man-rings
Cloge |
o participating 2 Chose

h
SE EEEEY L EES LR LA RS AR TEES

BREEY—ILTAaA0%EY) v 9 %&, Functional
Groups #AT7ATRYIANKRREINBZDT, #HFELI:
WEBEEZERLET.

BREZRRLELLE, ARTIBENBAIZRT
SNFEY.

BREEICIREO—ILY—IILOKREY—)LIc&Yn
—IL(RENFENY L THIENTEET. BREEICEY
HTHO—)LELTIE non-reacting ( RIGICEA & L%
WEREE)LEIRTEET.

BRELBEEZHAGHLERRLTEET.

F1=, non—reacting (RIGICEASLHEWNERER)D

BEL RICEREORRRTEE TLAIRETY .
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IETR I SS\Vi

BiFS —ERAOXRMEN TERRDILUKBEELELZEETHOIENET. HEDERICE
Ebn, TBEEKYFEICACEZS) BEIYVERICACEGS), TBEIYFAICRAKCCZERS],
MBEELYVERICAKCCERSIBIVEZ ZEREIDNHYET. RIEBETHERSIET.

NI EDTAAVEIIVITEE, ZORENT IHILNMILGY, NASAPSNET. AEKBEELHD
BEEZRRIDHE BER, HELLILALEZFLRABEN —BTLHELD, EOIFUF4HY—, fARMIC
FEZAEBEN—HIT D0, LR ECEA—HBLLEVDLD, IRFROGVDLOLEICEHFMICHEIND
FOTHEHTLVET.

# Structure Editor x|
€O m BB ANGCDE b I?awingEdilm:
/ f "5_‘ Select and draw structures with templates. ‘ ~ SR::;:::

s.: ;‘(n: =  Markush
X5

[1‘ @n

e o

qle :

|| % /\/\ [

g H Y Bu-t

=G = IREECHEZFE-THERRZRITISHE,

T

EEMNBEBMICHESND

i = T

Stereo Candidates

SCandidates  1Selected |

K| | Select All Deselect All
o [c u]|ols Stereo Candidates Substances
u‘ ZI l: =|=] - I~ Absolute stereo match 25
! O|O|o|o|r™ (] Absolute stereo mirror image 20
T7 Hig O tquers? (m] Refative stereo match 67
(ml Stereo that doesn't match query 217
(m} No stereo in answer structure 1519

[ﬁ%@ﬁﬁ#éé@ |

[__Get Substances |

RAERMEARDEEL AEZEMAEREO-—HITHID, LEVLD, FEEDLVHLDIZHETHIEN
TEFEY.

# Structure Editor x|
T E RO = BB A~CDE | Drawine Editor:
= @ Structure
/ ’ -'_!;;_\ Select and draw structures with templates. ‘ ) Aaabtinn
atom | enort -  Markush
\P xb _I
X R
v »
[ 1 4 @ﬂ H
ale
¢ [8 H Bu-t
P =
Me Stereo Candidates
3c 1 Selected |
Select All Deselect All
Stereo Candidates Substances
K| | ~ Double bond geometry as drawn 148
IO l? H | Ol S| N | P | Cl|Br| F | | S\l (] Stereo that doesn't match query 66
easude ZI Eﬁ;‘» g | gj__m = - MNo stereo in answer structure 108
h n
L a|0|o|o [_,l ]Get‘-—|
g Hhg tquery? 222 |
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Appendix 1. Smartsearch: B ERFZED LLH

1. Smartsearch &/F ?

LtEBEZERLBERREETIOIEYMEDEEALNRTIINET. COREZEHRV/RRINDSET
MDBFETIL Smartsearch EWVWVSIERFEMEEM SciFinder RETENE, BEERRICH T HRIZHEZHEKX
ITL&KSELET.

B Smartsearch D458
e HEEFREEICHEMMEIEEEBEEZSRAAAS, FRLOKRLLAIREEZELET.

o EHEIN-BEEMAZHALGAENIHERL, BEERMXICHETIHLPIYMEZREZICED
FOELFET.

J¥: Smartsearch #EEIXTEE—BEERE, BB ERETETINET.

2. Smartsearch (XEEFIIZ1TZT S ?

B Smartsearch (B EERREMCEFEELIBEZFESLL2TOYEEHNICTELEST. IEIZE
UTOMEREENET.

BEEHRETELIT—HTEIYE
SLIREMR

b ACIE- RN
BEEMKKITM-I/—ILEREED)
Bt &%

BERZELDIEEY

STAI, SThILAFY
BiATREZETHE
RIT—DERE/7—

B E&pH:
Th-I/-WBEDEZERMARPEBRROBEIL, REABRBAEVCERESDMNENELoT-EL

TLEPMICZERELTEHEZIZESET. AL, UTOVWTIhHIDOBETRREIT NI, EHLDEE
EERBLERRAGESNFET.

O OH OH

N NN
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RFATHOKRDHBEMENELGHIEICLSERERIBDHMICEERSIAET. SIZEUTON
ITNHDOBETREINL ADBELERBLELBRALGINET.

H Ph Ph
\
N N
«f) ¢
N N
H

" ERREFEZECHREERATE, EBRREFITFROMOMEICBBLE-MEIRESNET.
EZERATHTHICEREDEENE N TH-ELTE, BENGLEDELTERRALGSN
FY. F, ERRFZECEMAICHLTIKIMLESTHIREBZRFREGYET.
EREFEFIRDTFZUNDTREEZSNTVET.

H, B, C, N, O, F, Si, P, S, Cl, As, Se, Br, Te, I, At, He, Ne, Ar,
Kr, Xe, Rn.

BIZIE, ZDHEIE (HMg-CH,-CN) WoiRFE T 5L, HEDEONHEELRELESICTEFTNET.

HMg— N=—=C==CH> H3C— C=N—Mg 2+
/—CN
Mg HMg— CH=—=C=—=NH H3C—C=N—Mg+*

~“H2C—C=N
N 2

- 1/2 Mg2+

INFLEAVELVIFILAVRIEEMLETIRARE, FREDELLEHINV-ELTHLABMIC
WA DBESRRESNET. BEEANITEI—ILITOVTHRKTY.

PIZTEDBETRELEEBE, EOBELEERESICTEENFTT.

HO HO2C
OH
0
C
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NAFUEERONOAS LY UEETIE, NAOFUVREFIADIAUTHDIEE, QEERIZYVIR
FITHEALTWSEES, Qo NOFVREFITHEALTWSIEANEESNET.

BIZIE, EOBEERERTSHE AICEF2O0BELRRINET.

ct Cl cl- cI-
\/ \ 7/ cl
—AS—_ AsSt |
cl cl -c1— cI- Ccl—As—cClI
cl—cl
cl cl-

BEEMAKE BERXPIHABENEENTONEEERRAKRDOEELZBEHMIC Analyze L
HERERTLES. UARBENEFATOETAE, 2TOYEZEZICEHTRRLET.

Bk ELT, RU~—, BHGHKLEY, BSl, &€& REXAERYE, SOOI UICELTEHE
AGEERRIEENFTEA. LALEBXOBENNOE—HLEATNERZFIZEFNET.

BERRCIILAEDIERSLYE BFHTEEEALILELLLFEELET #->T, AEDHIC
&, ERLEVMIENESENDIZELHYBFET. LHL, Keep Selected 4 Refine Substances ZEEDY
—ILEFESITEICEST, EAEERYALIENTEEY. I, HEREDMEIC Precision Analysis #HE
FHEAISEEEOEONREZEEIFERIENTEFET.

Chemical Structure &

Show precision analysis [CF Ty IE L THRERRERETITHE, BIENBHMICHEBEINET.

EEEREBYD Precision Candidates
BRETELON-AZ 3 Candidates 0 Selected |
Select All Deselect All
EZEMREONEAA T — i
recision Candidates ubstances
VERBICEHEEE |y _
™ corventional Substructure 2766
\.l_ Closely Associated Tautomers and Zwitterions 14
EEEEEOREA 7-'-/—. [T Loosely Associated Tautomers and Zwitterions
VELERIZEOREE O™ Other
0L DI EIE=S Get Substances

BEOATIV—ICBIAMEICRELEWMESIX, hT73)—IZFvI%E AN, Get Substances &7
JyOLET.

BRHMICEREZENFEAERLESIGMBEICETRONTVEET. COLIBHEETEH, TLICAL
MENEREZEESICTEET SOOI TRES, LKL EGEMONDERNARLEOTNEY. CAS B4F
EEEV)VILTHEDRMMNOENEHERL TS
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3. T2—HIBERFLHAEERFE

TE—HBLIUEHEBERE T Smartsearch MEDKSIZE<MEERBLET.

EE—BBERE

SEE—HEERREEITTDE Smartsearch BEREMNEIE, CNFETIZEITELSIEMEINEZIZEEN
FT. RIT—PREEY, BHELBHNICHRELAVET. BHEDYEICRZERETHEEE, #ER
FEIAUKRD Characteristic(s), Class(es) TRHRELZLDICFzvILET.

EE—HRRTIEMACHATHICHEANTLIEBREDEMNCIE, EREDOHFLEMEFSL
FHA DFYRR—HRERTE, ERABRELZRFEFEELEY, ALEVTEVNVES FERIZ HOK
RITEDOONFTY. #-oT, T2 —BRREIIEEOEMATE H ZHVTERHNECTELRZFIXH
CIZGVEY. T2 —BRBERRTHEONIEER, BERRXLHAELOTVIRICRRSNET.

B 53 HE R R

EREERBFEEITT HE Smartsearch BEEMNEE, CNETIZBFREISEYWELIEEZICEENET.
BEOYMEICRZEZRETIHEEE, BEBRFEIAVEDID® Characteristic(s), Class(es) TIHELZEDIZ
FvILET.

BOBERRTIXEMOERENODVYELRZFICEFAET. BAEZLELEVETORFFER
ABHREBREN, TIHLITHROMBELHBTSINTVET. ROMAEELTHITIFT I R—CZTE
2. BABERRTHONSAER, EXAMIIRRAEBAEEDOTVIRICRRSNES. FHICE
ERFEEDV-LZRAVTHERILEG A, CAS BERIGFIEICRTINFTT. BEEMICE, X X=2—v
—/N YR AEXEERNGEY—/N BEEERHICAVEETY.

Explore Substances

Chemical Structure  Chemical Structure % e
Markush

Molec lar Formula
Sibstance [dentifier

Characteristic(s) I Single component
I Commercially available
I Included in reference(s)

Class(es) & I Alloys I Mixtures

™ Coordination compounds ™ Polymers

- Incormpletely defined r Organics, and others not listed
Studies & ™ Analytical ™ Preparation

- Biological ™ Reactart or reagent
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4. IS5—Ayt—~ADA R

FELEBETCREREZTD, LIKFEMUBEZAVTEHSEEREREITOE, “Search could not be
performed. Correct the error(s) indicated below.”ENWVIITT—AytE—UMNRFRIN, BETELHVGEN
HYET.

Explore Substances

0 Search could not be performed, Correct the error(s) indicated below,

Chemical Structure  Chemical Structure
Markush

MalecLlar Formula
Substance Identifier

Formula Weight &> I Return only substances in this formula weight range:
win: [70 M |
Characteristic(s) I™ Single component

r Commercialy avalable

I Included in reference(s)
[7 ALE— | <
Class(es) & I alloys I Mixctures

[ Coordnation compounds [ Palymers
r Incompletely defined r Qrganics, and others not listed
Studies & [ analytical [ Preparation
\ [ Biological 7 Reactant or reagent

COAvE—IUhRREINTS, BEZEHLELTEBERRTID, BRRAFHERELTZEL. #HE
KX TFIZRTEINBZAyt—FDllock out rings and chains |29 w93 3L, TRTOBDEEINZLSE
h, FITRTOHEIE HOADEESITRESNET. hlE, Lock Rings V—ILEFALI-DLEHRDHE
RICBYET. ThoDEEETo-HEIC, BERREETLET.

TN E—TCRENEYMELBET A ELTEET. CCTERTRENDT(ILE—IE, BH)IZ Search R4
DEIYILEREIEFEAERILTT A, Formula Weight (9 F8) 74 ILA—MEBMEhTLNET.

Formula Weight J4J)LA—IZ&Y, 8 ELE=DFEDHEOYEICRIZEXBRBETSHENTEET. Min
DRYIRIZIFBERXISHEINE-HELNBFHWICANINTOET. Min BLU Max ZHEZDOHFIC
EZTLIESW. 2ELZERSMED—DOBRAINEELES FENEEHICHIMELEEZLLTEEN
*9.
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Appendix 2. RYIT—ERDIPE

1. KYT—DEGRE BT/ 7—ETHEX

RERYT—DH

CAS Registry Number: 25188-97-0
(Cs Hg Oz}

2-Propenoic acid, 2-methyl-, methyl ester, homopolymer,
syndiotactic

Methacrylic acid methyl ester, polymers, syndiotactic (8CI) ;
Acrypet VH 001 ; Co 3D ; PMMA, syndiotactic ; Poly(methyl
methacrylate), syndiotactic ; Sumipex AK 150 ; Syndiotactic
PMMA ; Syndiotactic methyl methacrylate polymer ; Syndiotactic
poly(methyl methacrylate) ; VH 001

Polymer Component
Polymer Class Term: Folyacrylic
Deleted CAS Registry Numbers: 26780-95-0; 104558-77-2

a0-62-6
Cg Hs Oz

Hol

Me— C—C— OMe

Ry —0H

CAS Registry Number: 9011-87-4
(Cs Hg Oz . Ca He Oz

2-Propenoic acid, 2-methyl-, methyl ester, polymer with methyl
2-propenoate

Acrylic acid, methyl ester, polymer with Me methacrylate (6CI) ;
Methacrylic acid methyl ester, polymer with methyl acrylate
(BCI) ; 2-Propenoic acid, methyl ester, polymer with methyl 2-
methyl-2-propenoate (9CI) ; 6N ; 80N ; AK 218-44 ; Acrylite H
15-002 ; Acrypet MD ; Acrypet MD 001 ; Acrypet MDK ; Acrypet
MF ; Acrypet S ; Acrypet VH ; BR 75 ; Coriplast 3 ; Dakril 2M ;
Dakril 4M ; Delaglas A ; Delpet 60N ; Delpet 70H ; Delpet 720V ;
Delpet 80N ; Delpet B0NB ; Delpet B0NH ; Delpet LP 1 ;
Delpowder 70H ; Delpowder S80MB ; Dianal BR 75 ; G686 ; G 77 ;
HR-L ; Kurapet HR-L ; LP 1 ; Lucryl G 55 ; Lucryl G 66 ; Lucryl G
77 5 Lucryl G 77011 ; Lucryl G 88 ; MGC 10 ; Methyl acrylate-
methyl methacrylate copolymer ; Methyl acrylate-methyl
methacrylate polymer ; Methyl methacrylate-methyl acrylate
copolymer ; Methyl methacrylate-methyl acrylate polymer ;
Oroglas BS 8 ; Palacos R ; Parabeads ; Parabeads HR-L ;
Farapet G 1000 ; Parapet HR 1000LC ; Parapet HR-L ; Flex
8671F ; Plexiglas 6N ; Plexiglas 7H ; Plexiglas 7M ; Plexiglas 8H ;
Flexigum M 286 ; Sumipex XX

Polymer Component
Polymer Class Term: Polyacrylic

Deleted CAS Registry Numbers: 66828-12-4; 69071-16-5;
72394-20-8; 84842-62-6; 86004-23-6; 127884-19-9; 142007-95-
2; 163546-33-6; 220286-92-0; 320345-13-9

96-33-3
Ca Hs Oz

MeO —C— CH——CH,

80-62-6
Cs Hg Oz
Haq C

Me — C— C— OMe

]
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2. KYv—DEFE

R)T—DAF(ERE, BRd Yes Substance Identifier
CAS BEHES)MNbMoTNS? > | prooER

No
RYI—DHDFRANEETES? Yes Molecular Formula
(TRTOE/I—HEEEARE?) > | BoDEE

BERR

[ S FRANDEIEA BRE/X—TRTHBETEE5D)]
%%/7 EUAR(C)ITTRYS
NFRXEERZHYITHKY, ZORIZ X £D2I1+5
51) (C5 H8 02 .C4 H6 02)x
- BEREAZVSEESEIBEICTRYAD

| BERRDIEA |

V IRTOERE/ XD ETELHE V —HOBRE/I—DHBHETELIHE

- OO TWAHERE/ X —DIEEEZER s OO TWAERE/ XN —DIEEEZER

- RYZ—[RE - RYT—RE
- B ERRL - EE-BHBERRERT

- EE—BHBERRERT

Explore Substances

Chemical Struchre  Chemical Structure &
Markush

Mclecular Formula
Substance Identifier

Characteristic(s)

e N e l:
Class(es) & I moys ™ Mechures
T coordnation compounds = ml, ners | =
T eompietely defred <-hlJ7 (‘BEE
Studies & T ansyted ™ preparation
™ Bicdogcsl T Reactant or reagent

_23_



3. K v—HEERFED

N @ o~ dédEF | Drawine Editor:

- & Structure
/ ’ (£ orawor shange stoms or bonds Shorteut Keys  Resction

atom | gnort =] " Markush

/ // N 24— BHERE

Get substances
that match your

~ Substructure
search

I o=
[c nlals|ulelale] s 1]=] Sealepm =]
=l slZ|

=== =
©|0|o|o

g Hg - Og Hg fauers) |1u4.15 L5409

Chemical S

themical Structure @

BIMK D%

Characteristic(s) ™ single component Characteristic(s) ¥ Single cormponent

T commercially available B ™ Commercially available

™ Included in referenceds) ,'I'\ U ~<— 0) }} > ™ Included in reference(s)
Class(es) & ™ alloys ™ Mixhures Class(es) L2 ™ alloys I Mixtures

™ Coordination compounds I Falymers ™ Coordination compounds = Polymers

™ Incompletely defined ™ Organics, and others not listed ™ Incormpletely defined ™ Organics, and others ot listed
Studies @ ™ fnalytical ™ Preparation studies ¢ ™ aralytical ™ Preparation

™ Biological ™ Reactant or reagent ™ pinlogical ™ Reactant or reagent
WZS a0 Seoed | e i e St | E“o)%/?—%ﬁt 77 Sdniance U Selctad | foen Seected T
ekt A Drosbect M | Sorn by [ a3 Augy rare 2] ser kst A Dot A8 | St b, [ Py ME LS — x2 b

o BEN—BTDIE/N—DH.  |uh

s s Cumme | RELRMEEEEAS
100 [omresr
Cate Caly
H H— CH==CH ; - CHE=C} o

HO—C— CH=CH;

& Commercal Source
#8 Fegutstory informacr
[ M« B4 M O G4 Mo < Ca s Dl
el
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