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R a— R S C5H10BR202
CAS B &kFE = S 97-77-8
/CC1 B4y 7 7 AR S MXS/CCI CCI
(a—FREZEFETHFADM) S CCS/CCl
/CI 7T AT S MXS/CI Cl
(a—RFREZEFTFADM) S ALLOY/CI
/CRN %4y CAS ek = S 79-10-7/CRN CRN
/DEF WE D E 3% S HYDROCARBONS/DEF DEF
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/LC CAS B k% 5 HTfE S TSCA/LC LC
S GENBANK/LC
S L1 AND CA/LC
/PCT AU~ — o HE s S POLYAMINE/PCT PCT
(a—RFREZEFTHFADM) S PM/PCT
/PCT. CNT RNY~— M ER S 2-3/PCT. CNT PCT
/REF. CA CA 77 A NTOXHE? S L1 AND REF. CA<=10 REF
/REE. CAD CA 77 A NVTOIKFEFHEMARD | S L3 AND 1/REF. CAD REF
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/SR NG S L1 AND CHEMICAL LIBRARY |SR
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sEARCH or A DISPLAY
/CN b5 WE 52248 TR S 1-CHLORO-1, 3-BUTADIENE | CN, IN
/CN
S INTERFERON . ALPHA. 1?/CN
S GENBANK M12334/CN
/CNS LM ELFRAKRE 7 A F* D | S IMINO/CNS CN, IN
S ?QUAT?/CNS NOT AQUA
/ENTE BB F G * v S ?ENZYM?/ENTE ENTE
/HP L URE R S BENZOIC ACID/HP CN, 1IN
/INS. HP I /i SV N S METHYLETHYL/INS. HP CN, 1IN
FUH U RE R
/INS. NHP WEI LB T AL S ACRYLO/INS. NHP CN, IN
FERH LB
/ONS VRDE 2 7 e/ SN N S ANILINE/ONS CN
DR —2, %F—BmBEMATDICIATGETIRIK 4 XFRLETT
a7 4= K
seaRCH s AR DISPLAY
/ATC SR %Y S 5/ATC FoRENZWD
/ELC TE Y S 7-9/ELC FoRENZW
/ELC. SUB W IRk B onEE Y S ELC. SUB>=8 FTRINEWN
/ELF gTHFEA Y S AL CO LA O/ELF AF, MF
/ELR. xx T xx Y S 3.1666667/ELR. CH BRI NN
(xx= CH, CN, €O, HC, HN, S 1-2/ELR. CN
HO, NC, NH, NO, 0OC, OH S ELR. CO<=1
*7-1% ON)
/ELS SIVE L S B/ELS AND H/ELS AF, MF
/ELS. MCF WE RIR O T HEFE S (N(XA)P) /ELS. MCF AF, MF
/W D REY S 420-460/FW RSN
/MAC Wk Y S 1-5 ND/MAC STR
/MF SR S CTH3BR2F02/MF AF, MF
S C4H404. 2NA/MF
S €24 H37 0S P3/MF
/NC %oy E Y S F/ELS NOT NC>=2 EREINAWN
/PG BT —7 S B6/PG EaRENAAW
S LNTH/PG
/RC EPSE N S FE. CR.NI/RC KRS RN
YOIt L= BrEonHE Y S 7/S1I AF, MF

1) BB 5 72 PR RS 12 KX D R DY T RE R MU RSR 7 ¢ — v R T,
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SEARCH P AR DISPLAY
/CNR BR/ANBROE (HN) Y S CNR>=12 FoRENR
/CNRS BRAOK (Ram) Y S 4-5/CNRS FoRENZ
/EA rHEX BHER) Y S C4N-C5N/EA RSD

(BXOEAHND EA OFEES) | S 2 C3NO-C6/EA
/EAS THFRA (/hER) ? S C5N04/EAS RSD
(BLXOBERND EAS OIELEED) |'S >9 C6/EAS
/ES TLHEEY] BRR) Y S NCOC2-C6/ES RSD, SRSD
(BX U AND ES OFEE) | S 1-3 02C4/ES
/ESS TLHEELY] (B/ER) 2 S FE3/ESS RSD, SRSD
(BXUERAND ESS OFEMES) | S >=2 SC2SC2/ESS
/NRS BRAD (WEAEKR) Y S 7/NRS RSN
/NR RO (Mg Lk v S 10/NR FoREI NN
/NRRS BENOBROEK Y S 5-6/NRRS FRI NN
/RATC BAROKT5% Y S 4/RATC FoRENZD
/REL BRAR DK T H#EE Y S SE/REL RSD
(BXOBERAND REL OfFE{ES) |S 5 P/REL
/RELC BRANO TRV S 6/RELC FoRERZN
/RELF BRADOHER THEL D Y S C N O P/RELF RSD
(B XN D RELF OFFEES)| S >3 C N 0/RELF
/RF mROR Y S C20AGN4/RF RSD
(BX OO RF OFES) | S 5 C10/RF
/RID B R+ 2 S 31779.1.2/RID RSD, SRSD
(BLXOHEASNO RID OFELEE) | S 1938/RID
S >=2 1949.52/RID
/S7 BRDOEORE XY S 3-4-5/S7 RSD
(BLUOAOAND S7 OFEH) | S 3 5-5-6/SZ
/S78 BNBEOROKE S DY S 8/S7S RSD
(BXOBERND SIS OIFF{E$) | S 5 4/SZS

DR F 72 38R EIC X A RBRAIEERBMMRE 7 + — /L K TT.
DFEBITRBE T 4 — NV FOBRIICADN LET. FEMITIHERE - 3GEECICL 2 BmBENFHETE E7.
) LHEXNTHELEBICARR—REZ AN LET.

BRI 7 ¢ — v R

SEARCH M AN DISPLAY
/NA Kwps A7V S L1 AND 12-42 A/NA NA
S L1 AND G/NA
/NA. CNT sk VY S L1 AND 12-42/NA. CNT NA
/NTE Ve - S CYCLIC/NTE NTE
S ?CHLORO?/NTE
/PC B ATIH Y S L1 AND US/PC PNTE
/PN B v S W02000056771/PN PNTE
/PNTE (/FEAT) | #¢iFfE ¥ S RATTUS/PNTE PNTE
/SQL RRFE 2 S L1 AND SQL<=500 SQL

D EBEESI OV a— RIZORGFETH 7 4 —/L KTT .
DBEEEF FE I ITHER ISR 2MBEN AR BERE Y + — /L RTT.
3) M —%, B —BMEEMATDICIIANERKIE 4 TFRSLETT
4)1999 4 10 HLARBRIZH D O R5| LB AN D RFET S 7 4 —/L R TT.
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SEARCH N7 5573{j:n/h AT Hl DISPLAY
a— R 7 a— R
/CALC Lipinski Rule {&~ v F 733 | none S L1 AND LIP/CALC PROP, PPROP
WEIZRE Y
/EPROPS Wt — & OFfE¥E 2 none S TENSILE STRENGTH/EPROPS | ETAG, FA
(/ETAG B LT /FA 5 Tp) S BCE/EPROPS
/ETAG LMy 7P Y none S MASS SPECTRA/ETAG ETAG
/FA 74—V ROIE(E ? none S HD/FA FA
/FNA FELRWT 4 —)L K 2 none S PYRAZOL? AND HD/FNA FoRE LN
/PNT WPETER 2 0 none S MP<=30 (P) DECOMP/PNT EPROP
S MP=110 (P) EXACT/PNT
/PSO WvEIL IR 2 none S L1 NOT ACD/PSO PROP
S L1 AND CAS/PSO
/PTYP Witk s A4 7 2 none S L1 AND CALCULATED/PTYP | PROP
S EXPERIMENTAL/PTYP
/RAN. CA Hito cA La— RER ? none S 90:102811/RAN. CA EPROP
/SPEC AR NATF—H D none S IR/SPEC SPEC
S NMR SPECTRA/SPEC
S MASS SPECTRA/SPEC
/BCF R Y none S 4000-5000/BCF BCF
/BCF. PH BCF I EEED pH ? none S 4000-5000/BCF (P) 7/BCF. PH | BCF
/BCF. T BCF & B R JE © deg C S 25/BCF. T BCF
/BP s Y deg C S 150-155/BP BP
/BP. P WERIEROE S Y Torr S 166/BP (P) 3/BP. P BP
/DEN g 0 g/cm*%3 | S DEN>=1.002 DEN
/DEN. T 22 FE R T DR Y deg C S 1.01-1. 02/DEN(P) 20/DEN. T | DEN
/DEN. P BRI EREDE S P Torr S 800/DEN. P DEN
/ECND BRSO S/cm S 1400-1900/ECND ECND
/ECND. T EBRLERREREOEE ® | deg C S 1400-1900/ECND (P) 110 ECND
/ECND. T
/ECON ayvHEyHERD Siemens S 300<=ECON ECON
/ECON. T oV H U B2 ABERD deg C S 280-300/ECON (P) 25/ECON. T | ECON
BE Y
/ERES ERE Y ohm S 30-70/ERES ERES
/ERES. T B HCHUR E O R deg C S 30-100/ERES (P) 250/ERES. T | ERES
/EREST B Y ohm*cm S EREST>=6600 EREST
/EREST. T EESKESIHEREOEE » | deg C S EREST>=6600 (P) 25/EREST. T | EREST
/FP %I)<r5 5 deg C S FP<250 FP
/FRB EEREEERAS Rat none S 2-5/FRB FRB
/HAC KEZ R VP none S 1-3/HAC HAC
/HD KEMEE S Y © none S HD<=5 HD
/HDAS KBS/ KRB A R | none S 12/HDAS HDAS
/HVAP I AL — Y kJ/mol S 100-110/HVAP HVAP
/HVAP. P EIET AL —DES Torr S 760/HVAP. P HVAP
/ISLB.MASS | BB G SIsMEE » g/L S 1.3/ISLB. MASS ISLB. MASS
JISLB.MOL | [ 47 € VIR © mol/L S 1.6E-14/ISLB. MOL ISLB. MOL
/KOC AR IR B AR (Koe) none S 100-200/K0C KOC
/KOC. PH Koo JIERE D pH ¥ none S 100-200/K0C (P) 7/KOC. PH | KOC
/KOC. T Koo JI 7EHEDIRFE deg C S 25/K0C. T KoC
/LD50 50% ErsbiE ¥ mg/kg S 741-745/LD50 LD50
/LD50. ORGN 50% BaEE (ZEmik) O none S 741-745/LD50 (P) MOUSE LD50
/LD50. ORGN
/LD50. RTE 50% BAEE (B 5-EEK) O none S 450-520/LD50 (P) ORAL LD50
/LD50. RTE
(FE<)
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MPERmE 7 4 — N (&)
SEARCH N7 77 =/ A3 Bl DISPLAY
a— R =¥ iva a— R
/LOGD pH 75:% L7427 % —/ |none S 2.21/LOGD LOGD
ﬁaf—ﬁéﬂz@ﬁéﬁdﬁ »
/LOGD. PH LogD MEfED pH ¥ none S 2.21/L0GD(P)10/LOGD. PH | LOGD
/LOGD. T LogD &Ml D iEE deg C S 25/LOGD. T LOGD
/LOGP d 7 B ) — KBRS D none S LOGP<=3 LOGP
xf i Ve o
/LOGP. T LogP I EfE DR ° deg C S 25/LOGP. T LOGP
/MM WRE—AL K P muB S MM<=0. 98 MM
JMM. T WaRT— ALY MUERD K S 0.021/MM(P) 10/MM. T MM
Lmﬁ? »
/MP S deg C S MP<=30 MP
/MP. P BEIEREOE S Y Torr S 70/MP (P) 2/MP. P MP
/MP. SOL B A R D PR L none S ACETIC ACID/MP. SOL MP
/MVOL ELIRFE Y CM*%3/mol | S 31.1/MVOL MVOL
/MVOL. T VIR E M OEE Y deg C S 20/MVOL. T MVOL
/MVOL. P ELREREMBOES P Torr S 760/MVOL. P MVOL
/MW STE Y Y none S MW<200 MW
/ORP E’Ei‘éfi » deg S 70-80/0RP ORP
/ORP. C FESE FE W E B o 2 fE © g/100mL | S 0.12/0RP.C ORP
/ORP. LEN BESCE P E RO R Y dm S 1/0RP. LEN ORP
/ORP. SOL E ¢ FE T 7 B oD YA IgE none S METHANOL/ORP. SOL ORP
/ORP. T FECEERIEREORE deg C S 70-80/0RP (P) 20/0RP. T ORP
/ORP. W fESCEREREO W E Y nm S 546/0RP. W ORP
/PKA s o FL i il 5 (pKa) © None S PKA<=-0. 62 PKA
/PKA. T pKa EEE © deg C S 25/PKA. T PKA
/PKA. TYP pKa %A 7 9 none S MOST ACIDIC/PKA. TYP PKA
/PSA eIy A%k2 S 3.24/PSA PSA
(Angstrom™2)
/RI JEfTR ¥ none S 1.427/RI RI
/RI. T TR EREFEORE 9 deg C S 1.427/RI(P)25/RI. T RI
JRI.W JEIT R EEO R P nm S 500-589. 3/RI. W RI
/SLB.MASS | E&infEE © g/L S 1.4/SLB. MASS SLB. MASS
/SLB. MOL :a/w@ﬂ%ﬁ? 5 MOL/L S SLB. MOL>=1 SLB. MOL
/SLB. PH HE/ENVIEMBEREMD | none S 1/SLB.MASS (P) 7/SLB.PH | SLB. MASS,
pH 5 S SLB.MOL>=1(P) 7-10/SLB. PH | SLB. MOL
/TG T AEBIRE deg C S 7-8/TG TG
/TS SR » MPa S 42/TS TS
/TS. T w&aﬁmﬁu DR EE Y deg C S 200-315/TS (P)190/TS. T TS
/UR P gL none S BP=200 (P) UR<=10 EPROP
/VP HREE ¥ Torr S . 0001-.0002/VP VP
/VP. T ARJERIERE O R D deg C S .0001-.0002/VP(P)25/VP. T | VP

DYYET — 2 1%, ROERLOBEHYE Z#HNT 572D
Rules (F 721X rule of five) EFEIEHLTUWNET.
AN+ 2 & al%&HEA % Lipinski’s Rules |
LIP/CALC 1%, ERIZ

VPR TEX RN 4 — L FTT.

3) 1R R FE

BB7383A1127AFC24/taggedproperties. pdf) # ZE&E < 72 & V.

4)DECOMP (%Y

TR,

SUBLM (5-%E),

RETEET.

IZ C.A.Lipinski KRB L72H DT, Lipinski’s

=> S L1 AND LIPINSKI/CALC & %\ MZ LIP/CALC @ X HIZ
WEB L ERF 2B DIC
IR OBBENEITESNET. (= S 0-5/HD AND 0-10/HAC AND LOGP<=5 AND 0-500/MW)

® U A ML, Tagged Experimental Properties (PDF) (http://www. cas. org/ASSETS/9026A7E221F247BB

POLYMORPH (£ JE M%) OF WA FHIC

L sncuvhnig,

W IR

(/PNT) 74—V RCIRET DI ENTEET. WMHEER T 1 —/L FTiX EXACT, CLOSED RANGE, OPEN RANGE

bHHATEET.
- EXACT
» OPEN RANGE

5) BRI 5 1 % 7o 1 TR PR E

Fe1E DY HEAE
— i D ZR R E S AT Hi

- CLOSED RANGE
D PR

(K DMBED TRERBERR 7 4 — /L R T,

INbDZ =MW THMEEZRET 2581 (P) MEFTRELET.
W 9 73 5 E S AU T2

DA
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CAplus 77 ANV TDRA——a — LB I NERFEEOMRE T 1 — /L K P

SEARCH P A DISPLAY
/DT. CA %R R S JOURNAL/DT. CA DT. CA
/RL BEWE L L THE SN THEEINTWD S PREP/RL RL, RL.NP,
A—8— 1 — )L RL. P
/RL. NP FrEWME & L TRl SN IEFFTFLa—RNT S PREP/RL. NP RL, RL.NP
fFHEENTWNWARA—N—m— )L
/RL.P FFEME L L TR SN EINATHS S PREP/RL.P RL, RL.P
A —/)N—1—)L
/RLD FERTEME L L THES SN THEINT S PREP/RLD RLD, RLD. NP,
WD A —8— 1 — L RLD. P
/RLD.NP | EAFEME & L TRl SN EFFHF L a— KT S PREP/RLD. NP RLD, RLD. NP
fFHEENTWNWAHARA—N—m— )L
/RLD. P HERTEME L L THESI SNTFTFLra—RNT S PREP/RLD. P RLD, RLD.P
fFHEENTWNWARA—N—m— )L
/RLS CAplus 7 7 A VTCft 5 & CW\Wb A—s3—m— L |S PREP/RLS RL, RL.NP,
(RL + RLD) RL.P, RLD,
RLD. NP, RLD.P
/RLS.NP | E#3FL 2 — R A—,—nm—, L (RL.NP + RLD.NP)| S PREP/RLS. NP RL, RL.NP,
RLD, RLD. NP
/RLS. P BFr L o— R A —,%—1—/L (RL.P + RLD.P) S PREP/RLS. P RL, RL.P,
RLD, RLD.P

1)REGISTRY 7 7 A )V THREA[HE/R A —/S—n1 — /LD Y A ML => HELP

il PR =2 — B

ROLES THER C& £7.

SEARCH < DISPLAY
ST N yNvaL'l St
/COMPLETE V A Z L —Ta ryNEeITb R S L4/COM ? FREI NN
JINCOMPLETE Y | f Z L — 3 3 VN ARERICK D - - EE S L4/INC ? FRI NN

Dx#O 3 XFICEMATHE T .
2)REGISTRY 7 7 A MV CIE SN B& Yy v L FH5OAFHREETT
T & A 2k O B R =X
B Y Nk

STRUCTURE ==~ > R E 721X STN Express/STN on the Web @
7y 7 u— FEREHWTER SN EEERKD L &F
(Lﬁ%m@j—W@ﬁ%T%)

SEARCH L1 FAM SAM
SEA L1 AND L2 SSS FUL

SCREEN =< FIZL WEkR&EnN/7=A27 UV —rv vy b L F=
(L%vﬁ@7—w@ﬁ%7

S L3 OR L4 SSS SAM

STRUCTURE =~ > R E 721X STN Express/STN on the Web @
7/7a—°%b%%w1¢%éMt%‘*WT@Im%vk
SCREEN i~ RIZXWIERENn7=A27 )V -ty b L FHE

ﬁﬁAbﬁ(L%ﬁW@7~W@§%T

S L1 AND L2 NOT L3

DHERZROEZE Yy FO L HBRIIFERKREMLAEDELZENTEET (B @ => S L3 AND TSCA/LC).
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1t 185 1 5% O FEEA

iEéB%E A N Akl

SSS Substructure WEEMX2WmET 2WE %~ MR SEARCH L1 SSS FUL
40 A 38 A SR EHTTRE 2T N T O EIZIBMD S L2 OR L3 SSS SAM

(F 74— F)

EHILDFES L TH I

MO REENTHTH LW

S L7 SSS RAN

CSS Closed Substructure HEEERRICEZRIT BT A5WE % ME | SEARCH L1 CSS FUL
PR A 3 50 0 A 0 AR SR BERAEFRELET X TOMBEIZEMD | S L2 NOT L3 CSS
EHRENEALTH I S L4 OR L5 CSS RAN
MoORSREENTH LW
FAM Family BEE RN KT 2WEZ MK | S L6 FAM SAM
77 U — MO NEEZNTH LW
EXA Exact HEEMRICRZeIl—HT 2WE A2 | SEA L6 EXA FUL
EE—BRR
1 385 A 5% 0D i [

BERBOBRIZAZ U — v 2@l LIZEREAMOESIC L BEEZMHT D2, RBFEITORIC
=> SET EXTEND ON & %\ X => SET EXTEND ON PERM EHEL FT. &S AHUVE, SEARCH 2w K&
[l U4TI2 EXTEND & A L C o RAROMEES = £ 3. ABEHEDFEMIE => HELP SET EXTEND T
SEWEETET.

ARt & P YL
SAM Sample " 77 A INVDEE ST — SEARCH L3 EXA SAM
B TR (5%) %R S L6 NOT L7 SSS SAM
(F7x— 1)
FUL Full 7 7 A VAR (100%) Z % | S Lb OR L8 SSS FUL
TNT 7 A INVRTE
RAN Range a—HP—NFRE LZ#PHAN T | S L4 RAN=(110507-58-9, )
HiPATE R i 5% S L3 FAM RAN=(109784-14-7,
109904-92-9)
SUB SAM | Subset Sample " REGISTRY DR TS 47z | S L7 CSS SUB=L5 SAM
Y7y N TR EIEA A N 2
Yo TR R
SUB RAN | Subset Range REGISTRY Oz TH Sz | S L3 SUB=L2 RAN=(, 50-11-3)
B+ 7 NEFAE ER R m& YTy M2 XD
FEPH TR E MR
SUB FUL | Subset Full REGISTRY DK TH 47z | S L8 SUB=L6 FAM FUL

YTy NTIALT AL

RER

EEtE > FE X5
TNVT 7 A IVRER

1)SET EXTEND HéBEIX SAMPLE MiZk CIIHEREL =¥ A .
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REGISTRY/ZREGISTRY-10

B F1) f 5% D B =
RN NVALL
— T I o 1 LFa— RV S LAGLL/SQSP
—WX T I BBIOEERT I B 3 Xra—RF DY S ‘LEU-ALA-GLY-LEU-LEU’/SQSFP
a— RFEZEa— RIE—E5 HE Mt S F‘HCY-STA’LF/SQSP
a— NENZEANA 7 BN E S ‘GLP’AGYSK/SQEP
S ‘CYS—ASN-THR-ALA’/SQEP
Ko 1 Xya—R Y S ATTTTTTTTTT/SQEN
S AAGGTTACTA/SQSN

1)=> HELP AAC EANT B LTI VEED 13 XFa— FREREREINET.
2)=> HELP AAU E AT B EREHT I JBO 3 XFa— REREREINET.
3)=> HELP NUC & AN T 2 Lo — RRPERINET.

L1 5 5 D Ff AR

SEQ 7 4 —/V RTIEEE Z o N7 HORFNIE 1 XFa— FTERRENET. SEQ3 7 4 —/ R
TIHZ R EORINDFH 3 XFa— RTRRINET.

Sff\fcg T ko AT
/SQEP LN ZAVE Y BRRIC e 8T 585 &2 R, YADAIF/SQEP
Wk BEMiTeaicgsZsnT ‘CYS—ASN-THR-ALA’/SQEP
W TEAR LW
/SQEFP B R E BRRiceaeic—%T 585 & YGGFL/SQEFP
SEREA 7 7 I Y — BRIXo7 I JBOZM~7 72U —| S ‘TYR-GLY-GLY-PHE-LEU’
S \CHE Y3 D ELAI A R /SQEFP
/SQSP AV gMilceaelc 8%+ 565 L S LAGLL/SQSP
R4y Bl I R BB %2 & Tl ¥ 2 %K. S FHCY-STA’LF/SQSP
¥kt s, Xy v s afATE S
/SQSFP AT/ Y BRMXicemeic—%3 25, S ATCXAWV/SQSFP
oy 7 7 2 ) — BB Z &Rl s ks L O S ‘LEU-ALA-GLY-LEU-LEU’
fo & BT I 7 Bo%EM~ 7 I U —| /SQSFP
A 4 DA A R Y
/SQEN ¥ 1 BRI —%T 588 Z Mm% | S ATTTTTTTTTT/SQEN
SEARL SR R EoEKa— FE2FHTE %
/SQSN 3 gMiceaeic—84 505 L S AAGGTTACTA/SQSN
B 47 B A1 AR 5% B OB % & e il 5 & 5
ERoBga— FB X OREBRRE =,
Xy v TR ENHTES

~
71
N
B
S
#
=

(BRK M)

2018. 4
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REGISTRY/ZREGISTRY-11

HAYEL AR 522 O Kk e B (/SQSP, /SQSFP, 33 L 1Y /SQSN) - 2

k=2 NR AN 7161
[ ] REBERIEO R E LGP[VL]/SQSP
LGP [‘VALLEU’] /SQSP
(-] K E DREEFRH D BRS LGP [-H]/SQSP
LGP [—‘HIS’] /SQSPSP
LGP[-HL]/SQSP
{m} ERTOBA, BLFE M= (FL) {2} /SQSP

(L, B 7R FEI-EHX %
m [Elf# D IR9

L4 {2} /SQSP
NAME/Q {3} /SQSP
(CTG) {2} /SQSN

TAA (TAAA) {2} /SQSN
GG (FL) {1, 2} /SQSP
L3 {1, 3} /SQSP
NAME/Q{1, 4} /SQSP
(CTG) {1, 3} /SQSN

{m, u} £ {mu} EATORLY], BCFIE R
(L#, Ef F 3Rk FINEMNX) %
m B 5 u [\ RS

? E£721% {0, 1} ERIOES, BLFE R FLRRI (RP) ?K/SQSP
* 7213 {0-1} (L, B 7R FEI-EHX % FLRRI (RP) {0, 1} K/SQSP

Poxaid 1 BHEYKT L1{0-1}NN/SQSP
NAME/Q {0, 1} NN/SQSP

CAT (CGA) {0, 1} GGAC/SQSN

* £721% {0, ERTOBLA, BLHE R KLK (WD) {0, } N/SQSP
F721x {0} (L#, B#t FidtkfFESn=EM) % KLK (WD) *N/SQSP
YoE Ll B Rd L1{0-}NN/SQSP
+ £ (1, ERTOBS, BLFE M NAME/Q {0, } NN/SQSP
70 (1) (L#, B F7idtkFESn=EM) % CAT (CTG) {0, } TATT/SQSN

KLK (DLE) {1, } /SQSP
KLK (DLE) +/SQSP
L2{1-}/SQsP

IRt R/ racn

& Bl EL, BEAE R NAME/Q {1, } /SQSP
(L, B 7R FEI-EHX % CAT (CTG) {1, } TATT/SQSN
AT D L1&L3/SQSFP

L2&L5{1, 3} /SQSP
NAME1/Q {2} &NAME2/Q/SQSP
S E1&E3/SQSP

N nununuunwuvun anwunounonnwu\n onrnoun nNunuL N2 LW wm NN L1 L1 LD L1 T 1

DEASEIERRD S F SFAERXOEMIE, REGISTRY 7 7 A LT (=> HELP SQQ) & AJ19 % & F5
ENET.

2) ko, ¥y Ly bk (7)), BIOFEEAA— () bFATEET. v b (7)) FEMXOES]
OFMNH D VIERBICHML, BEIOREHI VI RHETHLIZLE2BELET. BE A () TES O
BRAE L, B E - 13ESEMRXZ LET (Bl © => S TAA(TAC|AGG) /SQSN).
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T BLHIR R D v~ 7R (/SQSP, /SQSFP,

B L /SQSN)

REGISTRY/ZREGISTRY-12

)

A

AT Bl

(BY A FR)

Amp F12E {m)

Am, ul F¥72E L {mu)

= ol = S A= fll =
.{0,1} F71% . {0-1}

R =l e
{0, ) E£72% . {0-)

L FEE
ALY F¥ {14

| BEOX Yy v

n BEOXy v 7

m b uKEOXy T

PoFziz 1 BEOX v v

PrEEll Eoxy v

1 BE EoxF vy v 7

NN, ununm oun nom NNV K NN v N1 n n v

SY. RPG/SQSP
SY. . RPG/SQSFP

AAG.

.. TGC/SQSN

SY. {2} RPG/SQSP
SY[2. JRPG/SQSP

GFF.
GFF.
AAG.
AGA:
AGA.
AGA.
AGA.
HLC.
HLC.
HLC.

{2, 10} L.SS/SQSP
{2-10} LSS/SQSP
{2, 5} TGC/SQSN
SRI/SQSFP
?SRI/SQSFP

{0, 1} SRI/SQSFP
{0-1} SRI/SQSFP
*TYG/SQSP

{0, } TYG/SQSP
{0-} TYG/SQSP

AAGGCAGATG. *GCAA/SQSN
SY. +TH/SQSFP

SY. {1, } TH/SQSFP

SY. {1-} TH/SQSFP
TCCTG. +GTGG/SQSN

BLAST® 7K€ v ¥ — %

BRSO D BLAST® (Basic Local Alignment Search Tool) 12X AEHIAE R Y —HiZRIX
— kT T N TIRIAOBEREIZED, STN® on the Web, & 5 UM Windows® )i STN Express
(V7.0 LLE) oA v F—T7 x—2AnbFHATE £7.
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REGISTRY/ZREGISTRY-13

v
A OFRETHEIE, FrROFBREXDFIHTE ET.
BEDa— RIFAR=2ZARD o~ TR > TLEEW., 74— NI ESNEEFTFRRENET.
AJEl © => D L1 1-5 IDE RSD
=> D L1 IDE MP

CA CMRE R RO RHTRE T 28, MER®RY 4 =V FHLWVIEMIET 4 — v FOWF s
LHBEDETHRIAL £ 7.

HAS ARAEROWEREERIIWEDOENR A EMAEDLETHE Z LT TEERA
(1 : => D IDE FCN [ZAH]).

M (RS E’E) 74—V RIZZEOWEDL a— RTHERAINETN, hAXLAFRERT L,
BTRBIOAT 7794 VN THRIET D Z L TEEHA.

B 22 2FFRR - WHEREE R

FoarpA Y SR kS Nkl
AF Alternate Molecular Formula FEE Sy 1K D L4 1-4 AF
AR Alternate Registry Number FEESE CAS B ErEE DLl 3 AR
CCI Component Class Identifier 4y 7 T AERBIA D CCI 1, 3-5
CCN 2 Condensed Chemical Name J 8 AL = B 4 Bk D 20 CCN
CI Substance Class Identifier 7 T AR D 1-3,7,8 CI
CIL Component Isotope at Unknown Location| /L& A~ BH @ %4y [FIAL & D CIL
CMF Component Molecular Formula %43 43 -2 D L1 CMF 3
CN Chemical Name b FEER4 D CN
comp ® Composition HE A% D L7
CRN Component Registry Number 5y CAS #EkE = D 1,3,6 CRN L5
DEF Definition JieE D DEF
DR Deleted Registry Number Bk S 7z CAS BERE = D L8 DR 1-3
ED Entry Date AJ1H D ED
ENTE Editor Note Ko F G D ENTE
FCN 2 Full Chemical Name T X T OILFEWE 4 FR D FCN L3 7
FS File Segment Ty AT AR D 1,4 FS
1L Isotope at Unknown Location {7 1E R BH D[RR D IL
IN CA Index Name CA 5|4 D INL1 4
LC Registry Number Locator CAS k& 5T fE D LC 3,4
MF Molecular Formula 51 D MF
PCT Polymer Class Term RN ~—4FEHEE D L3 PCT
PR Preferred Registry Number B9 CAS BEFFE = D 5,3 PR
REF Number of references in CA, CAplus, CA Z 7 A /LD D REF
CAplus SCRREL
RN CAS Registry Number CAS X E = D L4 RN 3
RR Replaced Registry Number EHLSNT- CAS BéE = D L3 2 RR
RSD ¥ Ring System Data WRT—X D RSD
SCN ?» ® | Short Chemical Name T W& LAY = ' 44 R D 5-9 SCN
SR Source of Registration IV g5 D SR 1,3 L12
SRSD 9 | Short Ring System Data IR 7 — & D SRSD
STF ® ¥ | Flat Structure (no stereo indicated) | FmfE&ER GrLAE#HRZZL) |D LY 1 3
STR ” Structure Diagram (includes stereo HiEX (riRfE4, R/S/E/Z | D L4 STR
bonds and R/S/E/Z labels when T YL HE )
available)
STS > P | Stereo Structure (includes stereo SRR X D STS
bonds when available) (BN IR E S 2 FToR)
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REGISTRY/ZREGISTRY-14
B 25 nFRER - IR

ForA Y HEE 4 = Akl

NA Nucleic Acid A D69 11 NA

NTE Note TR D NTE

PNTE Patent Annotation FFEF I D PNTE

SEQ Sequence (l-letter codes) Blgll (1 X5 =2—K) D SEQ

SEQ3 Sequence (3-letter codes) Be% (3 XF=a—FK) D SEQ3 1-10

SQL Sequence Length LREIIRS D L3 SQL

DY EN S 7 LR &

Foap v DS Rl

BCF EMRFERE O £ FE R D IDE BCF 1-5
(a— R, W4, WM, &4, Fi)

BP R DR AER D BP 1-2
(a— R, W4, WIYEE, S0, @i, CAplus @ HHLIE#H)

DEN D REAFRR D DEN 1-2
(a— R, W4, WIYEE, S0, @i, CAplus @ HHLIE#H)

ECND ERAE R DR AFE R D ECND
(a— R, W4, WYEE, S0, dFFd, CAplus @ HHLIE#H)

ECON AU H IR ADERRETR D ECON
(a— R, W4, WIYEE, S0, @i, CAplus @ HHLIE#H)

ERES wRIPL O R AER D ERES
(a— R, W4, WrEE, S0, dFid, CAplus @ HHLIE#H)

EREST EEAEROEEER D EREST
(a— R, W4, WM, &0, Fqg, CAplus @ HHLIEH)

FP Sl kS oE£RAER D IDE FP 1-5
(2— K, W4, WM, &M, Ei)

FRB [AlHA AT HE 72 i & 8 D £ NFK R D IDE FRB 1-2
(m— K, W4, WM, S, 3

HAC KBZREBO R NER D HAC 1
(2— K, W4, WM, &M, Ei)

HD KFEMG O R XFE R D HD HAC
(m— K, W4, W, S0, dR)

HDAS KB G HL /K FE 52 BRI D HDAS
(z— K, W4, WM, S, i)

HVAP FEIET AN E—DFRERATFER D IDE HVAP 1-5
(z— K, W4, s, S, 3R

ISLB. MASS | [E 4 & S A fi g D ISLB. MASS
(z— K, W4, WrdE, S, 3R

ISLB.MOL | [EA <€ /L ¥ fif i D ISLB.MOL
(z— K, W4, WM, S, 3

KOC AR IR B W AR ORI AL R D IDE KOC 1-5
(z— K, W4, WM, S, 3

LD50 50% LB DO RFBRFER D LD50
(a— R, W4, WIYEE, S0, i, CAplus @ HHLIE#H)

LOGD pH BB LA % 7 — V=K BeARE D kHEUE 0 X FE R D LOGD 2-5
(a— R, W4, WM, &4, Fi)

LOGP F 7 B 7 — V=K EARER D %t B D R KR D LOGP
(z— K, W4, WMl S, 3

MM BT — A v FORBAFETR D MM
(a— R, W4, WIYEE, S0, i, CAplus @ HHLIE#H)

P i O R TR DR 12
(a— R, W4, WUEE, S0, i, CAplus @ HHLIE #H)

MVOL LIRS D MVOL
(Zz—F, Wits, e, &8, d#i)
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REGISTRY/ZREGISTRY-15
W v 25 ngmm - R ()

ForpA Y N Nkl

MW DI EOREAFER D MW
(2— R, Wits, W, &, F5)

ORP e D F AT R D ORP
(a— R, Wtes, WrEfE, S, dFFd, CAplus O HHLIE #H)

PKA et L A Bt E #% O £ KR D PKA
(2— R, Wtts, W, &8, F5)

PSA R EFE OFRRER D PSA
(2— R, Wtts, W, &8, F5)

RI JEPTR O R A F R D RI 1-2
(2—F, Wies, WrEfE, S0, dFqd, CAplus O HHLIF #H)

SLB. MASS B EREEORERFR TR D SLB. MASS
(2— R, Wits, W, &, F5)

SLB. MOL ENEME ORIEAFRR D SLB.MOL
(2— R, Wits, W, &, F5)

SPEC ¥ AT N VTG D SPEC

SPEC. CI3NMR | *C NMR A% kL D SPEC. C13NMR

9)

SPEC. HINMR ® | 'H NMR A <% kL D SPEC. HINMR

(SPEC. PROTON

NMR)

SPEC. IR ¥ IR WL AT kv D SPEC. IR

SPEC.MASS @ | = &2 27 kL D SPEC. MASS

TG H T ARBIEE ORI A FK R D TG
(2— R, W4, WrE, &0, @F5S, CAplus @ HiHLIE#H)

TS SRR O R NEK R D TS
(2— R, Wits, WrEfE, S, dFFE, CAplus O HHLE #H)

VP RREDRIEAF R D IDE VP 1-5
(Z—F, Wits, el &8, i)

DT. CA &R SE D DT.CA

PRFA (HERL) | 9Pt~ ¢ — v R DIFTE D PRFA

RL BEWE L L TR SN THE SR TWnWD A ——a—/L D RL

RL. NP FEMEE L TR ShEEHEFFLa— FTHEIhTVnD D RL.NP
A —/N—pa — )b

RL.P BEME L L TR SN EESNTWVAE A ——r— /L D RL.P

RLD (RL.D) HERFEME L L TEF SN THEESNTWSE A —s3—m—/L | D RLD

RLD. NP HREWE L LRI SNIEFFLa—-FTHEShTHD D RLD. NP
A —/N—pua — )b

RLD. P FEREME L L TR SNTFFLa— RTHEshTn? D RLD.P
A —/N—pa — )b

RLS CAplus 77 A VT 5EENTWDH A —s3—1—/L (RL + RLD) D RLS

RLS. NP L o — R A —s%—nm—,L (RL.NP + RLD.NP) D RLS. NP

RLS. P B#FlL a2 — R A—s%5—ur—,L (RL.P + RLD.P) D RLS.P

DINGEDOH AL LFRERXBIOERERERIINZA T, TOWENREI ST CA 77 A VFROKRS 10
DICHREHR (FEFEE RO FAN.CNT, FAN, FAM, FBIB IZM:i<) Z2RRFEFEDH N TEET. 2oL x

= DRNTI AU) DXL Eb—20OYWHEDOEREREZMAAEDLEET. WHEORRERITEIIZIEE
LET. UEIERICEATAIERRIERIZ CA 77 A D~ —— FhETELTEEW.

) AT ERT— K CN TERENET.

3 EEBLORBEXEEFEME ORI E®R, M CAS BEEFEE LDIEREARRTT.

4)EA, ES, SZ, RF, RID BL W RID OHFEHEEF LR AERTT.

5) AL LFRERDH T .

6)ES, RID BL W RID OFEHEE E L OIEKERAEZRTT

D SRREEIL Y S5 7 4 v VSRR @5 Y 7 2> SIN on the Web 2RI L7=BARBLIOA 7540 F YV T
FRAHETT .

8) A7 kLML STN on the Web 2>, STN Express V7.0 LAREZFIH L728HA O AT RARETT
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REGISTRY/ZREGISTRY-16

ERER R
ForA Y N Nkl
ALL TRTOYEHHRE L OWHERFR (A7 FVEER<S) & CA D ALL
TrANTPOEGO 10 XHEO[HH
RN, ED, CN, ENTE, DEF, AR, PR, FS, DR, RR, MF, AF, CI, PCT,
SR, LC, DT.CA, RL.P, RLD.P, RL.NP, RLD.NP, IL, RSD, CRN,
CMF, CCI, CIL, STR, COMP, EPROP, ETAG, PPROP, REF, SQL, NA,
NTE, SEQ, CA 7 7 A /VHDE#H 10 3LEkd BIB ABS IND
TALL ? T 4=V RENEAL T M OALL D TALL
EPROP T RTOER MR D KB AER D EPROP
(a— R, W4, WM, S0, Fqg, CAplus @ HHLIE#H)
OPROP TR O FRAFE R R ER) D OPROP
EPROPS KR EE & S Bk Y 7 D EPROPS
EPROP, ETAG
ETAG Sk 7 (FEAFER, EWEIZONT 1 73T 2FER) D ETAG
(JE$})
ETAGFULL SRk 7 (REANFR, TXTOZRILIRE RKR) D ETAGFULL
(JEF})
FIDE TRTOYEERB XOERE®R (A7 My, BEFIE#RITR) D FIDE
RN, ED, CN, ENTE, DEF, AR, PR, FS, DR, RR, MF, AF, CI, PCT,
SR, LC, DT.CA, RL.P, RLD.P, RL.NP, RLD.NP, IL, RSD, CRN,
CMF, CCI, CIL, STR, COMP, EPROP, ETAG, PPROP, REF
IDE MEOFERNE®R (CAS BEES, 4, #HiE, o1+ y) D
(74—, )| RN, ED, CN (JxK 50 £ Fr), DEF, AR, PR, FS, DR, RR, MF, AF,
CI, PCT, SR, LC, IL, CRN, CMF, CCI, CIL, STR, COMP, REF
IDERL IDE, CAplus 7 7 A /LD A — 3— 11— )L L OV FBHE 5 D IDERL L10
MAX 2 TRTOWEREHRE CA 77 A NVFORFTO 10 THELD 7 H D MAX
RN, ED, CN, ENTE, DEF, AR, PR, FS, DR, RR, MF, AF, CI, PCT,
SR, LC, DT.CA, RL.P, RLD.P, RL.NP, RLD.NP, IL, RSD, CRN,
CMF, CCI, CIL, STR, COMP, EPROP, ETAG, PPROP, SPEC, REF,
SQL, NA, NTE, SEQ, CA 7 7 A L OEH 10 LHEko BIB ABS IND
PPROP (CALC) | X ToO T GHEMME) DRFEAFRR D PPROP
PROP FER AL, SRESCE Y 7, TRMEME O£ ER D PROP
(APROPS) EPROP, ETAG, PPROP
QRD IDE Lt v hLEWHEE ST — 7 VDT D L4 7 QRD
REG CAS %% 5 D REG
RN, DR, AR, PR, RR
SAM WE DL, WiEERR D L3 1-18 SAM
IN, SQL, MF, CI, STR, COMP
SCAN ¥ MEATF =y 7 HOERREX (7 04 LFKIR) D SCAN
(JEF}) IN, SQL, MF, CI, STR, COMP
SQD BeslfE R (CAS B&xkFE =, B2 L) D 5 SQD
RN, AR, PR, DR, RR, FS, SQL, NTE, PNTE, SEQ
SQD3 X EESE 3 XFa— RTERT DL SQD & AR D 2-4 SQD3
SQIDE BCH D FEAREH (CAS &K, 4P, B, EHIOTLHENE/ L) | D L4 SQIDE
RN, CN, DEF, AR, PR, DR, RR, FS, SQL, NA, NTE, PNTE,
SEQ, MF, AF, CI, PCT, SR, LC, IL, STR, REF
SQIDE3 XNy BRI E 3 T a— RTERTDHLAME SQIDE & [FIEE D L4 SQIDE3
SQN BeslfEER (CAS B&kFE =, LML) D SQN L5 6-9

RN, CN, AR, PR, FS, SQL, DR, RR, REF

DINSDNAF ARFERB LOEREZ RN T, EOMENRLI STz CA 77 A VP OEH 10 #

OSTERTEHR (EFER RO FAN.CNT, FAN, FAM, FBIB IZ[<) 2R R IEHI LN TEXFT.

ZDE X

(=>DRNTI AU) LI bl b —2o0WEORRIEXEZMAAEDLEET. WHOEXRIEIRIICHETE
LET. TEEHRICETAERERILI CA 77 A1~ ) —>— 2B ZE 0.
2) A~ KhVHE{81% STN on the Web 7>, STN Express V7.0 UL ZFIH LB A O LERARETT.

3)SCAN [Ta~> NIZHEIT A LET.

(f]: => D SCAN F 7z DISPLAY SCAN)

B 3BT 0O EMERBRTT

2018. 4




D REPANC AN TS 7
MAC, RC, CRN #[R< T R_RTORBBT 4 — /L R Tl v b Z—b A T A MERENMEZ 3. (BRRERC
NA T A MEREZLZ ON IZLTBLSMLERHY £9°. )

REGISTRY/ZREGISTRY-17

FoREA Y N Akl
HIT bty hE—LEBETT 4 — /LK D HIT 5-10
KWIC bt h ¥ —ADHE 20 35 (KeyWord-In-Context) D KWIC 5-10

SELECT, ANALYZE 3 X% SORT 7 4 —/L R
SELECT/ANALYZE =~ Rixhth - fir o o~ KT
(F%&+% v b L1 ORZEEEND CAS BigF 52+ %)
(E%&+E v b L1 oBERENLRFESZHET )

ML, SIN U 7Ly vatIF—FTF Xk [SIN 2w FigH (2007.8) ] 2 Z&BL7ZE W0
http://www. jaici.or. jp/stn/stn_doc_03. html

AJJ5 + => SEL L1 RN
=> ANA L1 1- PN

SORT 2~ RIXHBELLE 74—V ROT VT 7 Xy MEZZITEEIEICHRBBREZITE R 2 5 2

~ 2 FT9. AJIH

O % SELECT/ANALYZE/SORT Ffg7gs=a— K,

X AT ARFRER = — R T,

© => SORT L1 PD (FI%&E v b L1 ORIZEMEZREITHOEWIRICE X 5)

SE;EEi/éTé%ﬁfE/ N ANALYZE/SELECT " SORT
AF FEE Sy 1K O ? X
AR FEMESE CAS R E = O ¥ X
CCI 5y 7 7 AR O ¥ X
CHEM CAS B &&EH B L4 MW O 2 (F7+—1 1) X
CI 77 AGRAT O X
CMF %57 57 =K O ¥ X
CN LB 5e 24 O 9 X
CRN %5y CAS k&= O X
DEF e 7% O X
DEN gy X O
DR BB S 47 CAS B = O ¥ X
DT. CA &R S O X
EA BRSO L H#R @) X
ED ANJ1H O O
ENTE R E O X
EPROP SE T ) 1 i o0 X
ES BR SR Ot 3 AL O X
ETAG (TAGS) TR PEMICBE T 2 2 STk % 7 O X
FCN TR TOAFWE L FR O ¥ X
FRB [A1HA ] HE 72 % & 4 X O
FS Ty ANET AR O O
HAC IKFZRIEH X O
HD K FEM G K X O
IN CA R514 O ¥ O
LC CAS 3% B FT(E O 9 X
MF o aE= ¥ O X
MP [E =N X O
MW T X O
NAME 4 T O X
ORP WG X O
PCT AU ~—HEME O X
PN S o w X
PR fBESE CAS XXk = O ¥ X

—~
S
i
A
-
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http://www.jaici.or.jp/stn/stn_doc_03.html

REGISTRY/ZREGISTRY-18

SELECT, ANALYZE 3 X TR SORT 7 4 — /L K (kix)

SELECT/ANALYZE/ e N
SORT = — I N ANALYZE/SELECT SORT

RAN. CA CA 77 A LDLa— REE @) X

REF CA 7 7 A LDk X O

RF BRR DIt H# O X

RI JEPTER X O

RID B R T O X

RL BEEME L L TR SN CHRT @) X
ffHEENTWVWAE R —,—m—/L

RL. NP FFEME L L TRl SNTER/RTFLa—F O X
TfEEIN TS A—r8—1a — )L

RL. P FMEWEE L TRyl SN TFLra—§F O X
TfEENTWVWDE A= 3—a—)L

RLD ERHTEME & L THES STk TH 5 O X
XM TWBEAR— 8 —1a— )L

RLD. NP FERTEWE L L TEI S NT-IERH O X
La— RTCHRESNTWS A —3—
7 — )

RLD. P FEREME L LRI ENE/RTFLa— R O X
TfEEIN TS A—s8—1a — )L

RLS A —,%—1— L (RL+RLD) @) X

RLS. NP HEEHF L a—RFDODRA— R—1a— )L O X

RLS. P L a— RO RA—/—pm— )L O X

RN CAS ek = O O

RR B X IL7n CAS BEkE = O ¥ X

SCN fii B AL S B 44 B O ¥ X

SEQ Blsl (1 X5 =2 — K) O @ X

SEQ3 Bl (3 XF=22— K) O W X

SQEN sy (5Ee— MR BRI O X

SQSN EEREBL S (55 — BB O X

SQEFP 2R B RS O X
(e 77V —BREEX)

SQEP & Ry ERY GEa— B R E) O X

SQSFP &Ny RS O X
Gy —87 7 2V —HBREX)

SQSP 2y EEE) GE Sy — B R ) O X

SQL Ko & X O

SR Vg O X

SZ BRADERDRKE S O X

DE%ZEy bbby NE—ARTEMET 2120 HIT 260 FF (B © => SEL HIT CN).

2) SELECT THhiH & /=& — iz /MF Bt S EJ.

3) SELECT THhiH & /=& — iz /Bl Bt S ET.

4) SELECT THiH & iz & — iz /C1 B S ET.

5) BB SNT-LAHEZRLS T RTOLFRB L AR, DR, PR, RN, RR 7 4 —/L K7 SELECT & %\ % ANALYZE
Sh, SELECT THitHah7=& — 2z /Bl Bt E.

6) CA %514, TNAT7 7y MEDOKID 50 48, BIORTXTor v b LEAFRD SELECT 3 5 W Id ANALYZE
SNET.

7) SELECT THhH & /=& — iz /FA B S ET.

8) SELECT T &ni=& — LIz /CN B H S ET.

9 ZDT7 A4 —NVFRRICRREIND T 7 ANGBEEZD EFZIEXT7 7404 ORPYIZ FILE B LT INDEX 22w R

DHBIZANTEET.

10) BIE SNT=L4HERLS T XTOL D SELECT & DV id ANALYZE &i, SELECT THitH&n /=% —24 1T /BI
PG S E 7. SELECT NAME 13X GenBank HIRD#E L 22— RIZXf LT GenBank DE{R 14 & GenBank
FeZ2H LU E9. GenBank FE 1L GenBank 7 7 A /L F7=1X MEDLINE 72 &> STN O 7 7 A )L CHiR:E
LCHATEET.

11) #55FfE# (PNTE) 7 4 — /v R B RFFFE 5 % SELECT & 5 U MiE ANALYZE L E 7.

12) SELECT THii Z4172 % — AT /SQSN (BEBEELH| DY) /SQSP (X v X7 EEFIDGE) BT h5 S ET.

13) SELECT Tl Sd7= 4 — AT /SQSP ft 5 S E 5.
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Yo Frra—R
FIDE F R~

CAS %% %5 RN  32779-36-5 REGISTRY
AJJH ED  Entered STN: 16 Nov 1984
b¥#'E4 CN  Pyrimidine, 5-bromo-2-chloro- (CA INDEX NAME)
OTHER CA INDEX NAMES:
CN  5-Bromo-2-chloropyrimidine

%=X MF G4 H2 Br Gl N2
CAS %% %5 LC STN Files: CA, CAPLUS, CASREACT, CHEMCATS, CHEMLIST, REAXYSFILEx
HTfE TOXCENTER, USPAT2, USPATFULL
(xFile contains numerically searchable property data)
“RHEE DT.CA CAplus document type: Journal; Patent
fgifFcor— RL.P  Roles from patents: BIOL (Biological study); PREP (Preparation); PRPH

(FrE'E) (Prophetic); RACT (Reactant or reagent); USES (Uses)
FERFFF ko RL.NP Roles from non-patents: BIOL (Biological study); FORM (Formation,
o—/L (FrEWE) nonpreparative); PREP (Preparation); PROC (Process); PRP (Properties);

RACT (Reactant or reagent)

87 —% Ring System Data

Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |Identifier|Occurrence
EA | ES [ SZ [ RF | RID | Count
+ + + + +
G4N2 [NCNC3 |6 | C4N2 |46.195.39 |1
& N Gl

pel

FEWEAE Experimental Properties (EPROP)

PROPERTY (CODE) | VALUE | CONDITION | NOTE
+ + +
Boiling Point (BP) |95 deg C |Press: 15 Torr| (1) CAS
Mass Spectra | Spectrum | | (2) WSS
Melting Point (MP)|78-79 deg C | | (3) CAS
Melting Point (MP)|78-79 deg C | | (4) IC
Melting Point (MP)|78-78.6 deg C|Solv: hexane | (5) CAS
| | (110-54-3) |
Proton NMR Spectra|Spectrum | | (2) WSS

Spectra may be displayed by clicking the links in the property table, or in
bulk using the SPEC or MAX formats

(1) Brown, D. J.; Australian Journal of Chemistry 1964 V17(7) P794-802 CAPLUS

(2) Spectral data were obtained from Wiley Subscription Services, Inc. (US)

(3) Vlad, Gabor; Journal of Organic Chemistry 2002 V67 (18) P6550-6552 CAPLUS

(4) Hannout, 1. B.; Dyes and Pigments 1982 V3(2-3) P173-82 CAPLUS

(5) Hughes, Gregory; Organic & Biomolecular Chemistry 2003 V1(17) P3069-3077 CAPLUS

ZWCHkY 77 Experimental Property Tags (ETAG)

PROPERTY | NOTE
+
Carbon-13 NMR Spectra | (1) CAS
1 more tag shown in the MAX or ETAGFULL formats |
IR Spectra | (2) CAS
Mass Spectra | (2) CAS
1 more tag shown in the MAX or ETAGFULL formats |
Melting Point | (2) CAS
Proton NMR Spectra | (1) CAS

2 more tags shown in the MAX or ETAGFULL formats]|
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FIDE R (FrX)

HE (1) Hug, Stephan; Chemistry of Materials 2015 V27(23) P8001-8010 CAPLUS
(2) Sharma, Sanjay; Liquid Crystals 2003 V30(4) P451-461 CAPLUS
Big szl PROPERTY (CODE) | VALUE [ CONDITION |NOTE
+ + +
Bioconc. Factor (BCF) |3.24 [pH 1 25 deg C | (1)
Bioconc. Factor (BCF) |3.24 [pH 2 25 deg C | (1)
Bioconc. Factor (BCF) |3.24 [pH 3 25 deg C | (1)
Bioconc. Factor (BCF) |3. 24 [pH 4 25 deg C | (1)
Bioconc. Factor (BCF) |3.24 [pH 5 25 deg C | (1)
Bioconc. Factor (BCF) |3.24 [pH 6 25 deg C | (1)
Bioconc. Factor (BCF) |3.24 [pH 7 25 deg C | (1)
Bioconc. Factor (BCF) |3.24 [pH 8 25 deg C | (1)
Bioconc. Factor (BCF) |3.24 [pH 9 25 deg C | (1)
Bioconc. Factor (BCF) |3. 24 |[pH 10 25 deg C | (1)
Boiling Point (BP) [291.6+/-13.0 deg C  |760 Torr | (1)
Density (DEN) |1.859+/-0.06 g/cm**x3 |20 deg C | (1)
| |760 Torr |
Enthalpy of Vap. (HVAP) [50.97+/-3.0 kd/mol | 760 Torr | (1)
Flash Point (FP) [130.1+/-19.8 deg C | | (1)
Freely Rotatable Bonds (FRB) |0 | | (1)
H acceptors (HAC) |2 | | (1)
H donors (HD) [0 [ | (1)
Hydrogen Donors/Acceptors Sum|2 | | (1)
(HDAS) | | |
Koc (KOC) |80. 80 [pH 1 25 deg C | (1)
Koc (KOC) |80. 80 [pH 2 25 deg C | (1)
Koc (KOC) |80. 80 [pH 3 25 deg C | (1)
Koc (KOC) |80. 80 [pH 4 25 deg C | (1)
Koc (KOC) |80. 80 [pH 5 25 deg C | (1)
Koc (KOC) |80. 80 [pH 6 25 deg C | (1)
Koc (KOC) |80. 80 [pH 7 25 deg C | (1)
Koc (KOC) |80. 80 [pH 8 25 deg C | (1)
Koc (KOC) |80. 80 [pH 9 25 deg C | (1)
Koc (KOC) |80. 80 [pH 10 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 1 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 2 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 3 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 4 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 5 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 6 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 7 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 8 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 9 25 deg C | (1)
LOGD (LOGD) |0.98 [pH 10 25 deg C | (1)
LOGP (LOGP) |0.975+/-0. 400 |25 deg C | (1)
Mass Intrinsic Solubility [12 g/L |25 deg C | (1)
(ISLB. MASS) | | |
Mass Solubility (SLB.MASS) [12 g/L [pH 1 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L [pH 2 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L [pH 3 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L |[pH 4 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L [pH 5 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L |[pH 6 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L [pH 7 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L [pH 8 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L [pH 9 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L [pH 10 25 deg C | (1)
Mass Solubility (SLB.MASS) [12 g/L |Unbuffered Water| (1)
| [pH 7.00 |
| |25 deg C |
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FIDE FrER (FrX)

Molar Intrinsic Solubility
(ISLB. MOL)
Molar Solubility
Molar Solubility
Molar Solubility
Molar Solubility
Molar Solubility
Molar Solubility
Molar Solubility
Molar Solubility
Molar Solubility
Molar Solubility
Molar Solubility

(SLB. MOL)
(SLB. MOL)
(SLB. MOL)
(SLB. MOL)
(SLB. MOL)
(SLB. MOL)
(SLB. MOL)
(SLB. MOL)
(SLB. MOL)
(SLB. MOL)
(SLB. MOL)

REGISTRY/ZREGISTRY-21

Molar

Volume (MVOL)

Molecular Weight (MW)
PKA (PKA)

Polar Surface Area (PSA)
Vapor Pressure (VP)

(1)

See HELP PROPERTIES for information about property data sources in REGISTRY

SCHRER

Calculated using Advanced Chemistry Development (ACD/Labs) Software V11.02

((C) 1994-2018 ACD/Labs)

793 REFERENCES IN FILE CA (1907 TO DATE)
798 REFERENCES IN FILE CAPLUS (1907 TO DATE)

SQIDE el (BZg)

CAS %#%% 5 RN
{b¥'E4 CN

91449-61-5 REGISTRY

DNA (Tikaut virus 5 -long terminal repeat) (9CI)

OTHER CA INDEX NAMES:
Deoxyribonucleic acid (Tikaut provirus 5 —long terminal repeat)
NUCLEIC ACID SEQUENCE

CN

T7AVe)” pvh FS
Al%l&E SQL
B2 A 7 NA
yEFC NTE

sl SEQ

21X MF
7 Z A Gl
CAS B F 5 T1E LC

“EHESE DT. CA CAplus document type:

641
186 a

170 ¢

doublestranded

1
51
101
151
201
251
301
351
401
451
501
551
601

160 g 125

t

tgaaagaccc caccataagg cttagcaage tagctgcagt aacgccattt

tgcaaggcat
gtttagttaa
atatctgtgg
gtactcagat
gatgggggce
gggccaagaa
ggaaagtccc
aagccttatt
cgetttttece
ccccagteet
ageccttttgc
tctcctcaga

Unspecified

MAN

STN Files: CA,

gaaaaagtac
agaataaggc
tcgagcaget
aaagcgaagg
aaacaggata
cagatggtac
acctcagttt
taaactaacc
tcccagecct
ccgatagact
tgttgcatce
gtgattgact

CAPLUS

FEFEFTFSCEkTo  RL.NP Roles from non-patents:

u—/L (FFEWE)
SCHkEK

cagagctgag ttctcaaagt caacaacgaa
tgaacaaaac tgggacaggg gccaaacagg
agggcccegg ctcagggeoca agaacagatg
gctgaacaaa acgggacagg ggccaaacag
tctgtggteg agcacctggg ccccggetea
tcagataaag cgaaactaac aacagtttct
caagttcccc aaaagaccgg gaaaaaccce
aatcagctcg cttctegett ctgtaacceg
ataaaaaggg taaaaacccc acactcggeg
gagtcgeccg ggtaccegtg tatccaataa
gaatcgtggt ctegetgate cttgggagege
gcccagectg ggggtettte a

Journal
BIOL (Biological study): PRP (Properties)

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

(CA INDEX NAME)

[0.064 mol/L |25 deg C | (1)
| | |

[0.064 mol/L [pH 1 25 deg C | (1)
[0.064 mol/L [pH 2 25 deg C | (1)
[0.064 mol/L [pH 3 25 deg C | (1)
[0.064 mol/L [pH 4 25 deg C | (1)
[0.064 mol/L [pH 5 25 deg C | (1)
[0.064 mol/L [pH 6 25 deg C | (1)
[0.064 mol/L [pH 7 25 deg C | (1)
[0.064 mol/L [pH 8 25 deg C | (1)
[0.064 mol/L [pH 9 25 deg C | (1)
[0.064 mol/L [pH 10 25 deg C | (1)
[0.064 mol/L |Unbuffered Water| (1)
| [pH 7.00 |

[ |25 deg C |

[104.0+/-3.0 cm**3/mol |20 deg C | (1)
| | 760 Torr |

[193. 43 | | (1)
|-2.84+/-0.22 |[Most Basic | (1)
[ |25 deg C |

|25. 78 A%x2 | | (1)
|3. 38E-03 Torr |25 deg C | (1)

2018. 4



SQIDE #~E

CAS BhE 7
LW E 4

T7ANES” A/ b
[ERPZIERS
gl

45T
7 T AFAT
CAS X&5%3% 5 AT TE
&R

IR SCHR T
n—/L (FrEWE)
SCHR R

RN
CN

FS
SQL
SEQ

MF
CI
LC

REGISTRY/ZREGISTRY-22
(& _7'8)

91386-77-5 REGISTRY

Interferon ol (human leukocyte protein moiety reduced), 1-L-serine-

(9CI)  (CA INDEX NAME)

PROTEIN SEQUENGCE

166

1 SDLPETHSLD NRRTLMLLAQ MSRISPSSCL MDRHDFGFPQ EEFDGNQFQK

51 APAISVLHEL IQQIFNLFTT KDSSAAWDED LLDKFCTELY QQLNDLEACV
101 MQEERVGETP LMNADSILAV KKYFRRITLY LTEKKYSPCA WEVVRAEIMR
151 SLSLSTNLQE RLRRKE

Unspecified

MAN

STN Files: CA, CAPLUS

DT.CA CAplus document type: Conference
RL.NP Roles from non-patents: PREP (Preparation)

SPEC FRIEZ

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

~AA~Z MV Mass Spectra

'H NMR A2 kv

2018. 4

Spectrum ID:

W oW o T B @ 120 4% W 1

ID_WID-DL0-090429-0

Number Of Peaks: 21
Nominal Mass: 192
Source: Spectral data were obtained from Wiley Subscription Services, Inc. (US)

COPYRIGHT 2018 AGCS on STN

Proton NMR Spectra

Spectrum ID: CC-02-H_NMR-3046

high-resolution image
Solvent: carbon tetrachloride (56-23-5)
dimethy!| sulfoxide-d6 (2206-27-1)
Spectrometer: BRUKER AM-300
Working Frequency: 300 MHz
Source: Spectral data were obtained from Wiley Subscription Services, Inc. (US)

COPYRIGHT 2018 ACS on STN
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