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=> HELP POLYLINK TH R T& £

SEQLINK= = > Ri%, # "7 EB L OS2 L0 OfEMNICRE T 57200 a~v 2 RTT.
ZEfMIT => HELP SEQLINK TH/RTE 9.
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SEARCH s A DISPLAY
L FEIE /BI | ARG S TOSYL? AF, CN, IN, MF
HIRT T T A b S 1, 1(W)DICHLORO RN, AR, DR, PR
oy iy Y S 6CT
BRI a— R S C5H10BR202
CAS B EF = S 97-77-8
/CI 7T AT a— K S MXS/CI CI
(a—FREZEFTHFADN) S ALLOY/CI
/CRN 4y CAS B §k% =5 S 79-10-7/CRN CRN
/DEF e O E 3% S HYDROCARBONS/DEF DEF
/ED AR ? S 20040101/ED ED
/FA 74—V ROTEE S RSD/FA AND L5 ERENARWD
(a—RE7ETHFA M) S MATERIAL COMPOSITION/FA
/FS Ty ANET AL S PROTEIN/FS FS
(a—RFREZEFTHFADN) S PS/FS
S NUCLEIC/FS
/LC CAS B k% =5 HT/E S TSCA/LC LC
S GENBANK/LC
S L1 AND CA/LC
/PCT R~ — A E S POLYAMINE/PCT PCT
(a—FREZEFTHFADN) S PM/PCT
/PCT. CNT R ~—p¥EAEEK? S 2-3/PCT. CNT PCT
/REF. CA CA 7 7 AL TOILHRE Y S L1 AND REF.CA<=10 REF
/REE. CAD CA 7 7 A VT OIFFEFHEMARD | S L3 AND 1/REF. CAD REF
CiikEx ¥
/REF. CAPLUS CAplus 7 7 A L CTOILik¥x ? S L2 NOT REF. CAPLUS>10 REF
/RN CAS &&= S 97-77-8/RN RN, AR, DR, PR
/SR IS G T S L1 AND CHEMICAL LIBRARY | SR
/SR
/UP e Y S L1 AND UP>=20040101 ERENARWN

DS FREEARRZEI THRRET D EEICEFAN—RR LTAALET.
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SEARCH e DISPLAY
i FS A4 SR
/CN bW 'E 52 24 FR S 1-CHLORO-1, 3-BUTADIENE | CN, IN
/CN
S INTERFERON . ALPHA. 1?/CN
S GENBANK M12334/CN
/CNS (bW E 4 AR EZ A F* D |'S IMINO/CNS CN, IN
S ?QUAT?/CNS NOT AQUA
/ENTE B FE* D S ?ENZYM?/ENTE ENTE
/HP R U REREE S BENZOIC ACID/HP CN, IN
/INS. HP BRI A L S METHYLETHYL/INS. HP CN, 1IN
L REREE
/INS. NHP KRB LT A b S ACRYLO/INS. NHP CN, IN
JERH LREREE
/ONS oL FE 7 A b S ANILINE/ONS CN
D —%, %57 BB EZABT T ANEEIRE 4 XFENRLETT.
HFRT 4= F
SEARCH e DISPLAY
Lk N N J141 S
/ATC et S 5/ATC FRENRWN
/ELC TV S 7-9/ELC FREN W
/ELC. SUB W ARk B HEK Y S ELC. SUB>=8 FRENZWN
/ELF gTHEA Y S AL CO LA O/ELF AF, MF
/ELR. xx T xx P S 3.1666667/ELR. CH FREINHBW
(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 T 3% Fill S B/ELS AND H/ELS AF, MF
/ELS. MCF X NPT S (N(XA)P) /ELS. MCF AF, MF
JEW Sy AE Y S 420-460/FW FRENZWN
/MAC W E L RR ¥ S 1-5 ND/MAC STR
/MF SHFH Y S C7H3BR2F02/MF AF, MF
S C4H404. 2NA/MF
S €24 H37 0S P3/MF
/NC DA S F/ELS NOT NC>=2 ERERRW
/PG BRI —7 S B6/PG FRENARW
S LNTH/PG
/RC FH T R S FE. CR.NI/RC FREINHBW
YOIt k=2 BErHEE Y S 7/SI AF, MF
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SEARCH s A DISPLAY
/CNR BB OB () Y S CNR>=12 FREN2WN
/CNRS BAOK (Roam) Y S 4-5/CNRS FoRENRD
/EA THEX BR) Y S C4N-C5N/EA RSD
(BXOEAAND EA OFEE) | S 2 C3NO-C6/EA
JEAS THEA (R Y S C5N04/EAS RSD
(BXOBRND EAS OEEE) | S >9 C6/EAS
/ES TLHRES (BRR) Y S NCOC2-C6/ES RSD, SRSD
(BXOEAAND ES OFTEE) |S 1-3 02C4/ES
/ESS TLHRELS (R/NER) 2 S FE3/ESS RSD, SRSD
(BXUEBRRAND ESS OFTEE) | S >=2 SC2SC2/ESS
/NRS BRADE (WHEEK) Y S 7/NRS FoRENZN
/NR B/NBROE (g sk v S 10/NR FoRENAN
/NRRS BARNOBEOR Y S 5-6/NRRS FoRENZRD
/RATC BADRTH Y S 4/RATC EREINAAWN
/REL B SR Ok T F# R Y S SE/REL RSD
(BLUBEBANOD REL OFEE) | S 5 P/REL
/RELC BANOTEMOK Y S 6/RELC FoRENRD
/RELF BRADOHKTHEL Y Y S C N O P/RELF RSD
(B X O D RELF OfFEEH)| S >3 C N 0/RELF
/RF BREDOR Y S C20AGN4/RF RSD
(BX OO RF OFES) | S 5 CL10/RF
/RID BRI 2 S 31779. 1. 2/RID RSD, SRSD
(BELUREASNO RID OFELEED) | S 1938/RID
S >=2 1949. 52/RID
/SZ BREADERO KX &2 S 3-4-5/S7 RSD
(BXUORESAND S7 OFFHEE) | S 3 5-5-6/SZ
/SZS BAONBROBRORKEE VY S 8/SZS RSD
(BXOBARND SIS OFE(EH) | S 5 4/SZS

DBEERE T2 3#HAEEIC L A2MBN AR BMEMRE T +—/L KT,
D FMHEENIRE T 4 =V ROBRONCAN LET. FEREIEMEEEFEZI3RERECL2BBNFIHTE £7.
N AEERTIHE LEMIIAR—ZE AN LET.

BHIRE 7 4 — L K

SEARCH e A DISPLAY
/NA Kiwgs A 7V S L1 AND 12-42 A/NA NA
S L1 AND G/NA
/NA. CNT sk v Y S L1 AND 12-42/NA. CNT NA
/NTE PE TV S CYCLIC/NTE NTE
S ?CHLORO?/NTE
/PC REErseqTiE v S L1 AND US/PC PNTE
/PN B s v S W02000056771/PN PNTE
/PNTE (/FEAT) | ¥pEFR5aR ¥ S RATTUS/PNTE PNTE
/SQL BLAE 2 S L1 AND SQL<=500 SQL

DEBEIIO L a— NIZOBFET LT 4 —/L R TT.
D FEEE T I ILHWIAEE I L D MBR R EMEME 7 1 — /L FTH.
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SEARCH N % ?¥7ftj;ﬂ/k A 46 DISPLAY
a— R LA 22— R
/CALC Lipinski Rule I~ > 93 | none S L1 AND LIP/CALC PROP, PPROP
g cRE VY
/EPROPS WtET — % offE ¥ nohe S TENSILE STRENGTH/EPROPS | ETAG, FA
(/ETAG B L /FA & Te) S BCF/EPROPS
/ETAG LMk y 7P Y none S MASS SPECTRA/ETAG ETAG
/FA 74—V ROTFEE Y none S HD/FA FA
/FNA FIELRWT 4 — /L R 2 none S PYRAZOL? AND HD/FNA ERERW
/PNT WrEER 2 0 none S MP<=30 (P) DECOMP/PNT EPROP
S MP=110 (P) EXACT/PNT
/PS0 WrEI gRIR Y none S L1 NOT ACD/PSO PROP
S L1 AND CAS/PSO
/PTYP Wt s 4 7 2 none S L1 AND CALCULATED/PTYP | PROP
S EXPERIMENTAL/PTYP
/RAN. CA HEio cA La— R&ER 2 none S 90:102811/RAN. CA EPROP
/SPEC AR NATF— D none S IR/SPEC SPEC
S NMR SPECTRA/SPEC
S MASS SPECTRA/SPEC
/BCF A RERR SR Y none S 4000-5000/BCF BCF
/BCF. PH BCF JIEHED pH » none S 4000-5000/BCF (P) 7/BCF. PH | BCF
/BCF. T BCF Il & B DR deg C S 25/BCF. T BCF
/BP WY deg C S 150-155/BP BP
/BP. P s RIEROE S Y Torr S 166/BP (P) 3/BP. P BP
/DEN BRpE 5 g/cm*%3 | S DEN>=1.002 DEN
/DEN. T 2R FE E O IR EE D deg C S 1.01-1.02/DEN(P) 20/DEN. T | DEN
/DEN. P BEERIEREOE S P Torr S 800/DEN. P DEN
/ECND ERAER S/cm S 1400-1900/ECND ECND
JECND. T BLRAGERPEREORE 9 | deg C S 1400-1900/ECND (P) 110 ECND
/ECND. T
/ECON ayvHEyHE R Siemens | S 300<=ECON ECON
/ECON. T aVE R ARIERO deg C S 280-300/ECON (P) 25/ECON. T | ECON
M Y
/ERES ERHEH Y ohm S 30-70/ERES ERES
/ERES. T BB E RO R E deg C S 30-100/ERES (P) 250/ERES. T | ERES
/EREST BT ohmkcm S EREST>=6600 EREST
JEREST. T ESIEPIHEROERE P | deg C S EREST>=6600 (P) 25/EREST. T | EREST
/FP D deg C S FP<250 FP
/FRB EIERERTRAS R G none S 2-5/FRB FRB
/HAC KFEZ R VY none S 1-3/HAC HAC
/HD KFBHEG I VY none S HD<=5 HD
/HDAS KFEME G T/ KFEZRIERE | none S 12/HDAS HDAS
/HVAP I AL — D kJ/mol S 100-110/HVAP HVAP
/HVAP. P KIET L ENLE—DFESD Torr S 760/HVAP. P HVAP
/ISLB. MASS | [E A& &AM » g/L S 1.3/ISLB. MASS ISLB. MASS
JISLB.MOL | [ & LR P mol/L S 1.6E-14/1SLB. MOL ISLB. MOL
/KOC AR W AERE (Koo) none S 100-200/K0C KOC
/KOC. PH Koo | FERF D pH none S 100-200/K0C (P) 7/KOC. PH | KOC
/KOC. T Koo I 7E WF DR ¥ deg C S 25/K0C. T KoC
/LD50 50% AL mg/kg S 741-745/1D50 LD50
/LD50. ORGN 50% F bR (ZEWik) O none S 741-745/1D50 (P) MOUSE LD50
/LD50. ORGN
/LD50. RTE 50% BAEE (FE5#EK) © | none S 450-520/LD50 (P) ORAL LD50
/LD50. RTE
(Fe <)
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MMHRRE 7 4 — N ()
SEARCH N7 774 = b A S DISPLAY
a— R AL a— R
/LOGD pH & L7242 % /) —/L | none S 2.21/LOGD LOGD
Ky B AR B o %t FofiE ©
/LOGD. PH LogD JIEfED pH * none S 2.21/L0GD (P) 10/LOGD. PH | LOGD
/LOGD. T LogD I 7E fiEf 1 fE © deg C S 25/L0GD. T LOGD
/LOGP ﬂ‘ﬁfﬁ,/~—/v KAy BLFREL D none S LOGP<=3 LOGP
e VY
/LOGP. T LogP ﬁuﬁ§ﬁ§0>ﬂagf 5 deg C S 25/LOGP. T LOGP
/MM WRE—A K ® muB S MM<=0. 98 MM
/MM. T R T — A v FHIERO K S 0.021/MM(P) 10/MM. T MM
mE Y
/MP [ deg C S MP<=30 MP
/MP. P AS I EREOE S P Torr S 70/MP (P) 2/MP. P MP
/MP. SOL RS I E B 0D PR I none S ACETIC ACID/MP. SOL MP
/MVOL E N R CM#%3/mol | S 31.1/MVOL MVOL
/MVOL. T E VAR FE R E B O Ve EE ) deg C S 20/MVOL. T MVOL
/MVOL. P FVIEREREMOE S P Torr S 760/MVOL. P MVOL
/MW R Y none S MW<200 MW
/ORP fESeE deg S 70-80/0RP ORP
/ORP. C JiE S ) E B D PR R Y g/100mL. | S 0.12/0RP.C ORP
/ORP. LEN BE Y EE W E B D e R Y dm S 1/0RP. LEN ORP
/ORP. SOL WE S 2 1 B 0D YR Ik none S METHANOL/ORP. SOL ORP
JORP. T W ¢ FE ) 7 B D YL EE D) deg C S 70-80/0RP (P) 20/0RP. T ORP
/ORP. W e S P E R D P £ Y nm S 546/0RP. W ORP
/PKA R SR B 4% (pKa) © None S PKA<=-0. 62 PKA
/PKA. T pKa {EEE © deg C S 25/PKA. T PKA
/PKA. TYP pKa %A 7 ¥ none S MOST ACIDIC/PKA. TYP PKA
/PSA M E# A A2 S 3.24/PSA PSA
(Angstrom™2)
/R1 JETR Y none S 1.427/RI RI
JRI.T S BT R O R Y deg C S 1.427/RI1(P)25/RI.T RI
JRI.W BT R EREOEE P nm S 500-589. 3/RI. W RI
/SLB.MASS | B EIRfiRE g/L S 1.4/SLB. MASS SLB. MASS
/SLB. MOL FLIRfREE O MOL/L S SLB.MOL>=1 SLB. MOL
/SLB. PH /T VIRIREE NI EM D | none S 1/SLB.MASS (P) 7/SLB.PH | SLB.MASS,
pH ® S SLB.MOL>=1(P)7-10/SLB. PH| SLB. MOL
/TG H T AGLBIEE Y deg C S 7-8/TG TG
/TS SlagE » MPa S 42/TS TS
/TS. T %I%%%@ﬁ“@uﬂz&%ODamI” 5 deg C S 200-315/TS(P)190/TS. T TS
/UR BfE none S BP=200 (P) UR<=10 EPROP
/VP AREE Y Torr S .0001-.0002/VP VP
JVP. T REJEREHFORE © deg c S .0001-.0002/VP (P)25/VP. T | VP

D YT — 2 1%, BOEERLOEMDEZHNT D720
Rules (F721% rule of five) EFEIEN TWET.
AN 2 EEI%EMHEA% Lipinski’s Rules
LIP/CALC 1%, 2RI

DBEMBTEXRNWT 4 —/L RTT.

3) fh FREE

BB7383A1127AFC24/taggedproperties. pdf)

4)DECOMP (%5

(/PNT)

LR CTE T
- EXACT ¥ E oW MEE - CLOSED RANGE
« OPEN RANGE — U D HRFEE ST H

B) BB 5 1 F 7o TR €

TR,

SUBLM (5H-#E),

(2 K DRSS AT RE

EIEL IRV,
POLYMORPH (£ ¥ fi5#%)
T 4=V RTRETDHZENTEET. BHEER7 A — AL T
INLOX—LERNTYHEEEBET 25481% P) EHETCTRELET.
R i 23 RS E S L7
FH O 4 Pl
RHERER T 4 — IV KT,

IRETEET.

Z C.A.Lipinski K2¥EE L7=H DT, Lipinski’s

=> s L1 AND LIPINSKI/CALC & %\ % LIP/CALC ® X 5 I
WA LZfEEE 2L DIC
IR OMBNEITSNET. (=> S 0-5/HD AND 0-10/HAC AND LOGP<=5 AND 0-500/MW)

LD A MY, Tagged Experimental Properties (PDF) (http://www. cas. org/ASSETS/9026A7E221F247BB

DIFRBFR RIS S N TOE, BHEER

BH O W) PEAE

/¥ EXACT, CLOSED RANGE, OPEN RANGE
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p /1/ \\0) N H /l/ = S /\0) R ’f /l/ )

SEARCEH M A DISPLAY
/DT. CA @R S JOURNAL/DT. CA DT. CA
/RL BrEME L L TR SN THEIRATWS S PREP/RL RL, RL.NP,
A —/N—1 — )b RL. P
/RL. NP FEWME L L CHIISNEIER/RTFLa— KT S PREP/RL. NP RL, RL.NP
FTH5EENTNDE A — —1a— )L
/RL. P FEWME L LRSI SNERFTFTHEENTND S PREP/RL.P RL, RL.P
A —/)X—1 — )L
/RLD FEREWE & L THES SN TGS T S PREP/RLD RLD, RLD. NP,
WD A —— 11— )L RLD. P
/RLD.NP | JEHFEME & L TR SN EfFHFL a— KT S PREP/RLD. NP RLD, RLD.NP
FH5ENTNDE A — —1— )L
/RLD. P HERFEWE L L TR SN Lra— KT S PREP/RLD. P RLD, RLD.P
FH5ENTNDE A — —1— )L
/RLS CAplus 77 A VT EENTWAHRA—s,3—a—/L | S PREP/RLS RL, RL.NP,
(RL + RLD) RL.P, RLD,
RLD. NP, RLD.P
/RLS.NP | 3E##FL 2 — R A—,%—n—, (RL.NP + RLD.NP)| S PREP/RLS. NP RL, RL.NP,
RLD, RLD. NP
/RLS. P Be#r L o0— R A—/,3—1—/L (RL.P + RLD.P) S PREP/RLS. P RL, RL.P,
RLD, RLD.P

L) REGISTRY 7 7 A VTR A RE/R A —/s3—a — LD U A ;L => HELP ROLES THEFR CT& 9.

HlPRFE R = — &

SEARCH e DISPLAY
i W& A4 s
/COMPLETE V A XL — g UNRERIIThI B S L4/COM ¥ ForIh7awn
JINCOMPLETE V¥ | A Z L —3 3 U INAZERITK D - I FE S L4/INC ? KaREI N0

Dix#O 3 XFICEMATHETT.
2)REGISTRY 7 7 A LV THER ENT-H&Ety o L FH5OLF A HETT.
& sk O 'E [ =X
R Y N 7145
STRUCTURE =t~ > KE721% STIN Express/STN on the Web ® SEARCH L1 FAM SAM

Ty 7ua— FEEE AV THERSN-EBEERRO L &5 SEA L1 AND L2 SSS FUL
(L ZeBo7— LEA L AHE)

SCREEN o<y RICEVWIEESN=AZ7 UV -y FD L FBE S L3 OR L4 SSS SAM
(L FMoT7— V@A S lEE

STRUCTURE =t~ > R£721% SIN Express/SIN on the Web ® S L1 AND L2 NOT L3
7 v a— REREE AW TER SN ZEEMAo L FEE
SCREEN zi<= > RIZX W EkENnzAZ7 ) —r&y D L &=
DA ELE (L FEEOT— VEEAD AHE)

DHEEMRBORZE LY FO L FBEdFEMREMALEEDLELZENTEET (B © => S L3 AND TSCA/LC) .
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1 185 A 5% OO FLER
ey e P Al
SSS Substructure G 2me T 2WE % R SEARCH L1 SSS FUL
H oy A8 i A 3R BEHLARE 2T T O EIZIB MO S L2 OR L3 SSS SAM

(F7x—1 1)

EHEIENEALTH I
ORI REENTHTH LW

S L7 SSS RAN

CSS Closed Substructure | REEERRICHERIC—T H2WE 4% | SEARCH L1 €SS FUL
B A8 35 0 0 48 3 1 3R BHREFR LT XCOMEBEIZEMD | S L2 NOT L3 CSS
ERENPEFEALTH W S L4 OR L5 CSS RAN
ORI NEENTH LW
FAM Family MEEMRICERIC—HT 2 E LM | S L6 FAM SAM
77 IV —MRK ORI NEENLTH LW
EXA Exact MiEEMRICERI BT 2 E % M5B | SEA Lb EXA FUL
e BB
15 AR 2R D Hi

MEERBOBRIZA 7 U — il L2 b OESIZ L Fior 5121, MBFETORIIC
=> SET EXTEND ON & % \MZE => SET EXTEND ON PERM (B E L F9. H B, SEARCH =~ K&
A U472 EXTEND & A U CH RAROEEEN B & £ 9. AREBEDFEMIE => HELP SET EXTEND T
TEWEETET.

SR e PI% A3
SAM Sample V T ANVDREE I N SEARCH L3 EXA SAM
B IR (5%) %R S L6 NOT L7 SSS SAM
(F 74— H)
FUL Full 7 7 AR (100%) ZfE% | S Lb OR L8 SSS FUL
TNT 7 A INVKRR
RAN Range 2—YP—NFEE L7-#PHN T | S L4 RAN=(110507-58-9, )
FLPHIE EMR f 3R S L3 FAM RAN=(109784-14-7,
109904-92-9)
SUB SAM | Subset Sample " REGISTRY O TH S 7= | S L7 €SS SUB=L5 SAM
b7y T IVRRR FEEy hE2IBIC
TV R
SUB RAN | Subset Range REGISTRY MR TH S 7= | S L3 SUB=L2 RAN=(, 50-11-3)
W7k NHEIPHIE E R m&Ety hEIHIT
AL 1 R AR
SUB FUL | Subset Full REGISTRY O TH: Sz | S L8 SUB=L6 FAM FUL

Y7y hTALT 7 AL

R

&ty bE I BT
TIVT 7 A VKRR

1)SET EXTEND #%#E(% SAMPLE fRZE ClIt¥mE L ¥ A.
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Pl &1 5% 0> ] =X

REGISTRY/ZREGISTRY-10

G

A5

TS JBO 1 XFa— kD

S FRICHEAA 7 2 PG E

BEo 1 X5a— K Y

T 2 BB IO T R O 3 XFa— KDY
a— REiFa— R —E5HE CHMie

v N v

S

LAGLL/SQSP
‘LEU-ALA-GLY-LEU-LEU’/SQSFP
FHCY-STA’LF/SQSP
‘GLP’AGYSK/SQEP
‘CYS—ASN-THR-ALA’/SQEP
ATTTTTTTTTT/SQEN
AAGGTTACTA/SQSN

1)=> HELP AAC L ANT B LTI /o 1 -

3 MFA—RRBRRINET.

2)=> HELP AAU E AT B ERHT I JBEO 3 XFa— RERERENET.
3)=> HELP NUC & ANT B EEMBa— NENARRINET.

Pl A1 5% O Ff R

SEQ T 4=V RTRBBEZ U RIZEORIIT 1| XFa— RTERRIINET. SEQ3 74—/ R
IX R TBEORI O 3 LFEa— R TERINET.

s:llzﬂzcg O N2 Akt
/SQEP AV BRIz E=RIC *ﬁﬁ‘éﬁﬂﬁﬂ%*";ﬁ S YADAIF/SQEP
e B R R BMreaeicegzZsnT S ‘CYS-ASN-THR-ALA’/SQEP
W7 < T ifoc %f;b\
/SQEFP BRYE BRSICERIC—FT 55 & S YGGFL/SQEFP
SRS T7 7 2V — BRRXO7 I oLk fﬂﬁ7 7 2 U —|S ‘TYR-GLY-GLY-PHE-LEU’
T 3R (CHIYS DR A R Y /SQEFP
/SQSP v //\7 = BRIRXICEZSBIC T 585 & S LAGLL/SQSP
55 B &1 ik 5% BHRIX OB %2 & il 5 & f R . S FHCY-STA’LF/SQSP
ki s, ¥y v 7R EsafHTE S
/SQSFP Ay BRI Em2IC—BT AR, S ATCXAWV/SQSFP
HAEH T 7 3 ) — BRI OB %2 & RSl L O S ‘LEU-ALA-GLY-LEU-LEU’
5% BT I JBo%EM~7 7 IV —|  /SQSFP
(CHYS S Dl AR Y
/SQEN E3i EMXICREEIZ—HT 25 2B | S ATTTTTTTTTT/SQEN
SR Y R R &ﬁw)ﬂ&ﬁ}k:~ FEFIHTx D
/SQSN A gz elic—%3 5850 & S AAGGTTACTA/SQSN
B 43 B 1 A SR B OB % & Te Bl Y] % fR 5
FilE OB o — N X O =,
Xy v ERHTED

D7 I BOFEM7 7 IV —FUTO LB TY ¢

G

E

R CBLKE,
v (BRI M)
W

(ORA% 2 TE R

2011. 11
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3 B AR 3R O B ik

=02 (/SQSP, /SQSFP, 33 X % /SQSN) V-

2

REGISTRY/ZREGISTRY-11

k=2 W& Nkt
[ ] IR DK E LGP[VL]/SQSP
LGP [“VAL*LEU’]/SQSP
[-] FEE DR IR L O BRI LGP [-H] /SQSP

{m, u} F7=ix {m-u}

? FEIX
F7203

{0, 1}
{0-1}

* £721% {0,}
F7203

+ F£720% {1,
F7203

ERTOES], FAVE R
(L#, B# F7x R FE -8R
m [0

ERTOES], FAVE R
(L#, Bf F7x R FE -8R
m [FH5 u [\l Y K3

EHTORLS], EAE R
(L#, Ef E72I3MRFESNZERR)
Toftid 1 B ET

EFT OB, EAVE R
(L#, E#t FidthfFEI =&
nea=RE1 Yot W7

ELFT OB, EAVE R
(L#, E# FidthfFINn7=EHR)
It B s

BoAI B, BLAIE =
(L#, B F73 R EINZERX)
mETD

NN ununuunounnommwununnmnounonnunomnvm NV NNV nvm N NN v NN LN Lnn n

S

LGP [—HIS’]/SQSPSP

LGP [-HL]/SQSP
(FL) {2} /SQSP

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
FLRRI (RP) ?K/SQSP
FLRRI (RP) {0, 1} K/SQSP
L1{0-1}NN/SQSP
NAME/Q {0, 1} NN/SQSP
CAT (CGA) {0, 1} GGAC/SQSN
KLK (WD) {0, } N/SQSP

KLK (WD) *N/SQSP
L1{0-}NN/SQSP
NAME/Q {0, } NN/SQSP

CAT (CTG) {0, } TATT/SQSN
KLK (DLE) {1, } /SQSP

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

CAT (CTG) {1, } TATT/SQSN
L1&L3/SQSFP
L2&L5{1, 3} /SQSP
NAME1/Q {2} &NAME2/Q/SQSP
E1&E3/SQSP

DEBEAERM RO & F X F 72X OFEMIX, REGISTRY 7 7 A4 /L C (=> HELP SQQ)

ShET.
2) ERE oM,

¥y lLvh (7)),

BIOEEA— () bFHTEES. by b (O

EANT D EFRR

) (TE R oRLS

DM H D VITHRBITAML, EIIOREH DL WVITRBETHL I LEHEELET. BE - () ZESO

BIRAZR L, BFEHEITRAEMREZ LEST ) -

=> S TAA(TAC|AGG) /SQSN).
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REGISTRY/ZREGISTRY-12

T EEHRR R DX v v TRe5 (/SQSP, /SQSFP, 3 LY /SQSN)

ivC] NE AT

(BUAFF) 1 BEOXy v SY. RPG/SQSP
SY. . RPG/SQSFP
AAG. .. TGC/SQSN
SY. {2} RPG/SQSP
SY[2. JRPG/SQSP

GFF. {2, 10} LSS/SQSP
GFF. {2-10}LSS/SQSP
AAG. {2, 5} TGC/SQSN
AGA:SRI/SQSFP

AGA. ?SRI/SQSFP
AGA. {0, 1} SRI/SQSFP
AGA. {0-1} SRI/SQSFP
HLC. *TYG/SQSP

HLC. {0, } TYG/SQSP
HLC. {0-} TYG/SQSP
AAGGCAGATG. *GCAA/SQSN
SY. +TH/SQSFP

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

mp F2E (n ) mEEOX v S

Am, ul F2E L {n-u) m”nb uBEEOXYy T

- S el = G- S el e Yoz 1 BEOXy v 7
{0, 1) E£7=1x . {0-1}

cx E X PeEE FoxXy v 7
{0, F2 L {0

A EIR 1 BEL FoXy v
ALY F2 {14}

N, UnNnunm nNnnn " N NN v 1 L1 Lt L1 L1

BLAST® /RE 1 v — MR

B Ry IESOKETE D BLAST® (Basic Local Alignment Search Tool) 2 X AELAIAE R ¥ —MRIL
— kT U N TIRIHAORBEAEIZIREY, STN® on the Web, & 5 & Windows® Xfhin® STN Express
(V7.0 LLE) OAf v F—T2—AnLFRHTEET.

2011. 11




=N
BEDRRETDHEE, FrROEFREXANFIHTE ET.
BHOa— RIAR—2Rh o~ TR > TLEEW., 74— L RIZHRESNFIEF TR RINET.
AJiFl © => D L1 1-5 IDE RSD

=> D L1 IDE MP

REGISTRY/ZREGISTRY-13

CA XERFREAGHMATRE T 28, WHEMH Y 4 =V FHLZWVEMIET 4 = FOWFh
EHAGOETHMLET.
AL LFREROWEREFRIIWEOEMFRIEX L MAGDETED Z LT TEEEA

=

D IDE FCN {E/A7]).

CM (& S) 74—V FEZEROWEDO Va3 — FTERRSNET D, B2ZLFZRBRTRL,
RIEBLUOA 7 7AW THRAT 2 ZLIFTEEEA.

B w2z nFoRER - WERERE®

FoREA Y BEE kS N 71451
AF Alternate Molecular Formula IS5y 3 D L4 1-4 AF
AR Alternate Registry Number FEE e CAS BEkE = D L1 3 AR
CCI Component Class Identifier Ay 7 T AR D CCI 1,3-5
CCN ? Condensed Chemical Name JEAE R - 4 E 4 PR D 20 CCN
CI Substance Class Identifier 7 T AR E+ D 1-3,7,8 CI
CIL Component Isotope at Unknown Location| {if & ~BH @ a4y [FIALAR D CIL
CMF Component Molecular Formula 53 43 F 2 D L1 CMF 3
CN Chemical Name b2 E 5224 B D CN
COMP ¥ Composition HHRK, D L7
CRN Component Registry Number A4y CAS B = D 1,3,6 CRN L5
DEF Definition EH D DEF
DR Deleted Registry Number HIBR & 7= CAS BfE 5 D L8 DR 1-3
ED Entry Date AT H D ED
ENTE Editor Note Ko #FIE® D ENTE
FCN 2 Full Chemical Name T RCOLEWE 4 D FCN L3 7
FS File Segment TrA BT AR D 1,4 FS
1L Isotope at Unknown Location L& R BH D[RR D IL
IN CA Index Name CA 54 D IN L1 4
LC Registry Number Locator CAS k& 5 FT(E D LC 3,4
MF Molecular Formula = D MF
PCT Polymer Class Term WY~ = BENEE D L3 PCT
PR Preferred Registry Number 5 CAS BT = D 5,3 PR
REF Number of references in CA, CAOLD, CAplus, CA 7 7 A )LD D REF
CAplus STk
RN CAS Registry Number CAS e 5 D L4 RN 3
RR Replaced Registry Number B S 7- CAS BEkE 5 D L3 2 RR
RSD ¥ Ring System Data BRART — 4 D RSD
SCN ?+ ® | Short Chemical Name fli W AL S B 40 R D 5-9 SCN
SR Source of Registration IV g5 75 D SR 1,3 L12
SRSD @ | Short Ring System Data AR T — & D SRSD
STF ¥+ P | Flat Structure (no stereo indicated) | &R (GLARFHR~A2L) [D LI 13
STR ” Structure Diagram (includes stereo Hexspd (STR#E4S, R/S/E/Z | D L4 STR
bonds and R/S/E/Z labels when F L EE )
available)
STS @ 7 | Stereo Structure (includes stereo ST AAAH 1 X D STS
bonds when available) (BHIVENABFE S 2 FoR)
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REGISTRY/ZREGISTRY-14
B 2z nFoRR - BLAIE

FoRIEA D HGE A DS Nkl

NA Nucleic Acid 317 D69 11 NA

NTE Note HER D NTE

PNTE Patent Annotation eI D PNTE

SEQ Sequence (l-letter codes) B (1 XFa—R) D SEQ

SEQ3 Sequence (3-letter codes) EHl (3 XFa—R) D SEQ3 1-10

SQL Sequence Length Bl %l & D L3 SQL

B 22 LFFHR - W

ForpL Y DS ALl

BCF LR REIR I D R TR R D IDE BCF 1-5
(z2— R, W4, WrE, &, F50)

BP R OREAFRR D BP 1-2
(z—F, W4, WrEfE, Sk, 3FF0, CAplus @ HH#LE®R)

DEN D REAER D DEN 1-2
(z—F, W4, WrfE, S, 3FF, CAplus @ HH#LE®R)

ECND BRARERORERNFR D ECND
(z—F, W4, WrfE, S, 3FF, CAplus @ HH#LE®R)

ECON AU E TR ADERRET D ECON
(z—F, W4, WrfE, S, 3FF, CAplus @ HH#LE®R)

ERES BLREHLOERE TR D ERES
(z—F, W4, WrfE, Sk, i, CAplus O HHLE®R)

EREST EERBITOFRE KR D EREST
(2— R, WtE4, WrefE, 0, @FFS, CAplus O HHiLIE #H)

FpP kR OFREAFR D IDE FP 1-5
(zm— K, W4, WHE, S50, FR)

FRB [Fl#5 7] BE 72 i A 8 O R KR D IDE FRB 1-2
(z— K, W4, WHE, S50, FR)

HAC KRB EBOREAELR D HAC 1
(z2— R, W4, WrE, &, FD)

HD KBGO REAELR D HD HAC
(2— R, W4, WrE, &, ED)

HDAS VAE R Y& P 3 D HDAS
(z2— R, W4, WrE, &, ED)

HVAP HIKT AN E—DERRFER D IDE HVAP 1-5
(m—F, W4, WHE, S, F)

ISLB. MASS | [ A& EIR i g D ISLB.MASS
(m— K, W4, WHEE, S8, FD)

ISLB. MOL | [E 4 & L ¥ il e D ISLB.MOL
(m— K, W4, WHEE, S8, FD)

KOC IR B AE R I D KT R D IDE KOC 1-5
(m—F, W4, WHME, S, FD)

LD50 50% DO RFERER D LD50
(z—F, W4, WrfE, S, 3FF, CAplus @ HH#LE®R)

LOGD pH BB LizA 7 % /7 — V=K Bt Okt 5E o R FE R D LOGD 2-5
(m—F, W4, WHE, S, F)

LOGP I & ) — =Ko BRI D 5t Ul O R R R D LOGP
(m—F, W4, WHE, S, F)

MM BRE— A FORERER D MM
(z—F, W4, WrEfE, Sk, 3FF, CAplus O HHLE®R)

MP R OREAFR R D MP 1-2
(z—F, W4, WrfE, Sk, 3FF0, CAplus @ HH#LE®R)

MVOL T LIRTE D MVOL
(=—F, W4, s, S, ER)

(#e <)
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DB EYEN 55 7~

Ptk tE e (&)

REGISTRY/ZREGISTRY-15

FoRIEA Y = Nkl

MW T EOFREAFR D MW
(z— K, W4, WrefE, S, Ei)

ORP FESEE D F TR D ORP
(a— R, W4, WPl 0, @Fid, CAplus @ HiHLIE #H)

PKA e 35 L AR B E 2 0 R NFK R D PKA
(a— R, W4, WrEE, S0, Fi)

PSA faiE RIS ORI D PSA
(a— R, W4, WrEE, S04, Fi)

RI JEPTR DR AR D RI 1-2
(a— R, W4, WPl 0, Fid, CAplus @ HiHLIE #H)

SLB. MASS HEIRRE O£ TR D SLB. MASS
(a— R, W4, WrEE, S04, Fi)

SLB. MOL FIVIRIRE DRI D SLB. MOL
(a— R, W4, WrEE, S0, Fi)

SPEC ¥ AT R VIER D SPEC

SPEC. C13NMR | *C NMR A ~%7% kL D SPEC. C13NMR

9)

SPEC. HINMR ® | 'H NMR & -<Z kL D SPEC. HINMR

(SPEC. PROTON

NMR)

SPEC. IR ¥ IR WX A7 kv D SPEC. IR

SPEC. MASS @ | = &2 227 kL D SPEC. MASS

TG H T AR ILE ORI F R D TG
(a— R, W4, s, &0, Fid, CAplus @ HiHLIE#H)

TS 51 5E 58 B D £ A E R D TS
(z— K, W4, WM, S, ¥i, CAplus O HHE®R)

VP ERIE DR AER D IDE VP 1-5
(z—F, W4, Wi, S, 3R

DT. CA B RS D DT.CA

PRFA (#ERL) | Wt~ + — v K DAFLE D PRFA

RL BEWE L L THES SNEXMTHEGENTND A——1— )L D RL

RL. NP FEWE L LRSI SNTIHERTFLa—FTHEINATND D RL.NP
A —/N—n1a— )

RL.P BEWE L L TR SNEHFEFTHEINTND A ——a— )L D RL.P

RLD (RL.D) FER/RTEME L L TCHEI SN THEENTWS A — X—m— L [ D RLD

RLD. NP FERFEME L L TCHE SN L a— R THEEATWD D RLD. NP
A —/X—1a — )L

RLD. P FERFEME L L TCHE SN a— RTHEERTWD D RLD.P
A —/X—1a — )L

RLS CAplus 7 7 A VT EENTWSH A —s8—1—/L (RL + RLD) D RLS

RLS. NP FEHFL a— RO A—s3—a—/L (RL.NP + RLD.NP) D RLS. NP

RLS. P Pl a— R A—sX—nr—,L (RL.P + RLD.P) D RLS.P

DINBON AL LARREABLOERFZRBERICNZA T, ZOWEBHEI Sz CA 77 A VH O 10 £
DCERIE R (REEFEH O FAN. ONT, FAN, FAM, FBIB [3R<) 2R RBEEVH LN TEXFET.
(=>DRNTI AU) XS b —2OMEOERREXEZMAGLEET. BEORRERIIEMIIEE
LET. TMBRICHTL2ERERT CA 77 A0 F~ ) —2— 2B &,

I FR R — K N TEREINET.

oL xE

GaB LOREANIEE(FWE O ER, By CAS BEEZE2E L OREAERRTT.
EA, BS, SZ, RF, RID B L RID OHEEHKZ £ L O-ERRNERTT.
HAL LFRIEARDOIHRTT.

ES, RID B3 LW RID OFEEE F L DOIRERAEXRTT.

SERREEX T T T 4 v 7 BSBERT & {5 Y 7 R STN on the Web ZFIH L7-
FoRA[BE T,

8) A~ kL% STN on the Web 73,

2
3
4
5
6
7

NN NG N NG NG

BEBIOF 74TV T

STN Express V7.0 LAz FIH L7256 OARRAETT
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eI S

REGISTRY/ZREGISTRY-16

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

ForEA Y D= N 1451
ALL % TRTOWEHE RS TG HR (A7 FLidkR<) & cA D ALL
T ANFORTO 10 CEROE H
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 /LD fH 10 3LHk BIB ABS IND
IALL ? 74—V RAFTE AT MRALL D IALL
EPROP T T OEPYMEME D F R XFE R D EPROP
(m—F, W4, WrefE, Sk, @i, CAplus O HH#LF#H)
OPROP FRIPEME O R XF R (JFHH k) D OPROP
EPROPS ERPEME & S BTk Y 7 D EPROPS
EPROP, ETAG
ETAG Sk 7 (RIERER, EWEICONT 1177 DFER) D ETAG
(Jr o))
ETAGFULL SRk 7 (FREAFER, T XTOZRLEEFRR) D ETAGFULL
(JEE$})
FIDE TRXTOYEE SR X EEHR (A7 Fv, BAITEHRITRL) 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 WE QIR R (CAS BEE T, 4, M, o1k d) D
(74—, k)| RN, ED, CN (&K 50 4 #:), 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— 1 — L L OV BHEKE D IDERL L10
MAX 2 TRTOWEBERE CA 77 A VFORFTO 10 THEOIEH 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 AHOHH 10 ko BIB ABS IND
PPROP (CALC) | T XTO AWM GHEDIEM) oFRAER D PPROP
PROP FREE, SRCEY 7, TR O RIEAE T D PROP
(APROPS) EPROP, ETAG, PPROP
QRD IDE &t v LW E G T — 7 VD17 D L4 7 QRD
REG CAS % = D REG
RN, DR, AR, PR, RR
SAM WE DL, WA RR D L3 1-18 SAM
IN, SQL, MF, CI, STR, COMP
SCAN ¥ MIEF =y 7 HOERREAX (707 LFER) D SCAN
(fEk}) IN, SQL, MF, CI, STR, COMP
SQD FoZIfE (CAS X&kFH, BlAI7ZR L) D 5 SQD
RN, AR, PR, DR, RR, FS, SQL, NTE, PNTE, SEQ
SQD3 2 UR7EER S E 3 X a— RTERRT DL SQD & [AEk D 2-4 SQD3
SQIDE BoS O FEARTE W (CAS BEE =, 4, Bisl, YO E /2 E) | 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 HURTERYE 3 LT a— RTHRRT DHLE SQIDE & [FIER D L4 SQIDE3
SQN BLA & (CAS BERF 7, A L) D SQN L5 6-9

DINbDOHAE LFRIERNBLIOEMERERIINAT, TOMWENRI ST CA 77 A VTR ORKH 10 14+
e xE
(= DRNTI AU) & Hichbiel b —o2o0WEORRIEXZMAGDLEET. WHEOERFERIIRYIHEE
LET. EERICETLIERRERILICA 774100~ ) —>— 2 TELLZE N,
2) A7 RhLVHE 81X STN on the Web 7y, STN Express V7.0 LU ZFIAH LB A DO LERARETT.

OSTERTE R (EFEFH RO FAN. CNT, FAN, FAM, FBIB X&) 2R RIEH N TXF.

3)SCAN [T~ RIZHT CTASILET.

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

BT ZBTTYoERMERBRTT.

2011. 11




DA SN R $ &S
MAC, RC, CRN Z[R< T RTOME 7 4 —A KTl v ¥ —b g T4 MERDEZET. (BRBMHIC
NA T A MHERER ON IC L TBSLERHY £3. )

REGISTRY/ZREGISTRY-17

FoREA Y N Nkl
HIT bty N —LEEL7 44—/ F D HIT 5-10
KWIC vy N¥—ADOR 20 55 (KeyWord-In—Context) D KWIC 5-10

SELECT, ANALYZE 3 X T% SORT 7 4 —/L K
SELECT/ANALYZE =t~ > RiZfhit - i@t O 2~ > KT

AJ15] © => SEL L1 RN
=> ANA L1 1- PN

(&% v b L1 ORZE2MEDS CAS BEEREE2HHT5)
(BZ&tE > b L1 ORZE24ENSRFE 2N T 5)

ZEE, SIN U7 Ly iatIf—F%2h [SIN o< RiSH (2007.8) ] % T a0
http://www. jaici.or. jp/stn/stn_doc_03. html

SORT 2= RIFHE L7 4 — NV ROTNAT7 7 Xy MEFZIREEECRBERZT RS =2
~ 2 RT3, AJfl : => SORT L1 PD (A& v + L1 ORELMEEZBITHOHEWIEIZIE N2 %)

O % SELECT/ANALYZE/SORT w®JfEZ2 22— K, X [IARA[EE/R = — KT

SE;EEi/éyé%ifE/ ke ANALYZE/SELECT SORT
AF Sy 7K R »;
AR FEME S CAS 4% = O %
cCl 5y 7 7 A Ol X
CHEM CAS &k 7748 LU 1 O 9 (F7+—/LR) X
Cl 7 Z AiBlF o 9
CMF E‘A‘ﬁ:}ﬁ\%fﬁ O 3) X
CN fLEWa e e o o %
CRN 45 CAS Hgk o O %
DEF 5 S 9
DEN 2 i = 5
DR HIBR & 47z CAS BERE 5 O ¥ %
DT. CA B O %
EA BRI H# I O %
ED AJIH O o
ENTE SR O %
EPROP e LA o 9
ES s EPPE ] O <
ETAG (TAGS) FER P B 2 2 OCER ~ 7 O X
FCN TR T O EA o X
FRB [] i 7] RE 722 7 5 4K X O
FS Ty ANk T AL b O O
HAC KR AL X O
HD kG IE 5 % o
IN CA 'gﬁ‘?’gl% @) 8) @)
LC CAS XX g 5 (£ o9 %
M 4y O 9
up fo A v o
w 43 F hk x S
NAME 44 PR @) 10) X
ORP W i v 5
bet A YU~ — 5y YA 0 x
PN FERT & O X
PR fB5E CAS Bk = o %

—~
S
&I
e
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REGISTRY/ZREGISTRY-18

SELECT, ANALYZE # XN SORT 7 4 —/L N (fi &)

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

RAN. CA CA 77 ANLDLa— RFEE O X

REF CAplus/CA 7 7 A /LD k%L X O

RF BRADILHEA O X

RI JEYT X O

RID BR AR O X

RL FEME L L TR SN CHRT @) X
ffHEENTWVWA R — S —m— )L

RL. NP FFEWE L L THES SNTEIHEFFFLa—FR O X
TfHE5ESnNTWVHA— —1a— )L

RL. P FEWHE L L TRyl Fra—Fr O X
TfHEESnNTWVH A= —1a— )L

RLD FEREME & LTRSSz Tk Tff 5 O X
ENTWAHAA—I)R—a— )L

RLD. NP FERTEWE L L THES SN IERH O X
La— RCftEEhTngd 2—s3—
°—

RLD. P FEREME L L TR SNTRFTFLa—R O X
TfE5EnNTWVBHA——1a— )L

RLS A —%—n1 —/L (RL+RLD) O X

RLS. NP FEEF L a— R RO A—/N—1a — )L O X

RLS. P BEEF L a— RO A ——pm— )b @) X

RN CAS B EF = O O

RR B LEINT- CAS BEEE O ¥ X

SCN fif W A b 2 ) 'L 40 T O ¥ X

SEQ Bl (1 XF5F=a—R) O @ X

SEQ3 Bl (3 XF=a—R) O W X

SQEN Eiy) Gee—EHmBErR) O X

SQSN BEEEELY G5y — BB R ) O X

SQEFP AV A=Y ] O X
GEE—H7 7V —BRHEKNX)

SQEP KRy EES] (FEe— BRI O X

SQSFP PV AV A Y. O X
o —87 7 IV —HmEEX)

SQSP KX R G oy — B R/ ) O X

SQL [IRRZIRS X O

SR IE S/ O X

SZ RADERDKE X O X

DE%ZEy bbby NE—AR T 2T 2120 HIT 240 FEF (F] © => SEL HIT CN).

2) SELECT THiti Sz ¥ — A2 /MF D5 S E 7.

3) SELECT T & /=& — iz /Bl B 5 S E7.

4) SELECT THitH & =& — iz /C1 B’y HEnE T

5) BB S N4 HEZRLS T XRTOLBEB LD AR, DR, PR, RN, RR 7 4 —/L 2% SELECT & %\ i% ANALYZE
Sh, SELECT THitH &7z — 2z /Bl BftH5shnE7.

6) CA 314, TNAT7 7y MEOERID 50 L4F, BIXORTXToOr v b LIELFHH SELECT &H 5\ iE ANALYZE
ShET.

7) SELECT T &7z & — iz /FA BG5S ET

8) SELECT THi &= & — 22 /CN P 5 EnE9.

9 ZDOT7 4 — NV KRFIZRRINDI T 7 ANLEEL EBFIET7 7 A NVAORDVIZ FILE 8L INDEX 2w K

DHBIZANTEET.

10) BIE S N4 FHERL T XTOL PRI SELECT & 5 Vid ANALYZE &4, SELECT THitH&n7=#%—24 1T /BI
D3P 5 ZduEF. SELECT NAME & GenBank HHRDEEEE L 22— RIZxf L T GenBank Di&{s {4 & GenBank
EE 2 UET. GenBank & 5% GenBank 7 7 A /L ¥ 7-1% MEDLINE 72 Efd SIN D7 7 A L THKE
LCHATEET.

1D) #53r i (PNTE) 7 4 — /v R B RFFFE 5 % SELECT & DU MiE ANALYZE L E 7.
wmmmTT%mént& L2 /SQSN (BZFRELFI D5E) /SQSP (X v X7 EEFIOGE) B EnET.

13) SELECT T S 47z # — A2 /SQSP B 5 S E 7.
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REGISTRY/ZREGISTRY-19

Yo7 a—FR
FIDE #RE
CAS %#%%&%5 RN  32779-36-5 REGISTRY
AJJH ED  Entered STN: 16 Nov 1984
k#8444 CN  Pyrimidine, 5-bromo-2-chloro- (CA INDEX NAME)
OTHER NAMES:
CN  2-Chloro-5-bromopyrimidine
CN  5-Bromo-2-chloropyrimidine
+=® MF G4 H2 Br Gl N2
CAS %4%%%5 LC STN Files:  CA, CAPLUS, CASREACT, CHEMCATS, REAXYSFILEx, SPECINFO
JFTTE TOXCENTER, USPAT2, USPATFULL
(*File contains numerically searchable property data)
“EHES DT.CA CAplus document type: Journal; Patent
¥giFrcom—n RL.P  Roles from patents: BIOL (Biological study): PREP (Preparation); PRPH
(FeEm™E (Prophetic); RACT (Reactant or reagent); USES (Uses)
FERFFFSCEkco RL.NP Roles from non-patents: BIOL (Biological study); PREP (Preparation);
a—/ (FREWE) PRP (Properties); RACT (Reactant or reagent)
7 —% Ring System Data
Elemental |Elemental| Size of |Ring System| Ring | RID
Analysis |Sequence |the Rings| Formula |ldentifier|Occurrence
EA | ES | Sz | RF | RID | Count
+ + + + +
C4N2 NCNC3 |6 | C4N2 |46.195.39 |1
i
N Gl

FEH M EfE

SWSCR S

e

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, |. B.; Dyes and Pigments 1982 V3(2-3) P173-82 CAPLUS
(5) Hughes, Gregory; Organic & Biomolecular Chemistry 2003 V1(17)

P3069-3077 CAPLUS

Experimental Property Tags (ETAG)

PROPERTY | NOTE
+
Carbon-13 NMR Spectra | (1) CAS
IR Spectra | (2) CAS
Mass Spectra (1) CAS

I
1 more tag shown in the MAX or ETAGFULL formats|

Melting Point | (2) CAS

Proton NMR Spectra | (2) CAS
1 more tag shown in the MAX or ETAGFULL formats]|
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REGISTRY/ZREGISTRY-20
FIDE R (Fix)

Ha (1) Nara, Susheel J.; Journal of Organic Chemistry 2008 V73(23) P9326-9333 CAPLUS
(2) Sharma, Sanjay; Liquid Crystals 2003 V30(4) P451-461 CAPLUS

Predicted Properties (PPROP)

T A
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**3 |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 (KOGC) |80. 80 |[pH 3 25 deg C | (1)
Koc (KOG) |80. 80 |[pH 4 25 deg C | (1)
Koc (KOG) |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 (KOG) |80. 80 |[pH 9 25 deg C | (1)
Koc (KOG) |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)

(1SLB. 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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REGISTRY/ZREGISTRY-21
FIDE FRER (Fix)

Molar Intrinsic Solubility |0.064 mol/L |25 deg C | (1)
(1SLB. MOL) | | |
Molar Solubility (SLB.MOL) [0.064 mol/L [pH 1 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L [pH 2 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L [pH 3 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L |[pH 4 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L |[pH 5 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L |[pH 6 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L [pH 7 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L [pH 8 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L [pH 9 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L [pH 10 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.064 mol/L |Unbuffered Water| (1)
| |pH 7.00 |
| |25 deg C |
Molar Volume (MVOL) [104.0+/-3.0 cm**3/mol |20 deg C | (1)
| | 760 Torr |
Molecular Weight (MW) [193. 43 | | (1)
PKA (PKA) [-2.84+/-0. 22 |[Most Basic | (1)
| |25 deg C I
Polar Surface Area (PSA) [25. 78 Axx2 | | (1)
Vapor Pressure (VP) |3. 38E-03 Torr |25 deg C | (1)

(1) Calculated using Advanced Chemistry Development (ACD/Labs) Software V11.02
((C) 1994-2011 ACD/Labs)

See HELP PROPERTIES for information about property data sources in REGISTRY.
SCHkER 421 REFERENGES IN FILE CA (1907 TO DATE)
422 REFERENCES IN FILE CAPLUS (1907 TO DATE)

SQIDE F#nE (BZER)

CAS %% 5 RN  91449-61-5 REGISTRY

fbZ'E4 CN DNA (Tikaut virus 5 -long terminal repeat) (9CI) (CA INDEX NAME)
OTHER CA INDEX NAMES:
CN Deoxyribonucleic acid (Tikaut provirus 5 —long terminal repeat)

77407 A7k FS  NUGCLEIG ACID SEQUENGE

ficsl & SQL 641
w47 NN 186 a 170 c 160 g 125t
it NTE doublestranded

fid% SEQ 1 tgaaagaccc caccataagg cttagcaagc tagctgcagt aacgccattt
b1 tgcaaggcat gaaaaagtac cagagctgag ttctcaaagt caacaacgaa
101 gtttagttaa agaataaggc tgaacaaaac tgggacaggg gccaaacagg
151 atatctgtgg tcgagcaget agggeccecgg ctcagggeca agaacagatg
201 gtactcagat aaagcgaagg gctgaacaaa acgggacagg ggccaaacag
251 gatgggggcc aaacaggata tctgtggtcg agecacctggg ccccggetea
301 gggccaagaa cagatggtac tcagataaag cgaaactaac aacagtttct
351 ggaaagtccc acctcagttt caagttcccc aaaagaccgg gaaaaacccc
401 aagccttatt taaactaacc aatcagctcg cttctcgett ctgtaacceg
451 cgetttttge tcccageecct ataaaaaggg taaaaacccc acactcggeg
501 ccccagtcct ccgatagact gagtcgeccg ggtaccegtg tatccaataa
551 agcottttge tgttgeatcc gaatcgtggt ctegetgate cttgggagegg
601 tctcctcaga gtgattgact geccagectg ggggtettte a

7%= MF  Unspecified
7 7 A Gl MAN
CAS %&4%F 5Fi7E LC STN Files: CA, CAPLUS
@rhEsE DT.CA CAplus document type: Journal
JERFFFCkco  RL.NP Roles from non-patents: BIOL (Biological study); PRP (Properties)
a—v (FeEWE)
STk 1 REFERENCES IN FILE CA (1907 TO DATE)
1 REFERENCES IN FILE CAPLUS (1907 TO DATE)
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REGISTRY/ZREGISTRY-22
SQIDE Fik (& 2 R7'H)

CAS %35 RN  91386-77-5 REGISTRY
e84 CN  Interferon ol (human leukocyte protein moiety reduced), 1-L-serine—
(9C1)  (CA INDEX NAME)
774vE)” #7b FS  PROTEIN SEQUENCE
Bisl& SQL 166
Bd% SEQ 1 SDLPETHSLD NRRTLMLLAQ MSRISPSSCL MDRHDFGFPQ EEFDGNQFQK
51 APAISVLHEL [QQIFNLFTT KDSSAAWDED LLDKFCTELY QQLNDLEACV
101 MQEERVGETP LMNADSILAV KKYFRRITLY LTEKKYSPCA WEVVRAEIMR
151 SLSLSTNLQE RLRRKE
5+ MF  Unspecified
7 Z A+ Gl MAN
CAS B§k#5FTTE LC STN Files: CA, CAPLUS
R DT.CA CAplus document type: Conference
HRFFFLERTD  RL.NP Roles from non-patents: PREP (Preparation)
v—/v (FeEME)
SCHikER 1 REFERENCES IN FILE CA (1907 TO DATE)
1 REFERENCES IN FILE CAPLUS (1907 TO DATE)

SPEC F#~E=

v AANZ bV Mass Spectra

arbitrary units

w“ T T T “w
P

140 15 180 170 18

Spectrum ID: ID_WID-DL0-090429-0

Number Of Peaks: 21

Nominal Mass: 192

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

COPYRIGHT 2011 ACS on STN

'H NMR 2~ L 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 2011 ACS on STN
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