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Explore by Research Topic @
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| am interested in:

danzhen with warfarin
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miltiorrhiza) on warfarin pharmacodynamics and pharmacekinetics of warfarin
enantiomers in rats.  Journal of Pharmacy and Pharmacology (1995), 47(5), 4026
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144:80329 AM 20051037857 CAPLUS

[~ Chan, Thamas Y. K. Interaction between warfarin and danshen {Salvia
miltiorthiza).  Annals of Pharmacotherapy (20013, 35(4), 501-504. CODEN: APHRER
ISSN:1060-02680. CAN 135:204759 AN 2001:307857 CAPLUS

[~ Fugh-Berman, Adriane. Herbs and dietary | ts in the pr tion and

CODEN: P(

[ Fugh-Bermg select one: 4-133.
CODEN: LA

= — || Mew Task

™ Chan, K; L [ — Discard any unsaved results and start s new task ia
miltiorrhiz ,f Kesp Me Posted Now rin
enantiome| Q\ R —— — 2-6
CODEN: JF reate a Keep Me Posted profile based on your current task. 5

[ LD A T Cancel ia
militiorrhi

European Journal of Drug Metabolism and Pharmacokinetics (1992), 17(4), 25762
CODEN: EJDPD2 ISSM:0398-7639. CAM 113:85456 AN 1993485456 CAPLUS

[~ Hu Zeping; Yang Xiaoxia; Ho Paul Chi Lui; Chan Sui Yung, Heng Paul WWan Sia; Chan Eli;
Duan VWei; Koh Hwee Ling; Zhou Shufeng Herb-drug interactions: a literature review
Drugs (2005), B5(9), 1239-B2. Joumal code: 7B00076. ISSM:0012-5667. PubMed ID
15916450 AN 2005274210  MEDLINE

[T ChanT?Y Interaction between warfarin and danshen (Salvia miltiorrhiza).  The &
Annals of pharmacotherapy (2001}, 35(4), 5071-4. Journal code: 9203131
ISSN:1060-0260. Pubhed ID 11302416 AN 2001435154 MEDLINE

[~ Heck A M; DeWitt B A; Lukes A L Potential interactions between alternative Iy I_J

®] o ougis = | W

References 1-3 ot 16

TTETAT T T TV AT = e e e pp——— TP

6. I ABTFT T “Interaction of warfarin with herb” , ZJ& miili OK. #E+%
“closely associated” HIKIZREEHA A . P A% Get Reference 18 Al HUAF AL &R 45 .

PR AP 2 DA A WA R R 5 IS TR E R4 (W YRR R IR
SCHR Get reference from structure search)



Explore by Research Topic

Describe your topic using a phrase.
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COH + (Step 103 o CoH
HO
LI 4
(Step 2.2)
1.1 E:NaDH, GE:MeOH, & —reflux

-

1 b, Teilux
£.1 R:PILOEs, C:H-Methylmorpholine,
SE0 - -45°0; Lk, -45°C

3:Me CO,

£.¢ R:Et W, E:H 0, §:Mc CO0, 070 £ §°0: -20°0;
£ h, -25 - -200@

£t R:HC1, E:H.O, 00, pH 1.5

©.4 R.WH.OH, 3:H 0, 0-5°C, pH 5.1-5.%

HH
H He
5, H
)
He
3
[
w0 V. .
0 (L]
=% HO
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Beactants: 3, Reagents: 5, Datalysts: 1, Solwents: 3,
Steps: £, Svages: 6, Mest stages in any one seep: %

|
L]

Get References Analyze/Refine |

Reaction 1 of 28

TTETET T T AT T

SciFinder

Ecit Wiew Task Tools Help

il T H A1) File> Save Answer Set fifif7 [ WG R E R4 .

=
fio

BWa0H, §:MeOH, rn — reflux
1 h, reflux

£.1 R:T1LO Ee, C:H-Hethylmorpholine.
S50 - <4570, L h, -457C

=

5:iMe L0,

£.f R:Et M, 5:H 0, S:Me 00, 0°C; < §°C; -20°0;
£ h, =25 - -2ieD

£.¢ R:HP1, §:H.0, 0T, pH 1.5

©.4 R.WH.OH, 3:H 0, 0-5°C, pH 5.1-5.%

HH
H He
x, 3
R
He
H
Ho b ¥ .
0 (L8]
=% HO

HOTE: 1) sterecselective, first step assumed, 2) alternative reaction conditions
gave lower yield, alternative reaction condition: shown, firrt rtage is
sensitive to water content and acidity, sptimization rtudy, optimized on
temperature and Teaction time, reactant assumed,

Beactants: 4, Beagents: 5, Catalysts: L1, Solwents: 4,
Steps: . Gbages: 6. Mest stages in any one step: %

Mewy Task Ctr ™ (
Cpen... 0 @ E e [] ﬂ
Prets | Combine | Hitoryy | Contact | Imernet | Fanoama  Help Exit
Save As Chrl+Shift+S d
R T L]
Prirt Setup... [
Prirt CirhP B |E (e
B g o
u-ul 4 ID He o coH
Send Message to CAS pLi
Exit SciFinder
- x
(3tep 1.1)

J=]

Get References Analyze/Refine |

Back

Basrtinn 4 af 2
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Save Answer Set

SR L [ SCIFINDR =l c¥ E-
|7 filters |C5) noseontg |5 steroid E
15 Jazs | nucleica I tep
) IRE |C5) ocontg |25 Uninstall
25 st |25 polyeach () vsmr_def
|C5) monocarb [C5) scontg 6-APA to amoxicillin sfr
|C2) neontg ) 8F_Help damshen sfr

< | >

BFEELH . [6-4P4 10 smoricillin sfr

HriH

TE4ERY(T): [SeiFinder Saved Answers (% sfr)

uze restrictions az zpecified in the SciFinder end uzer license
aqreement

8. AR R T A B % PH AR (Amoxicillin) B A B s B o i e B Sk TR,

MBI, BISEPaRy BBl € W) .

Untitled

File Ecit Yew Tools Template Help
=2 = = e s e e e
g_ T ) Dt b oo o st o selest i,
O

Rup| By

(1,

oo

5 0|

&|C

L

@I Q .

2 | 4%l

'Se A3B |

I Y

seohe  [M2
idchy

]

S|MN|P[CI|Br| F| &l

Previgw Get Reactions

[~

Mote: Use of saved information iz subject to copyright and data

- | = B

_ |
Options...

Product

=]
Scale 100 ﬁ

I

Cancel I

CIBEHI9NIOS S

9. ik Get Reactions, JTUEEX1 .
10. EFE  “variable only at the specified positions”

11

[ 38541

R sk, 1% OK #EAT &M,



Get Reactions m

Get reactions where the structure(s) are:
(e variable only et the specified positions

" substructures of mare complax structures

Filters

Reaction steps Only return reactions having thiz number or range of steps:

Feaction classification | Only return reactions of the following typels):
[ Bictransformation [ Mon-catalyzed

[ Catalyzed [ Photochemical
[ Chemogelective I Radiochemical
[ Cotnbinstorial | Regioselective
[ Electrochemical [ Stereoselective
[ Gas-phase

Patents Only return reactions from these sources:
[~ Patents

™ Sources other than patents

Publication year Only return reactions published in this year of range of years:

|
Ok | Cancel |

11. KR H 35 4B ZEVH AR (Amoxicillin) (& U Y. (Active answer set). HUEE RS
WATH A, R Combines

SciFinider

File Edit View Task Tools Help

ide®>mA LoPEO" €&

HewTask| Back | fonsard | Print | Saue As | FullTest combine | Hiffry | Contact | Internet | Fanoama | Help Exit

-

r

- e X

-

Rourmanian Biotechnological Letters, 10(3), 2187-2203; 2005
CASREACT

r
s ot
NL ~ =l
0 Get References | Analyze/Refine | Back
Reactions 1-2 of 35 @

TETET T T AT = T —— -

12. SRR HTABAT I S N AR R 2 R 4E (6-APA to amoxicillin.sfr), FEA714 R T I
TN, T TH ARG R H « k54T
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EREQ: [ SCIFmDR = cf E- Preview:
[ynoseontg (D steroid [ wartarin interaction. st File: 6-4PA to amasicilln,sfr
(Cynucleica (5 temnp Create Date:  February 15, 2007 10:35:08 |
[Syaante [ Undnstall Title: E-4PA to amosicillin
(Dpolyearh [ uzer_def Content: 28 reaction answers
([hscontz
Drescription; Shucture task started on Thu

D3 Help Feb 15, 2007 at 10,33 AM

< %2 SEARCH for structures with only o
= = Pttt vy as
EFRBHA: [F-APA to amoxiillin sfr L= lw)]
TEFARAND): [SeiFinder Saved Answers (*sfr) | )

13, BEFELL N Herp P gL 5075, W% Estimate 8 ] & SITTH AL G 45K .

i -

Combine Answer Sets

®

Reactions

Select one: Currert: 35 Saved:28

@ Combine sets
@ Intersect sets

@ Remove saved set from current set 7

(@) 0

Cancel |

B 2 U

13. £ # Remove saved set from current set,
aminopenicillanic acid, 6-APA) HFIR A %
14, B JERIRE 7 5 N2k .

SciFinider
File Edit View Task Tools Help
ig®>mA S0QEO " €&
NewTask  Back | foward | Print | Save s | FUlText | Prels | Combine | History | Contact | Inbernet | Fanorama|  Help Exit
= 4]
dy ¥ I
H H Be HO—C— (LB - -isal
- e
ERE] He 4
3
o B
~ - N
HO 0 tH Beagent
(tep 1.2)
il
I He
3 1.3
E
T | He
1.1 B:Et B, 3:MeOH, 5:Me UHOH, 3:Ac(®e, oty 3
Tt =500 |
HO N
1.2 §:MeOH, :AcOMe, 18-22°C ® oz
- m
HOTE: optimization study,
Bractants: L, Beagerts: &, Solvents: 2.
Teeps: 1, Soages: ¢
Faming Fhuanli Shenging Gongkai Shuomingshu, 1362412, 07 Aug 2002
CASREACT
r
Q i (TH ) H \H b
-
L me moc 7( —i -
o ¥ z
a ~
HO 0 o H
7H
H ! He
L e e e PR SN N S A
0 Get References | Analyze/Refine | Back
Reactions 1-2 of 7 @
TR TR TR ™ T T T —— m——




(Export to Microsoft Excel)

# CHMECATS it 15 5 i H %38 2 Microsoft Excel

X IRE ] LUK CHEMCATS o fr i % Microsoft Excel #4%, J7{HACEE. 432H0

RUE. HT Ak A& AT R A R

P B0 EL 2 U Microsoft Excel B4 @R BcA, P nl ik LU # Al

1F o
e ASCII (*.txt)
e Rich Text Format (*.rft)
*  Quoted Format (*.txt)
e Tagged Format (*.txt)

ThRelE 7~ Bl

A B IR 25 P Fe YT CAtorvastatin) - & B R TRMAAIL A5 B

1. JF4 SciFinder, i%#% Explore> Reaction, i N FGARAR YT R4 24 4544
2. MERMNEFLTH, HBEAMANAERLAHR, FTFLMh T2 B ahgi$e e b

.

3. 51k Get Reactions, FFEAEWFTFLARALTT (Atorvastatin) I H .

Tntitled
File Edit ‘“iew Toolz Template Help

=2 =

» By @D

ﬁ"‘ \x> Diag the aotion awcw to speoify w=action dsection. Defaultole assignments wey be changed using the Reaction sole tol.
nnnnnnnnn

Cancel |

EEX

*|
-

CIIHISF M2 OS5

| 556,65




4, HEF  “variable only at the specified positions”

H T4 e s AL E
5. mii Filters L&, nl N\ E 2 MR R &A1

Mk ik, B VAL

Get Reactions ﬂ

Get reactions where the structure(s) are:
(e variable only et the specified positions

" substructures of mare complax structures

Filters

Reaction steps Only return reactions having thiz number or range of steps:

Feaction classification | Only return reactions of the following typels):
[ Bictransformation [ Mon-catalyzed

[ Catalyzed [ Photochemical
[ Chemogelective I Radiochemical
[ Cotnbinstorial | Regioselective
[ Electrochemical [ Stereoselective
[ Gas-phase

Patents Only return reactions from these sources:
[~ Patents

™ Sources other than patents

Publication year Only return reactions published in this year of range of years:

|
Ok | Cancel

6. AT & FA, % OK HEAT &),

SciFinider El @l El

File Edit View Task Tools Help

HewTask| Back | fonsard | Print | SaveAs | FullText Prels | Combine | History | Contact | Internet | Fanosma|  Help Exit

&

(Itep i.1)
E
Ho, T 2 F
1.1 E:RH , E:H, 0:Ri, 5:H 0, 3:Me0H, 0-50:
E-8 b, 30-20°C, -3.5 koicm oH OoH
2.1 E:Cyclehewane, 15-E0 min, E5-20°0C i-Fr
2.t R:o-Bul0 H, #0°C = reflux /‘
2.1 ER:HCl, 3:H O, I:MeCH, 20-45 min, #5-20°0: g \
=
#5-30"0 Fh Ph
2.t EBE:WaC0, 5:HO, 10-1%0, pH 7-%
41 E:NaOH, 3:H 0, 5:MelH, 2h, mo —45°0 o
%.t ER:Ca(Oac) , 3:H O, 20-60 min, 40-45°C
4.2 B:MaOH, E:H O, 1 h, $5°C 330°C
PEVER Y

HOTE: 1) Baney nickel used,
Beactants: t, Reagents: 7, Cavalyrts: 1, Solventr: 4,
Steps: 4, Stages: &, Most stages in any one step: ¥

PCT Int. Appl., 2006039441, 13 Apr 2006
CAZREACT

=

0 Get References | Analyze/Refine | Back

Reactions 1-2 of 57 @

=
g . ]|

TTETET T T AT u T ey T ™

|

7N

6. HRE M 57 MR AERE— A RN ACR A, HT A A R s ),
TR AP AN i A k. Rl B, T AL .
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7. mdRMEEG, MER2 P RN,

Detail Steps for Reachion 1

File Ecit Help

1.1 S:Cyclchewame, 15-20 min, Z5-30°C \ L

1.z PR:t-BuCO-H, 30°C -5 reflux
i-Pr
Explare by Chemical Structure
Refine by Chemical Structure Th
Reactions »

MOTE: Peactamte:  RETEMENCEs
Steps: 1, Substance Detail

B:HCL, 3:H O, I:McUB, 30-45 min, 25-207C:
£5-50°T

1.2 B:Ba 0., :H O, 10-15°C, pH 7-%

Bh
o
- Bull B 3
r
1 aH G
i-Pr 2
ERIE
Ph
a
HOTE: Eractants: 1, EBeagents: &, Selverts: &, j
‘ Close
‘ Steps 2-30f 4

8. WINHTART — AN i E b ) AR DR, n] H SbR A B e e N, (]
rsL Az U A .
9. XA, EPET AE LA R HE S R EHE (commercial source)o

Sources for 125971-95-1 = ||O
File  Ecit Help
[~ Catalog Name: Aurora Screening Library yﬂ
Quantity: milligrarm guantities
Publication Date: 1 Jan 2007
Order Number: kast 166650
Chemical Name: 1 3-Dioxane-4-acetic acid,
B-[2-[2-(4-fluoropheny()-5-(1-methylethyl)-3-pheny -4-
[(phenylamino)carbonyl]-1H-pyreol-1-yl]ethyl]-2 2-di
rethyl-, 1,1-dimethylethyl ester, (4R BR)-
Registry Number: 125571-55-1
CHEMUCATS
[~ Catalog Name: Bosche Scientific Product List g
Quantity: A

Publication Date: 1 Jan 2007

Order Number: D3216

Chemical Name:
[4R-cig)-1 1-dimethylethy-6-[2-[2- (4-fluorophenyl)-5-
(1-isopropyl)-3-phenykd-[(phenylamino)carbonyl]- TH
-pyrral-1-yl]ethyl]-2 2-dimethyl-1 3-dioxane-4-acetat

e
Registry Number: 125571-85-1

CHEMCATS
[~ Catalog Name: Ak Scientific Product Catalog g
Quantity; various guantities

Publication Date; 19 Dec 2008

Order Number: 1935

Chemical Name:
[4R-cig)-b-[2-[2- (4-fluoropheny()-5-(1-methylethyl)-3-
phenyl-4-[(phenylamino)carbonyl]-1H-pyrrak-1-yl]eth
yl]-2,2-dimethyl-1,3-Dioxane-4-acetic acid,
1.1-dimethylethyl ester

Registry Number: 125571-55-1

CHEMCATS

[~ Catalog Name: ChemPacific Product List by |j

Export to Microsoft?Excel Close

Sources 1-4 of 10

10. PE5T R Bl 0 25 s AE B L b o H ™ mI % S B P 4R 2 B A ) 2
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11. BLIEFE Export to Microsoft Excel, # CHEMCATS ##s i th 22 Microsoft Excel
FASAEREHE . H P ml kP i A A, Wonl kB Bk i 2ds .

Export to Microsoft Excel

Select a sart order:

f* Company Mame
™ Country

12. % B B v K Company Name 2 7 44 8% Country B XK HEF .
13. B s OK, s {F % 2 Microsoft Excel o A E R[S A F AL H
HEBR R A OS5 B e A% Excel BAPHIMLTT RIIESS, (0 0] & 45 2% Ml

B3 Microsoft Excel - Sheet2 i:i

H] #RP RED WRM BAD BRo IAD EE0D REw  HEdm G EERIE AR - -8 %
HRRE = PE NN A A I -0 - B ruEE=Ea By o A=A
a2 @ s o | By i wEEsEG, axnm. i
G5 - # FPeople's Republic of China

A B C D E F G 2

| UC

Chemical Hame Catalog Name Company Name Street Address City 151::1::3 Country Zip
(4R-Cis) -1,1- Hengda Gronp Product List Hongzrda Group Limited 2% Dongdn Road. Mingho Peeple's 3150C
Dirnethylethyl-6-[2- Rrn 12 5F Mingbo World Trade Republic of
Fuorophenyl)-5-(1- Centre Bldz China
Methylethy])- 3-Fhenyl-4-
[(Phenylamning) carkenyll-
1 H-Pyrel-1-3]ethyl]-2,
2-Dimethyl-1, 3-Diokans-
3[4 Acetae
(dR-cis)-6-[2-[2-14- AR Scientific Product Cataloz | AR Scientifie, Ine $97-4G Independence Ave, Meuntzin View CA USA a3
fuorophenyl)-5-(1-
methylethyl)-3-phenyl-4-
[{phenglaminojcarkongl]-
1H-pyrrol-1-yllethyl]-2.2-
dimethyl-1,3-Dioxane-4-
acetic acid, 1,1-

6 |direthylethyl sster
(@R-cis)-1,1- Agno Pharma Product List &gno Phamoa 583 M, Meountiin Foad Mewington cT USA Celll
dimethylethyl-£-[2- [2-4-
flourophenyl)-5-(1-
isopropyl)-3-phenyl-d-
[{phenylaminojcarkonyl]-
1H-pyrrel-1-yljethyd)-2,2-
dimethyl-1,3-dioxane-4-

7 |aceme
e — o T T e — mr [Ea— o [ =
<

18 T & oetie o] anale
W« » w\Repor for CAS RN 175971951 /

| <
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M st — P 3 4THL & (Quick Explore of Substance)

SciFinder &4t PR 77 E N T G4 E 2E— 20 (R &R

1. B HI(Copy) Atk (Paste) CAS VMo B2 BT 1, Bz 45 M s

2. MM EIMG, SciFinder 41 8 2 K & 3 B 8k G 254 (Scifinder 2007 #r
Difel). XDIREM I Aab 2 v e ) g i 5 ZAE i R eiditb . &f, W
DL 48 2 1) 52 2% 45 74 (R I ]

MG E BRI — P HRR

1. R R — S5 R Eos (EW))i, SCHRER S N AS 2 745 2 1) 45 #4),  SciFinder
S WRNAE . R LSS R 2 e W s i e RSy, ATk
FEA IR A B o
2. 1%&FE Explore by chemical structure » JFJ5 & K& H I H Bk G &b 44, BEAT8 11
SRR
3. 1% Refine by chemical structure » F)H & K& 13 H 2R E S5 1), DA% 2 /)15
EA1L -

Eile Edit Wiew Task Tools Help
— = ;
iHe=amdd C0QH " @M
e | o | o || G || s || s | e | ey | e || cimn || e || e
- - = 4]
L &l & L e & L &8
| (335200278 | 3207640 k| 37043604
- L
COlL -
No References
REGISTRY
=\ | & oo Dete [ B & & ma|
164 & | FmE707
- \ o
" ~ 99¢;
ﬁﬁEgrzsf_?;(nces No References gJ
REGISTRY
~35 References
REGISTRY
e
D
2 =
ﬂ Get References | Get Reactions AnalyzeRefine Back | %f
Substances 1-7 ot 7
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FTENYI R R 45 - (Substance Pint Grid Format)

M H . R RZATENDY S,

5] CEEy)

é] 331247544

Columns |3

y Sl

| ' =
® et oy EClL -
@ ~1 Reference |No References
m@ = REGISTRY REGISTRY
Print X
No Refer|
REGISTR] A Ful lj Compact: Structures only
B = Standard: Compact, plus
= m CAS Registry Number and

Summary:

: - [O]
e .
= ot ( || \\. :___/I & &
NewTash Back i} Fomwang ] Pnt | Saue &5 | Full Text Prefs Combine HTS;U comac(_ | Internet Hannrahma. Help Exit
— 7
= @L;E/ BTy " ol
44-27

é] |327049.69-4

approx. no. of references

Standard, plus
CA Index name

Fult: Summary, plius other 0
-5 Refer chemical names, |
molecular formla,
REGISTR ST files, and
Prirt Heacler. property data (options)
]S‘tru:‘tura zearch
B O =7 &I OK | Cancel ‘
ks || 1667388
9 =
¥ Bt Q
< I | | |

Substances 1-7 of 7

PATE B AT B AR #5: (Display and Refine by Spectra)

ML R, s SEE Y, (8T B T B al R
T 35 A0 P ) B SRR 1 i 45 B 1B Analyze/Refine > Refine > Property

availability > Any selected experimental property

Refine by Properiy Availability -

=1

Expernmental

Rettieve substances with one or more of the following:

[ Boiling Pairt

u Density

[ Electric ConductanceResistance
[ Glass Transition Tempersture

¥ IR Spectrum

[ Magnetic Moment

¥ Mass Spectrum

1-19

I Median Lethal Dose (LDS0)
I Metting Point

W rMR: Spectrum

u Optical Rotatory Power

I Refractive Index

I Tensile Strength

Back

LIRS IE AT EN A R 45 2R, 7 A7 . /U Print > Grid Layout, 1 ] £E4T EIA




@

o)

53~ Fi SciFinder 414
(Structure Drawing)

#* Drawing)

O 44 R 2 N 24

e R4t Z  (Chapter 2)
4516452 (Chapter 3)

LS5 9% (Chapter 4)
2% R Vi % (Chapter 5)

o HERJEbRE
o SEREIBREH
o HiMERFT A

f#11 SciFinder FTLAMEL E AR (¥ BT R 2R

A U E AT SciFinder 45 # b5

RUP R AR SR B R A R A A RO 2 ]S, R AT A AP R AR ST B

1-1



—_—

218 45 #) % K (Structure Drawing Screen)

LIRS A EANGTE S

1. 4% N New Task % 11 f¥] Explore, #AJ5i%+¥ Chemical Structure (#5145 #4)5 Reaction Structure

(R V25 H8)) o
e e I - oo ]

p Explore

Sarrch for aziendiic niormeion. ey

14 = | =
g Find & =peciic reterence of substancs. :P_ \/\ i
Brawse I '

TnC

&
)

Seentabies o1 comtents of my fesarts joormals.

i
il

HaER ka3 Poated
Iionbor 1he Hersbure on my vavorks Loaics .

Cance

Explore Literature

Ree=arch Topic
]

Aulhor fama

Company ke F Ceganizeion

Explore Sequences

g ‘ Mucdaotioe o Profein Sequence (ELASTE]

|s|m plaler|Fls :

2 45 R T 11 Untitled (R 2) T8 -
. I-1|rl--l . [_ O[]
ZHEDC I B
A /’ e
|£ T '\]_”) Dz of chen ga stome of bonds ﬂ
2 o
Hogp| Py
[1,|%e
e
pelpe HOKHAE
N ][
T B < Zlo|| s
¢
& | =
2 & T R e 4
K. |8 A .
— |yl =Y |
i

Gel EuDEtancas | el Faactions: |
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W S5 bR s e R A R g i TR

Untitled

File Edit View Tools

B 3R H(File Menu)

Template Help

SCAEZRHL(File Menu) A BL R JEAS I S5 44 PR AN B IR 4 -

KT €& X

New F I3 0¥ 45 K Pl o i 1

Open T T CARATEZ i1

Close KGR ERRE 1, IFTFUBT AR S5 (New Task) & 1

Save TRAFIEAETF IR I G5 R B (A2 R R EHE)

Save as TIAFGERE, ARSI (A% sS4 - ORAF (1. MDL molfile)
Revert O T A, I IR] 52 B85 TR AF (R bR

Get Substances

G5 OB A G KAN I PTG AR A A AR s

Get Reactions m

T N

Preview
@ Bt R 2 BT 5
Print Setup (Windows)
BEEHT B
Page setup (Macintosh)
Print FTEDFT WoR (R &4

Exit SciFinder (windows)

Quit (Macintosh)

JIEH SciFinder

mﬂiﬁfﬂ?&&@%o

@ G A LR R IK S

1-3




B Z4H ¢ H(Edit Menu)

SciFinder (Y1445 AT AR 1 4R Lh e -

KB E & X

Undo HIG ARG oL, REMEHI 2K

Redo 525 2] Undo i 5L

Cut BN QIR G AT, R ORAT 2 B AR
Copy S LA ) SR s SCAS 2 BT B

Paste HE BT IGSHRRT 28, BTG B bR T 48 s A7 B
Clear TH bR Tk 1) ] s S A

Select All MR T AE S5 BRI (R K
Unselect All AN AL SR B bR 1 T R E s
Clear All TEERAE S M bR T 1 PP i BT e
Repaint BB 4l k) B bR T 1

Delete All Mappings m

TR BT A A 5 S ) Dt 2

B WESER (View Menu)

A LAAE D 8 R R A PR AN ] 32 30 W s 1 R R LB

FHR B & AR
Dot Atoms JEETR (AN 733 ik Ji 1 NSNS
Position Number TR (EAS 7R A YN
Status Bar R (R R PR ASIX 05 S 15 it IR
e tions | FERGRARR) TSI P £ 52 AR
Toolbars - Standard R (AN ) Bt T B A AR~

£ : Dot AtomsFPosition NumberANGE[FI A o« JEH LA — 7 S48 53 4b— 7 TR

1« WL SciFinder 1) 3 T R[] Tool> Edit Preference Editor>Drawinghr 2 4 RN T o

1-4




B [ HH (Tool Menu)

A DU B bR 2 11 (1 T B (Tool) MEFF A48 SciFinder AT BEE » I UL = KT H -
Valency Checking (fb 54 i #r) ,  Fix Drawing Angles ([l 2 811 &) »  #1 Fix Drawing Length ([ &
BEMKE). AT LLH Edit Preference (4% +%) 1 1) Drawing A28 i A2 X LU ER A E

KA X

Valency Checking | Ky CL42 4 s Hof &

i;ﬁ“% [ SRS B A, T DABCEER AR, OB T4 A £
£§$?“g R A K, T AR, SIS 44 R s R
Check Overlaps R R AT AL &5 AR

pimlock All TR BRI 5 T R IR I 45

Lock All Positions | 85 T3 45 K4 B bs 1) 45 s HAR

Reverse Shortcut

35 DLk Pt 7 20K 7R (i0: COOH ¢ HOOC)

Flip Horizontal IRV b B A Lk 1) 2854 15
Flip Vertical HE [ HL B A DL IR 254 1]

Fuse Fragments

Rl P AN 26 19 45 5 BE

Edit Preferences...

JTJ& Preference Editor (4 4HiZ%FF)

Database
Settings...

JF3 Preference Editor(Z 1% £) I £ % 2 (Database) 5 i&

1-5




B BCE . (Template Menu)

AR RO, RENS 71 S5 M I RR T L e S 4 1K

SRR 5EX

Monocarbocyclic. .. EH B i 2 ) B 4 A
Bicarbocyclic... FH 5k J5 2 18 PR AU 45 4
Polycarbocyclic. .. FH 0 S5 1~ 20 ) 2 R 45 4
N-containing. .. TR (N) R 45
O-containing. .. TAHE (0)RTIHI45 K
S-containing. .. EABE(S) RS
NOS-containing. .. THEN) F (0) Fmii (S) Mo 4
Alkaloid. .. G/

Amino Acid... BRI

Carbohydrate. .. WK E DG

Nucleic Acid... e

Steroid... [ £ ey

Coordination. .. WA AE?)

Misc... HE RS HE S
User Defined... A8 178 958 HRORE) I AR

7 B A B B (User Defined Template), iR L Hil S5 ORAF T User_Def 1% 7
o FTLLA Preference Editor(4iHE#F) 1) Drawing 64 OV ORA7 T DLk .

A5 FH A 28 50 BABEAR 1) 7 vk S A e Al — A . AN T B A1) Template Menu HiZHU User
Defined, ik HHARATLEL IR, AR5 10 24 IEIAR T 1 Rt

1-6



B ¥ (Help)

S B R SRS SciFinder AL £ & o

KELME

& X

SciFinder Help

JFJ5 SciFinder 1# FH i B SC 14

Contents and Index

33 SciFinder 18 H i W I ZE L 5|

Message of the Day IR CAS 1 " HE R
About SciFinder IR BRI SAA
A i W ) 2 1

| FrTIME OREE AT IR

o At || En oo @ E S @nw ssmc G50 3B S WS

LSING BCIFINDER

EMFLORE TASKE

LISIHG AHNEVWER EETS

LOGATE A SPECIFIC BUBSTANCGE OR REF
BROWUSE TRELE OF CONTENTS

HEEFP WE POETED (kP)

TASE HIZTORIES

CETAIMIMG DOCLIMERTS

CUSTOMLEING SCIFINDER

EXTENDING SCIFINDER FUNCTIONALTY

[T FELA D[] g Fvomw 22,002 SCTFINDER el JZ0065F_Helo Ot e B dnaSubstarcashim o ons
Contenta I Indar | Sezwh | =
=] =]

SciFinder

Part of the process.”

Draw a Structure
To draw a structure:
1. Agcess the Structure Drasing window.
2. Use tools from the Yertical and Honzonka| Tool Falettes to draw your structure query.

Molecular formula The molscular formula and farmula weight display atthe bomom of the
structure draving window s you drawe, changing as you modiby the structure

Tips: Draw carafuly and use these commands from the Structure Draving Tools menu to halp
ensure that your struciure drawing is valid.

o Valency Checking
o Fix Oragwang Angle or Length
o Chechk for Cvedapping Modes

A (Optional) Fromthe Structure Drawing menu, select File = Save to save 85 your structure
In _oaf, st or rool format,

Seved structures can be recpenad in SciFinder at a later ime, or openad inapplications such

a5 STH Exoress with Discovar! and 15150,
R
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FE H K T B (Vertical Tool Palette)

B TR P RIS S A S R 1 T

ST, JenithiEbs. #8 Rbr sl 2l g Bl bn e 1, BAR N A2 s Eos.

B T A L BT A

JE TS T R %Ef'; *:,g'“: Mk 7 23 2 T AL

XEHTH O Xop By, REAEETH O

EH I THO []n E@ AR R B T H O

R AR T A o R T A

IR T H @ O Wk T.H

BRR T L\,'l n T H

M T A ﬁ Q BRTH

MR T I K el TR

|

EETTHA @ ) T HE

B TR TR O A ﬁ& BRI T A O

NATE T HA ; AsE s N A T HA

S R T A _ D‘_,‘ SRR T I A
hc

PEEA T HA ‘.'E

EREAE 4 m

O : AT LR R R kR

O FA L HIRRIKE S A Rl ]

A JUTT RN
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B 5% T H (Pencil Tool)

SRR A A SR T RORE, RV TILERR, ARSI
ﬁ Wy AT AT .

2Tk
1R Blbs s AE AR R 2 R A
2. 45T BRI ZE B L BRUAR & N M IR, SRR TBOT BRI 22

7

C —» C ‘éﬁ —>

45 RURBE ] DU TR B3, Py A il X S TR Rk A
TR T HE(Atom Box) (X AE 2 5 fIRFE) o

I L g ML BOR AR R T . B, ERERTIOSE R, JF HOR RURRHS 1) AR AR T
(K145 ni s, AR R B

B 5 T H (Chain Tool)

o N . I
| XA Tl SRt T RERR, RS sEE R .

BHIBE T, SEHs BUbR Sl ERUT AR BRI S, AR5 155 BUAR 1 Zc B O R4 B2 AR 28 IR AR G
o HIEAEHERBE TN, IREEMN BRSO Son T, 508 I A0 . Sepds, (EHOT BARK A2
o SR, BET P RS KT RO S K

1
VE:  HCRBER T ), AEZIGE TN S $2 Shift B
B 5 T A (Atom Menu Tool)
B0 |
0 e e
; 1 [ 1 [ 1| e
X[u (o | | e lcnlolr [ne
e wa| || L e sife |s o ]a
p Calse T |v |cr|mn|Fe|co N |culzn|oca|Ge|as|se |Br |
_EF{bISrI‘fJIrJNb‘Mo‘TcIRuIRhJPdJAg‘Cd‘In (Sn | sb|Te |1 | xe
Cs [ Ba|La |Hf |Ta W [Re|o0s|w [Pt |AulHo T |Po B [Po|at|Rn
dreimalac| | | T 1
| Ce |Pr |Nd | Pm | Sm Eu | Gd|To Dy Ho |Er |Tm | ¥b | Lu|
M| | Imlealu Inoleulamlonleelcr les | FmlmalnolLr|
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KRR R IR TR ik —NRF 5, SciFinder fH4 44 &L A BRI (default) , EFIH
RO MR 3T (shorteut) « R ZEH] (R groups) « B F BEH](Functional Group). “4/RIEH
EATHE,  Bbss Al TH.

HRYE N IR B bR, P RREcE BRI A8, e oo 3 IR S st B = A R

SRR, Sofe IR EHER WAR S H bR T, SRR TEOT bR 228 o Bl B J5t 7R s 77K
- {8 AR 24 7 B AE (Atom Box) o

REIHTEE T H mh G5 bR B L s (S 2l e it

B T 5 T H (Shortcut Menu Tool)

:

rt
LaSd ailﬂl-:H | Bu-n | 0-CBH4 | CI3 | NH2
RlcH2 | Bui | mCBH4 | CHO | NH3
| me | Bu-s | p-CBH4 | cn | NO2
iﬁ oMe | But | cFz | c(o)cH3 | oH
= | OBu-n | CF3 | cO2H | OPO3H2
U OFt | oBu-i | coz | cooH | ososH
(] prn | oBus | ccos | cosH | posH2
T pri | oBut | cBr2 | cs2H | sH
] opr-n | Ph | cBr3 | cssH | soz
idopi |oph | cr | NH | s03H

PR J7 T 5 T ) A J P ] B R 2 W) 45 K o SciFinder 23 44 0t M B 4 T 2 Ol B
(default) , HEEIH 7 RIEAFPRT (atom). PRFETTI (shorteut) « R HEH] (R groups) « B F REH]
(Functional Group). MPRIEFEIXA THI, Rbrs A3 g2 T H.
RIS SR RIS, IR AR Aot PR A S I

BOERARAETT 20, Sede Ty AR B3 SRR B B AR EETT X, SRS IO AR 2o . Bk IR
PRAETT 2R B R AEACT I BRI 4 51 HE (Atom Box) Lo

B 2R T HTEE TR A R AR e e AT (R 45 a5, A 22 th Ik DA T 5
Sty U, R AR S T ) (e MeO ¢ OMe) o 46 mUIETETE B T A BRMERE T H

(Selection tool), Ff ik ff %5 b () PRAETT B FRCRAE LUS RE) - AR5 N T HE P iB L Reverse
Shorteut (S I HRAETT ), PsdETr 7 {2 g K
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B XEPETH (X Menu Tool)

| i
X_Any halogen PP RTHEI XS T W AT AR R T, SRR M A T
[{m_any meta FISR R BT . SciFinder 2AF I I AT B2 AR
& Any atom except H (default) , ELEIH 7 SOEAE MR T (atom). PEE T K
Il_-- Q Any atomexcept CorH  (shortcut) « R &M (R groups) « 5 F f& ] (Functional
"] 2k Any alkyl chain Group)o YREFIXA T HE, Rbrs AR T
z Cy Any cycle H.
E Ch Any carbocycle

Hy Any heterocycle

MR XSRS, FFRPERAT WS I 2, AR R R R s

FUEFE ARG, SeAESR B R bR B B AR T AR, SRS BOT PRI 2 o PO I T AR 1
R S 7R AE AT (8 AR 24 7 J5 54 (Atom Box) HL.

B IROE AT T H Rl G5 AR R sl (0 45 5, (2l ] A2 5

7t SciFinder IFJERIABE (default), Ak (WRBIEEBIE T BIE, KRR Ak CHBUE, AR
o FEXEDL R, Ak FIRRIGEH T H. 203 SRR mEE . WAERRER Ak MEBUCBE, N
e U T (Lock Out Substitution) 7 8 RARIEI Ak, i Ak FIE TSR, X
I, AT A ) Ak LRSS R AT AN A UL . (BIE AR BRI VeSS, 3520 Lock Out
Substitution 47

B RAM T H (R Group Tool)

R-group Definitions 0l x| SRnER R ERITH, JFBOE R
W, 2 S5 AF 25 M B AR 3 . 78
[l R /N A, DA (%
£ 101,

MRl R &M TH (R Group Tool), R-
R = group Definitions Box (R & [4] 15 & HE) [
_—t L. SciFinder ¥ R1 ¥ JERIA
R3= I (default) FL 2 A [A] 1 B2 4~ PedE o7 o

- SN
(shortcut)s R JEM] (R groups) « B E fig 4]
(Functional Group)#% &+ .

56 R AE R HEPW 8 X TS HE(R-group Definitions dialog box) ™ [ il F-(atom), TR4E 7 (Short), X ¢
(X)) EMR, FHEBER E A R BERMIH . ikFE2AmE, o] i 5k E 5.

HfRFBoE e R 5EH], BaEAR S R2. R3 45, B A BOE 104 R 5EH4].

WK R FEAZ BRI kb, 2HE R FERE SO TRHE B R FER, JF HITH2E TR & 3|
gifyrp
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B 2 ¥50 T H (Repeat Group Tool) (L& H T W& IR R IMIK 5)

[ ] R THAZHIRE T E R 1 R ICE .
n

1. fEfEARNMIE G (R EE ), sdiEE o0 T HEFR(Repeat Group Tool).
2. HEH bR IERE Ry . IEIRRA S BoR N AL

3. EAL T EIbRB 4 B From: To: AEPIATREERICHEE, AR5 Al OK.

4, FESorELSRIUPHIL, IS T RREE RO H .

Lnitled

Eile Edi Yew Tools Ierplate Heb 3
— BT w S

DEES ! oB= = ”

I et
B E
By
L1 P
o)
() N
o v
i = ‘ '“|l
B
e S wl | @ W
k|
& 11
Ay (&J ™ LI
B v yow Tas Torplee Hep
K, |asE hEEé h=o
T :
— (ol o B : [ I_I_Jﬂﬂ
i JH c|ln o|s n|r|aer F st
=] L
— =[=|- | ==z o
Lu ) J /7\
Preview I ERSWGXH'WBI aalﬁ:sa:llmsl a0 ey S A I\4/
B e -
TOTEND £ 0| ( ” | e N
N & S H
& a
S B
&y Lo =
— | o
£ T o
[

e EE T T HEABR

EERITEH A 0 20 2

ANEHT Ak #t

ANIE TS A4

(RHT RNEZR) EEERITTHN, AR T2 B (atom mapping)Fl [ NAL E (reaction

site)[FJ 508

o AESEAAMIA S5 K (Exact Structure) BXF 4584 (Substructures) i R I, 74E From: Al To:
HEF 3 AN —FERIELE, W1 From: 2, To: 2).

-
NN

> > o> >

1
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B ARRARALE T H (Variable Attachment Position Tool) (JLi&E H 14 W 5 F kG &R 1K)

. KT R T € AFEL I L2 A m P I — M.

1. RIS AR Z 5, sl nl AR R ICARAY & T AL EIA5 (Variable Attachment Position
Tool).

2. il ke BHUAREE R BT B o BRI A AT B s b 20t AR AE R B[R] 2%
ISR

3. MBOT AR A, — 42l MIAERR T R IE A 2 (). X7 o] AR IR B

4, BIRRZANTURE, EEDE 2 M3 o X kB R 2 AN B BT

i poaitin o mach ring poiticn whare sttachme | mey cocur.

===l ===
o | srmemmes|  senewon| oo |
e
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A58 P AT AR (R B B T L I VT

o  HURIEHZ N 201

HEEFAR RGP NI AN, MV BURIE B A g e BE . B ER
EX I RER 5k

I ZANIUREE, RGN I e ] AR EU AL B

o Ad A E AR T A (Lock Out Substitution) 8 & I 1€
o IURALERAUNAREIEIR T X (KMERE ) Q (B& TIHRAAERE )M A (B T &5 7).
o TIEE AR AL B (Lock Out Substitution). .
o AHEFREINMMUCIE L (B IS, Ak ((HAETEE B XU, =8, BORTRIIE) .
o TERMNAETZ, TR EPAFIEACHE 2 18] B E A R NATE .

3417

B RT3 T E (Cyclopentadien ring Tool)

O sxr s g,

Jo i BIbR, IFES R EbR B 1 PR B bR R i
A EAEIAT N 45 BN B3R Ei K, TRy b i 8l iz i s, I it — RIS,
FAE BRI ZE B e, (EREOSFE IR IRTBOT bR, ERIRIT ) Kk [ 5

B RS T H (Cyclopentane ring Tool)

[j| o6 R AL R LA o 0 TR 15 42 IR LR R TR —H

B {IF T H (Benzene ring Tool)

@ | ROE IR BIAIA . AU 5 20 R I 2h TR —FF.

1-14



B i T H (Cyclohexane ring Tool)

(j| O FH SR 22 IR CUGEER o A FH U 5 2 R L 5 T — ¥

B B T H (Template Tool)

[Go | 5 et MBI 3 5 Template) i ELISIRIMIBUIR . (EBURSE oAb BUBUR 2 I, 30
A A

8 T HA MR (Template) HIE UL AT E5 BN, 2 )5, BIRCER IR & Btk midi
Mgy, BCRIME k.

PEAE AR Db e, BRI S5 MR 2 A

SRR S5 40 5 IAT 1R 45 i B ek ok

B ¥ T H (nring Tool)

IR —AN 3 & 15 MR T T4 U SR .
B R EbR, n 3 T HEUEHE S H I

FIRPIERINBEE N 6 o TN 3 2 15 ZWATA—N 4L
o, AT OKe SARIIEIREAS B n 36 T H Kb,

Ring Tool

Ring Description: IB

LA, SR RS B R A bR A 1 J iy

HER I LB S5 R s, Rk s s 2 i
4 pi i, s R R

oK Cancel |

FA AR ZE B L, [ REREFE SN IR . RTBOT Bk
B, PR DR R E o

FH n A TH, 7B HESH N4 -0 5-0 6- FMERMAIAR. EXEFHEF A U (1 L) 88 D
(1) FYAT LGP SCE IR R IG5 1) o BRI 77 1R A A

fln, 2l — DKM RGE, EXIEHE T A“66U6DS” o (L& K EIbR 1 LR 3 bR M i,

LAR g i ik o
_-h,

L$J
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B KB T A (Eraser Tool)

£| ROZHIRMIBRAE S5 1 45 sl e 2 s AR B TR, bR 22 R BRI AR -

TEMERES L, SEHs SR B B A R AR I B A, i SRJE, X4 R ORI
B

SOMERGE, ok AR R B OAE o R B RRE AT IXEE, e DURR .
B £% T H (Lasso Tool)

X HIRIE B R Z A o BERE B (Move) ~ BY F(Cut) « Eifill(Copy) ~ BIFR
C3|amm¢ I T HUSESE (Tools) i Reverse Shorteut (R BT L) , b 75
o i
PR AR TS, BRSO
AR ISR s BRI, PG LR AT 4k, A OF BUER L.

BB ORI, fECEREREEZ NS Rlbr. JEE, SRS RRTMIR . $3 R
FH B 4 A BRARAT

BB CIEECRE Y, GRS HL(Edit Menu) P EHUEY R (Cut) 85 R (Clear) , Bid%<Delete>f. #7
EFEDY N, WO 1 45 b 25 S R 1 B B B (Clipboard) 1o B b OV BRI 45K, Db 5B AEgniR R
FLHR R PasteCH ) o

LRGSR, VARG RS AE e BT B & RO R Y B R R T T

B %+ T H (Selection Tool)

Fr(Delete). A M T H s P B ) B4 77 20 (Reverse Shorteut), PREETT 207 {4

\ | OEAPRIE R rd B TR K. BERZ B (Move)s  BY R (Cut). Eiil(Copy) =il
[N

SEANER TR, Hobrthiks THER, Mbs S22 kiR, eaf muoifd sk, A
R o SR B .

W ELEFE A RN, LT Shift SRR e REAS RGh I FDR R B

A ERGEHIEIN 2 4 B, ST BRI 28, IR R TR U o MBOT BARIEERS, Jr
FEAE A IR A7 250 H 3 L

RELEPIEA G, X S AT AT

A LR AP Wos KR AR, R Sk (5 3m A ) B4y o 2 BURR IR 22 B4 BT e 1 H 423
AR, SRS ATBOT AR . BEIEH BRI K i R B o
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BN SR TE S R o —Fe SRR G, JRAEST AR Ty _E 4% BRI 2T
6 R PTIEI H SE A E, RS ATEOT RAR 8

NG L IR R (Cut) » (EATBY R ATEIUIH o BEE R 50 H 205 2B AR L.

NG B TR e U il (Copy) » A PTSHIFT B UK IUH o Bz IR 30 H 2 I 2 BT L
SRR I H R % <Delete>H {1 .

AEEEEETT (I MeO 0 OMe) , BRI B RRFETT A, I T HZEHH (Tools) EHL Reverse

shortcut.

LA RN B, R ERR e Db, sl CIEB I H LM — A7 ]

W Jigdt T H (Rotation Tool)
T DASEARE 52 1R &5 mU R Ho i, RIS Bt i - b A 2 254 o

B AR, e e TR, BbRSAE BB EIRR AR . R 145 s i B3N
PRfBE, IS D).

B EE T T H (Positive Ion Tool)

® \ IEE T TAEMNKBCEIER T (HEL A e IEREEbR, BARSZRBUg EARTEIR

ARG i b AN EE T, el B 7 TR ididini.
‘ B2 e AT B LE AR

AR BT R, ER T TR

B 151 T H (Negative lon Tool)

e| ST T HE MR A T(-) 74 A E e MR, BURA AR T T
®e
N - AL GOT, AT LB R
| o B T B T B
S SR GO TIONCR, EEEE T T
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B 808 R FHU T HE (Lock Out Atoms Tool) m m

‘,0_\'| FES R B AT, B0E I IR T R B ARk e I
REE IR UG, R e I IR R B b SRR 2 A R B AR (IR -
F SR R0 s e %8 R R PUE TR . T80E 244 R,

B Ak ITHEX T RSN, AR AR BAUE e e T 30, i 5 (Me).

B B AT H (Lock Out Rings Tool) m m

%‘ | FENE SRR R B AR, e T RAR BRI [T DLAR AR N A1 7
TR PR, B BUE R T RS, Br SRR ERR AR .
A RS AR B RS i, S I HLRH R o ] BUE PRI

B WAL E T H (Reaction Site Tool) m

&_ | FERNARZR T, SN B A R WAL BB AT R . M AR, AR A g
NSRS

o Bl SN B RIS, i I LS s SN A B . B s il 3 AR X A AR
it

PRAT AAE S AR 2 S A B, X AT NS S e, AR TR AR

B SN T H (Reaction Role Tool) m

AsB | ERMEIRY, KNG THAPRBOE RN /WG P ST AN SN 1
.

BOEA T, o VAT RER, I RARE S, A i RNV A ORHEHE L, &
%%%@%HIE%OK SN TR R ALETR L N BoR.

MBS, HAd A O TR, JHE AR ESTR . i Ua, ROV A G EHE
Ko Bl R IERA R A OIF Rl OKe B U S AE 82 T Bom.

EK N Ie PR E bib: i SR AW DA W Wil N 7
WERARARBCGEAEAT A, WEEDUERT A Any Roles
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B i3k T A (Arrow Tool) m

ﬁ“| ST BT R SR, R A 7 A 11 (2 I 6

Sk TR ERR R 2t S Wi Sk o BRUBRAR BORT A2 R Sk o A8 M AL B RGTT BUbR, T4 ML
PR A SN JT 1) o

WRAES bR D AT A ai, e BRI E)S, RNt Ashgdne, B IMm
ORRPCES . HEREAg e M, AT A RO T A,

B i RCA T H (Atom Mapping Tool) m

1
]4’“ FERNASEZR 57 BER TR T8 RN A AN ) (¥ J 5 B A7 B S R 4 )
5T HER RO e 1 TR AR R T

RCERRE I, BRSSP e A, s RN TR bR, i B, SR
SRR EIRRITEAR o K SRR R S0 35 A ey S S A IR 465 e A BERRE PO AR AR I 2
BebmicAe - Y E s .

LA B BRI, Seb FAg B T RIF midibns

PRI AAE S Aot 2 AN RTINS, IR TN R, R R R

B il T A (Functional Group Tool)

HCFH Functional Groups

f
iﬁe?w Selzct atermn belove. Then click in the structare dresving sincos to
ol thie term.

LTI
ry
LT —I

LTy J

Carhamate

CARBOMATE DERMATIVES o—=«
mu-Caroarey|

CARBDHY DERIVATIVES

See s tenm
Carbaucylate Ester CARBOMATE DERKATIVES
Carbowylic Szid

CRONEMM ;I LI

Termz dizplayed
oy | " Clazes Tatms " Rings £~ Mor-rings

c

o——C T

Clome
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I ERERI T A, fRiEgkl

RELLE BEM A ORI R N 24 o B RE T T HL BRI, B e H AR TR R 2
L, SRR R AR 5

AEM]. IR REHIN, e Mg bR & AT

PRBEAT ] SO A 60 T BRI Sk TR At BoE BIE ReMl . 1847, IRATIEI B A 1E Y. non-reacting
YER .

IREELAE BRI A R RS . IS H 5 IR K E B RNV R
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7KFEH) T EAR (Horizontal Tool Palette)

AP TR AR Bt — R RIS R S R Bl b . 2 BlE ki) 0 13, A B R RS HE A .

i B HE i H R AR TR TBORHE
I I I
alophe c C HO s N Plcl B Flsi1 Scale(100 2]
A?Se% == ol | ] | === | e | EZ
Preview | Get Substances | Get Reactions | Cancel |
| C10 H12 | 132.21
=R R SEARBERR e

B CYHTJRFHE( Present Atom Box)

2T SR AR SR H AR PREET S0, AR R BEPTERE REM . M ES AR T H L
K, RSP bR R S L. C () WERABUE

ALV O A 5 A B PP Ji 7
L AEI R 7 BT S, XS T R e S i SR T HE N ST
2. fEHTE T RAERRE R I iy, 25, S e s A 24T AR (T

B 5 5 (Common Atom Palette)

T AL 5 S A B bR i i A PR R R 7 o 2 e ST b, SR R AR BRI, IR ORTE
TR HE

B 4% (Bonding Palette)

BEIORTAT: P, XU, SHERTATEE . BRI N

MAER R TR AR, BRSO BRIN o SRR T B A T T RE I R R

TE S5 1 AR 7 11 oh 5 Y

1. MBS HUUR AR B
2. BEhEbR, rRRH R, R AR,

1-21



B A (Stereo Bond Palette)

TR IR A 2 S ) m TR T A S R AN R 1 (KA 1B BREFRSR A AT IR AR B L )i
MISLAR B, AR ASLARRUBE S 1) Je SRR “E Z LA XU

2 pi i R IR,

SBOENERAIFHER I 275 /] Get Substances 1% 535 A7 L ARBE (145 14

I, SciFinder 2% F 8 73 HT 324K S5 A (Stereo Analysis) 4l

Untit ke
Eile Edit Y Tools
@& &

Template  Help
@ = 2

ﬁ ()  Drawor thanpa atoms o bmds.

Aton Ehort

e F
Foap oy
[1 &g
EEE]
£ O
=
& "
N
=]
&,
LA
T r

i T

|an11ctzruoe

HA TR SE AR E 44
SEABHR IS ARG K
O A R
BOA ARSI AT
BATALARE )

["216.08
Starag Analeis
Eile  Edit Task Toaok Help

SciFinder & H 3 #T13%

Select Histogram Entries of interest: IR GE R
™ Mhsolute stereo match ] 287
™ phaoluta starss miror irnage B 30
™ Ralative steran match [ | 48
I Siereo that doesnt match query [ 47
™ Na steren in answer structure ] 252

=
Hiztogram Entriez 1-3 of 3

B {5/RIBCKHE(Indicated Magnification Box)

FRORTBOCHE REWS JE 45K B B A TBOR i /I o BRAABEAE SE100% o

LR TR TN, HEH R

JBCRHES K144 N Enter, ARJGHABIIBORE . 1800] DL R 7R IR 26 A 25% 2400% 1]

B 731X /475 (Molecular Formula / Molecular Weight)

R 22 ) 25 440 1R 53~ 2O 001 BRE R s AE 7T PR T ELAR R
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m g

B PR — AR T RG4S

o MIEHE T HBUEHCAIA T RIS,

o TESTRIEBRT LI P

o HELBIFIA, STK RAREE B OB A T BN, IR INBL R, RS

Uniitlad

19 =

@ [rram Benzane.
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B PR T

o B THKEFR.
WM RAY, HREEMKEIASR 3 NIRRT BOTRAREEG, BRI TR b a i id

.
o CRERIREFEAEA TS m b, IHEREAWHBIBREEE | MRIET, RGBT RS
B

lm: View Took: Template Help

bEEE @ LB Qs

xg = @ Dwraw ehaing containing 1-30 stome. il
DS o
| P

1t

Tl

oo

&

& |7 [

' ¢

=]

A |

& s3B <
— ()i = i
EEE = c Hlfllsl N plale|Fls 1] S |

===~  —-===
Pres iy J Get Subsances | Get Reactions | Cancel |

| C14H1E | 154.28

W OPER3 2 XU

o (AP T AT EIFR . R TS T A .

o CRPHTEEIR SRR A R B0 A AT BRI [ TR (CRIR S50 I 4 e 1R BUPR B HL B BRI REIA & 1 MK
JEF e AR .

AN IR IR A R AR
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B PR4 2T

o (EMFTIRTHEMIALT 5 NHy” LLRIIEIE . AR5, EIER OB BN BE -

o VAR BUBR 1 SRS AR UL (K A O ety B R NHL OIG (E TR B T AR
drREET AR TR, fRIMAEIEIINH, . PERIE S WG S T H, )

o IBJHFEIRETEIBAR N FEIL 145 00 NH, - AU L] R 45 1500 OH -

Untitl=d

1 =

@ Craw or change atoms o bond=.
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R LT H 4544 (Save and Reuse Structure)

PREEARAEH SciFinder T2 HIHI45H, FEAE SciFinder B S N R G AE e Nl % 11 F () S
{3 P Save BY Save As... [, XEHER S Bl MG R J7 HOAER 2R AR R, e
P e BN 8 SCER A BRI A R AT

f4FHQ: | SCIFINDR =l £ B2~
() hcoelrys |y eoord ing |Cyneontg ) 8F_Help
() Add-inz Iy filters |Cynoscontg | sterowd
() alkalodd 15 Jars ICyncledca I teimp
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Wood; NSC 11905; NSC B29756; Surinam Greenheart Wood; Taigu Wood;

Taiguic acid; Tecomin

e
j"\‘gﬁﬁ‘ﬁ Expetirmental Properties
ﬁﬁﬁ;ﬁ Predicted Properties
-- Resources --
References: ~421
. STN Files: CAPLUS, AGRICOLA, ANABSTR, BEILSTEIN, BIOSIS, BIOTECHNO, CA,
FHRE R ] CAOLD, CASREACT, CHEMCATS, CHEMINFORMRY, CHEMLIST,

CSCHEM, DDFU, DRUGU, EMBASE, IPA, MEDLIME, MRCHK, NAPRALERT,
RTECS, SPECINFO, TOXCENTER, USPATZ, USPATFULL

(Additional Information is available through ST International. Contact your
infarmation specialist, a local CAS representative, or the CAS Help Desk ﬂ

Cloze

Y I VEAN T2 RE 2 LB e (1S HES 27~ . 7] LA Preference Editor [¥) Display 8 24048 15 7€

255 it Experimental Properties fl Calculated Properties, oS54 P A5 Hr K % S s 8 3 1) 7 1
o

FEFISCAFIR) Print.. FTENH T 7R (0%, 50a LA Save As... fRAFSCFF.

R 0] 3] SciFinder B % 1, i Close.

2-5



SLIGHR I (Experimental Properties)

miili Experimental Properties, {43 Wox ISR E. X ETLIE S| CAS MEM 5. 2%

gk, s RS WIPERIASCEME . th 2005 4 11 Hild, HPATRLESIRZ 27 7 &MLk
fﬁi%ﬁﬁ Ji4h, WP AE S 25 ORI R SC T, 3EIRZ 180 ke B (Lol R
. BEEKRER) , 500 J1%% 5% CERE . T RX S8 50F 7R )R S0 ﬂa)jﬁi’ﬁ/‘%?ﬁ
B, HIAEHTALZAE SciFinder ML, (EREMRPUBHBILSREERE SIS I

B) ° CAS Rrgiatey Mambes: 54707
Formeata; crsHos
CA ndex N LA Hephthalensd gy 3-Chnelingh T bulisiyl)

Experimental Properties for 84-79-7
File Edit Help

Experimental Property Values 1=

Registry Number: 84-73-7

o
™

CHp— CH=—CMe gz

=

arbitrary units

Formula; C1a H14 03

Detuil for Reference 14
Fie Edl Hel

CA Index Name: 1 4-Naphthalenedione, 2-hydroxy-3- - HCIh

Property Value Note

Carbon-13 NMR See spectrd WSS IBikiaqeaphic Information

Spectrum —

Carbon-13 NMR See spectrum 2) W8S Selective Grawihdnhibiting ENects of Compounds Identified in Tabebuia impetiginosa
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2-hidroxi-3-(3-metilbut-2-enil)-1 4-naftoquinona (Spanish) (EINECS)
Greenhartin

Taiguic acid

1 4-Maphthalenedione, 2-hydroxy-3-(3-methyl-2-buteny|)-
Ipe-tobacco YWood
Tecamin

File Segment
EEC: EINECS

Confidentiality Status
Fublic

Regulatory List Number
EINECS Mo.: 201-563-7

| Inventory Status
On EINECS =

E| Cloze

Regulated Chemicals Listing 1 of 1
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Y% = % % K} (Reaction Information of Substances)
HFBE W45 4 SSM k=)

R R ANREM R R NER, HihGet Reactionsti, W n] s e — M iic s 7

““@%o

Y 2 £ i Reaction RolesX1EHE L), MRetrieve reaction for: EFERHUEFTE Y All substances
RN R, 50 Rk Ok ) FiSelected substances/t RNV EIE o 4R)5, MSelect a reaction roleik

BN .
fE ik FReactant 3 5 THOK. MW R A(F 4 Bos H k.

Reaction Roles

Retrieve reactions for:

" All substances {* Selected substances

Select a reaction role:

" Product
f* Reactant

SciFinder
File Edit Yiew Task Toolz Help

" Reagent —_—
" Reactant or Reagent (‘ - Hﬁ @@)@-e eﬁ

WewTask| Back | Forward | Print | Savefs | Full Text | Prefs | Combine | Histry | Contact | Imbernet Panniama Help Exit

" Catalyst
(™ Solvent

" Ay role & 0 i ne .
CH — LH=—CH: ®
LT
§ min, heated + +
o, 0
OH
8 o
® i o
1oy
o
He
1)
HMe
>
o

104

-
Me He !I

WOTE: solid-supperted reaction, montmerillenite X-10 nsed, green chem. . no
solvert, micromave irradn , §0% pomer, G40 Hates,

Reactant-- °
Stmps: 1 Explare by Chemical Structure

Matural Praduc Refine by Chemical Structure

CASREACT Reactions 3
References
Substance Detail
Commercial Sources

-
L o Regulstory Informstion
CH — CH= M=
O‘ S 4 win besens O‘
OH

[}

0 et References AnalyzeRefine | Back

Reactions 1-2 of 95

M5 55 i Get References, X2 [z I 2 ) SCHR IR 4% 57

I RRNATRITERE, WS WA T
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SR AR A SRR

(Ending Exact Chemical Structure Search)

HEIT R, Sl B LA New Task, UM AR %E P New Task. 7EConfirm New
TaskXf iEHEH 5 diNew TaskRI 1] o ZEEIN, /NOARBAFR 2 B R4 REu 2,
]|

Cantirm Mew Tazk

Select One:

a— Mewr Task
- —
- — Dizcard any unsayved resultz and stat & new tash.

%ﬁ Keea Me Posted Mow:
Create a Heep e Posted profile based on wouwr current ta=sk
Cancel |

ME T By ShExit, Biik$eFilesE B [Exit SciFinder, LA%5 W SciFinder. 7 Confirm Exit%]iFHE
Hr H tExit.

Confirm Exit

Select One:

g Exit
Exit SciFinder without any further actions.

%ﬁ kieen e Posted Mow

Create a Keep Me Posted profile based on youwr current task

Cancel |
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C —
B=F WEMRER
(Substructure Search)

SciFinder Substructure Module (SSM)Jz:SciFinderf#]—AN n] YE IR R Th g . URa] LR
DReR 2 LU N )5t

o LTLeimiff gL s A IR (R A S S A A [R] S5 AR 2R AH [H])

o QEKRLGMIZ T, Bl REY . WEDFIEIESE

o TEFRENEABURERIA IR R AT

o RUREI IR A L5 RPN 5>

R 10 45 R AL LU R IR 8
o WIBUEAKEE (PR, Gk CASTEMY)
o SKIRRFPEATHAR L
o HEL M HAS H AR
o PLBERY H R
o WU HIANE M
o WV (CUER T SSMIKSHIIT)

SciFinder Substructure Search#fit L T 1 Ll B8 A4S 1

o MESEAAFEL WA R AL KR

o HBRRHARAT B T Hfir e BAREE SR B 2AS SR AT AT — R RS

o ELMITTH, WAL 4 R

o BUEHUR T H AR ILHURIEM INTELS mi b, WHERRE 4k R

o BERILFUAAIFR P4, (ERERRALLE AR Ik

o TR RINRELLH S RUE A 2 AR AR, IS RS AR S S s, Ty
BRRI .

o SRKIIHTITIRE, WAL AU LS S ELIE IR MR ATRR (A, Q, X, M)ERIEH
G5 AL BSEo FIAR SC 5 R H

4
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V. 45 #4452 (Substructure Search)

v SHEUE BRI E
SciFinder< LA 15 E A R IV 4544 o

210 ARRER

AT 4k

20 Lk AIR 4k
LRI A 4R
AT 4R

i
S BE A R EE )

USADE AT bR T Fidk(Alkyl group)sh, AT AR AE 1|

v AR EREERABOE

A DA 221 TR R AR S SR R BRI B

510 ZEHK AR J5 i
2 SENEEN I e ey BE BRI T A Lock Out Rings T-H L8 I
2 SRR BEAR A FBE AR T A Lock Out Rings T.H 234 &
Jsy A8 U P8I E 7 B T H Lock Out Atom T2 24 52 f5 )it 1

A v SUNE
DVERIAZY Al e SYMNIEAT AR

Q - Rl JH=S,P,NH,
)J\P% R1 - BEHHITn=2-5
N n - AR N)ARERAR
ST 6 J 7 (XA AR
X - HiIARERHEM S

KB ISR B PR, BB — . T B 1 B AR b T 7 5 — 4k 5
S LT O S5 SO, T A SCRESE 5 E Open 1T AASE FF 2 1 SR W Copy & Pastedé 4 44
BN
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YRS

1.
2.

AR

8.
9.

R T H 251283

TERIRAMHZHIX (KRR TG, BRI S TR fEahXE, M Sbs 2 42 IR
P .

FEZKP TR E N (U EHSR, R EIRIR.

A F T H ANTFAA I b = AN B 1) i

MERIEMI T A, % XRIFEEAS, P, NHy 5, FFAER U E T RRAE 1) 55 A 5 o
SRR L HIBCT 1O GRUR ) G FIRUEE b o A5 HY2E T BB RAREEM 45 0, R — K
BT o LS AR R .

EENES s TRG, SRR ES R IT. RIS SR L. e EGE D R

Froim: |2 Tex |5

S o e, I HHOK.

&N Lock Out Substitution T = Ji5 AN NRFJHACK S 425 1E.
&M Lock Out Rings T H 5 st K3 I AR S HaE 1.

i?ﬁi‘

10, mifmsE, A R THES

ARsEez I, B N EPs .

Untitled M =1 E3
Fie Edt Wiew Tools Template Help
DESES& L wojn s
g T @ Crzg the lz==0 around a structure to sel=ctil, il‘
atam | fhart
o Fy =l
wr| Py
[ £
L R
0
by
Ld_,- Fzroup Defintions !E[m _I
L | ] x|
N QL: S, P, MHzZ =]
3|9 Rz= -
"0\3 {ngl ma= -
R o= i
1wl _I
) 4 = &
e [F ¢ ulols|n|plale|rFlsi|1] sesief125 T2
= —[=E-] ===
Presiewy | Get Substances | Get Reaciionsl Cancel I
I Farmuls nol avalable I
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T W 25 M)k & (Preview of Substructure Search)

M PAEAT LR AT, AT DURAG 45 2R .
ML G, idiPreviewft . Preview X 1EHEMH S I )T .

Presw igm

L== Previeww to estimate and reviewy answers from a
substructure search.

Preview s zample of:

i Answers
i Real-atom attachments
" Sariahle group (&, @, X, and M) composition

i B-group composition

ccn_|

PR & Preview ik Wi fl H B .

IR

|

ko

7N
AR R L
gh g A {E Get Substances [ Tii175 5[ 45 51
HH
v BT AR
LA R A fF Get Substances [ Tl TT753 31 &5 5
HH

Ao AR S T
AfARELA (A, Q, X, and M) 843 A {E Get Substances I Tli1-45 21 45 3

gE|
r RIEFIEIET
R FE[ 4y A 1E Get Substances I Tilt115 2 1) 45 B
#H

Vo ARSI 2
WME KL HIK R R, Preview Not Completed ¥ iFHES H I o

Preview Mot Completed

SciFinder has identified & large number of potential
substances. AutoFix limis your search by locking
out rings and chains in your structure.

AutoFix Back

st AutofixB, BUEIFRBERIHAR, X4 R 5 Lock Out Rings T H—Ff. EBE G, Uk

Preview.
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Vo TR EEA
BWE L RFEAR, I Answers I i ii OKo 24 Preview Answers X IEHEF T, 45 FAREAR K LT 74 2 10

ZiRA A MR

Preview Answers

Preview answers:

=
g@r"fi g@fi"il g'm.u.-.& m

REGISTRY

REGISTRY REGISTRY

3| it 8 iy = T ot

REGISTRY REGISTRY REGISTRY
EU gy B
7]7 ' uﬁ_._ S 4@ o _
REGISTRY REGISTRY
REGISTRY

"Get Substances" will result in approximstely 4675 answers (estimated range: 4440 - 491 D\

Get Substances Back \

Substances 1-9 of 59 \

AR A R H

%%ﬁﬂ%ﬁﬁlﬁ%ﬁ%&l, PN ONIEEERZT AR

Detail of Substance 1
File Edit Help

Registry Number: 919702-93-1

OMe
i) NJ\ N

Il
HH— C— CHz— CHz— s—|~\\)\
Pk

Cl

Formula: C21H20CINZ 02 S

CA Index Name: Propanarmide,
N-(5-chloro-2-methoxyphenyl)-3-[(2-methy 6-phenyl-4- pyrimiding thio]-

Predicted Properties
-- Resources --

References: None

Database: REGISTRY

A itiCloseiz [F|Preview AnswersH % iHHE. RA] L& diBack LR [H[Preview X i HE, FFik £ T Previewik
B8
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v IR T

FEPUE AR T 85 R, SelB LS R 7 HUfR Real-atom Attachments ZE 30 5 if OK. Preview Real-
atom Attachment X iEHES WIS, WIS BoRs k.

R SR BCE TARAE A AR 71 ml b, IFIPAE . EAD PSR B, el e
A2 RS M. EXIEHEA K Atom Attachments #8643, <3 BIAERX AL B AT REH I IALR 1, =B
RO B A R

Freview Eeal-atom Attachments

File Edit Task Toolz Help

Select any real atom in your structure to preview the atom's

attachments. Atom attachments:
[=] [2 B
[ «a 11%
[ ¢ 2%
Vo 1%
[ F 1%

[ A Amy(notHl  14%
A|r G- Any (nat C H) 12%
[ % _Halagen 12%,
[ Ak Alkylchain 2%

= 7=0

Rl _ i

"Get Substances" will result in approximately 4675 answers (estimated range: 4440 - 4910).

‘ Modify Structure Back

LR AR, BN E SR RGBSR 75K HE, Jf fidiModify Structure. S22
Mgtk g AE I, O EAETRE 4w b AU 72 .

FH P n] DL s i Back LA IR [M Preview X 76 HE FTZE £ L Preview & i .

3-6



v IR EF(A, Q, X, M)

BN A AR JE T, (fEI Variable Group (A, Q, X, and M) Compositioni%Iil. %0 TEHES BT R, KR
R RN —F A AR R - 25 7 o

R Bl bn A AR A AT AL St 7 EIF Homdr e Bl O AR 1R e 8 Y B 2l

Preview ¥ariabhle gromp (A, (), X, and M} Composition
File Edit Task Toolz Help

Select any variahle group (A, @, ¥, or M) in your structure to

preview the variable group's composition. “ariahle Group Composition:

2o e -]

M Br 13
MFE  B%
1 3%

ﬂ T=0rF

A [ i

"Get Substances" will result in approximately 4675 answers (estimated range: 4440 - 43107

Modify Structure Back

LR AR, B N E SR RGBS e AR s 755 (1 OHE,  JF idiModify Structure. £
g R S AB IE, JFRS PR AR

2 0] DL Back L R [A] Preview X 1 HE FTik 36 H 2 PreviewiZ I
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v PR

FFUERIEF 45 58, [ ER-group Compositioni£Iji. Preview R-group Composition®|iFHES 4% T3,
DA ST R A5 R s B

K BUbR RS 2 AR ARSI (VR AL M EJF Hosddi e AR5, BORMUMRAE B 2 S o4l (RS RFEA
R — BRI 2 B 7R AER-group Compositionii {73«

Preview E-group Composition

File Edit Tazk Toolz Help

Zelect any R-group in your structure to preview the R-group's
composition. R-group Composition:

Al [V g -]
[ w3
Mp o oqw

= 7=5P —

Kl [ il

"set Substances" will result in approximately 46735 answeers (estimated range: 4440 - 49107,

‘ Modify Structure Back

LA KB, BN 2R R IR & o RIEPKTHE, Jf M diModify Structure. CL£: 1l
Mgtk 4B IE, T PNEIRIE R .

FH P n] DL s i Back LA IR [F Preview X i HE AL £ L Preview & il .
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AT 45 M) Fa & (Performance of Substructure Search)

(el 4k )G, A iiGet Substances. Get Substances[) X & HE <> L .

' “-.__|__E-Bt subetancas that match v our query using:

™ Exact s2arch
(2] ————— @ Substruciure s=sech
™ Simiarty search

Filb=rs vI

uhstance clezs Reburn subsiances that are: \
[~ Aloye

™ Coardngtion campaundz

[~ ncompletaty defired

™ Metas

i [ Pokmers

3 — [~ Drganice, and ckhers not ke agove

Siructure component= [ Only refumn ubstances that &= zngle compones

DHEr il A allabity [~ Only retan sUbEtances tat a°a CoMnaroiEl ayalaks

References [ “nby refum zubstances heving an= or mor= refererces
Siudiaz only et ELbEbEncER ey ne thasse reorted Siudes:

[~ arsabtics

[ Biakgcal

[~ Freparstion
[T Resctant of Resgen

o o | com

] BRIA B R A& Substructure Search.

WA R A5 B A RIE A 8] 22 i 1+(X, Ak, %5..), HIEH [ JF44T, Structure Drawing Errorfi iz & il
L.

B [ Filtersi UEIE I E , H AT ARG R AR RRE R

MiTOK, fHReH B A R R AR, WA Ai . CASHIEMH 5 M SCRE H , #ia W
SciFinder#J % 11 L.

SciFinder (=]
File Ecit “iew Task Tools Help

Ee-oma C0QHO " €M

]
(X]

HewTask Back Fonwand Print Save Bz | Full Text Prefs Combing Histary Contact Imternet | Fanofamea Help Exit
Y Y Y [
y 519702991 Q 919702.87-7 Q 519702833
A
@L.,.,Q @l,ﬁ;\ WL AL o a0
No References

No References No References REGISTRY

REGISTRY REETSURY
Y Y -y
| 319702797 | 319701089 &y | 319700962

i

ST | B S |

No References No References No References
REGISTRY REGISTRY REGISTRY

0 Get References et Reactions AnalyzeRefine Back | Q\ﬁ'

Substances 1-6 of 4675
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LSRR 3 O R AL tf o 45 R o DLBRIN e 2 M AR RS . SR Sl 2, (e ) Y S B
i\ M Preference EditorZ Display % i BRI\ E -

LAYBNEDBOR, m RN BRE . R AT BLAE ] Get References 25 21 )47 <4 Ji ¥ SCHIK 5%
ke PRSI

v AR R NI
AT Get Substances, UTHFTREFI KIS B H, Get Substances Not Completed X TEAEH 2 Hi T

Gict Subztances Mot Completed

il Autofix 8, Bl g FRAEE A . X 45 54 Lock Out Rings TR —#f. e, H—kilH
Preview . ¥ 5 iiAdditional Option. DL F % {82 H .

i i Sl Rl R R




F P AT N> T HFormula Weight, PR 45

SRV 7 T R E VG A . AEMIindE, R ST K 5

THROEmRA . H7 A B AMindg /D fiMax i KK 7 5 B AR AR, W o i b — AN

R FRENZER, X220

fERA Y TR E, SOK.

TN b

¥ 453 (Analyzing Answer)

TN EE R, 18 25 Analyze/Refine 1% . 4R fiik Analyze)ii, AnalyzeX 15 HE(H 2 HIH .

Select One:

— Anahyze

- Dizplay hiztocrams by Precizion, Ring Skeletons, ete.

4 i% Refine

@ larrone your anzvver st by Structurs, Avalabiliy, or Prop

Cancel |

LA R —NE T 1

fnalvze Substances

Usze Anslyze to wieww 5 subeet of your answers.

Analyze by one of these methods:
% Raal-atom sttachnents

" Variable group (A&, @, ¥, and M) campaosition

" R-group compasition
€ Precision

" Ring skeletons

© Seren

) Enidyre onlyaelected eubatannes:

& Anayze al substances

Cancel |

IR

3!

Real-atom Attachments

Variable group (A, Q, X, and M) composition M

ENLILATE IS

IR AT AR 4]

R-group composition

6]\

1404k R H 4]

Precision

/AL S R (R RS A

Ring skeletons

Stereo

ES
K
DRAMERI AT, R R
FIMASLAR L 1

@: (REHATH LR SSM IK5)
FH P AT LA T BT A 45 BRI B 5. 45 b i —a . 2k

A RIE

ORI E 1, JF HS AR

IR 55 ) 5 HE . FE— R 5 5 Analyze/Refine "] Analyze. A F 40 #T CLIEH 5 Analyze only selected

substances, RJ51% T s OK.
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S EULE T (Analyzing Substitution Atom)

GIATAE S5 R LA 4R 8 R R R T, EH Analyze H1f¥]Real-atom attachmentsiE Ii, I s ili
OK. View Real-atom AttachmentsXJ iHHES - H, KRG WS ERH K.,

R SRR IECE TR E A IR T IS b, P side XAN R R SR I B, AR 551d
A S B AEXTEHE N I Atom Attachmentsiilify, 825 F B/ XA B IR 7, S LUEA
NN S TN

¥iew Real-atom Attachments [’Zl El El
File Edit Task Toolz Help

Select any real atom in your structure to viewy the atom's

attachments. Atom sttachments:

|2 4106 B
e 240
¢ 157
v o 59
Y 53
" F 34

| d= 19
I Br B
) 1

" & any(notH) 589 b
[ - anynot ¢, HY 412
I % - Halogen 281 -

[ 7=0,5

Kl _ 2

R BIFE IR € BUCR T, M Atom AttachmentsZ 41 T EH, I H A iliGet Substances.

RiiiBack PR 1] Analyze X} 15 HEFIIE £ H & Analyzed 1



s a] 22 EF (Analyzing Variable Group (A, Q, X, M))

SIATAE S R e IR T T AR KL, 3% B Analyze ' ) Variable Group (A, Q, X, and M)
CompositionZ i, 150K, View Variable Group (A, Q, X, and M) Composition X} iFHESH I )3 ,
KRt wos k.

4 FUARBCE TR AR A P T AR S I 4 b, IR BLSRT o XA R S o WR AL . T
XHEHE N I Variable Group Compositioniifi £y, 4> & 2IAE XA & (1 AT A2 JiL - o

¥iew Yariable group (A, Q, X, and M) Composzition

File Edit Task Toolz Help

Select any variable group (&, @ X, or M) in your structure to view
the watiable group's composition. ‘ariable Group Compasition:

I a 02 -
M Br 7o9
MF 557
217

I=| 7=8Br,F

4] _ i

‘ Get Substances Back

BERR TR FE4R 8 ] AL BE A — & W45, {8 M Variable Group Composition 41/ HI%HL, Jf H AitiGet

Substances.

1 i Back LME IR [A] Analyze ] 1EHE A% B H & Analyze ik 1l »
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s+ #TR#EH (Analyzing Composition Atoms of R Group)

AT A R RIEEH], LI Analyze H [¥)R-group Compositioni Jii, Jf 557 OK. View R-group
Composition X[ TFHES BT, I RE M S H E R k.

B RS BCE TR AN TIR-group K145 5 b, IFINEAS . R-groupB o8 Won e . #Exf
1 HE P [P R-group Compositionififiy, {4345 I {EIX A & R-group ) il 1.

Yiew B-gronp Composition

File Edit Task Toolz Help
Zelect any R-group in your structure ta viewy the R-group's
composition. R-group Composition:
A" az7 B
W oa7s
Mp o ogs
B
e -
A _ T

‘ Get Substances Back

L T T T r L3

LR IR L PR HE 2 RIE A — B 4 i, {# M R-group Composition 3 %1 W £ B, Jf H. £ 5 Get

Substances.

#idiBackiR [F] Analyze X i HE AL £ 1L Analyzed& it o
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S HTRE R HIHERF 14 (Analyze by Search Accuracy)

SRR R HERPE, (ERNTE 25 A OGRS 1), B HUE Analyze X 1 4E P [¥) Precision £ 5l . Precision
Frecizsion Analysis EI E| El

Analysis X T HESS I

File Edit Task Toolz Help

Select the candidates of interest:

T (1) S &5 4
M Conventional Substructure ] 4523 J
S =3 B

LIPS S22 AR R I Closely Associated Tautorners || 52

and Zwitterions
KR BAL SRR T | Loosely Associated Tautomers | &2

and Dwitterions
e I Other 1 E

Get Substances Back

Histogram Entries 1-4 of 4

TIRH S LR, SiiGet Substances.

riitiBacki& [H] Analyze X 1 HEFI £ & Analyze e 11 .
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S Hr3R 45 ¥ (Analyze by Ring Structure)

R LA B AT BRI S5 A8 A1 2
o HAREAGTH
o HEAWIMBMA TR
o JLRFH, HUTE. I

B R

File  Edit Wiew Toole  Template  bBelp
NEES R

7 |
‘ g e \5> Crraw or change atoms= or bond= 0
Atam | Short

b Kyl 4

x“ob H“u

1, 4
oo
e
&
L

e
-

-,
&

A

@ | =2
-(Q\h ZQ@ ==
L Gl

=
YRS o 5

| =Cele |1 [ili] i’
|

ilc

oo <)

| | | . |

I Formula not available

AU SRR R, WA, SIS 5. i Lock Out Rings T. H 8¢ Lock Out
Substitution T, {8 A] LLAE IR &

FHE4T Substructure Search,  7F 5 i Get Substances )5 i B Substructure Search, I H f&iidiOK.

T DIRGTHI AT H B2 0 ML SRR EACE 2, IR AT AT A1 2K
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SciFindex

File Edit “iew Task Toolz Help
is - = H0QxuO " €M
NewTask Back Fonuand Print Save A5 Full Text Prefs Combine HISWI)‘ Contact Imernet F\anurama HE|P Exit
=
22 & Y- Y- [ |
& | 915130862 & | ane0z2.969 &y | a0a622.287
F Er Er
r1 @‘O (4} £l O.O Ro
Sag [
1 No References
Y No References REERY
Y REGISTRY
=
~1 Reference
REGISTRY
- & Y-
& | d0aa20860 & | an620-666 by | a06a40.640
i I EE i LI
ey ” Sag i
No References e No References
REGISTRY REGISTRY
No References
REGISTRY
H u u
.S . S | & =
ﬂ Get References | Get Reactions | AnalyzeRefine | Back | Q\ﬁ
Substances 1-90f 141
R4 R, HR AR S5 S oS BRI AL B AR IRSE R o3 b ek, 45 345 LA TR IR

2'_( 'E'»}Juﬂééj\ﬂ’\‘

it Analyze/Refine 14 [f] Analyze. #5200 H7, ZEIR IR 5 R E . Analyze XS TG HE S H IR,

“J‘ 1 Ring Skeletons I,

Ring Analyze X FHESS AT E, AR JEEHGE T (1)-(3) FF mi i OK.

SOEWOIHT T Rl E & 5. /OK.

Fing Analeas

Analyze by ring charactenistics using the bazic ring skeleton shape,
the specific stoms, snd the type of bonds within the fing skelketon.

Al vings analyzed wil corcain st leazt 1 stom from pour guety.

|JTI‘,

= % Rirg zkeleton only

@  Ring skeleton with sloms

,:—3-.  Ring skeleton with atoms and bonds
(3 —

Back

[ o ]
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(1) M5 #3354 T 43 28 (Classification by ring structure only)

MUAIRGE R 2 0p iy, N DUEARE R 2002, JEABE sy FBE . {ERing AnalyzeX i E ik

I){Ring skeleton onlyJf i #50K. Ring Skeleton Analysis X} iHHES HIIL, He/DAT AN FEAE a0

Ny IFRENEAT 2 DA RS R AT HEA 4L
Eing Skeleton Analysis

File

Edit Task Toolz Help

Select the candidates of interest: '
n 129 Substances n 2 Substances n 2 Substances
containing: containing: containing:

r 1 Substance r 1 Substance r 1 Substance

containing: containing: containing:

Ring Analyzes 1-9of 11

TIRHIFE B AT 2L, 1F 5 iGet Substances)5, B diiZATHE
RiiiBack AR [1] Analyze X T HE, % £ & Analyzei& 1l

e IR HIARE SR EE AT R AE DL, T RIX AL I, “no ring image available™ ¥ 244 i
Ne AIZHLLNEIR.

Aing Skekton Mfalyziz

Eile Edit Tesk Tmolz Heb

Sedect groups of inberest

= Eiuh_s!anfzes T | susctance I 30426 substarces T | 2279 Substances
canianing: coniaining: containing: cortaining:

Mo ring imags @ Tdrn cjue ry &k om
avail abla occurred in g ring

Ry Analyzes 29.204 of 204

e No query atom occurred in a ring: 45 R BA M EIAAAE, (AP IFRA AT
e  NoRings: %A MYIIR
o Other: : ARESEMINIREAE L 73

Lim

Emck
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(2) TR FEARF BEAA] i Ju % (Classification by ring skeleton and composition element)

LU EEAR T AT R L 2R, A URAF R LK, JEAB IO MGt . {ERing
Analyze X THHEH EH(Ring skeleton with atomsJf i ifOK. Ring Skeleton Analysis 1 HEST L,
/b NIRRT R SRR, FFAENEA 2 /DA IR A A A JERC R .

Ring SkeletonfAtom Analysis
File Edit Taszk Toolz Help

Select the candidates of interest:

r 123 Substances r 6 Substances r 2 Substances W
containing: caontaining: containing: |
u 2 Substances u 1 Substance u 1 Substance -
containing: cantaining: containing:
I .
Q:E? o8s
[ [ [

| 4

1 Substance 1 Substance 1 Substance

Ring Analyzes 1-90f 12

LR E FEAE JMTTER, £ midiGet Substances)i, ki IZATHE.

1 iBack LME IR [A] Analyze % TEHE A% B H & Analyze & 1l »

3-19



Q) FHVTHARIFEART L, dloug . MR 4325(Classification by ring skeleton, composition element,
and bond)

#ERing AnalyzeXtiEHEHF £ Ring skeleton with atoms and bondsIf /i i7OK. AFRHIFEACE 48, 4k
JUE . Bt %4r35. Ring Skeleton/Atoms/Bond Analysis X iHHES HIL, A fe/b— N FEAE ZERA %
TR/ R, A ENEAT 2 DA GRS A FEACE 3L, JCER N

Ring Skeleton/Atom/Bond Analysis M=
File Edit Tazk Toolz Help
Select the candidstes of interest:
r 119 Substances r B Substances u 3 Substances
caontaining: containing: containing:
o
) O
r 2 Substances r 2 Substances u 1 Substance
containing: containing: containing:
O-O .v‘
r 1 Substance r 1 Substance u 1 Substance j
Ring &nalyzes 1-9 of 14

LIRS AE 0 2R S B IR A 2, £ 5 7 Get Substances )i, sl O AE.

fiiliBack DL IR 1] Analyze X} 15 HE R £ H & Analyzei& 1
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M7 AR ZE 1) (Analyze by Stereo)

SciFinder 1] L3 #7 LR R SZARZ5 14

v AR g5
SEAARIR] SLAR G
SEABHR I SLARE K
TR ARG R AT
BOA ARG R ATC
BAT SLARE

v O ANESLIREEZ S5

BRI -1

Untitled !Em
Eie Edit Yew Tonlz Template Help

CeE& L moax

|g A @ Craw or changes atoms= or bonds. il‘
atam | fhart
oy ey =~
K| By
(1|8
|l o
0
Lﬂ oH
@ Q H \chlz -
A ¢ o
@0
S x
EF A+B
T =
— )Ly [ o
oo [0 ¢ Hlo s|n pPloe]F si1] Seslo[120 3]
gﬁem — N = o e
= Sfe===
Previgs | GetSLbstanDesl Get Readinnal Cancel |

| CE H11 CI2 M 03 | 21606

E &5 MK &, 2 A BRI AT S H g & %) it f# FH Lock Out Rings T 8{Lock Out
Substitution T H, {fa] LLZE [FIARCAIHE 5 .

FLE4T Substructure Search, 7 /& 7 Get Substances)5 % i Substructure Search, i H £ 0K,
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SciFinder
File Ecit

Wieww Task Tools

MewTask

e -

CEX

E QR @ " © M

Eack Fanuard Frint Same Az | Full Text | Prefs Combine | History | Contact | Imbermet | Fanorama | Help Exit
= = ey |
& ||51747216:3 &y ||5114s5-148 & || 0928560

Component Number 1 Component Number 1 D)\A .

oH A i |
g . COzH W/L .
Me
M ~1 Reference
REGISTRY
Component Mumber 2
~1 Reference
REEIEIRY ~1 Reference
REGISTRY
e e e
& | |s09288-22.0 & | |s0a268-208 b | |o09267-987

L]

Get References |

3et Reactions |

AnalyzeRefine |

A

Substances 1-6 of 722

FEIRE G, B ARMC K8y 2 PR o Lt e BUAE LIS ARG K 01T

Rithi Analyze/Refine {4 [f] Analyze . #2250 W A — 0 2%, BEIRII RS R bi 4, IF
H S R AR A 40 5T 55 HOAZ A HE o Analyze X il HESS tR I, 4K )5 1B Stereo i 1, s 0K,

Stereo Analysis¥f iFHESS I

Stereo Analysis

EEX

File Edit Task Toolz Help

Select the candidates of interest:

I Sterea in answer structure

I Mo stereo in answer structure

460 J

262

PRI R A BB IARGE PR, EHETTHE, I H i Get Substancesif U i -
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BRG] -2
Untitled =] E3

Fie Edit Yiew Toole Templte Help

OEEH&E & & E[E

A0 P —— ﬂ‘
RS -]
| P

11, 2

wn oH

£

le ol

&2 H cet, =
£ Y

@2

& Ay

N, 4B -
— 4 _ i
o ¢\ n[o s|n|p|glertroly] scoef0 2]

o —==- (~===
Preview | Gﬂsmﬁmmslw Cancel |

I CE HTT CIZM O3 I 216,06

fiiliGet Substances AT 45 fK R, LAKS KT (Stereo Analysis) XfiEHES WIFURH RIS L. 43
KA.

File Edt Tagk Toole Help

Select Histogram Entries of interest:

ﬁ%*ﬁﬁﬁ’]jﬁﬁim + Absalute stereo match _ 287 ;I
. ZH
’é}%{%%ﬂ] ST AR S Hh T Absalute stereo mirar Image . a0
PN STARERI M T Relative stere rriatch [ | 45
WA ARG HIABL 15 Steren that doesnt match quers [ 47
WA AREE) 0 No steren in answer structure R 252 =
- |
Hstogram Entries 1-5 of 5
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BB TR SR RS R 22 1) 25 20— AU o SOV S5 I T I B BE B, Z7E W AR
P

B RRGT-3

Untitled

I=4

= Feil Fe)

@ Jekct s chan or aring system io blochk it from ring sub=titution.

N Y

fiiliGet Substances - HE4T W 45 H) K%, Stereo AnalysisXf iEHES MIFUER RIS B 7EILI, 4328
MR R W T .

Rk R — R LT AU
RIGALH S |
TSR 1 5K
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M E X (Refining Answers)

/riv
LS

AR ZE MBI, ARA] LAE ] Refine 2l E 25 PRI faj fhiX

HEAT4NE, st Analyze/Refinef, Jfi2%$Refine. Refine Substances¥f 1HHES HHH .

Refire Subsiarce
Refine by:
T:(\_,j DCherniu:EI Structure Iﬂj Property Dsta
] Litmnit rezuliz using a chemical structure. Lirmt by specified propety values.
14" . (D Vzotape-iZordsining Substances Emp Proparty Availabili
i 2)sotop g = perty y
L Limit by pres=snce of izotopic lsbels. Epka Litrit by swvailabilty of specified properties.

£ :B)ﬂatal-f:nntahing Substances

— .l o
*1 "-T(DRafarance Meeqlability
o Litnit by presance of metals.

Lirmt by gvailabilty of references.

K‘“ @Cnrrmercial Aovailabiity

Litnit to commerzislly availabe substances.

Cancel |

OMPRERL 2= 458 (Chemical Structure), ZRflARAE S L. X HLUE 1 RT3 1 4544 55 2 1l A 2
P e 45k, siiiGet Substances. i, 45 KBl BRI 2 58 A B4 AR ULAC . ﬁﬁ)f'—fU\%

BUELAML I AR GRS AT 2R T Z BT AN BS54

@)1 il Isotope-Containing Substances, 1 LU [Fl 67 254 ST 40 4L, o
Refine by Isotope—Jantainivg Substances M= I

Select Ones

% houde ok izctope-corteining substances:
i Exciude all isatope-contaning substances

ik | Biact |

(3)43% i Metal-Containing Substances, 1] Fi% 24 J& 5 7140 .
Fefine by Metal-Contaning Substances !EE I

Select One:

f+ holude onby metal-contsining substances
" Exclude all metal-contsining substances

ik | Bact |

(@:43%H Commercial Availability, 1] S HL 57T H S0 RIW R

3-25



Bkl Property Data, Refine by Property DataX 1FHE(F 23 B, 1T LA TS ke dnfb . (JUFR

A EHISSMIK S

Hydrogen Acceptors Atk

Hydrogen Donors Atk

Molecular Weight N

LogP I R B REK)

Freely Rotatable Bonds SR

Bioconcentration Factor YR GG TR 7

Boiling Point Rl

](inlt;lalpy of Vaporization A

Flash Point A

Koc AN TR

LogD %f@hﬁ%ﬁ‘]ﬁﬁﬂ
FABCEREK)

Molar Solubility (*2) JEE SRS

pKa (=-Log Ka) (*2) -Log(FR Bk 23 fift i 50

Vapor Pressure (*2) Uk

Melting Point S5 2

*1 L, 760 Torr 114
*2 )25 °C it
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AT FRGE A IE, JF HAm A SR B . /RIR
AT DATRJ I 3 5 2 MR

FAEITHERZEH Include substances with no value
for the specified properties, 44+ ¥ Cikssit
BUESBE IR S s k. H AL
KITAE, R B R AT R R BUE TR




{E & H Refine by Property DataX} i AERS, "2 kI A 4FhEF P © 4% $% (Hydrogen acceptors il
donors, molecular weight, FILogP value) o IXLEHFEHSIE HPfizer 24 F][fJDr. Christopher A. Lipinski
WS, I 2 TR, VR DRI IEAR P o IX LE 40 {E #0457t Preference
Editor Analyze tabfJER A% E

* C.A. Lipinski; F. Lombardo; B.W. Dominy; P.J. Feeney, Adv. Drug Delivery Rev. , 23, 3-25 (1997).

B IXERIN K, fiifiChange Preferencef . HIAFTA AT, JFUARSERRREEEANL G, il
OK.

)ikt Property Availability, LLILA (45 e 2411k .

Refing by Property feailability
AEfrT Retrieve sUBStances with:
ATV S " farry property

" ey calzuiated propery
PL—{EJ;Q%E%/I‘% ————— [ By expenimencal propsty

’EE'TE‘HZE% ] ’?ﬂggﬁ\zq%/l‘é ____._____,.——-'" i by selected csparimantal proparty

e | Back |

1% $E Any selected experimental property, A K2 A DI MESAE 2 Rk, Wk dRh L, g R
[ 4 o 4 A v AT I B ARl

Refire by Property Availabilty - Experimental A= I %‘Iﬁ:“ iﬁz
oy TS .
Retrieve substances with one or mare of the iollowing; Boiling ,POI,T_ o1 ()
Density %)% (g/cm-?)
v Buiing Poirt I Wedian Lethal Dioze rLDS0m Electric Conductance/ (S)
I Density I et Pt Resistance H1 ‘7% /HIPH % (Q)
™ Blectric ConductarceResitance [ Optical Retatory Powesr Glass Transition Temperature C
[ Glass Transtion Temperature. | Refractive Index WIS LRI ©)
r Magretic Mament I rensle Strencth Magnetic Moment @Q%E (HB)
Median Lethal Dose (LD50)
> 1=} ADSNTS /k
Back | SRR R (mg/kg)
Melting Point ¥ £ (©)
Optical Rotatory Power
TG A4

Refractive Index #7513
Tensile Strength 7 7 5 /% (MPa)

Refine by Reference Availability

(Dl Reference Availability, {5 ] E 8 A E SCHR 4T -

Retriere substances with:

= [ reterences
O+ 1 or more references

o]} Biack
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ZER W 5 #JKr & (Finish Substructure Search)

ffiﬁid/ (% 8119 New Task (B~ 7)f5 = = S'5[[[iy New Task (Bri= 7)[#!fiy » 2 7 &hiife sk o

WIAEGE HY SciFinder, i EHESCAESE S Exit GE B F T B2 ExitGE ) EHGET ],
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J

i SIDF MG R
(Similarity Search)

5 H K- B4 SciFinder Substructure Module (SSM) (H3hRE, #tae AR R LT

b g S5 AL 58 A ) (RS — 5 0 58 A A ) S5 R A R A 1))
WERREMZ I, Bl ZEEY), BL a5
R, HICE G BURIERUEAL EAT BT AN ]
SRR, (BT A SR R A M AT

LR R AL, HA A F RN

> > o> > >

R 45 R ALHG LR IR 8

YIBREAR S (WA PR, ik, CAS M)
SRR AT SR

2 ARSI H 8

PSR H o Hodl

Yy R A

Vs s e (CUE R T4 SSM K5 T )

> o> > > > >

AT el 44 (Refine) (LhAEL R R KSR ARGl 1 AT AL LT T Al s, A g

fEH 2 HT (Analyze) D) 6E.

i % (Preview) Fl 87~ (Keep me posted - Hidi il T SciFinder {171 /) (1S BEASBELE L AE

Mo

4
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FRLE IR 2R i (Introduction of Similarity Search)

AERIILERIIORY T, SciFinder 1] Tanimoto FEFFKAATRZR 5t MMFARAIILE KD, IF4 T4
P55

v RIS VRS
gwéﬁ@*ﬁ%ﬁéﬁhﬂ5@@%*@%7’9*&@%%*@, 3 2D /M FRIHIAE 2L Tanimoto FLF kit
v LUNJE Tanimoto THE AT, VEHJELL CAS SRR T A HEA:
100 x C
(QS + FS)—C
C = BB RIS 4 MR R T4

QS = AARAER R &5 ik 1 8 A
FS =fURAEL R G [ lid 1 % H

Tanimoto Score =

v G I
Js 52

L

J5 TS
HHES
EUNS S

FHIE T4
JCE KA

MR

v AT R AL LU R &
v AJRTIEH
e
A EIEYAX N
A SLARGER

v ZICY AL B
8 N2 TR Ry, #SBL T ARIPE 2 (Tanimoto score) o H i VP20 [F A3 4
T, RS AT AL 45 b o
v HPRIZRBYT, 5 Get Substance Jii, % | Filter #[1) Structure components Rf!
Al
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Vo VERI
o AU R IFAEH T R B nIAR IR A IO ] AR A B T .
o ST AN H T AL iR R
v (EAREIRI,  FRTE AL BOR.
v ARIESASEELL st B IR AE (L&A T SciFinder) o
v AR L) RE

v MR R B
A DL, AN BN

vV RGP
s H

14 R 60 73 LA B IR ABLEE o 25 5 o
A B2 AL B R 20,000 S AHALLSE

& Similarity Analysis

File Edit Task Tools Help

Select Histogram Entries of interest:

Similarity Score

599 {most similar) [ ] 75596 5

™ o598 D

™ spa4 0

" g5.89 1 @

™ go-84 1 7

r — LA 5 Y

et l = ARG AR RAIBE S 60 4L
70-74 0 ETSUN

= by 5% 20,000 AL 4 £
BE6-59 (least similar) ] 12370 %

Answer limt reached; results include all anm%_\
Histogram Ertries 1-8 of 8
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v T
Kz LU AT S )

L]
u
L
L]
L]
u

LN ]

U] & F Similarity Search JFAAHEATAH LA FI AT & o
Fre il g i & A RIEPIEOT R R (X, Ak), % F OK i, s HILLL Mg e iR M.
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Ow] f53% Filters,
IR

Similarity Analysis

KPR R G R BFG 2k FE. 4 F OK 5, Tanimoto FIAHLIE/34 PAGE T IR K

EBX .

File Ecit Task Tools Help
Select the candidstes of interest:
Similarity Score

I =99 (most similar) 1 7 2
I 9508 | 4

I ono4 1 21

I g589 1 63

I a0-84 [ ] 167

¥ 7579 B 316

I 7074 R 792

I BaE9 ] 1743

I BO-B4 (least similar) ] 2465 |

Hiztogratm Entries 1-3 of 9

STV,

SR 5 F4% Get Substances T & AL 4544 .

FLLEESY 25 T CAS JEMHS K 7R

FH P TTYE4NAL, $% 1 Analyze/Refine 1 ¥) Refine, 4L 1EAEE 2 HH B

File Edt View Tssk Tools Help
ewTiSK Back Fomnang Print Falle B FUITeRT ﬂl?: Combing History Contact Imernat thwim Help
r = r = = j
i -7 £ 28l 6o L]
g 13378842 5 18690976 || 22250835
Seore 79 Seove 79 Seare 79
0H 0 @ o
o O ‘ (CH ) . —oH @#{
9 -
OH °
~1 Reference
o REGISTRY
~1 Reference
REGISTRY
~2 References
REGISTRY j
ﬂ et References Get Reactions AnslyzeRefine Back
Substances 1-3 of 316

gkt

A =
EE&:

FRBLES R R AN RE ELEAL ] 70 AT D

(Analyze),

REVRR Y

NG A REAT A AL (Refine)
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LR sERAHE L ERR . LR AR R

(Differences between Exact Chemical Structure Search,

Substructure)
v BRI, SESRRG LR
RRAKR RRRBIANLGR ARERRBEINGER
o SRRMEGHESME, Bl FBUREEYR
Exact Search Mz G BAEY.
SEAAH R G5 RIS R &=x’))
A H AR S R4 (Tautomers)
v SRRMEEHESME, L BEMEHAEL,  EIERR
Substructure Search Mz (. BEY. HgEty, Nl feds (IR
T 2 2 A4 gEREA S )
T - A G AR SRR (Tautomers)
o SRR T
v SRRNSHESME, B g5 RIS B I B S
KILZUEMR (3. BH (FHABLFE 1)
Y. EW)
v ARSI R, (HITER
By BOARFE A AT B A
Similarity Search RN LA ]
L RIRE R v IR RARRL, (HIRAN
W LR, Wikt (FIER
gERLE AN L)
v MRS A IR H R R 1)
LZERIARTR Gl 6 — 5 IR,
AT HESRAT 6 — 6 AR &5 L)
R R E SRR
DI AN 0k FHABLEE RIS R “
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v RGEBIE. RTINS0 A A MR (Warfarin) (1045
(S untitled

Eile  Ecit  Wew Tgols Templaste Help
D@8 .o
g - ®

Select a chain or aring system to block it from ring substitution.

S -
o Bu

LN

0|0

=
£ o
N | &
ol|e
Al4

K. 4B

i) =~
a%%‘ I _ I

: c (¢ Hlo|s|n|rlaler|F|si]: scae[i2d 2

==~  —====
Prewview | Get Substances | Get Reactions | Cancel I

C19HIE6 04

v ORRECRNEH

<> SEAMIFELRR (137 1)

HVEMAILER . BT ARRAR. BRI, SRS

Qe SEEIINERE S

SciFinder

SciFindex

@ =

File Edit “iew Task Tooks Help

@Q

H@ " @M

Eilz  Edit iew Task Tools Help

== mA =

= o Q@

Ty

Internat | Penorema

K]

Substances 1-6 of 137

!MT}SK Back Famuan Pprint Same 85 FUllText Preks Combine | History Contact | Imternet HannraTl\a Help Exit HewTask Back Fomuzrd Print Saue A5 | Full Text Preks Combine | History Contact Help Exit
= ) F =]
— — = %] &
= S SR L] | 33_9!55-39-4 | 33_9!55-37-2
by | S1R13 755 by | &T1e1.07.9 by | |fmERa-24.3 = .
]
Component Mumber 1 Component Mumber 1 Component Mumber 1 o | T
s - - ool oy .
a e . —r— e a aH
Component Mumber 2 o “_ [} L ‘I [
fa® No References No References
@I Component Number 2 Component Mumber 2 REGISTRY EEEIETT
P e Me; +N— CH; — CH; — O
Lo
~1 Reference r r —
~1 Reference i ~ REGISTRY @I @I
REGISTRY g 205129-84-5 g 205128835
~1 Reference Component Murnbar 1 Companent Murnber 1
REGISTRY S o
by | 5ea17-328 GEEE | |731013.224 bbb LR
o Cornponent Murnber 2 Component Mumber 2
Component Mumber 1 b
5 T O . |
[:’H(._\_ m L0 REGISTRY Camponent Nurnber 3 36— pr— cg
a ! W Component Mumber 3
~1 Reference
Component Mumber 2 REGISTRY — e
Me3ty— CHz— COsH No References o B g, o
REGISTRY N
B W et =
Get References et Reactions AnalyzeRefine Back | N‘ ﬂ st Refersnces et Reactions analyzeRefine | Back | \;

Substances 16-21 of 137
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LA BT S HIR 2 s aR ok



> WK (1208 1)

R R RIS R
L7 NuipIIE7D)

(R AL R R/ )

CAARTLMO AL P i, AR Z e (s s

SeiFinder EE&

NewTask|  Back | fonuan | Print

Flle Edt ¥iew Task Tools Help

AL~

sane ps | FUITer | pres

bt

<oy,

© =

Combine | Hisory | Comtat | et | Fanona|  Help

0" 0

1|
S sl Sy [ ]
| sTas1a3 768 k(93520022 | 913484545
Component Number 1 @L‘I__ _|~!_.,_ @;II_@ :@
i~ [ -
AALELK S o
Component Mumber 2
a_g0 No References No References
QI REGISTRY REGISTRY
T
Ll
~1 Reference
REGISTRY
[ [ s
| 333870 k| |97s3ee68 | orasees7
! @fl:; 'ft@ @
. . ~1 Reference
~1 Reference REGISTRY ~1 Reference
REGISTRY REGISTRY
- w [ s
e k| |ar3s3E24 INEEEEE
A Al R =l
ﬂ et Relerences| et Reactims‘ AnalyzEREIine‘ Back ‘ %ﬂ'

Substances 1-9 of 1208

R [A) I Y DLR B S 4

SeiFinder EEX

Eile  Edit ‘fiew Task Tools  Help

MewTask|  Back | Forward | Print

i & = - A

EoQuE@ " ©#

Save s | FulTert| Prefls | Combine | Histwy | Contact | Imemet | Fanom: | Help

Exit

IETY e IETY =l
b | nssa4590 | |S0558457-8 & | onzsa4556
@ - - u
~1 Reference
REGISTRY ~1 Reference ~1 Reference
REGISTRY REGISTRY
=T =Ty SIETY
by | nssBa5a4 | |S05584512 & | |o0ssBa-498
= |7 e |10
= r i
S ) |
~1 Reference ~1 Reference
REGISTRY REGISTRY ~1 Reference
REGISTRY =

Get References

*

Get Reactions AnatyzeMefing

o | G

Substances 163-168 of 1208
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< ISR

AR RG RN LA WIRRAHIAIRYI, LR Tanimoto J7 v SEARAVE 20 70U 60

AHALE 53 A1
Similarity Score

T 299 (most similar} | 108 =

T 95-98 | 18

T op-g4 | 156

I B5-89 | 233

T so-a4 | 300

T 75-79 | 426

T 7074 B A55

T 5560 [ ] 1022

I B0-64 (least similar) ] 5363
=l

&
Hiztogram Entries 1-9 of 9

v e RS e RITIARN
5 5e IR G R R LR
| |REZID IR || ‘ [ A ‘l;}
el L el ERIETCY
b\ 790905246 k| 75847110 &y |7655147-08-6
3 " o, a q
qfiih—m,—ﬁ—& CJW:Q:‘IZ—R E(D—l:u:( I /I E‘ph
e ~2 References = it
REGISTRY REGISTRY -
Ne References
REGISTRY |
= = F [
i ] {Ed ] i ]
|| 788570963 k| 78570-52 | 7R7a56-902
m=r 0. 0 P w
\@gw Lt K=l/©[glﬂ—l—lh HV?Yn
al ] :
~1 Reference ~1 Reference
REGISTRY REGISTRY ~1 Reference
REGISTRY
CF = o C |G L =
g g Ql&]
|| 236930107 & Zaaer-a1-a | 3paae7-202 .
o w s A 0 =

HA ARG AR 2 A BRI A 45 2R (T R el 7 20 1)

K1

et Rmrenoeel

Anwzemenml

Back |

AN BEAE 58 43 A A 45 M A R P 1S 2
288570-06-9 F1 288570-07-0.

o. n
0E
~1 Reference ~1 Reference
~8 References
R elener REGISTRY REGISTRY .
T el T el T Ersl
Xy 107520650 | 107625332 4| 108703073
Score 68 Score 68 Soore 68
et e o
oH e o1
H A
~1 Reference
RISEIETY ~1 Reference ~2 References
REGIETRY REGISTRY
T elsl L e
& TnodnE-4a-7 & Tnaf15-07-3
Soare 68 Seare 65
Hed 0. 0 R
O o @ ‘ e
o o o
Me
iI S~ . | = I
Subctenoes 2311271001 9169
g R L
=T e T
b 579588026 & ||520684-015 &||519148-656
n 0 e =R a, NH
L PR L Iy
# c—-In
]
L B B
~1Reference ~1 Referznee g&;g%:,"m
REGISTRY REGISTRY
F e S ETE S [ETPEY
b 518360515 55360424 | F16162-65-6
0 R = 0y
L 4L:©\
H = e L -
Al ke QL0
e LN Tl ~1 Reference
o REGISTRY
~1 Reference
~1 Referance REGISTRY
REGISTRY
© | elel [T CEsl
| 51pepea1-1 ks |Fnacer42- k| |s0a073-852
i) i 0
ﬂ Gsmelsremeel Rmh’zﬁﬁamel Back |

ANREAE Y 45 /K 2= 15 3 518360-49-1,
518360-50-4 il 518360-52-6
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ZE R AL ES ##r R (Finish Similarity Search)

SEIMALGE MR R G, M ICPESER File Menu LT 45 New Task, BUfE E3EH4H 14 T New
Task FIB 1% .

£EW SciFinder, MICAESEH. File Menu HHIE$E 2 JT Exit SciFinder, BfE T34 4 N Exit K&
1.

LG R R 12 2% 34 (Reference Data of Similarity
Search)

»  SciFinder Scholar ] Help
(#% T Index Ak Similarity Searching)

A P. Willett, J.M. Barnard, and G.M. Downs, “Chemical Similarity Searching”, J. Chem. Inf. Comput.
Sci. , 38, 983-996 (1998).

A P. Willett, “Similarity-based approaches to virtual screening.” Biochem. Soc. Trans. , 31, 603-606.
(2003).
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) @
i ST AR AR
(Reaction Search) )

1. SciFinder ', JH)7 Al LA S R BABRARA RAC S SN, IFBEE ) RAE S W 3P 1R A € (e 2
Yoo WA ST A ). A R U] BN B TR 7 2 P T BA RS B R S N A R

RAEAT UL B AR R RV

NET
2z ik

HARE N4
AR AT )

o JUNHREHERZR
. J EAZIIEASE (AR (R oA

FERERA A OV KIS 3, 7] AR 21 LU Hodis:
o EAZEEGTRINTYBER AL SN
o EREMCE AR O
o PITRIAITIRL
o EMILEN F SR I
o SUHHL H SRR AEA S A I B

5-1



MEERERR R

(Search from One Side of Reaction)

v RReT

(e TEAT AL PN

.
o A AR TIERARIA

WHSHEE U], A REREL S M S5 TR
JHP ] ASCAE B b % R DT R THAS s T8 Z BT ORA7 B S5 SO

S SPIRR

o RN L HZHIAIL,

o RlPINREEIS TR, ¥R R CLHIRI R A FE UL s, BRI S E A

o iilh XEH T H(GEH X:  Any halogen /LA X JEF), FEFRGEH LAAMEIH T stk

o AR E T A

o i MHEHL X PURIERIURAL B . IURIELE RILAT B WoR A, R RIS RN B 2 (7]
SR

o HJh, mlBUEMIARTHE,

nl.iﬂed =13

Eile  Edit “iew Tools Template Help

hEeE&E & @l

ﬁ Rl <¢> Select & waction perticipent. & list of woles sppeazs. Select 2 maction wole and click O, ﬂ
N |
Rop By
[1, 2y
LR
© O =

--hy
@ X .
& N
X (‘%? Product
o
A’o\, 4(083
K. 4B -
— =7 1 o
?%%Pﬁ B C|H|O|S|N|P|Cl Bl F si|I seale[150 2]
= - == - om]| == 0| B

==

Previewy | Get Substances | Get Reactions | Canecel |

Formula not availabls ‘

5-2



AT 2 | N 2R (Performance of Reaction Search)

FEL AR 2 Jm, mi ROV O T HMEEROE SR, N A O TEHER 2 B, 35 BOE Y I

I R A
Select a role for the structure fragment:
r\L% (* Product
&Wi@ " Reactant
ﬁﬁ?‘fﬂ (" Reagent
&Wiﬁj@iﬁﬁ%ﬂ " Reactant or Reagent
/ﬂ}{ﬁj% ft, ™ Any role

G, mid OK, ARJGAEL AT s Get Reaction. WA ZR & Hax RGN .

Reaction Steps S

Get reactions where the structure(s) are: EE%U&)&L&E&%
(1) e " wariable only at the specified poztions
(2) e (* substructures of more complex structures Reaction classification Jx W42
. FEL a1 Js2 28 77
Filters
( Reaction steps Only return resctions having this number or range of steps: A Biotransformation /3'3%??7;1{
| e Catalyzed fi:fk
. N2
Reaction classification | Only return reactions of the following typels): ° Chemloselec.:tlv: ﬁ%ﬁ%
[ Bictranztformation [ Mon-catalyzed ® Combinatorial 41 H
[ Catalyzed [ Fhotochemical e  Electrochemical H 4%
[~ Chemoselective [~ Radiochemical ° Gas-phase %*H
[~ Combinatarial [~ Regioselective ° Non-cata|yzed %f/@zﬂﬁ
(3) [ Electrochetnical [ Stereoszelective ° Photochemical ﬁ[ﬁ’f/t%l'
[ Gas-phase e Radiochemical U 2%
Patents Only return reactions from these sources: ° Regioselective Efﬁ@%,ﬁ
Wiz o  Stereoselective v/ {AE N
[ Sources other than patents
Publication year Only return reactions published in this year or range of years: Patents —‘g‘%u
\_ | B LRI 1
Ok C | . -
| i Publication year iR £E43
B Eh R e

THIEFAEAT MR T
(1) 26 U ] T2 R SR Ay &
(2) NEAEH PS5

FEX M FH &£ (2) substructures of more complex structures, il OKo WIARBREIZRIGHE, W] 5k
o (3)Filters £ .

5-3



TR 45 BT S B IAE SciFinder A A, P Al AT T E 43 Ao ¥,
PLSCHARCRAT (2)0

SciFinder
File  Ecit

4

NewTask|  Bf

Task Tools Help

Contact | Inernet | Fenniana Help Exit

D@ @M

PRI O (1B

)&

|CA e Ful

L) —T—>
2 e

_E]_» v Show Reaction Supstructure Highlighting

one Reaction per Reference

Dhy P=CHCO0; Bt
(Step 3.1)

M=
E  mme +
|

(Step 2.2}

Reverse Crder THF, 1.5 h, -80°C
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iy 5:THE, * h, -40°[: owernight, -30°C = 1t o W
£ R UL, I1:H O
E E
Z.4 Cil96504-57-1, 8 FHe. 1 b, reilux W
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Synthesis of rigid trichostatin A analogs as HDAC inhibitors.  Charrier, Cedric; Bertrand,
Fhilippe; Gesson, Jean-Pierre; Roche, Joelle.  Laboratoire Synthese et Reactivite des
Substances Maturelles, UMR 5514, Universite de Poitiers et CNRE, Foitiers, Fr.  Bioorganic &
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[~ Chartier, Cedric; Bertrand, Philippe; Gesson, Jean-Pierre; Roche, Joelle, Synthesis of QJ
rigid trick in A logs as HDAC inhibi Binorganic & Medicinal Chemistry J

Letters (2008), 18(20), 5339-5344. CODEM: BMCLES ISSN:0960-884X CAM
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Mewe inhibitors of histone deacetylase (HDAC) have been synthesized and evaluated for their
activity toward non small lung cancer cell line HBG1. Their design is based on indanone (or
tetralong) systerms leading to trichostatin A (TSA) analogs with limited conformational mobility.
Mal. modelization at the A1 |evel revealed that the conformations of indane-based analogs and
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™ combinatorial (I Regiozelective
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Patents
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PLE Be# & (Search By Functional Group)

SciFinder HJ ik A B e M BRR LA R N . H 7 o] B RIS & 2 At AT A I A R E A E
fE AR SE8 5 N HEAT A OCE R B0 e B, o nl R BRI e R g5 2, VR TS %
Analyze/Refine #3477 -

v ERETAEE
SR AR T IUERIN, BRI A 2t .

Funstional Groups
Select aterm belove. Then click inthe structure dravwing windawy to
drawy the term.
ALCOHOLS is a class that ;I
;I includes:
Acstyl I | Py
Acid Halide Cyanohydrin
Acyclic Alkene Cyelic Aleohal
Acyclic Ketone E—TDI I
byl
scyimetal Halohycrin
Hemiacetal
Aldehyde Heydtowylamine
pi-Alkene Phenal
Primary Alcohal
ol (an LI Sarnndare 81kl LI
Termd d n o
s Z o) 4
G| " Class Terms i~ Rings £~ Mon-rings
_ oo |

AT VYR AN [ s 1 2] e % -

(1) FrawEREH (Al

(2) FEEREHRTZE (Class terms)
(3) AMEAEHR] (Rings)

(4) WAHTEREHR (Non-rings)

(1) BROABCE R s BT B RER] (AL, B A B RERT 20 RN E RE MR 2 LA 303 7 REBURHES1 o
P

=

k. AP

|

(2) FEHHEH IS (Class terms) 7~ F fg
K, AERTEPEEH NI

MU e A2 10 44 BR Can B R R
3) MERAMIIERRHR, i iliRings. EF TARMEFRA G, HaWESAEABER, 11,2 CNS
T, AT e e R OV .

(4) KrRBEA I RER], 1 55 Non-Rings. EMF 2 )5, HeMWMESTELLER.
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253K ALIETE N K E Be A
Allyl Alcohol, Cyanohydrin, Cyclic Alcohol, Enol, Glycol, Halohydrin,

M ALCOHOLS Hemiacetal, Hydroxylamine, Phenol, Primary Alcohol, Secondary Alcohol,
Tertiary Alcohal

Acyclic Alkene, Allene, Allyl Alcohol, Allyl Halide, Cyclic Alkene, Diene,

Enamine, Ketene, Ketenimine, Vinyl Halide

% |ALKENES

He  |ALKYNES pi—Alkyne, Alkyne, Enyne

i | AMINES Amine Oxide, Aziridine, Chloramine, Cyanamide, Enamine, Hydroxylamine,
' - Imine, Primary Amine, Secondary Amine. Tertiary Amine

s s CARBONATE DERIVATIVES JCarbamate, Carbonate, Guanidine, Haloformate, Thiourea, Urea

Acid Halide, Amide, Amidine, Anhydride. Carboxylate Ester, Carboxylic
%“i% CARBOXY DERIVATIVES Acid, Haleformate, Imide, Lactam, Lactone, Peroxy Acid. Peroxy Ester,

Thicamide, Thiocarboxy, Unsaturated Acid, Unsaturated Ester

Acid Halide, Alkyl Halide, Allyl Halide, Aryl Halide, Chloramine,
xifikd |HALIDES gem-Dihalide, vic-Dihalide, Haloformate, Halohydrin, Metal Halide,
Sulfenyl Halide, Sufinyl Halide, Sulfenyl Halide, Trihalide, Vinyl Halide

Aziridine, Cephem, Episulfide, Epoxide, Penam, Purine, 1,2-C,N,,
1,2-C3NO, 1,2-C4NS, 1,2-C50,, 1,2-C,08, 1,2-C,48;, 1,2-CyN,, 1,2-C,NO,
1,2-C4 NS, 1,2-C,0,, 1,2-C,08, 1,2-C,S;. 1,3-C3Ny, 1,3-C4NO, 1,3-C3NS,
JYFR |HETEROCYCLES 1,3-C30,, 1,3-C4085, 1,3-C35,, 1,3-C4N,, 1,3-C,NO, 1,3-CyNS, 1,3-C,0,,
1,3-C,08, 1,3-C,5;, 1.4-C4Ny, 1,4-C,NO, 1.4-C,NS, 1,4-C,0, 1,4-C,05,
1.4-C,S;. 1.4-CgN;, C,3, CyN, Cz0, C;8, CyN, G0, C;S, CsN, G0, C4S,
CgN, Cg0, CgS

Acyclic Ketone, Cyclic Ketone, e-Quinone, g—Quinone, Unsaturated
KETOMNES

=
=

Ketone

Acylmetal, pi—Alkene, pi—Alkyne, pi—Allyl, mu-Carbonyl, Metal Arene,
HEHEE Metal Carbene, Metal Carbonyl, Metal Cyclopentadienyl, Metal Halide,
ORGAMOMETALLICS
! Metal Hydride, Metal-metal Bond, Metal Nitrogen, Metal Nitrosyl, Metal

Phosphine, Metal Sulfur, Metallocarbocycle, Organometal

v LI A

FEGS AL RS B 1 R el B RE RS (AT 21—, b Zitdia @ HAE O N s i M (. T O A TR
HIRARZ f

HUP T LAY E RE AL~ 54—l AR R (FELLE 3 BD) .
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2. PR, SGRAEE, MEER A RS A R PR SR, A
3. ZfIEAARE, HREH IR R AR A T, AR AR BT
4. bR TR BRI ROV T S, MR, SOV A gy H B TR E .

5. il RMNAE T HRERS, FREAEER €4 Non-reacting % H AZH KMV,

B TR Tk £

N

E He

P FR X R A 2 B

Product i/

Reactant RN
Reagent il

Reactant or Reagent SN A B8 5
Any role fEffA £

Non-reacting

RS 5 RN

*Non-reacting 2 7] H T-H ReAIf =

PR 2 DU RE TR 2R ) — L PR

. HiMIAREHiGERE

Ei]

- AREREERET R E T
o ANBEFRE SR TR AL BN S NA

- HAEHIAREIEH

o IZ Rl 253 AN gk

v HTE R

LG 2 )5, % T Get Reaction, SN RE N4 . #EFE Substructure of more

structure(f5: 2 A H &5 )45 1),  rith OK.

QAR PR RS R YL, 0T 5 Filters.

Get reactions whete the structure(s) are:
i variable only st the specified positions

i substructures of more complex structures

Filters

Reaction steps

Only return reactions having this number or range of steps:

e

Reaction classification

Cnly return reactions of the following typeis):
[™ Bictranstormation [~ Mon-catalyzed

™ Catalyzed ™ Photochemical
[ Chemoselective [ Radiochemical
™ Combinatorial [ Resioselective
I™ Electrochemical [ Stereoselective
I Gas-phase

Patents

Only return reactions from these sources:
™ Patents
™ Sources ather than patents

Publication year

Only return reactions published in this year or range of years:
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File Edit “iew Task Tools Help

iFe-mA C0QEO " @M

MewTask | Back Fasnusard Frint Saue Az | Full Text | Prefs Combine | History | Comtact | Imbernet | Panorama | Help Exit

-

g i RoFIMOy R:1335-30-4 40 min, rt |D|
HO —CH— CH; — 0H Ph_C_SSE:'Ig =

i3

NOTE: no solvent, alumirmm silicate supported reagent, shaking,
Beactants: 1, Peagents: Z,
Steps: 1, Stages: 1

Monatshefte fuer Chernie, 137 (8), 1071-1074; 2005
CASREACT

=
g e ?H |33

T UH IH Br
FhLCH Br H C=CHCH MgEx
MeoTom + 3 + + + +
=2"L0M=) (Step £.1 (Step 5.%)
8 oH

o (3tep 413
1
lcln = IH o LoH
0—Et
2 = [
[ B —ni-cH b=
E0CH=CH L MroEi—Ee . I . 1=—n
(Step 10.1) | ® |
e 8
—3—rr
(Step 1i.1) I- i Reagent
(Step 12.2) 4 (Sep 3.1)
(Step 15.1)
1.1 C:p-Mel HS0H, 5:0H U1, 20 min, % .
:  R:EtN. R:NaHTO . 3:H O J

0 Get References AnalyzeRefine Back |

Reactions 1-2 of 2134
NI T e T

s R B~ L e B

Ty T -

sl B G, WA N SRS 4. mE /N T RS IR PRI AL 2 I N, BT Get
Reference WA KIS . 2)5, HPATLOELWE 430,  Get Related P 2 FIAHCEERE,
Analyze/Refine K73 Hr F1 400D g .
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HEErRAMGHENR
(Search by Combination of Functional Group and
Structure)

M AT S B RIS R BRI R, AR 4 bR 1 B I Dh REREAL 2 454, JF R € LA
XU

R BT
HA BT LU R BAIRIR (Carboxylic acid) T & AL S (Amide).

BRI

1 (eSS ERR e 1 Bz i .

2. AdrEAEH TR, EFORIR, PRI E O BT R R RERI L, PRI
w1, JEmEIE O ERATT

3. Rl RNVEER TR, HEREAMRRB I ST RO EE.

File Edit View Tools Template Help
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BT R MK ZE (Performance of Reaction Search)

Mol et G, s Get Reactions, Get Reactions [FIATHHEH 4 27~ . 1EFE Variable only at the
specified position (AR FRENE) » SRIEHE T OK.

N 45 25 AE SciFinder % H &R .

SciFinder (=13
File  Eclit “ieww Task Tools Help

EHe-mA D 0QEO" @M

MewTask| Back | Foard | Print | Sawe As | FullTest| Prefs | Combine | History | Contact | Imemet | Pannama  Help Exit
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o |
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A| i
DBt "
i3 5 Th
, FCOCOH /O/ +
a
0
mcT pT o
(Step 1.2}
s v
Click Substance o
N\\N P-
il | | 2+
I + + “F—B T~
t-Ful —C—MH—CH —COH & N\ |
(grep 3.1) C— e T
e
e
(Ztep 3.1
1.1 B:Ec N, B:CLCD Bui, G5:THF, L.5 min, -10°C
1.z 24k,
2.1 R:FCCOH, S5:FCOOH 0.5k, rt
3.1 TD:Ec N, E:MeiN, 24k, rt

n m
E
H i a
N)l\/ﬂ
L u TEu-t
E\’A\/ Ph\”A \H/
5 H
0 0

@ ° F

0 Get References | AnalyzeRefine | Back |

Reaction 1 of 44
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WA RZ SR, I Analyze/Refine IK) D) e 73 T R4 k4 /45 SR A H

miii Get References ‘B nfb2f W (ARG SCHK,  SCHRSE LABRIN e e Sk HED . FH 7 ml e E T 2 41 o
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25 e WA Z (Finish Reaction Search)

FLh SO ) New Task GHMT 45 ) 8k = T2 51 1) New Task CHHL45) KM%, 45 R MK .
LAER Y SciFinder, B SCAESE LK) Exit GB Y)Y T H A1) Exit(GR H)EHZET] .
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Appendix A:
BREMIZR: SciFinder BREER RS

P2y
AR R?
SciFinder 1R Z 1A LA P HATRR, RS IR I45 8 . SciFinder 1% GER 2R Ae HR il 45
M), A2 H A T K R 22 (A D 25 7 45 3 .

v AR SRS R A P I, IFE IS AR IR, AR LT S SR
Y, e W EE RN .

ER: R BERRIEH e SR SR R AN S5 R .

BRI R AR T AR S S R?

v BRERR ARG AR PRI, ST HEA B SRS AR . KR AR
ENEETPNEY )

AR 454

gk la] oy e Ab A

AR SR AA (LA A e .3 54
Fef A 54

T Y

AN

AT R 2R K e

Hmar

v RN

o FELLAZSEVEMR (IR IE AR SRR RIS S 2R) rh, BRI AU A B AN, H
SciFinder 4 BERL B L2 A B AKX L MAE SR N o LT A LU AT A gy, i
AR 2R A F AT R E o

O OH OH

Mo A A

AFR AR LA T A2 Bl R . R A LU AR — 45, fERER R A R4k .
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n Ph Ph

N N
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N N
H

o W NETY, MR HMAEAF R T IE S AR . AT LU NERT—N45
1, AR R A AT R A5 .

I'\lfle F\lﬂe
N N
L1
. _
¢
H

o WHENMTAEEE T, K ragMNA R ES AR . Rl MMET—
NGk, (TR R A RIS

AREFF2HIESHSENSN, AR ES AR RILy B WA gim. i, erKE8ET
WEHR R X SEIEFAERU IR H B, C,N,O,F, Si, P, S, Cl, As, Se, Br, Te, I, At,
He, Ne, Ar, Kr, Xe
Bl TSR (HMg-CH,-CN), e AT NS SR

/—CN

Mg HMg— N=——=C=—=CH> H3C— C=N—Mg2+

HMg=— CH=—=C=—=NH H3C—C=N—Mg*
N -H2C—C=N
2+ /\\
Mg—C\
CH3
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o (EZOGEEAAR WM EIIR R T, Pra I MM gt stz . R4
PEHR & FF o
R A T T o S TR AR ERA g e
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oH HO HOC
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c

CH o]

o fETLHALBEM LA, AREFLEEH, DUF =Ml ating. X2 1)
FHTE T 2) s A e 3)IE e S e iy o 18

cL cl R
cl cl
\ / N/ cl
_"_,As____x As.3+ |
cl cl —e1= | Tel- cl—as—cl
cl—cl
cl cl-

USRS A SRR, TR RSB A S T LR R . B SRR, S5 RS BRI

UM YIRA B BRI R A RN w7 EEBANEY. EWn 7Pl &4, L.
B R AT DUEL R BRI )

{ESciFinder 11, Zift RIS Z K N RZ SR, WA BN Hafra b ki
MR RN PERE, BT R . B AT R F Analyse/Refine (73 28/4140) (M D RE 2 AL BREE L, 1ETE
K. EABIIRR.

R A G, WH ST 2GRN KL AGEAAFN: WK i BTt e
Kz M BB GOR BB YR TR . (A8 M, iR g k.
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SEEAH [F] S5 f R R AN L £S5 ML R

W S AT SRR R DI RE, AR TSR IF /Ui Get Substance)ri, W] IESE =R A AR 2R fs:

Get Substances @

Get substances that match vour guery using:
{* Exact search
" Substructure search
(" Similarity search

Filterz »
ﬂ [9]34 | Cancel |

LD D]l b IR ZY (3] a2 %) )i PR U DA T e ot 1 | IEAT (3 A R N N 2 Rl £ ¥ AP Y B
geeee o e (AR IR 2T ) P SVARE
TEMALEMBR

TERHAT SE AR S5 R R N, B R R DIRe S AT, RN RARE MM S0+ e,
o AR R N WORKE E R, W AEE L E ) Perference Editor N\iEFF S “Get Substance”
& L) “Filters” s

P AN SR eSS M R SRR T, AN ARG, I gi a5 <H» 4. 5
S, P BANT BAESE ) ) R (H), BRE R A3 .

MBHAT I GRS R, H R R D) BE AN BEAT 52 440 [F) 45 MRS R AHARL . AR &5 S X WO AR e I
Ji, AIEFE T EA Perference Editor NG FR B 15 o ”Get Substance” % I H ) “Filters”

FERE RIS , TGRS 1 ] AR . DT & i B T S5 nie T gii v iR AN BE
CARER B E FEANA] 14
SciFinders #HH LUN IR RGEIAR: 1) SRR 2) It 3) KR RGH —
LYONINEZ - ROk e
SciFindersx & H LUN BRI 1) I IR 2) B3R 8R4 3) A BE R A7)

A7 RAEFEBUE DU B E BURZE (X S . T HAMIRIERI TR, W 2o =%
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Appendix B

CAS Registry: YIfetESER

YR M2

NMR R
NMR SOLUTION STRUCTURE (COMPLETE) KA WA
NMR SPECTRA AU N
TWO-DIMENSIONAL NMR SPECTRA YRR R

BORON-11 NMR SPECTRA

B — 1 TR HE S eiil

CARBON-13 NMR SPECTRA

Bk — 13z e

FLUORINE-19 NMR SPECTRA

S — 19K R LR

METAL NMR SPECTRA

BRI

NITROGEN-15 NMR SPECTRA

R — 15 el

PHOSPHORUS-31 NMR SPECTRA

W — 3 TG L il

PROTON NMR SPECTRA JR T AR IR
SILICON-29 NMR SPECTRA fit: — 29 3L 4 i
AR e

IR ABSORPTION SPECTRA AR R

IR EMISSION/LUMINESCENCE SPECTRA ZLANRIT R G
IR REFLECTANCE SPECTRA AR 2 Ip

IR SPECTRA ARz

e OCIND e

UV AND VISIBLE SPECTRA AR Wi

UV AND VISIBLE ABSORPTION SPECTRA AN WO
g}}; é’ll\“I}I{)A VISIBLE EMISSION/LUMINESCENCE |y 4 o 1 et s s
UV AND VISIBLE REFLECTANCE SPECTRA EVICIWINSE NPt
Xt

X-RAY SPECTRA XA i

X-RAY ABSORPTION SPECTRA X1
X-RAY EMISSION/LUMINESCENCE SPECTRA | XK 4t & 6titk
X-RAY REFLECTANCE SPECTRA XA
Heuik

CIRCULAR DICHROISM SPECTRA oLk
ELECTRON SPECTRA HL ot
EMISSION/LUMINESCENCE SPECTRA RS R
ESR SPECTRA [m] Ot
GAMMA RAY SPECTRA (IEED o ey

MASS SPECTRA SR
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MOSSBAUER SPECTRA

PR 8 IR i

PHOTOELECTRON SPECTRA JEHL O
RAMAN SPECTRA EA=D it
H

NEUTRON DIFFRACTION PATTERN AT
NEUTRON SCATTERING WU
X-RAY DIFFRACTION PATTERN XOGATH B
X-RAY SCATTERING XOGH
MEL(J175)

HYDRODYNAMIC RADIUS mARAR
ADHESIVE STRENGTH HiGr o
BENDING STRENGTH 5t ar
CONTACT ANGLE P A
DUCTILITY FrE
COMPRESSIBILITY R4 %
COMPRESSIVE STRENGTH JE 4 i
COMPLEX MODULUS RGN
CREEP RATE PR
CREEP STRENGTH P i i
ELONGATION AT BREAK 2P KT R0 )
ELONGATION AT YIELD i
FATIGUE STRENGTH I 55 R
FLEXURAL MODULUS Ly
FRACTURE STRENGTH SN
FRACTURE TOUGHNESS W 2 1) i
FRICTION COEFFICIENT JEE i Z AL
IMPACT STRENGTH hf R
INTERFACIAL TENSION Fri gk
LOSS MODULUS PROAER
POISSON RATIO THRALE R
RESIDUAL STRESS BRI T)
SHEAR MODULUS B RRE R AL
SHEAR STRENGTH VIR i
STORAGE MODULUS fift e &
SURFACE TENSION Kk /)
TEAR STRENGTH 1B T35
TENSILE STRENGTH PUok iR
THERMAL ANALYSIS ot
THERMAL CONDUCTIVITY FHME
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THERMAL EXPANSION COEFFICIENT

PR R

THERMAL FATIGUE Py
WEAR RATE P
MEE(H)

BREAKDOWN VOLTAGE l8ZNEENEN
DIELECTRIC CONSTANT A HUH L
DIELECTRIC LOSS RS
DIELECTRIC STRENGTH ZaEz Thifks
PIEZOELECTRIC COEFFICIENT JEH R
PEF (L - )

HARDNESS il i
MELT FLOW INDEX R USTRAIPE S
MICROHARDNESS (F NG
SOFTENING POINT AN R
VISCOSITY i RE
YOUNG'S MODULUS PR
R

FLASH POINT [AP=
IGNITION POINT HKR
MEL OBIR. IEE )

PERMEABILITY &
PORE SIZE L1z
POROSITY Z LM
PARTICLE SIZE L VAR RN\
SPECIFIC SURFACE AREA b2 T AR

PR

MOLECULAR WEIGHT (POLYMERS)

e CREYD

MOLECULAR WEIGHT DISTRIBUTION P vl
REACTIVITY RATIO IN POLYMERIZATION o RN
JRF AT

BAND GAP 7 B

BOND ANGLE B A

BOND LENGTH K
CRYSTAL LATTICE PARAMETERS i R
CRYSTAL STRUCTURE mn A4 )
CRYSTALLIZATION TEMPERATURE g i
ELECTRON AFFINITY H, 1SR I3
ELEMENTARY PARTICLE MASS FEARLF
IONIZATION POTENTIAL Hi, 25 FL 3
MOLECULAR STRUCTURE Iy 4k
MOLECULAR ELECTRIC DIPOLE MOMENT 531 WA AR
NUCLEAR BINDING ENERGY JR A% 4G Re
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NUCLEAR ENERGY LEVEL

B e

NUCLEAR TRANSITION PROBABILITY W7 2
RADIUS OF GYRATION [EEa ¥
VR UNA R A=Y S VA

ACID NUMBER TRAE
é{C{i/]?éBBI)ASE DISSOCIATION CONSTANT nm
CRITICAL MICELLE CONCENTRATION I S R 5
CLOUD POINT A
DISSOCIATION CONSTANT fif 5 2
LOGD BT 5 BE R (R K )
LOGP I3 HC R (I K)
PARTITION COEFFICIENT e R
POTENTIAL OF ELECTRODE REACTION FEL A S5 1 H 32
SOLUBILITY ey I
VAPOR PRESSURE/VOLATILIT R R
WATER SORPTION CAPACITY 7KW B e
AL

BOILING POINT R
DENSITY P
DIFFUSION COEFFICIENT PR
FREEZING point eI 5
GLASS TRANSITION TEMPERATURE B A
HEAT CAPACITY W=
LIQUID CRYSTAL TRANSITION

TEMPERATURE T AR
MELTING POINT I8 1,

PHASE DIAGRAM AH
SUBLIMATION TEMPERATURE PARIIE
#j

DEBYE TEMPERATURE il
ENTHALPY 5]

ENTROPY I
FORMATION ENTHALPY G595
FORMATION ENTROPY A I
FUSION ENTHALPY Y RRIS
FUSION ENTROPY YRR
GIBBS FREE ENERGY i A 7 1 RE
HELMHOLTZ FREE ENERGY ZUNEE 2% H e
LR

ACOUSTIC IMPEDANCE ] SEE
SOUND ATTENUATION COEFFICIENT IR
SOUND VELOCITY fepid

A

ELECTRIC CONDUCTANCE AND ELECTRIC

RESISTANCE

HL A LB BT




ELECTRIC CURRENT-POTENTIAL CURVE

HL HLE 2

SUPERCONDUCTIVITY feER

T

CURIE TEMPERATURE St B
HALL EFFECT COEFFICIENT FE RN
MAGNETIC ANISOTROPY 1% 1) e
MAGNETIC COERCIVITY gy e

MAGNETIC DOMAIN (WALL LENGTH,
ENERGY, ETC.)

DX K fERE 55D

MAGNETIC MOMENT fh
MAGNETIC SUSCEPTIBILITY RS
MAGNETIZATION e
MAGNETOELASTIC COUPLING COEFFICIENT | #1345 & 55k
MAGNETORESISTANCE e
MAGNETOSTRICTIVE CONSTANT A T
MARTENSITIC TRANSITION TEMPERATURE WA
REMANENCE Bk B Tl

P

FARADAY EFFECT VLR N
HAZE M55

KERR EFFECT (MAGNETOOPTICAL) BURENY
LIGHT SCATTERING JGHU
OPTICAL ROTATION EGIE
REFRACTIVE INDEX LS
BIREFRINGENCE EE
NONLINEAR OPTICAL SUSCEPTIBILITY B2 e eI

JBUN 22

HALF-LIFE (RADIONUCLIDES)

PR ORHTETE)

RADIATION ATTENUATION/TRANSMISSION
COEFFICIENT

) TE PR AT N FR

'Yt

ADME (ABSORPTION, DISTRIBUTION,
METABOLISM, EXCRETION)

oA W, A i

BIOCONCENTRATION FACTOR R S TR
HALF-LIFE (BIOLOGICAL) ] YD
LC50 50% Ve BOIEH L

LD50 50% B
MINIMUM INHIBITORY CONCENTRATION /NI
NOAEL/LOAEL NOAEL/LOAEL{H

TOXIC EQUIVALENCE FACTORS

LSRN T

P2

<http://www.cas.org/ONLINE/UG/taggedproperties.pdf>
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