SCIFINDER

A CAS SOLUTION

H WL I i

5 E =30 At
2017 4 5 A



H3x

—. KSRZE

LRI LAE A SciFinder?

2. 00fAERR SciFinder IKS 2

3. 7] LAE AR S A 5 R R LA SM RO R R SE AR I S 15, 2

4K AEERERE EERA SciFinder B ?

5. RAIUERARZAIFRM SciFinder IKS1G ?

6. AI LA S i AR & SciFinder 15 ?

7. 385 2 F5 W] BAKEE fE R I FBOEMAY SciFinder K5 15?2
8.H WS A D ZHEM SciFinder S ?

9. BRIEABIEME SciFinder 15 AT SAERANFIEAG?

=. BAREE

1.SciFinder SZHFMRLLRI BT 25 2

LERBRREHEAN?

3. A LA A H 45 MR R 2R 1D 2

AR AZ TR 1P RERX?

5.5 SciFinder B 41 “An error has occurred” , A& X ?

6. FEHRAVFE R E B SciFinder B , B R8T &k A BPRHIMG 2

7. W0 SciFinder Ik oA BB , A0{ATBR R A E KRt it X AR 2
8. TEMBE AT LAZRZ SciFinder 3ZI B H 2

=. SCIFINDER f& T M E At ¥ % 6] &

1. fF AR SciFinder ?

2L BEENEFIMERMAL?

3. SciFinder XA R EZWMHITHY ?

4. AJREXRBERAREPRA CAS BIESHITREB ?
5. AJLABH SciFinder #{T2 XK KRG ?

6. AIAKA B EEK RA ( BARE ) WEED ?
7. RRERWAHRBEF ?

8. AIURELRNGKEEZNETIT ?

9. AIBIIEERENBMERRLE R ?



10. B SciFinder #2955 3% AT LUR EREI S ik £ 3015 2
11. 7t A R ih other sources Z & RE& R B ?
12. 7] BAGH i Hi R 4L TRk R 7] DA % B3R NS LAY G 2
13.20AE X SciFinder TEHEFI£3X ?

14. MG NITERE ?

15. 3B {L F B HRHITRER ?

16. AT LU M ChemDraw R E FIRENLETE SciFinder £14RER1E ?
17. 0K RECEYNRRER?

18. I 2Rk 2

19. 0K REBERVLILEY?
20.MARFRREY ?

2. AR REMUECEY ?

R IABBRYREREFNZHT YR ?
23. A LATE SciFinder R R FHIIG ?

24 IAEREL S IR M LR 1 1E 2

(. ALES YRR EERITRRG ?

26. AT LUREUL S MRV B IRE ST 2

27. A EHRACF MRS ?

28. A LATE SciFinder PERY R EZFE R ?

9. A ABLEAEYRE 0o WM ?

30 REVLZERBERNFRNB LM ?
31.SciFinder B9 R BRI B MAITIK ?

32. AT LAFREX SciFinder X RREE RV SZE X RRID ?
33.SciFinder Y83% 1907 £ 2 BIHY SCERIG ?
34.SciFinder ¥R BEHE ?

35. JNAT R BN 4E SR &R P Y & RIS 2

36 ARD ML ?

37. AR ELREFH Medline XEIER ?

38. UMA BB ERBM IR ER ( Keep Me Posted Alert ) ?
39. AIEHKRERED ?

40. A LA EE RS A F EndNote 15 ?

41+ 4 & SciPlanner?

SCIFINDER ¥ &%



AR SciFinder RRG#MITE 2

AR ChemZent?

>

T+ 4 2 MethodsNow?

T4 =2 PatentPak?



— IS HE

1. #EW L@ SciFinder?
2 SERAEM R BT A, BAER B RS RE .

2. WM SciFinder K5 ?

B TESERETIAL TP YO FRI PN, 3802 P 0 I D0 s o v A 2 P Stk 44 A TV M

THER:

W IRE SRR TP YU BB ATV M ERIA, I RS 3m 1P bk AR 7E R Bl

P 25NN A 5-15 N7 o LU PR RS . BE MU FRIR TR/ - (B
5 CRRIZ ;. (AR ; @ (BR “at” PIfFs) .

RN . WIS T-156 N7, HEDASU R =T 78, e, &5

(e, #. % & .

3. T B PR A% M A8 DA A A i 5 2
o ARTTLL, 2R 4 MRS VE T SciFinder K

4, AT DIAEE Re %% FAEF SciFinder '%?
B IR AE SRR RN 4 HAESAL P Y, AT RMEH .

5. R PAMERRZ BT 22 H) SciFinder K515 ?
e ANATLL, TETEAKE AR I A MB 5695 M BT ) SciFinder Tk 5.

6. B LMl AAREE SciFinder 1% ?
2 AATLL, fEFRBEEM SciFinder 1K5 K AEfIk B O ST RS0 F, 25 1 0 NARE .

7. RENLZ JE AT DR SR 7R 2 REM B SciFinder K5 15?
2 AATLL. TEREEM K S AN BEAE AR S SR, ek WA BEFAE A &

8. RAT LA 54l N7 Z 8K SciFinder K515 ?
e ARTEL B CEMNIKSMEEE OfEH, A S5MAS .

9. RAEABEM ) SciFinder K-S 7] PAZER SMLA {8 F g 2
By ANATLL, RAETESARSRAL P JGENAE T, 25 1B AR BAMOAT AN E ] . R B RS
MU 52 ) BN DL TAE, A SRV X S g MU LR b A FE AR SciFinder K5 .

. BREE

1.SciFinder 23R 3 b7 25 7

2. flLi% Google Chrome. FireFox DL} Internet Explore Wil 2%; ANZE{# ] 360. Sogo &'
#RRI R SciFinder, [RAIX B0 Wi 38 2 4 H AN #oH DS D RE BTG A o WIRAE I, 1B AL
W 2R, Other Sources 253 H (K4 14

2. BILEREHEA?

2. 15 M “Forgot password” 4% . 4T SciFinder Ik S, RGN FGTK A R
L, HEIERN S S E A SR, 25 CAS 2l B MR A Ik B A A
SciFinder Mk 5B H FATIBH . R ETEIE B SR E%R, 1HECR china@acs-i.org, HAHKE MR
N 53 W B A i R 2 R [ i) R


mailto:china@acs-i.org

3.0 DM A A S5 #2312

Z: AnTLL, {HZ&PBAA ChemDraw ‘T AEE il 25 #9XE SciFinder £ w4+ . &
ChemDraw H 4B, K HARTEA . mol AU, W IRAFMILE 14 F N SciFinder 4514 4% 4%
o W SE ChemDraw 14.0 L ERJIERRH P, WA LAZE ChemDraw W IS5 44, SR 5 1E
ChemDraw _I i if7 Search in SciFinder BEL#7E SciFinder AT G A 45 M) Bl & W45 MG 2, I SR 468
{1142 SciFinder Java 45 4u%E 45 . WA LAYE ChemDraw HHimi &5 44, 44 f5 {8 FH &2 kG U K
ChemDraw H [ &5 4 :UE il ] SciFinder 45t 4miE a5+ .

4. R 2 Bt IP AR ?

% FEAECHEA (CAS) ERIEZRAZAL 1P YEFI N A Befd FH SciFinder. 40 R I&EAE B 8
S b ) B, 45 A8 E http://www.cas.org/cgi-bin/casip 4 B HLG 1P ik, I U AR Kk
%% china@acs-i.org #FIT# 5.

5. 4% F SciFinder B} 31“An error has occurred”, JRN& X ?

Explore References

0 An error has occured!

Rescarch Topic __ ResearchTopic ¢ |

Author Name Examples:

The effect of antbiobic residues on daiy products
Company Name FPhotocyanaiion of aromabic compounds
Document Identifier
Journal
Patent

Tags

Publication Year(s) & | |

Examples: 1995, 1995-7999, [995-, -i995

% M SciFinder, FEAS TSR IER, AR5 HHE K SciFinder .,

6 FERMNFRE G SciFinder B, RN B Fi AR 5] ?
WAL TN TR P T IR, A AR BBl SciFinder I, 304 RTINS £E.28 N B PRl o

7008 SciFinder WK/ Bk, 0BER A B KRR H#IX 2 AR ?
R KT SciFinder K /7 T B i 8 FoAh 4 A5 5% SciFinder )@, AI 3T HIUE B KX IRAE S
ZRA B R: HiE: 010-62508026/7, H-FHE#: china@acs-i.org.

8.1EWF EL 7] PAFR7E SciFinder 35I| %8l ?
5 5] 2 [ Ak 2 SO A A 55 1 X T 3R SciFinder 553184, 8617 18 oS sk www.cas-
china.org. ZEX k. www.cas.org 754 5% SciFinder [ £ % ifl.

=. SciFinder &/ FZAHKEZ Al &

144 R SciFinder®?

SciFinder £ [E 1k %4> (American Chemical Society, f&iiFR ACS) Jif F f#)35 [H b 2 S Hi At
(Chemical Abstracts Service, [F% CAS) HRIBEEHITH R NG, REEEERE K. &AL
22 RH R ERCHER . AN N B . SciFinder 355 T b2 M SRIA s N A9 . BB, L
FE. R, WS Z AR, BERRIRE B . SciFinder I TG A T FE /= i Hok E


mailto:china@acs-i.org
mailto:china@acs-i.org
http://www.cas-china.org/index.php?c=list&cs=scifinder-train
http://www.cas-china.org/
http://www.cas-china.org/
http://www.cas.org����й�scifin

AEAEREMGER, SCRRASFEET. 0. SU083. e, BB Bk, WFie
FIP 2% %5 4% . @i SciFinder, T LAV 1A B CAS 4 BRE} 32 5 M 8 10 A Bk i K 9045 H 3 B i A2
YR OB BRIFAFIEE A, E RO BROCE S B SciFinder Mk — R A T ESR K1
TH, @TRAPRR. k. o0AsR], 3 BH P Rl A 7T R R R, W
FREIFE TSR], FE BB SN A B e

SciFinder A& DL F #5382

CApIusSM XS EE

WGRA b 2 R AR B SCERIC S 4,500 £ 1545, 36 19 e R E AW E 5 0 2 MR
T CEHE HATBAE AR T AT SCRk. 63 LB LRI SCHk. &30, HoR
W, BB, AR, W, SUUHE. e-only BT, B TREIAL .,

BHAR: BRRHER, W TARRIOANEELRNMAGK LR, (RIUFHE FAMRHEE B
AR Z WUNEE 2 . B R HTHE 5000 4530 5%

AR EE. (EEEL . PSR, SCFRIRS . BT, SRE BSH TR R.

CAS REGISTRY"" ¥ i 5 B MIE B

YIFi CAS Bid 5 MBUREHE E . W&t 1.3 A, MK EYR. THR (o,
G4, LAY, W, REY. BEW. 5 KT 6,700 A, =& EERICEY R
CAS REGISTRY /& Sl 3 A5 BB I . 17T LLE AL 7R, S5K9F1 CAS Eid 'S
(CAS Registry Number®) i #EAT A, CAS BAic 5 /&b 24 i M — R iR

CASREACT® {t. % [ R 3R B FE

BFEEN SEAN. RBFAEE K WA REL, (FERE. 5. K. HRTWR T
1840 AE LUK 9,850 £ Ji kb2 N, AHEHD . 200 OB K A i & o 10 SR S R
PR PR BT, e IREE R . AT S5 R R SO R SR B R SR A

MARPAT® G EE & T RE B BIEE

MARPAT id i 116 R TR R S AT 451, SKE T 1988 4E 24 CAS L H] )
1987 F RS IEFEMWCR I H A LR tbah, For ek 1984-1987 4F (1) 9435 % F Fl1 1986-1987 4
PRELE . (EELH]. HAh 1961 45-1987 K B T INPI GEE T ™8U5) . 2000 4 1 H
10 H 2 J5 % 1 & R F1 2008 4F 22 4 (1 i [ L R IGRE N . AT ol 479,000 /8 & A 5
FEA S5 R I FE B

CHEMLIST® Bt RERKIEE

ST W R E E T AL S B T A B H aTGR EE 34.8 T 2 M & RIGEYIR .
BT 1980 FEEAMIA R H .

CHEMCATS® {L3 R L F B MiEE

FEHTE LSRRG R, . P RaiE . EESER. DN AR aE %
LR EWS . PIRARR. YIF CAS Bids . 4%,

MEDLINE® XEBEREXEHEBIRE

F= BCR AR A R T H R A W 2 D5 T 2,300 22 73 ks AT SCHR, 4% 1946 4 LLK ) 5,600 4%
FlHITI

2500 PR B TR AT A7

CAplus SCER¥tHlE PE . CAS REGISTRY #J5if5 B4 #i 2. CASREACT AL27 Js b 5 4 P Al
MARPAT %45 P $5) 45 H 5357

CHEMCATS b2 fh i Mk A5 5 50 e 4 F8 o 37

CHEMLIST 454k 5 i A 1S 4000 B A SE o



1500 AR Az LT 9 B KSR BAE 7 R A BIsRE CAplus STHRE 2 »
9 FKEZ LR LRI AT 48 /N B i it CAplus STHEREH /% -

3.SciFinder S8R R R AT EAT 1 2

%: SciFinder i /] A 285 5 H%, JEIRALARRRIR . FEHHT OCBEIA RS 2B, SciFinder #4482
IR T A R — B RO, AR IR B PEAR 515 S TULAL, SRS 4R A — Ry 45 ik .
SciFinder SR R M52 B R R REKIUR M IE S, WRALE, MAEREYSRRSER
25, AEFSCERRG B 45 AL R T B Analyze, Refine A1 Categorize W4JJ25 45 BTt — 5 B ik

47 DAFERSAR R FHAN CAS Bt S TRED?

Z. LA, HelndA: preparation of 57-50-1, #t AT LASRAS ELAd FZ B 44 FR  CIE) SGiAD 560

FEMIISE . I CAS B 5 il LM BIME— R ERM RNV, Eargaas R, tEa 7 iT
fERE AR (R— MR ReE 2 MU0 ERRRAEREN. R, R

K2R F- R AT AE DR RS A (5 KL, AT LAYE research topic R N\ 57-50-1D #3055,
RN &304 XM R AT IR S 5 5 B o (BN T RISk (1967 E28/0) , BT
53 SCHERAR X CAS S ThRG], FrLAH L 7k mT ge A 15 Btk

5.8] LLi@IE SciFinder #7420 &R G ?
% AATLL. SciFinder T CAplus F1 MEDLINE J& Ui B, 24 FH Sefdiml #h AT K R, AR
TEEHE B (bR BN R B A TR R

6.7 LAISCH BB ILEER R (FSGAHR) ThRgd?

e ARTCL HARGHAR R LW AR5, ESCIRGS SRR P LS : as entered.
XAERTCLEBRIF) SRR S R . AR LA %k (0 o% A, W] LAy 3 1463 as entered JFEAT fk
17, B ERAF S RE T LN REHRIT 5 IF

7R R R AT R 0

e RGUERYRRIEEE N KIS B 5T a I RIEEAT HE e o (B AT DRI R S i R by SOk
BB R AT OBk T (RS w5l kB, AITEMAE A IATHER . YIFER AR T]
PLZREAIOCHE . CAS Bl s BSOS . SR o TEM D T EATHY -
RBEER AT LB S i 2. MethodsNow. SEH. P2 RATFERTHIT -

8.FJ LARRSE G5 R AR EE NI ?
% AREEIEME, SciFinder SRS 2 M HE A E K . H 2 ] DLIESCR S A il it
Analyze by Document type, Language 5% /& Journal Name >R 45 I 26 45 I\ Sy 5 25 22 1) SCHiR .



9. LB E B IR E S R G RIG?
e ATBLe FEIEATSCHRES 2RI A Advanced Search, $EFTPREE SRS, WK

#3 Advanced Search L Always Show
Publication Years
Examples: 1995, 1995-1999, 1995-,-1995
Docurnent Types || Biography ) Historical
L Book U Journal
) Clinical Trial ) Letter
) Commentary ) Patent
1 Conference 1 Preprint
I Dissertation 1 Report
1 Editorial L Review
Languages L Chinese L Japanese
) English ) Polish
1 French " Russian
) German ) Spanish
1 Ttalian
Author Last Name * First Middle
Cormpany | |
Examples:
Minnesota Mining and Manufacturing
DuPont N
o ] DAAE SCHR B R 45 R P {3 ] Analyze by

Language 2{# Refine by Language [ i i 5 257,

1081t SciFinder &4t #EE AT IR BISCER &30 ?
Z. ScifFinder & — /N R EEF, 8L &S 57 0ther Sources”, TJ L3RS 1Z CHR R4 SCEE
{H 2 R U RN E 20 S8 T Z 0T 04 S8 22, 187 7T DL B s 3 SRR 1 42 3.

11. 54 fi# other sources 2 J5 RS IR ?
% KA AE A .

I 2. Cobalt-Catalyzed Carbozincation of Ynamides

By Sallio, Romain; Corpet, Marting Habert, Loic; Durandetti, Muriel; Gosmini, Corinne; Gillaizeau, Isabellz
From Journal of Grganic Chemistry (2017), 82(2), 1254-1259. | Language: English, Database: CAPLUS

Al o CpEc H-cirbamla-tirived manides
H. . \
; P 1C8] (15 mamy FATN R BWE-N B

m' W i

Pigh sacicantact iy

= furschons) praug iokncs

oxazolone frameworks.

. ., An original cobalt-catalyzed ynamide carbozincat
et » good functional-group tolerance has been develop
i e seraiina s ' the way to appealing synthetic applications. More

12,77 DASH 325 HH R 2 SR R 1T DA B B SRR 4 S 2
% ATTLL, KDY SciFinder JoifITE “AKL” L2 M S5 1 WL 42 SC BT

13. 047 3# 3T SciFinder F#EEF)43C?
B R CESE PatentPak, JUIT] DL AT PatentPak ELE: N # & FI ¥ PDF U1



33. An aerosol precursor containing anti-inflammatory medicine pharmacodynamic component and methed for dispersing it into nanometer-sized fogdrop

Q quickview ~ PATENTPAK ™

By Chen, Yongkuan; Zhao, Wei; Yang, Liu; Shang, Shanzhai; Tian, Yengfeng; Zhang, Xia; Han, Yi; Han, Jingmei; Yuan, Dalin; Lei, Ping; et al

From Faming Zhuanli Shenging (2015), CN 104800160 A 20150723, | Language: Chinese, Database: CAPLUS
The present invention relates to an aerosol precurser contg. anti-inflammatory medicine pharmacodynamic component and method for dispersing it into nanometer-sized fogdrop.

The aerosol precursor contg. anti-inflammatory medicine pharmacodynamic component contains glycerol, propylene glycol, 1,3-butanediol, fragrance matter, and anti-

inflammatory medicine extractum, and the wt. ratio of glycerol @ propylene glycol @ 1,3-butylene glycol @ fragrance matter @ anti-inflammatory medicine extractum is (40-45) @
(20-23) : (0-10) : (0-10) : (1-10). The aerosol precursor of the present invention conta...

34. Preparation method of fermentation type buchu crenulata essential oil for tobacoo
Q quickview ~ PATENTPAK ¥

By Wang, Na; Xiol
From Faming Zhus

Patent No. Ua9e 735, | Language: Chinese, Database: CAPLUS
2 CH 1c4759352| Interactive fs=

The inventior P n. type Buchu crenulata essential oil for tobacco, comprising the steps: (1) prepg. fermented lig.: grinding Buchu crenulata into
Buchu crenul . crenulata coarse powder, glucose, and water by a wt. ratio of 15~30:1~5:69~85, to obtain fermented lig.; and (2) prepg.
Buchu crenulata essential oil for fermn. type tobacco: extg. and sepg. the fermented lig. gained in step (1), and collecting obtained oil layer, to obtain fermn. type Buchu
crenulata essential oil for tobacco. The present invention has simple prepn. te...

35. Aerosol precursor containing medicine for external use active ingredient for treating rhinitis and the method for dispersing into nanometer-sized mist droplets with the same

Q, quick View PATENTPAK ™

By Yang, Liu; Zhao, Wei; Shang, Shanzhai; Lei, Ping; Duan, Yuanxing; Yang, Ji; Han, Jingmei; Tian, Yengfeng; Zhu, Denglai; Gong, Xiaowei; et al

From Faming Zhuanli Shenging (2015), CN 104784391 A 20150722, | Language: Chinese, Database: CAPLUS
The present invention relates to the aerosol precursor contg. medicine for external use active ingredient for treating rhinitis. The aerosol precursor is composed of glycerol,
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Melting Point (Experimental)
Value: 135 °C

Boiling Point (Experimental)
Value: 197-200 °C | Condition: Press: 7 Tarr

Density (Experimental)
Value: 1.40 gfcm3

pKa (Predicted)
Value: 3.48+0.10 | Condition: Most Acidic Temp: 25 °C

Other Names

Rhodine (7C1)

Salicylic acid acetate (8CI)
2-{Acetyloxy)benzoic acid
2 b i

»

CAS Registry Number: 50-78-2
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Substance Identifier "sthene " > substances (1) = 74-85-1

SUBSTANCE DETAIL @ Get Get
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CAS Registry Number 74-85-1

~155.950@ * ~29&}

C, H,
Ethene

Molecular Weight
28.05

Melting Point (Experimental)
Walue: -169 °C

Boiling Point (Experimental)
Value: -102.4 °C | Condition: Press: 700 Torr

Density (Experimental)
Value: 0.56737 gfcm3 | Condition: Temp: -103.8 °C

Other Names
Ethylana (8CT)
218W0s0

Acetens

Betafoam AFIG 1
Bicarburstted hydrogen

View mare...
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~EXPERIMENTAL PROPERTIES

Biological | Chemical = Density Electrical | Electronic = Flow and Diffusion = Interface = Mechanical Optical and Scattering | Structure Related = Thermal

Biological Properties Value Condition Note
ADME (Absorption, Distribution, Matabolism, Excretion) See full text (1)cas
Notes
(1) Fennell, Timathy R.; Toxicological Sciences 2004, V81(1), P7-13 CAPLUS @
*EXPERIMENTAL SPECTRA
HNMR | “CNMR | Hetero NMR | IR | Mass Raman UV and Visible =~ X-Ray Additional Spectra
IR Properties Value Condition Note
IR Absorption Spectrum See spectrum (47)BICRAD
IR Absorption Spectrum See spectrum (47)BIORAD
1R Absorption Spectrum See spectrum (47)BIORAD
TR Absorption Spectrum See spectrum (47)BIORAD
1R Absorption Spectrum See spactrum (47)BIORAD
IR Absorption Spectrum See spectrum (47)BIORAD
IR Absorption Spectrum See full text 10f 55 (48)CAS
IR Reflectance Spectrum See full text 1of3 (49)Cas
IR Spectrum See full text 1of8 (50)CAS
Notes
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~PREDICTED PROPERTIES

Biological | Chemical Density Lipinski = Structure Related = Thermal

Biclogical Properties Value Condition Note
Bioconcentration Factor 5.92 pH 1 Temp: 25 °C (84)
Bioconcentration Factor 5.92 pH 2 Temp: 25 °C (84)
Bioconcentration Factar 5.92 pH 3 Temp: 25 °C (84)
Bioconcentration Factar 5.92 pH 4 Temp: 25 °C (84)
Bioconcentration Factor 5.92 pH 5 Temp: 25 °C (84)
Bioconcentration Factor 5.92 pH 6 Temp: 25 °C (84)
Bioconcentration Factor 5.92 pH 7 Temp: 25 °C (84)
Bioconcentration Factor 5.92 pH 8 Temp: 25 °C (84)
Bioconcentration Factor 5.92 pH 9 Temp: 25 °C (84)
Bioconcentration Factor 5.92 pH 10 Temp: 25 °C (84)

Notes

(84) Calculated using Advanced Chemistry Development (ACD/Labs) Software V11.02 (© 1994-2017 ACD/Labs)

~PREDICTED SPECTRA

HNMR | “C NMR

‘H NMR Properties Value Condition Note
Protan MMR. Spectrum Ses spectrum (85)
Notes

2R, fESCERRE RS, B SCEE AR ) CAS Bt 5L, Wi“vapor pressure of 104-
76-7", kB SCHREE RAE TN )" closely associated with one another."
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LI N ==eles: 44, 25-35, >125
Boiling Point (°C)

Density (g/cm3)

Electric Conductance (S)

Electric Conductivity (S/cm)

Electric Resistance (ohm)

Electric Resistivity (ohm™cm)

Glass Transition Temp. (°C)
Magnetic Moment (pB)

Median Lethal Dose (LD50) (mg/kg)
Melting Point (®C)

Optical Rotatory Power (degrees)
Refractive Index

Tensile Strength (MPa)

Examples: 44, 25-35, =125




©) Experimental
Select Property...
Examples: 44, 25-35, =125

@ Predicted
Select Property... E]
Bioconcentration Factor = | Examples: 44, 25-35, =125

Boiling Point (°C

Density (gfcm3

Enthalpy of Vaporization (k1/mol)
Flash Point (°C}

Freely Rotatable Bonds

H Donor/Acceptor sum

H Acceptors

H Donors

Koc

logD

logP

Mass Intrinsic Solubility (g/L)
Mass Solubility (g/L)

Molar Intrinsic Solubility (mol/L)
Molar Solubility (mol/L)

Molar Yolume (cm3/mol)
Molecular Weight

pka

Polar Surface Area (A2) o

m
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~EXPERIMENTAL SPECTRA

'HNMR | ®CNMR Hetero NMR IR | Mass I

IH NMR Properties Value Condition Note
Proton NMR. Spectrum Sae spectrum (6)ACD-4
Proton NMR Spectrum See full text (8)Cas
Proton NMR Spectrum See full text (9)CAS
Proton NMR Spectrum See full text (10)CAS
Proton NMR Spectrum See full text (12)cas
Proton NMR Spectrum See full text (11)cas
Proton NMR Spectrum See full text (13)cas
Proton NMR Spectrum See full text (18)CAs
Proton NMR Spectrum See full text (22)cas
Notes

(6) ACD-A: Sigma-Aldrich (Spectral data were obtained from Advanced Chemistry Development, Inc.)

(8) Oba, Makoto; Inorganic Chemistry 2010, V49(22), P10680-10686 CAPLUS

(9) Axenov, Kirill V.; Journal of the American Chemical Socisty 2009, WV131(10), P3454-3455 CAPLUS &
(10) Axenov, Kirill V.; Organometallics 2009, V28(17), P5148-5158 CAPLUS &

(11) Binobaid, Abeer; Dalton Transactions 2009, (35), P7099-7112 CAPLUS &

(12) Delferro, Massimiliano; Organometallics 2010, V29(21), PS040-5049 CAPLUS &

(13) Chandrasekhar, Vadapalli; European Joumnal of Inorganic Chemistry 2005, (10), P1880-1885 CAPLUS &
(18) Dablemont, C.; Dalton Transactions 2005, (10), P1831-1841 CAPLUS &

(22) Guo, Xuming; Joumal of Organometallic Chemistry 2008, V693(25), P3692-3606 CAPLUS &

~PREDICTED SPECTRA

HNMR | C NMR

1H NMR Properties Value Condition Note
Proton NMR Spectrum See spectrum (24)
Notes

(24) Predicted NMR data calculated using Advanced Chemistry Development, Inc. (ACD/Lsbs) Softwars V11.01 (© 1994-2017 ACD/Labs)

27. g BRSSPI ?
B HAEAIRS G 1l CAS FIL SRR, ARV TR DU A RO R IR

DY BT 2 RS

28.7] LATE SciFinder HERYIHEREEG?
2 YR ENS DU S 5 “REGULATORY INFORMATION”, BT & 2% i (A 1215 .

29 0 2B EEWRE 0 BCHR?

Z: CAS Registry 2045 b R ZHW Kk B CAS NSRSk, (HA —Sib G902k B & Mo
B B =TT S B A =i B SRR B, DLARTI 3 25t . 7T LS “Refine by
Chemical Structure” T2 M 25 FE b HERR Z SCHR G4 &4, B R DLE It 45 4 o (1) SCHR %L



(number of references) X4 45 FHEF, 4 JC SCHRIRIE P B HEZIFE 45 R 1 )5 -

Structure Editor:

Java Non-Java

S
Vs

Click image to change
structure or view detail.
Search type: Substructure

Only retrieve substances
that:

¥ Have references

Are commercially
available

Are a single compoenent

Are in specific substance
classes

Are in specific types of
studies

Refine

30.3RBUL 22 R RLAE B 75 A T Lk ?

%: A3 M

51 b AJLALE SciFinder [Nk 3 45 6 R 25 h 2 i 450, a8 SUYDJTUAR AT R 1 45 4 S B
FEH L5 ] SRR

528 TR R, YIRS RN, IR E W B SR R ) A

53 A ATRARARR R OCER, B OSCHERIRTR IR NS R

31.SciFinder B A5 B AT R ?
Z: CASREACT oo Fdi R USSR 7 1840 4 LR AL FEE TR AT AN 63 AN E KA HLIX (1% F i)
S o

32.7] BAFRBX SciFinder SCERZS S UG ?
2 WLL. FESCERE BVENS TUH RN T SRECCER N S5 SR, S SCHERAIE I R . T
DLk CER S, ATl Get Cited SREUH S ik
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e 1907 20T, RS IS 224000 K, HrPadE:

Journal of the American Chemical Society, 1879-1906 (Volumes 1-28)

Journal of Physical Chemistry, 1896-1906 (Volumes 1-10)

Royal Society of Chemistry journals, 1841-1906
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