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(2011 &£ 1 AIRTE)

7ML 4 v a3 UR 8% B {1
CAplus/CA Z7AIVIZKBISh-ItEMESIUVXE, EC, hT5D
BELEYMESRICRESESA-LEZYME, 20/\08, BRICETS

REGISTRY ERYEE, RRYEJIL ('H-NMR, *C-NMR, '"F-NMR, #°Si-NMR, | & & i
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- REGISTRY 774/LI1%, B THHT—20GFEEEHATEE LI, EHADT—4
AN—RELBELTEH RTIBEENTLY.

- REGISTRY Z74/M5, VJARA—N—REZTCEHNDOME DY HEEZRETHIEDN
T3

- 1=12L, ReaxysFile 774/ JL& GMELIN97 D74 JLIE CAS ZRBEE(FEH5EEZENE
WODT, EVvbLED -G EIE, TRNENDI7AILTHRETIDLDENDHD.

- REGISTRY, ReaxysFile, GMELIN97, DETHERM J7A4 I TYMHET—2N R D254
B 4&, CAplus/CA F7AILERAVNTXMIBEHRIASELE T AELHS.
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EXNLGRREDRN

sZ. YY—S—FADYHIEEDIELS (STNGUIDE Z71)L)

B BT —3R—AQYI)—L—+T, BEHOYHEICETIERIT(—ILFDNFEETEINEHERELT
MoiRETS.

&

STNGUIDE 7/ I ERAWSE, T —EAR—ZADH T —— A DIEHREEEMIC
BRETESTER.

REGISTRY
HI)—
o—h

GMELIN97
H)—
—F

ReaxysFile
ﬁﬂqu__
o—h

STNGUIDE 274 )L

STN DET—ER—XD
Y=L —MEREED=T7AIL

=> FILE STNGUIDE — SINGUIDE Z 7 1 JLIZA S

=> E SUBLIMATION/SFIELD, DFIELD «g#FZsr—I FEZXFT 7 —IL FEHET S

E1 1 SUBJECT HEADING ADHESIVES ABSTRACTS (9)/SFIELD

E2 1 SUBJECT HEADING RAPRA (9) /SFIELD

E3 0 ——> SUBLIMATION/SFIELD

E4 2 SUBL IMATION/DFIELD

E5 9 SUBSECTION/SFIELD

=>SE — EBEETHFES S (FEH

L1 2 SUBLIMATION/DFIELD

=> D 1-2 DBN HIT — TF7ANDEFEEY FLEBSZEHRFT S (FH)

L1 ANSWER 1 OF 2 STNGUIDE COPYRIGHT 2011 ACS on STN

DBN REAXYSFILE - REAXYSFILE of Organic Compounds

DFIELD ====
DISPLAY and PRINT Formats

ReaxysFile & GMELIN97 74 /LA EYk
* EE (X REGISTRY 2B X 25 EHR A,
DETHERM Z7AJLIZH I EFEIh TLVD

FORMAT | CONTENT

+ —=== —====+
ADSM |Adsorption (MCS) |[D ADSM
SP |Sublimation PoA |D SP

L1 ANSWER 2 OF STNGUIDE COPYRIGHT 2011 ACS on STN

DBN GMELIN97 - Gmelin Handbook of Inorganic Chemistry

DFIELD —=== . —=—== ———————————=—=—=—=

f1L, U= —hRNHE R OB E TR TERLDTEE.
(#1: REGISTRY 774/ DS WXEAY 1>, DETHERM J7 /LD ELDYET—45)
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M=

B REGISTRY J7A)LIE, E#tEY, EHBELEY, RIT—, KBEES, 2>/ \VEE 5 E R
BEZNBFITIHARKBRDILEMEDT —EAN—IATHD. EWHIZDL\T, CAS EHES,
BE A%, PHEBFERFZIERLTLS.

(2009 & 1 BI|RHE)

La—REf EFEMEEM

B 102,500,000 ¥ &

* Chemical Abstracts (CAplus Z74JL) [CRBISNTWWATRTDEEILFEYWE

- CASREACT F7MILIZINBFENTLSRIEFDORIGEAEYME

+ K[E (TSCA), 14 (DSL, NDSL), EC (EINECS) Dt ¥ ERFIEICE DL
BELELEVESRICINSE SNYME

UR 8% R - AHEEOCEEISOKIEICKY CAS BHRBEEENE5LEYME
(CAS B EBSY—EX)

s BRVATLOBBBICEBNAVEIvIEMRE SA-LEYME

- &S5 4TS5')— (CHEMCATS J74MIL) D& ESh-t¥EHE

s DT —AEAR—IHEDILEYMEFER BE

BHHE BEHEH, T7I3—HIRERXRT

ERET—4 (EMBEWRHGL)

EEZET—4 (LD, /NEBRE L)

ESMMEE QU948 X, LESRERLEY)

WM E (MieE BKE—AVME)

KEMEE (EREX REAE, BIFE, avroMELRL)

ARGREILTF—4S (NMR ARIKJL, ESR ARIML, SRUARGRLEE)
HEE (R 3R RELALGE)

WA ERMET—2 (R—FBERIRIILE—, FREBELLS)

BOZHMYHE (ERIVALE— FTREBHRHIRILY— THASERERE)
MEME (EEFERE, B, V)—TF, vYOUE 5| ERE)

FEF -2FHEE (WNOFXyyd, #HE6A, BEREBF/NSGA—FRLE)
BRlLE BRILILVEE, BHBE E5745) BE

Mt DEE

13 185 (RRMEE) , 8 B AUSMIUTRIRTEDARIMLT—H)
Wit D # 180 B (SEXBEY S R XBIEHOAUER)
14 B (PERMMEE: VINIIT7THEShI-YHEE)

B REGISTRY 274/ OYET—FD4E
EHYE, E¥YE, RIY—¢EHRLEMEICETIMET—20REFIN TS,
s ARGV T—EANF U SAUTRIRTES.

- MOYMET —ER—RELBLTT—20OERREICEN, FLRTIHENRL.

é [ﬁ’é;“ﬁﬁ’»]l:fl%'Ié'l‘%i&’&iﬁ:’ﬁ%é-?—@&—x ]
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A REGISTRY 774JL

M=

(2009 &£ 1 AIR#A)

. ) SEXEEY ARTEIL THEYEE
RAMiLE (ERWE) 54 (GHE W E)
HE B ICHESNET—8 VIR TT RS
KR PPROP
Sr LR EPROP ETAG SPEC (GALC)
AR 5% 220 A 250 A& 48 F ¥ 3160 H
WmE %
IR £% -
e 24 320 F# 740 F# 7113 5 20 fE#
HZEICETS ARGPILT—4 &7 NMR ('%C, HEICETS
it HE 'H, '°F, 3P, 2°5j) i
Gl LELRE) BF -5 FHEE IR ARIKkJL (A, BREE
EXYHE REYHE SIUARIRIL HE)
(AvHF 95 R, | HEIRIZCETS TARAARIKIL DFEEICETS
BRIZEERLYE) W& %
wmED M HAZHmHE (KEZREHR
g (FSRE# S, HE-B5RICEETS 7E)
5| 5E R ) /R EY-EE0YH
EEZYHE EXMMHE (LOG D, LOG P
(LD4,) e Rk 7R HE)
S ARt agtenroond sunEo
S BE RUT—OWHEFERBINEEL TS
YR A0 13 1848 # 180 TE#E 8 118 20 FE4E
P R BEERABLV BERABLV BEAaELY e e -
mE LR ME LR AME LR ME EERSNE
HERR O X X O
HHE (BIET—2ITRNEE) | (BET—2FRINEE)

B REGISTRY Z77/J/LOERYET—2D4# (EPROP, ETAG)

* CAplus/CA F7AILTREISN-YVEICEAT 5 E1EHR%E REGISTRY 774 J/LIZUNER.

CAplus/CA 774 TXEZINETADEIFIZRBEIZ REGISTRY I7AILICINEESNh B
DT, NURTYIPMDERELLERTRBEICENS.

- ARG T—=RIZDO0WTIE, FEHICHEBFREADLTINS

- CA WMEHMEUNILLTEHAICHET —FEEMLTLD

EAYHUEEZINFETEZEE AL, EPROP [CHEZINEFET . A— X, D, WS
EESBXEAEY (ETAG) OMADITA—ILRICEHE LTI SIND T EEAEL.

- RAYMEEZNETEGVESE, SEX#2T (ETAG) ZIRET 5.



A REGISTRY 774/l
La—K4l
La—F# R
B La—FXRTRH (FIDE |FREK) tEYEREFER
RN 67-56-1 REGISTRY — CAS BiREEL CAS BRES
ED Entered STN: 16 Nov 1984 — AHDH NFRE
CN  Methanol (CA INDEX NAME) — ILBYE (CA F5/%) || &%

OTHER NAMES:

— EDMDIEEYE

BER

CN Bieleski’s solution
g“ 32;2;22: cluster EPROP (=A%t fB)
CN  Methyl alcohol mE A
CN  Methy!l hydroxide W B
CN  Methylol = ‘
CN  Monohydroxymethane 2 e
CN  NSC 85232
CN  Solutions, Bieleski's SPEC  (RRIRL)
CN  Wood alcohol ARIEIL A
DR 1173023-83-0, 54841-71-3 — Bl L /= CAS BRES)| TBRIXH
MF CH4 0 — HFa ARJHIL B
Cl  COM — USXBEAF E DL
LG STN Files: ANABSTR, BIOSIS, BIOTECHNO, CA, CABA, CAPLUS, CASREAG

CHEMCATS, CHEMINFORMRX, CHEMLIST, CHEMSAFE, CIN, CSNB, DDFU, DE o

DRUGU, EMBASE, ENCOMPLIT, ENCOMPLIT2, ENGCOMPPAT, ENCOMPPAT2, GM ETAG (3BX#57)

IFICDB, I|FIPAT, IFIUDB, IPA, MEDLINE, MRCKx, MSDS-OHS, PS, REAXY}{| #t: A

SPECINFO, TOXCENTER, TULSA, ULIDAT, USAN, USPAT2, USPATFULL, VET|| #t% B

[ CAS BiRES B :
(xFile contains numerically searchable property data) Ed By
Other Sources: DSL**, EINECS#**, TSCA**

(x*xEnter CHEMLIST File for up-to-date regulatory information)

H3C—O0H

*x%PROPERTY DATA AVAILABLE IN THE " PROP’ FORMATxx*

— BEE

161679 REFERENCES IN FILE CA (1907 TO DATE)
2274 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE <« E£ (GEHEFEML)

PPROP (¥4 1E)

mE A
W B

UTRITTF DA—Vas
- BT S0EE

— CA X@t#

162170 REFERENCES IN FILE CAPLUS (1907 TO DATE) — CAplus Z 714/ DX@Ht#H

Experimental Properties (EPROP) EHYEE (EPROP) (165 M)
PROPERTY (CODE) | VALUE | CONDITION | NOTE
—=—=—=+ + +-———————m———
Boiling Point (BP) |93 deg C |Press: 14 Torr | (1) CAS
Boiling Point (BP) |78 deg C | | (2) CAS
Boiling Point (BP) |65 deg C | | (3) CAS
Boiling Point (BP) |65 deg C [ | (4) CAS
Boiling Point (BP) |65 deg C [ | (5) roen
Boiling Point (BP)  |64.8 deg C | | (6) | ZE&E (NOTE) OFF L
Boiling Point (BP)  |64.7-65.2 deg C  |Press: 760 Torr | (7) | RTOXBKEEICHIG
Boiling Point (BP) |64.7 deg C | | (8) RO
Carbon-13 NMR Spectra|Spectrum | | (33) WSS
Carbon-13 NMR Spectra|Spectrum | | (34)  AIST
Density (DEN) |1 g/cm**3 |[Temp: 25 deg C | (35) CAS
Density (DEN) |0.81009 g/cm#**3 |[Temp: 0 deg C | (36) CAS




A REGISTRY 774JL

La—Kk4l

Electric Conductance |2.0e-7 Siemens

(ECON)
Glass Transition
Temperature (TG)
Glass Transition
Temperature (TG)
Glass Transition
Temperature (TG)
Glass Transition
Temperature (TG)
Glass Transition
Temperature (TG)

|
|91 deg C

|
|-155 deg C

|
|-163 deg C

I
[-170.7--165. 7 deg C
|
I

-173 deg C
I

IR Absorption Spectra|Spectrum
IR Absorption Spectra|Spectrum
IR Absorption Spectra|Spectrum

Mass Spectra
Mass Spectra
Median Lethal
(LD50)
Median Lethal
(LD50)
Median Lethal
(LD50)
Melting Point

Dose
Dose
Dose
(MP)

Melting Point
Melting Point

(MP)

(MP)

Melting Point (MP)

Optical Rotatory
Power (ORP)

Optical Rotatory
Power (ORP)

Proton NMR Spectra
Raman Spectra

| Spectrum

| Spectrum

| 11700 mg/kg
|

| 8700 mg/kg
|

|5628 mg/kg
|

|356 deg C
| (decomp)
|186 deg C
[179 deg C
|

[115 deg C

[+1.3286 deg

| Spectrum
| Spectrum

Refractive Index (RI)]|1.40
Refractive Index (RI)|1.3614

Refractive Index (RI)]|1.33303

|Temp: 25 deg C
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|

|Orgn: rat
|[Rte: intragastric
|Orgn: rat
[Rte: intragastric
|Orgn: rat
|Rte: oral

|
|
|
|Solv: ethanol

| (64-17-5)
|

[Temp: 20 deg C
[Wavien: 589.3 nm
|Solv: ethanol

| (64-17-5)

| Temp: 22 deg C
[Wavien: 589.3 nm

|

|

|

| Temp: 20 deg C
[Wavien: 589.3 nm

|[Temp: 25 deg C
[Wavien: 4358 nm

| ( ERHMEE (EPROP) (fiX)
|

| (54) CAS
|

| (55) CAS
I

| (56) CAS
|

| (57) CAS
|

| (58) CAS
I

| (34)  AIST
| (59) BIORAD
| (33) WSS
| (33) WSS
| (34)  AIST
| (60) CAS
I

| (60) CAS
|

| (61) CAS
|

| (62) CAS
I

| (63) CAS
| (64) CAS
|

| (65) CAS
| (23) CAS
I

| (67) CAS
|

|

I

| (34)  AIST
| (34)  AIST
| (74) CAS
| (D CAS
I

| (36) CAS
I

* To search for this CAS RN in other CAS databases, use the CAS RN plus other
names from its Registry record

(1 Eliel,

P3970-2 CAPLUS

(2) Bratulescu

2001 V30, P36-38 CAPLUS

Ernest L.; Journal of the American Chemical Society

MEOHELEDHET

George; Analele Universitatii din Graiova, Ser

KRRSIND

a Ul TT

(3) Toda, Fumio; CrystEngComm 2002 V4, P171-173 GAPLUS
(4) Pino, Piero; Gazzetta Chimica Italiana 1951 V81, P635-45 CAPLUS
(5) “International Chemical Safety Cards” data were obtained from the

National Institute for Occupational Safety and Health. :
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La—K4

arbitrary units

IR Absorption Spectra — /R BPRRX NI L

LoD

TRAMSHITTAMCEI %1
o
=]

1)

ARYJKIL (SPEC) (165 H)

T T T T
3000 20nn 1500 1000 500

#nan HAVENUHAERI -1
Spectrum ID: NIDA63354
Spectrometer: Nicolet 170SX or JASCO FT/IR-410
Source: “Integrated Spectral Data Base System of Organic

Compounds” data were obtained from the National Institute
of Advanced Industrial Science and Technology (Japan)

COPYRIGHT 2009 ACS on STN

Mass Spectra

-
&
-

75
1

50
|

25
|

— VXINZ I

-3

T
10

T T T 1
20 30 40

Spectrum ID: ID_WID-DLO-067199-8

Number Of Peaks: 11

Nominal Mass: 32

Source: Spectral data were obtained from Wiley Subscription

Services, Inc. (US)

COPYRIGHT 2009 ACS on STN
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La—K4
Carbon-13 NMR Spectra — BC-NIR X X2 L ZARYKJL (SPEC) (%)
§_E!
o
1)
e i
b i
=
e | =
o i
oo
muw
i 4
)
B -
RE -
-
w3 4
R_
E=) LR AR RRELE SERR Y LELLAE § R AR K R R R AR R LR AR AR R R L RREHARERES (RRRH RARAY ARLSH RARAS
50 49 45 47 46 45 44 43 4z 41 40
ppRm
Spectrum ID: CNGC-32585-843C
Solvent: chloroform-d (865-49-6)
Standard: tetramethylsilane
Spectrometer: BRUKER WH-90
Source: Spectral data were obtained fromWiley Subscription Services, Inc. (US)
COPYRIGHT 2009 ACS on STN
Proton NMR Spectra — "H-NMR X X2 FJL

ppm

Source: National Institute of Advanced Industrial Science and Technology (Japan)
Copyright &#169; 2009 American Chemical Society (AGS). All rights reserved
Scroll down and right to view peaks -

Spectrum ID: WHSP05014
high-resolution image

Solvent: chloroform-d (865-49-6)
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La—Kk4l
ARSKIL (SPEC) (#3F)
Raman Spectra — STIURINT RI
100
B0 —
a T T T T
4000 10D 2000 1600 BOD a
HRYEHMUHEBER1 -1
Spectrum ID: RM15
Source: “Integrated Spectral Data Base System of Organic

Compounds” data were obtained from the National Institute
of Advanced Industrial Science and Technology (Japan)

COPYRIGHT 2009 ACS on STN

Experimental Property Tags (ETAG) SBYXE4SY (ETAG) (FEH)
YHEDIES 25
/ J
PROPERTY | NOTE
=—=== + =—===
Acid/Base Dissociation Constant (Ka/Kb) | (1) CAS
9 more tags shown in the MAX or ETAGFULL formats|
Band Gap | (2) CAS
1 more tag shown in the MAX or ETAGFULL formats |
Boiling Point | (3) CAS
6 more tags shown in the MAX or ETAGFULL formats|
Bond Angle | (4) CAS
Bond Length | (5) CAS
7 more tags shown in the MAX or ETAGFULL formats|
Carbon-13 NMR Spectra | (6) CAS
10 more tags shown in the MAX or ETAGFULL formats]|
Compressibility | (7) CAS
6 more tags shown in the MAX or ETAGFULL formats]|
Contact Angle (8) CAS

|
Crystal Lattice Parameters | (9) CAS
|

Crystal Structure (9) CAS
1 more tag shown in the MAX or ETAGFULL formats |
Crystallization Temperature | (10) CAS
(1 Babkin, V. A.; Oxidation Communications 2002 V25(3) P360-365 CAPLUS
(2) Zhao, Dong-Xia; Journal of Physical Chemistry A 2005 V109 (44) P10121-10128 CAPLUS
(3) Huang, Kejin; Industrial & Engineering Chemistry Research 2007 V46 (8)

P2508-2519 CAPLUS




A REGISTRY 774l

La—K4E
Predicted Properties (PPROP) THEYME{E (PPROP) (165 H)
YHEDIES FEYMAE B E E 25
J J J J
PROPERTY (CODE) | VALUE | CONDITION [NOTE
Bioconc. Factor (BCF) [1.0 [pH 1 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 |[pH 2 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 |[pH 3 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 |[pH 4 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 |[pH 5 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 |[pH 6 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 |[pH 7 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 |[pH 8 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 [pH 9 25 deg C | (1)
Bioconc. Factor (BCF) [1.0 |[pH 10 25 deg C | (1)
Boiling Point (BP) |48.1+/-3.0 deg C | 760 Torr | (1)
Enthalpy of Vap. (HVAP) [35.21+/-0.0 kdJ/mol |760 Torr | (1)
Flash Point (FP) [11.1+/-0.0 deg C | | (1)
Freely Rotatable Bonds (FRB) |0 | | (1)
H acceptors (HAC) [1 | [ (1)
H donors (HD) [1 | | (1)
Hydrogen Donors/Acceptors Sum|2 | | (1)
(HDAS) | | |
Koc (KOC) [9.68 [pH 1 25 deg C | (1)
Koc (KOC) [9.68 [pH 2 25 deg C | (1)
Koc (KOC) [9.68 |[pH 3 25 deg C | (1)
Koc (KOC) [9.68 |[pH 4 25 deg C | (1)
LOGD (LOGD) [-0.72 [pH 1 25 deg C | (1)
LOGD (LOGD) [-0.72 |[pH 2 25 deg C | (1)
LOGD (LOGD) |-0.72 |[pH 3 25 deg C | (1)
LOGD (LOGD) [-0.72 |[pH 4 25 deg C | (1)
LOGP (LOGP) |-0.719+/-0.176 |25 deg C | (1)
Mass Intrinsic Solubility [241 g/L |25 deg C | (1)
(1SLB. MASS) | | |
Mass Solubility (SLB.MASS) [240 g/L [pH 1 25 deg C | (1)
Mass Solubility (SLB.MASS) 240 g/L |[pH 2 25 deg C | (1)
Mass Solubility (SLB.MASS) 240 g/L |[pH 3 25 deg C | (1)
Molar Intrinsic Solubility |7.51 mol/L |25 deg C | (1)
(1SLB. MOL) | | |
Molar Solubil ity (SLBMOL) |750 moI/L |pH 1 25 d HAC, HD, LOGP, MW 0)1@75\1‘9
Molar Solubility (SLB.MOL)  |7.50 mol/L [PH 2 25 4 |ininskis Rules (4800 E 2 &
Molar Solubility (SLB.MOL)  [7.50 mol/L IpH 3 25 d j2asip e o % B) - & 5
: T3 EWIZIRE [T fE
Molar Volume (MVOL) |42.5+/-3.0 cm**3/mol |20 deg C
| | 760 Torr |
Molecular Weight (MW) [32.04 | | (1)
PKA (PKA) [15.17+/-0.10 [Most Acidic | (1)
| |25 deg C |
Polar Surface Area (PSA) [20.23 Axx2 | | (1)
Vapor Pressure (VP) |2. 65E+02 Torr |25 deg C | (1)

(1) Calculated using Advanced Chemistry Development (ACD/Labs) Software V8. 14

((C) 1994-2009 ACD/Labs)
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KT R
B YHERRTEAIIELGCRTRA
MiET—4 YE R E SR
FA (PRFA) (&#) | O MET—2OFE i R e e - - -
PROP O|O0| O | &1 O |- |-1]-1-1- - - -
EPROP O|O | - - - -l -1 -1-1- - - -
EPROPS OO | - &1 - -l - -1 - - - - -
PPROP oO| -] O - - - i I - - - -
ETAG (f&#) Ol -| - | &1 o I e I I e T i
ETAGFULL (#&#)) O | - | - | £# = i e I e - - -
SPEC ol -1 - - o | -1|-1-1-1- - - -
SCAN (fH) N - | | - - |-|-]lolojo| -] -]|-
SAM ol -| - - - | -|-]olojo|-]|-|-
IDE (F74—ILH) O | - - - - cj]o|o0o|o0| 0] 0| O -
FIDE O|O0 | O &1 o | 0O|]O0O|]O0O|]O0O]O]| O] O -
ALL *1 0|0 | O &1 O OO0 |]O|0O| O O O O
MAX *1 0|0 | O 2% O O|]O0O|]O|0O| O @) O @)

*1: ALL, MAX RTRHBKXZERTDHE CA J7MILDT—4 (BH 10 #H) R TFTEIN5B.
¥2: T&£ 1L EPVHEICHE1ID2FOO0OBBXMERT. 24 11F, IRXRTOSEBXBMEITERT.

é mEDERMR PRFA © ETAGFULL THIMOBEEERZELTAD, HHO
ERBRAERANDESDICEE Y

B REGISTRY 774/ T, YHEICETIEMIETERTTHIENTHE
(2009 &£ 1 A #)

MEIEREM EPROP PPROP ETAG/ ETAGFULL SPEC PROP
NDRFER (RAMHEE) | (FTEYWHEE) (BEBXE%Y) (ARHIRIL) [((ZETOHIHEE)

& 165 M 165 M mH 165 H 330 H

é REGISTRY J7 /LTI, DF—A~R—REHBELT BMIC MEERART TS,
SEXHAYT (BRIXROAOYY) FEBTERTES

BRIOHE Bl:BR (MP) OAHBLRTARELELN, —D20HHET—42TH, LEEDOEER
RABADOHENRESNLOT, EERTUAEFATIEREFN.



A REGISTRY 2774l

BREAZE

B REGISTRY 7ML TIE, SESFEFERRAE TN T —FEAFTHIENTES.

(2009 &£ 1 A #)
R W KAV BRHE
2 03 3 o CAS BHRESRRIIEMIZNT, CAS EHRESH o
oAS BRES O | photiagangsn ks
2% (/ON) A ;‘ztgﬁh\i%%(iﬁu%é‘—#ﬁ%q‘bf:u, MOBREFEZE 680 M
BEXELF,  BLLWEFHAA-TWSIEEIZEIZED
. ZMBFRALFEEL COAEEZRAWLS
ATR VM) O |mugmsEosedsFLEEI—ILE (VELs #E) | 00 M
#HAWD
7,960 M
HBE @] FIZHFEROYHEILVLELRSESICITIELLN. [
23,600 M
I7IT—4 — HI)—— DR EBEIT—ILEDAHRFEAEE. 680 M
1 BHEE —BHINVEI—BEEBRXH-YDOHEE. (2009 £ 1 AERE)
B BEROREN
HhBEL Hhis7uy
CAS EHEE |- | & (/CN) [oreeee Pl 5FRX (/MF) BERE
HHOTND DHOTND EvbLAEL o | e
.................. tr‘ﬁj\%ﬁ‘
v \ 4 v v
=Y EILEYE

THHENEHER

\ 4

1. =>D SCAN (EH¥) cBwmow=E

2. =>D FA ETAGFULL (#E¥$) <
BEHOWMHENRREINTOINEINERER

BoomtENHIEL => D EPROP (ERAMEEDOH)

=> D PPROP (FHEMEEDH)
=> D PROP
=> D IDE PROP

(MEREBRERA - FEMILE, R<IPL)
TRTTS

(RA-FEYMEE ARTMIL)




A REGISTRY 774JL

REATRES YL fE

B REGISTRYZ7AIILTHRETELYHEE = S YWHEI—F/FA TYHZEODELDIZRE T AIEE)

EEAEEHICEHTIFRILTNBESATOSDIFTREAEVDT, /a—FPRED
AEVAR) DFOREFET—IREFERATIEEEEETD.

(2009 &£ 1 AR#E)

— ’ . \
MEa—FK M4 S LR B A 1451
ERYHE{E (EPROP, PROP =KX TERFR)
b Bt /BP deg C | S 150-155/BP
BP "
HBRAEFDEA /BP.P Torr S 166/BP (P) 3/BP.P
BE /DEN g/cm® | S DEN>=1.002
DEN " | ZmEMEHOEE /DEN.T deg G | ° 1260/()'32;;]1+02/DEN ®
FEEAEBOEN /DEN.P Torr S 800/DEN.P
aAVEHRUR /ECON Siemence | S 300<=ECON
ECON
R i . S 280-300/ECON (P)
:~ ~ SHI = 8
DEDRAVRBIERFDRE /ECON.T deg C 25 /ECON.T
ERicER /ECND S/cm | S 1400-1500/ECND
ECND
e i . S 1400-1500/ECND (P)
= & 3 A TNDEE .
ERICEXHNERORE /ECND.T deg C 1000/ECND.T
EXER /ERES ohm S 30-70/ERES
ERES
. . S 900-960/ERES (P)
=5 pN: || = 8
ERENAEHEDRE /ERES.T deg C 235 /ERES.T
tEESER /EREST ohm#*cm | S EREST>=6600
EREST
e T d ] . S EREST>=6600 (P)
B B E B DR E :
HERERAEHOEE /EREST.T deg C 25/EREST T
50%E 5t £ /LD50 mg/kg | S 741-745/LD50
= S 741-745/LD50 (P)
0 —_—
LD50 SO%EIER (LK) /LD50.0RGN | none MOUSE/LD50.0RGN
o S 450-520/LD50 (P)
0, = L
50T (REBE) /LD50.RTE none ORAL/LD50.RTE
MM WIRE—AVK /MM muB S MM<=0.98
HMRE— AV ERDRE /MM.T K S 0.021/MM (P) 10/MM.T
s /MP deg C | S MP<=30
MP MAAEROEA /MP.P Torr S 70/MP(P)2/MP.P
AR EREDRE /MP.SOL none S ACETIC ACID/MP.SOL
TE St E /ORP deg S 70-80/0RP
MAEANEHORE /ORP.C g/100mL | S 0.12/0RP.C
ORP EHXEAEHEOLEE /ORP.LEN dm S 1/ORP.LEN
et FE R TE B DR IR /ORP.SOL none S METHANOL/ORP.SOL
EXEANEHORE /ORP.T deg C | S 70-80/0RP (P) 20/0ORP.T




A REGISTRY 774JL

BEARELGYHEE
WiEa—F Wit £ T T A H B
ERYMHERE FE)
ORP AEIAETHDRR /ORP.W nm S 546/0RP.W
fE#r & /RI none | S 1.427/RI
RI JE 7 3 8 7 B DR E /RLT deg C | S 1.427/RI(P)25/RLT
BIRFEAEHFORE /RLW nm S 500-589.3/RLW
TG HOREGBERE /TG deg C | S 7-8/TG
5|5k 3R E /TS MPa | S 42/TS
™ 51 36 36 81 52 B5 OB /TS T deg G | 5 200°315/TS (P)
FHEYE{E (PPROP, PROP REREKX TERTR)
EYRBERE /BCF none | S 4000-5000/BCF
BCF BCF MpH /BCF.PH none | > ‘;(/)(E’B%_FE’_(;OHO/PCF (P)
BCF MRE /BCF.T deg C | S 25/BCF.T
Bp ¥ R /BP deg C | S 150-155/BP
HEOEAN /BP.P Torr | S 166/BP (P) 3/BP.P
BE /DEN g/cm® | S DEN>=1.002
DEN " HEINCHOBE /DEN.T degC | S ;60/();;;‘}02/%“ (P)
BEAERFOEARN /DEN.P Torr | S 800/DEN.P
FP 5l | /FP deg C | S FP<250
FRB EER A REERE & 8 /FRB none | S 2-5/FRB
HAC KEZREH? /HAC none | S 1-3/HAC
HD KEHEEYK? /HD none | S HD<=5
HDAS KEZBRE/MEEHK? /HDAS none | S HDAS<=5
HVAP REIVALE— /HVAP kd/mol | S 100-110/HVAP
REIVAIE—DIES /HVAP.P Torr | S 760/HVAP.P
ISLB.MASS |EIEEEBMRE /ISLB.MASS| g/L S 1.3/ISLB.MASS
ISLBMOL | BIAEILBHEE /ISLB.MOL | mol/L | S SLB.MOL>=1
ARRBRRERE K,) /KOC none | S 100-200/KOC
KOC K,,DpH /KOC.PH none | > 178&528%*:00 (P)
K., DimE /KOC .T deg C | S 25/KOC.T
ggifgg#’]@/—»— KA ) oap none | S 2.21/LOGD
LOGD LogD®MpH /LOGD.PH none S foz;icl)_gg%ép)
LogDDRE /LOGD.T deg C | S 25/LOGD.T




A REGISTRY 774JL

REATRES YL fE

— > *ﬁ% 23 L
MEa—FK Mt 4 S— LR B A S
FEYMHEE S
—_— _ PAN
7“.]/’;/2) W-KABEROD|, o6p none | S LOGP<=3
LOGP A1
LogPMEE /LOGP.T deg C | S 25/LOGP.T
MW SFE? /MW none S MW<200
EIILIKTE /MVOL cm®/mol | S 31.1/MVOL
MVOL EILARBORE /MVOL.T deg C | S 20/MVOL.T
EILEKEDOE A /MVOL.P Torr S 760/MVOL.P
FRIE R TR (pKa) /PKA none S PKA<=-0.62
PKA pKa® R E /PKA.T deg C | S 25/PKA.T
S PKA<=0.52 (P)
pKa% A7 /PKA.TYP none MOST ACIDIC/PKA.TYP
PSA BHRERE /PSA A? S 3.24/PSA
BEEBRMBE /SLB.MASS g/L S 1.4/SLB.MASS
SLB.MASS
E=REED pH /SLB.PH none S 0.17/SLB.PH
EILARE /SLB.MOL mol/L | S SLB.MOL>=1
SLB.MOL
e g S SLB.MOL>=1 (P)
EILBEED pH /SLB.PH none 7-10/SLB.PH
BRE /VP Torr S .0001-.0002/VP
VP
- . . S .0001-.0002/VP (P)
SEREREDER .
ARRE R E B DIRE /VP.T deg C 25/VP T

1) BRACEEERRTHE, ZAPHELTEYHERAERETS. (RFT554, => S BP/FA (L)
EXPERIMENTAL/PTYP TERI4¥t{E(Z, => S BP/FA (L) PREDICTED/PTYP TH¥ Y HEIZRE TZ5.)
2) YT —RE BROEEZOBREMEZHEAN T H=6IC C.A.Lipinski EAIRIELI=HEDT Lipinski's
Rules (Ffz[& rule of five) EMFIEN TS, FEDOWHET—FDMREKITMZ (=> S L1 AND LIPINSKI
/CALC 3L\ & LIP/CALC) D&IICAAThIEEEZEEE% Lipinski’s Rules [CEBLI{EZFD2HLD

ICRETES.
LOGP<=5 AND 0-500/MW)

B REGISTRY J7AIVTHT 574V I RRABELARINL

LIP/CALC I EEICIEIRDBEEMNEITEINDS. (=> S 0-5/HD AND 0-10/HAC AND

(2009 &£ 1 AR#E)

ARYNLIEER (SPEC, PROP R R K TERFR)

'H - NMR RRIkJL

C - NMR RRIKJL

"F -~ NMR RARJKJL

29Si - NMR ARJk L

¥P - NMR RARIbL

IR RN RRFMIL

YRAARYGRL

IRUARTRIL




A REGISTRY 774l

BRETRRLTYMMEE (ETAG)

B SEXHEROARBFINATHIYHEER (ETAGFUL RT-BERXTERT)

(2009 &£ 1 AR#E)

SBXEATL (=>S ZJ L /ETAG THREAHE

ANTKIL (NMR)

NMR SOLUTION STRUCTURE (COMPLETE)

NMR #EEFT (&4

NMR SPECTRA

NMR X~XJR)IL

TWO-DIMENSIONAL NMR SPECTRA

Z I NMR RRIRJL

BORON-11 NMR SPECTRA

"B - NMR RXRJKJL

CARBON-13 NMR SPECTRA

3C - NMR RRIkJL

FLUORINE-19 NMR SPECTRA

F - NMR RRIKJL

METAL NMR SPECTRA

€8 NMR RRIMJL

NITROGEN-15 NMR SPECTRA

N = NMR ARJKJL

PHOSPHORUS-31 NMR SPECTRA

$IP - NMR RXRJKJL

PROTON NMR SPECTRA

'H - NMR RARFJM)L

SILICON-29 NMR SPECTRA

2Si - NMR RARJbMJL

AN KIL (IR)

IR ABSORPTION SPECTRA

IR RIRARIKIL

IR EMISSION/LUMINESCENCE SPECTRA IR HARIRIL

IR REFLECTANCE SPECTRA IR REFARARIRIL

IR SPECTRA IR ZARIKJL

ZARYEJL (UV/Vis)

UV AND VISIBLE SPECTRA EH/ABEARIRL

UV AND VISIBLE ABSORPTION SPECTRA EN/AHRIRARIN L
UV AND VISIBLE EMISSION/LUMINESCENCE SPECTRA EN/AEENLARINL
UV AND VISIBLE REFLECTANCE SPECTRA KN/ FAIBERFARINL
ARIERIL (X #8)

X-RAY SPECTRA X RARGE L

X-RAY ABSORPTION SPECTRA X R UR R AT
X-RAY EMISSION/LUMINESCENCE SPECTRA X RFEHARIL
X-RAY REFLECTANCE SPECTRA X|RIFRARIRL

ARIRIL (D)

CIRCULAR DICHROISM SPECTRA

AREZBEIRINL

ELECTRON SPECTRA BEFRARINL
EMISSION/LUMINESCENCE SPECTRA BEI ARG
ESR SPECTRA BEFREVHERARIKL (ESR)
GAMMA RAY SPECTRA Y RARIRIL
MASS SPECTRA TRARYIM L

MICROWAVE SPECTRA

RAYORART IV

MOSSBAUER SPECTRA

ARINGT—RARYRL

PHOTOELECTRON SPECTRA

KEFRARIMIL
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BRETRRLTYMMEE (ETAG)

RAMAN SPECTRA

SRUVARTRIL

[0 47 - BR L

NEUTRON DIFFRACTION PATTERN

it FEHFT -

NEUTRON SCATTERING o F R EL
X-RAY DIFFRACTION PATTERN X #REHF/ A a—
X-RAY SCATTERING X #3 8 EL
M (hF)

HYDRODYNAMIC RADIUS mKEE
ADHESIVE STRENGTH BERE
BENDING STRENGTH o (F3& B
DUCTILITY L
COMPRESSIBILITY EfEE
COMPRESSIVE STRENGTH [EfE & E
COMPLEX MODULUS EREMHER
CONTACT ANGLE A
CREEP RATE J)—T%F
CREEP STRENGTH D) —TRE
ELONGATION AT BREAK B BT
ELONGATION AT YIELD K =
FATIGUE STRENGTH & R
FLEXURAL MODULUS bR R
FRACTURE STRENGTH IR N
FRACTURE TOUGHNESS B i 8 1%
FRICTION COEFFICIENT EEEHK
HYDRODYNAMIC RADIUS MAENELE
IMPACT STRENGTH BHERE
INTERFACIAL TENSION REKAN
LOSS MODULUS BEREHY
POISSON RATIO R7YUL
P-WAVE VELOCITY PIRRE
RESIDUAL STRESS BB
SHEAR MODULUS Rl 4 32
SHEAR STRENGTH HAMRE
STORAGE MODULUS FFEERHY
SURFACE TENSION REERAN
S-WAVE VELOCITY SIKRE
TEAR STRENGTH IR E
TENSILE STRENGTH 5lAREE
THERMAL ANALYSIS B
THERMAL CONDUCTIVITY BBl
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BRETRRLTYMMEE (ETAG)

THERMAL EXPANSION COEFFICIENT B R R
THERMAL FATIGUE BiES

WEAR RATE EiE

M (BER)

BREAKDOWN VOLTAGE WIEEE
DIELECTRIC CONSTANT FEX
DIELECTRIC LOSS FEHEX
DIELECTRIC STRENGTH B m N
PIEZOELECTRIC COEFFICIENT EEFRHK

MHE GRE-EE)

BRITTLE TEMPERATURE i iR E
GLASS WORKING TEMPERATURE ASREERE
HARDNESS T E

MELT FLOW INDEX AETE—AVTIIR
MICROHARDNESS BN
SOFTENING POINT gL =
VISCOSITY 14 R
YOUNG'S MODULUS YU E

M (REERE)

FLASH POINT 5K R
IGNITION POINT RENR

ME (BK-B@EH)

PERMEABILITY EEE

PORE SIZE LE
POROSITY ZH®E RoPTFa—)
PARTICLE SIZE T
SPECIFIC SURFACE AREA tbxRmEE

#ME ERU<w—)

MOLECULAR WEIGHT (POLYMERS) NFE KJZ—)
MOLECULAR WEIGHT DISTRIBUTION NFESH
REACTIVITY RATIO IN POLYMERIZATION BEERIGE
R¥/NFiEE

BAND GAP NURXpyS
BOND ANGLE weA

BOND LENGTH WwER

CRYSTAL LATTICE PARAMETERS

WG F/INSTA—F

CRYSTAL STRUCTURE

HREE

CRYSTALLIZATION TEMPERATURE HERIEEE
ELECTRON AFFINITY EFEMNAN
ELEMENTARY PARTICLE LIFETIME FHFES




A REGISTRY 774l

BRETRRLTYMMEE (ETAG)

ELEMENTARY PARTICLE MASS RHNTFEE
IONIZATION POTENTIAL A ERTFUIvIL
MOLECULAR STRUCTURE DFEE
MOLECULAR ELECTRIC DIPOLE MOMENT ANTFEINEFE—AVE
NUCLEAR BINDING ENERGY BEEIRILE—
NUCLEAR ENERGY LEVEL BIR)LE—LAN)
NUCLEAR TRANSITION PROBABILITY BREHHER

RADIUS OF GYRATION B &R 4 12
BAR-BRELERE

ACID NUMBER B (i

ACID/BASE DISSOCIATION CONSTANT (KA/KB) B-IEEBETER
CRITICAL MICELLE CONCENTRATION BERIbVIEE
CLOUD POINT ER
DISSOCIATION CONSTANT fi% Bt TE 88

pH ZERBLI-F U2/ —IL-KHDBEFRHEK

LOGD O # BB

LOGP FO5/—IL-KDERFRBOX HE
PARTITION COEFFICIENT 73 B % 8
POTENTIAL OF ELECTRODE REACTION BB RIS DE
SAPONIFICATION NUMBER i
SOLUBILITY &R E

VAPOR PRESSURE/VOLATILITY AR[E/ERME
WATER SORPTION CAPACITY KIREBRE
HE

BOILING POINT R

DENSITY BE
DIFFUSION COEFFICIENT PR R 1% 2
FREEZING POINT R E R

GLASS TRANSITION TEMPERATURE HOREGEHEE
HEAT CAPACITY BAE

LIQUID CRYSTAL TRANSITION TEMPERATURE BRIEREE
MELTING POINT LY

PHASE DIAGRAM B
SUBLIMATION TEMPERATURE FEQ

TRIPLE POINT =ER

BhF

DEBYE TEMPERATURE TINARE
ENTHALPY IVAILE—
ENTROPY IvhAE—
FORMATION ENTHALPY EHIVAILE—

20
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BRETRRLTYMMEE (ETAG)

FORMATION ENTROPY EmIobOE—
FUSION ENTHALPY MBI VAILE—
FUSION ENTROPY ME@gIoraE—

GIBBS FREE ENERGY

FIREHAIRILY—

HELMHOLTZ FREE ENERGY

ANLLRILVYBEBHIRILE—

B

ACOUSTIC IMPEDANCE BEAUE—SFUR
SOUND ATTENUATION COEFFICIENT EREREY
SOUND VELOCITY Ba&E

ELECTRIC CONDUCTANCE AND ELECTRIC RESISTANCE

ELECTRIC CURRENT-POTENTIAL CURVE

ERCEMBIVERER
fi

=1
SUPERCONDUCTIVITY BinE %
Tk 1%
CURIE TEMPERATURE X2 )—RE
HALL EFFECT COEFFICIENT R—ILHREH
MAGNETIC ANISOTROPY MIEAE
MAGNETIC COERCIVITY WS REN

MAGNETIC DOMAIN (WALL LENGTH ENERGY ETC.)

MX (BR IRLEX— #HE)

MAGNETIC MOMENT

BRE—AVE

MAGNETIC SUSCEPTIBILITY R |
MAGNETIZATION Wit
MAGNETOELASTIC COUPLING COEFFICIENT M EERES R
MAGNETORESISTANCE ST
MAGNETOSTRICTIVE CONSTANT BMKUOTHEH

MARTENSITIC TRANSITION TEMPERATURE

RVTUHAMRBIERE

REMANENCE

ERBHER

b2

FARADAY EFFECT I7IT—MR
HAZE Efi (NX)
KERR EFFECT (MAGNETOOPTICAL) H—R CEHER)
LIGHT SCATTERING S EREL

OPTICAL ROTATION TE St B

OPTICAL ROTATORY POWER TiE St 1
REFRACTIVE INDEX B E
BIREFRINGENCE #HREH

NONLINEAR OPTICAL SUSCEPTIBILITY

ERMRMARZM

AT #R

BETA DECAY REACTION ENERGY

N—AHBEREIRILE—

DECAY ENERGY (Q-VALUE)

FEIRILY— (QE)

21
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BRETRRLTYMMEE (ETAG)

HALF-LIFE (RADIONUCLIDES)

R (ST E)

RADIATION ATTENUATION/TRANSMISSION COEFFICIENT

AT R R /MR E R

£M-Ei

ADME
(ABSORPTION DISTRIBUTION METABOLISM EXCRETION)

ADME (%% 4R - 53 7 - X 381 - BE ot )

ALLELE FREQUENCY AND HETEROZYGOSITY

MNIERFHEEEATOES]

BIOCONCENTRATION FACTOR

EWiRtERE (BCF)

DISEASE-RELATED MUTATIONS

RRICEESTIEE

DRUG TARGETS EE&mE—TvE
FUNCTIONAL SITES 4 Be &B 4L
GENETIC MAPPING BiRFIvT
GENETIC POLYMORPHISM ExFisR

HALF-LIFE (BIOLOGICAL)

FRH (M)

HUMAN DISEASE-RELATED MUTATIONS

ADFERICEHELEZER

LC50 50% BIEIRE (LCy)
LD50 50% B3t = (LDg,)
MINIMUM INHIBITORY CONCENTRATION RNEEHLERE
NOAEL/LOAEL NOAEL/LOAEL f&

NON-HUMAN ANIMAL DISEASE-RELATED MUTATIONS

EAE (B OFEKICEELLER

PLANT DISEASE-RELATED MUTATIONS

EYORKICEHTIER

POST-TRANSLATIONAL PROTEIN MODIFICATIONS

MIRZEDO-AIIKE DB

SUBCELLULAR LOCALIZATIONS

MRERRNBEN

TOXIC EQUIVALENCE FACTORS

EMHEMER (TEF

HMILX A2 URL 258

: http://www.cas.org/support/stngen/stndoc/properties.html

(Tagged Experimental Properties in REGISTRY (PDF))
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BREE 1

B EEG . AVIFLEZLI—TILOYHE BR, FR BE) 2R0ETS.

&

BEDODREEKX FA © ETAGFULL THIHOEEZHEILTHL, BEHOXRTEXZHWS

BEROHMEI—FTRTTSLY, BRDOYE%EEL EPROP, PPROPHEDER R TIIEA T
RRTDHEKL.

=> FILE REGISTRY — REGISTRY Z 74 ILICA B
=> E ISOBUTYL VINYL ETHER/CN — BHE EXPAND T3

E1 1 |SOBUTYL VANADATE (V) /CN

E2 1 ISOBUTYL VANILLATE/CN

E3 1 —-> ISOBUTYL VINYL ETHER/CN

E4 1 [SOBUTYL VINYL ETHER HOMOPOLYMER/CN

E5 1 ISOBUTYL VINYL ETHER HYDROCHLORIDE/CN

=> S E3 — F BEEFHFTS (680 H)
L1 1 “ISOBUTYL VINYL ETHER”/CN

=> D SCAN — SCAN ZFrHEXTHET S (BH)
L1 1 ANSWERS  REGISTRY COPYRIGHT 2009 ACS on STN

IN  Propane, 1-(ethenyloxy)-2-methyl-

MF  C6 H12 0

Cl COM

i-Bu0O—CH==CH2

*%PROPERTY DATA AVAILABLE IN THE "PROP’ FORMAT=:x

ALL ANSWERS HAVE BEEN SCANNED

=D

FA ETAGFULL — COYEICODVTEALYRIEHS B S5 HEZET S (FH)

L1

ANSWER 1 OF 1 REGISTRY COPYRIGHT 2009 ACS on STN

Available Properties (PRFA)

FA Rz R

CODE | PROPERTY
+
Experimental Data BEHOYMELHDIILENHH T
.ﬁ Experimental Data ) SPEC, ETAG LL4}
BP Boiling Point DY EI—FIX, EPROP XEHR T,
DEN Density FEDODTRRTDHIENTES.
MP Melting Point
RI Refractive Index
SPEC Carbon-13 NMR Spectra
SPEC IR Absorption Spectra °
SPEC Mass Spectra e, N,
SPEC Proton NWR Spectra | 7 SPEC (& SPEC F®mrsxX Tx= (165 M)
SPEC Raman Spectra
ETAG Experimental Tags e,
- ETAG (¥ ETAGFULL ® TR THRT (EH)

23
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BRI
Predicted Data
BCF Bioconcentration Factor
BP Boiling Point
DEN Density
FP Flash Point
FRB Freely Rotatable Bonds
HAC H acceptors .m_
HD H donors — Predicted Data [& PPROP R THE R
HDAS Hydrogen Donors/Acceptors Sum T&kx (165 A)
HVAP Enthalpy of Vaporization
ISLB. MASS Mass Intrinsic Solubility
ISLB. MOL Molar Intrinsic Solubility
KOG Koc
LOGD |ogD
LOGP logP
MVOL Molar Volume
MW Molecular Weight
PSA Polar Surface Area
SLB. MASS Mass Solubility
SLB.MOL  Molar Solubility
VP Vapor Pressure
Experimental Property Tags (ETAG)
PROPERTY | NOTE

+
Boiling Point | (1) CAS
Enthalpy | (2) CAS
IR Spectra | (1) CAS
Mass Spectra | (3) CAS — - .
NMR Spectra | (4) I¢C é ETAGFULL RTrEX(X, MET—2X
Potential of Electrode Reaction | (5) CAS RIRTEHEND, ZOYHEININEEEINT
Proton NMR Spectra | (1) CAS WA EEADHMNS
Proton NMR Spectra | (4) IC
Reactivity Ratio In Polymerization| (6) CAS
Refractive Index | (1) CAS
(1) Oparina, L. A.; Russian Journal of Organic Chemistry 2005 V41(5) P656-660 CAPLUS
(2) Pre, P.; Fuel Processing Technology 2002 V77-78, P345-351 CAPLUS
(3) Meurer, E. C.; International Journal of Mass Spectrometry 2001

V210/211(1-3) P469-482 CAPLUS
(4) Afonin, A. V.; Zhurnal Organicheskoi Khimii 1991 V27(1) P161-70 CAPLUS
(5) Yamashita, Toshiaki; Tetrahedron 2006 V63(2) P374-380 CAPLUS
(6) Sugihara, Shinji; Macromolecules 2004 V37 (5) P1711-1719 CAPLUS

See HELP PROPERTIES for information about property data sources in REGISTRY.

=> D EPROP — EPROP #F-Hat TE+~ (165 H)

L1 ANSWER 1 OF 1 REGISTRY COPYRIGHT 2009 AGS—ew—SIh
% Shom, B, BEEMFERLTE, EPROP T ]

, _ ZTOMOEBYHEEERTLTEREIERELC
Experimental Properties (EPROP)

PROPERTY (CODE) | VALUE |  CONDITION |  NOTE

Boiling Point (BP) |83 deg C | [ (1) CAS
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BmERERG 1
Boiling Point (BP) |83 deg C | | (2) SRC
Boiling Point (BP) |82.98 deg C |[Press: 760 Torr | (3) CAS
Boiling Point (BP) |82.9-83.2 deg C| | (4) CAS
Boiling Point (BP) |82.0-82.5 deg C| | (5) CAS
Boiling Point (BP) |81-82 deg C | | (6) CAS
Boiling Point (BP) |81-82 deg C | | () CAS
Boiling Point (BP) | 78-83 deg C | | (8) CAS
Boiling Point (BP) |30-32 deg C [Press: 12 Torr | (7) CAS
Carbon-13 NMR Spectra|Spectrum [ | (9) WSS
Carbon-13 NMR Spectral|Spectrum | | (10) AIST
Density (DEN) |0.7693 g/cm**3 |Temp: 20 deg C | () CAS
Density (DEN) |0.7683 g/cm**3 |Temp: 20 deg C | (3) CAS
Density (DEN) |0.7644 g/cm**3 |Temp: 25 deg C | (4) CAS
IR Absorption Spectra|Spectrum [ | (10) AIST
IR Absorption Spectra|Spectrum | | (11) BIORAD
IR Absorption Spectra|Spectrum [ | (12) WSS
Mass Spectra | Spectrum | | (12) WSS
Mass Spectra | Spectrum | | (10) AIST
Melting Point (MP) |-112 deg C | | (4) CAS
Melting Point (MP) |-112 deg C | | (2) SRC
Proton NMR Spectra  |Spectrum | [ (10)  AIST
Raman Spectra | Spectrum [ [ (10)  AIST
Refractive Index (RI)|1.40263 [Temp: 20 deg G | (3) CAS
Refractive Index (RI)|1.39656 [Temp: 20 deg C | (3) CAS
| [Wavien: 589.3 nm]|
Refractive Index (RI)]|1.3960 [Temp: 20 deg C | (5) CAS
| [Wavien: 589.3 nm|
Refractive Index (RI)|1.3941 |[Temp: 25 deg C | (13) CAS
| [Wavien: 589.3 nm|
Refractive Index (RI)|1.39398 [Temp: 20 deg C | (3) CAS
Refractive Index (RI)]|1.3938 [Temp: 25 deg C | (4) CAS
| [Wavlen: 589.3 nm|
(1) Nakano, Senji; JP 38001490 1963 CAPLUS
(2 “PhysProp” data were obtained from Syracuse Research Corporation of
Syracuse, New York (US)
(3) Voronkov, M. G.; Zhurnal Obshchei Khimii 1950 V20, P2060-3 CAPLUS
(4) Schildknecht, G. E.; Journal of Industrial and Engineering Chemistry
(Washington, D. C.) 1947 V39, P180-6 CAPLUS
(5) Shostakovskii, M. F.; Zhurnal Obshchei Khimii 1943 V13, P428-35 CAPLUS
(6) Favorskii, A. E.; Zhurnal Obshchei Khimii 1943 V13, P1-20;English
summary, 19 CAPLUS
(7N Wittig, Georg; Berichte der Deutschen Chemischen Gesellschaft
[Abteilung] B: Abhandlungen 1944 V77B, P306-14 CAPLUS
(8) Smith, Curtis W.; Journal of the American Chemical Society 1951 V73
P5267-70 CAPLUS
(9) Kalabin, G. A.; lzvestiya Akademii Nauk SSSR, Seriya Khimicheskaya
1975(3) P576-81 CAPLUS
(10) “Integrated Spectral Data Base System of Organic Compounds” data were

obtained from the National Institute of Advanced Industrial Science and
Technology (Japan)

a1 Infrared spectral data from the Bio-Rad/Sadtler IR Data Collection was
obtained from Bio-Rad Laboratories, Philadelphia, PA (US). Copyright
(C) Bio-Rad Laboratories. Al'l Rights Reserved

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

(13) Pino, P.; IT 665055 1964 CAPLUS
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BREG 2

B ®REH 2. Z=RHKXKVFKR (BBr,) ONUET—2ERETS.

é » REGISTRY 774/ TI, PROP R KX TE2YHET—4ERRLTH 330 ALEHE

CAplus/CA 774 ILICEBISN-YWEICEHTHT—2ELUNERSINTLSD T,
GMELIN97 74 I)LERBLT, HEAL/NFLLWEDLH D

ETAG LB W DL, SESFLERMEOYMERTTED

=> FILE REGISTRY — REGISTIRY Z 71 IIZA S

=> E TRIBROMOBORANE/CN — BT EXPAND 78

El 1 TRIBROMOB | SMUTHINE/CN

E2 1 TRIBROMOB | SPHENOL A/CN

E3 1 —=> TRIBROMOBORANE/CN

E4 1 TRIBROMOBORANE COMPD. WITH METHYLPHOSPHINE (1:1)/CN

E5 1 TRIBROMOBORANE COMPD. WITH PHOSPHINE (1:1)/CN

=> § E3 — £ BEETRFTE (680 )

L1 1 TRIBROMOBORANE /CN

=> D FA ETAGFULL — FA ETAGFULL ZFERXTHIHIEHERETT S (FH)

L1 ANSWER 1 OF 1 REGISTRY COPYRIGHT 2009 AGCS on STN
Available Properties (PRFA)

CODE | PROPERTY

—=—==+4+ =-_==

Experimental Data

BP Boiling Point

DEN Density

MP Melting Point

RI Refractive Index
ETAG Experimental Tags

Predicted Data

BCF Bioconcentration Factor

BP Boiling Point

DEN Density

FRB Freely Rotatable Bonds

HAGC H acceptors

HD H donors

HDAS Hydrogen Donors/Acceptors Sum
HVAP Enthalpy of Vaporization

|SLB. MASS Mass Intrinsic Solubility
[SLB.MOL Molar Intrinsic Solubility

LOGD logD
LOGP logP

MVOL Molar Volume
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BmERERG 2

Experimental Property Tags (ETAG)

PROPERTY | NOTE N\

—=—== +
Bond Angle | (1) CAS
Bond Length | (1) CAS
Boron-11 NMR Spectra | (2) CAS
Mass Spectra | (3) CAS > SEZXIEH
Photoelectron Spectra | (4) CAS
Raman Spectra | (2) CAS
Raman Spectra | (5) CAS
UV and Visible Emission/Luminescence Spectra| (6) CAS Y,
(1) Mercier, Helene P. A.; Journal of Fluorine Chemistry 2004 V125(11) P1563-1578 CAPLUS
(2) Mercier, Helene P. A.; Jo g‘%ﬁd)%'l’_{?‘-‘—@bi q"'(')hemical Society 2004
V126 (17) P5533-5548 cApLUS MEBEN TS

(3) Hales, David A.; Journal of Physical Chemistry A 20()7 V111(12) P2266-2275 CAPLUS
(4) Mackie, R. A.; Chemical Physics 2003 v288(2-3) P211-240 CAPLUS
(5) Anderson, A.; Journal of Raman Spectroscopy 2003 v34(9) P684-687 CAPLUS
(6) Olander, Jenny; Chemical Vapor Deposition 2005 V11(6-7) P330-337 CAPLUS

See HELP PROPERTIES for information about property data sources in REGISTRY

=> D PROP — INTOYHET—% (EPROP, ETAG, PPROP, SPEC) #ZFZ i+~ (330 H)

L1 ANSWER 1 OF 1 REGISTRY COPYRIGHT 2009 ACS on - -
T—EAR—RBDITRTONET—4F

Experimental Properties (EPROP) #%x:xLTH 330 M !
PROPERTY (CODE) | VALUE [ CONDITION | NOTE

—====+ + + ======
Boiling Point (BP) |96-97 deg C | | (1) CAS
Boiling Point (BP) |91.3 deg C [ | (2) CAS
Boiling Point (BP) |91 deg C | [ (3) NIOSH
Boiling Point (BP) |90 deg C | | (4) NLM
Boiling Point (BP) |90 deg C | | (5) SRC
Boiling Point (BP) |89.8 deg C |[Press: 760 Torr | (6) IC
Boiling Point (BP) [12 deg C [Press: 760 Torr | (7) CAS
Density (DEN) 2.7 g/omxx3 | | (3) NIOSH
Density (DEN) [2.691 g/cm**x3 | | (8) CAS
Density (DEN) |2.6431 g/cm**3|Temp: 18.4 deg C| (4) NLM
Melting Point (MP) | 2507 deg C | | (9) CAS
Melting Point (MP) |-46.0 deg C | | (4) NLM
Melting Point (MP) |-46 deg C | | (3) NIOSH
Melting Point (MP) |-46 deg C | | (5) SRC
Refractive Index (RI)|1.5312 [Wavlen: 589.3 nm|(8) CAS
Refractive Index (RI)]|1.5312 [Temp: 16.3 deg C| (4) NLM

| [Wavien: 589.3 nm]|
D Coleman, Ralph A.; Journal of the American Chemical Society 1954 V76
P4534-8 CAPLUS

(2) Cueilleron, Jean; Annali di Chimica Applicata 1944 V19, P459-86 CAPLUS

(3) “International Chemical Safety Cards” data were obtained from the
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BREH 2

Experimental Property Tags (ETAG)

PROPERTY

Bond Angle

Bond Length

Boron-11 NMR Spectra
Mass Spectra
Photoelectron Spectra
Raman Spectra

1 more tag shown in the MAX or ETAGFULL formats

1) CAS
1) CAS
2) CAS
3) CAS
4) CAS
2) CAS

UV and Visible Emission/Luminescence Spectra (5) GAS
M Mercier, Helene P. A.; Journal of Fluorine Chemistry 2004 V125(11)
P1563-1578 CAPLUS
Predicted Properties (PPROP)
PROPERTY (CODE) | VALUE | CONDITION [NOTE
—=== + —=== + ===+
Bioconc. Factor (BCF) [328. 81 |[pH 1 25 deg C | (1)
Bioconc. Factor (BCF) [328. 81 |[pH 2 25 deg C | (1)
Bioconc. Factor (BCF) [328. 81 |[pH 3 25 deg C | (1)
Boiling Point (BP) [91.3+/-9.0 deg C | 760 Torr | (1)
Density (DEN) |2.782+/-0.06 g/cm**3|20 deg C | (1)
| | 760 Torr [
Enthalpy of Vap. (HVAP) |30.50+/-0.0 kJ/mol |760 Torr | (1)
Freely Rotatable Bonds (FRB) |0 | | (1)
H acceptors (HAC) [0 | | (1)
H donors (HD) [0 | | (1)
Hydrogen Donors/Acceptors Sum|0 | | (1)
LOGD (LOGD) [3.61 [pH 1 25 deg C | (1)
LOGD (LOGD) [3.61 |[pH 2 25 deg C | (1)
LOGD (LOGD) [3.61 |[pH 3 25 deg C | (1)
LOGP (LOGP) |3.614+/-0.839 |25 deg C | (1)
Mass Intrinsic Solubility [0.33 g/L |25 deg C | (1)
(1SLB. MASS) | |
Mass Solubility (SLB.MASS) |0.33 g/L |[pH 1 25 deg C | (1)
Mass Solubility (SLB.MASS) |0.33 g/L |[pH 2 25 deg C | (1)
Mass Solubility (SLB.MASS) |0.33 g/L |[pH 3 25 deg C | (1)
Molar Intrinsic Solubility ]0.0013 mol/L |25 deg C | (1)
(1SLB. MOL) | | |
Molar Solubility (SLB.MOL) |0.0013 mol/L |[pH 1 25 deg C | (1)
Molar Solubility (SLB.MOL) [0.0013 mol/L |[pH 2 25 deg C | (1)
Molar Solubility (SLB.MOL) |0.0013 mol/L |[pH 3 25 deg C | (1)
Molar Volume (MVOL) [90.0+/-3.0 cm**3/mol |20 deg C | (1)
| | 760 Torr
Molecular Weight (MW) |250. 52 | | (1)
Polar Surface Area (PSA) [0.00 Axx2 | | (1)
Vapor Pressure (VP) |6. 13E+01 Torr |25 deg C | (1)

(1) Calculated using Advanced Chemistry Development (ACD/Labs)
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A REGISTRY 2774l

BREH 3

B BRRERH 3 HSREREEA 150-200 CORYAIREIET.

é - MEORIET—EEF->TRETELZINEINE, I —L—RZRBEIh TS,
B®FI4—ILK (SEARCH O—FK) Abh(EHEFTTEE. (P. 14-16 1)

HIEERFEILX FHESES >, =<5>=) PNA(DIUEME-T, SEEERRHATAE

=> FILE REGISTRY — REGISTRY Z 7 4 JLIZA B

=> $ 150-200/TG — HSREBEETBEEFTS (680 A)

L1 2121 150 DEGC - 200 DEGC /TG x* H/t7 74—/ FDEfs. FTETSHELIL p. 71 B
=> E POLYIMIDE/PCT — KYL I FOFRY T—HEHEEFRE

E1 3872 POLYHYDRAZ IDE/PCT

E2 3014 POLYHYDRAZIDE FORMED/PCT

E3 61789 —-> POLYIMIDE/PCT

=> S E3 — FEEFFTE (972 H)

L2 61789 POLYIMIDE/PCT

=> S L1 AND L2 — HSREBEED 150-200 C DK 13 FERE
L3 196 L1 AND L2

=>D 1 102 IDE EPROP ETAGFULL < /pF EPROP FTAGFULL ZFFEstTEHEFRT S
(426 /H x 2 = 852 H)

L3  ANSWER 1 OF 196 REGISTRY COPYRIGHT 2009 ACS on STN
RN  1021301-43-8 REGISTRY
ED Entered STN: 16 May 2008
CN 1, 3-1sobenzofurandione, 5,5 —-carbonylbis—, polymer with
4-[2- (4-methylphenyl)diazenyl]-1, 3-benzenediamine (CA INDEX NAME)
MF (C17 H6 07 . C13 H14 N4)x
Cl PMS
PCT Polyamic acid, Polyamic acid formed, Polyimide, Polyimide formed, Polyketone

*%RELATED POLYMERS AVAILABLE WITH POLYL INKx**

CM 1
CRN 18371-08-9 é BILHECHAAMEGYMHEETINRTERRIIED
CMF  C13 H14 N4 =02, TG AEFNTLWLERRTER

EPROP tEH ORI A D ETAGFULL

N—N xR EAWND
G O

cm 2

CRN 2421-28-5
CMF C17 H6 07

*#%PROPERTY DATA AVAILABLE IN THE ' PROP" FORMAT*x*
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Experimental Properties (EPROP)

PROPERTY (CODE) | VALUE |  NOTE
=4== +
Glass Transition |185 deg C| (1) CAS — HISREBEE
Temperature (TG) | |

(1) Sava, lon; Polymer 2008 V49 (6) P1475-1482 CAPLUS «— 2 U w o d B E %78 CAplus
: FZ7A4NDLIT—FHAEFRSHhE*

ETAGFULL (ZE#$)
MHETF—RIEHEND, T—anEH
NOTE SNTWESBEBXHMMNERETES

Experimental Property Tags (ETAG)

PROPERTY

|

+
Molecular Weight (Polymers) | (1) CAS
Thermal Analysis | (1) CAS
UV and Visible Absorption Spectral (1) CAS
€D) Sava, lon; Polymer 2008 V49(6) P1475-1482 CAPLUS

See HELP PROPERTIES for information about property data sources in REGISTRY

L3  ANSWER 102 OF 196 REGISTRY COPYRIGHT 2009 ACS on STN

RN  874270-02-7 REGISTRY

ED  Entered STN: 14 Feb 2006

CN  Poly[[(3aR, 4R, 6S, 6aS)-2-cyclopentyloctahydro-1, 3-dioxocyclopentalclpyrrole-
4,6-diyl]-1,2-ethenediyl], rel— (9CI) (CA INDEX NAME)

MF (C14 H17 N 02)n

Cl PMS
PCT Polyimide
SR CA

LC STN Files:  CA, CAPLUS

*#*RELATED POLYMERS AVAILABLE WITH POLYL INKx*x

0
N
CH=C 0 n

*%PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMAT=*x

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

P EPROP R HZEME-1-DT,
Experimental Properties (EPROP) RLC EPROP IZ&FEhs¥E
A T—ANKRTES:
PROPERTY (CODE) | VALUE | CONDITION | NOTE .~ (TG OH& & EPROP IZREEE)
=+== + +
Density (DEN) [1.180 g/cm*x3|Temp: 23 deg C| (1) ® cas
Glass Transition |174 deg C | | (1) CAS — HSREREE

Temperature (TG) | |

(1) Diaz, Kenya; Macromolecular Chemistry and Physics 2005 V206 (22)
P2316-2322 CAPLUS

See HELP PROPERTIES for information about property data sources in REGISTRY
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Experimental Property Tags (ETAG)

ETAGFULL (E$
MET—2EHENN, T—2HEH
ENTVWISBXBMAEBRTED

PROPERTY | NOTE
==== +
Carbon-13 NMR Spectra | (1) CAS
Diffusion Coefficient | (1) CAS
IR Absorption Spectra | (1) CAS
Molecular Weight (Polymers) | (1) CAS
Molecular Weight Distribution]| (1) CAS
Permeability | (1) CAS
Proton NMR Spectra | (1) CAS
Thermal Analysis | (1) CAS

(M

Diaz, Kenya; Macromolecular Chemistry and Physics 2005 V206 (22) P2316-2322 CAPLUS

See HELP PROPERTIES for information about property data sources in REGISTRY

x Yo 0ED)vDTHE, TREDEIITHIET S CAplus F7MILDLIA—RERTTHIENTES

ANSWER 1
ACCESSION NUMBER:
DOCUMENT NUMBER:

CAPLUS COPYRIGHT 2009 ACS on STN
2008:324825 CAPLUS
148:496500

Ful |-text

TITLE: Synthesis and photochromic behavior of new polyimides
containing azobenzene side groups
FTIYRVEVRIEEZSCHLWVER YA S FEOERE 7+

Fo oS XL [(BEBER]

TITLE (JAPANESE) :

AUTHOR (S) : Sava, lon; Resmerita, Ana-Maria; Lisa, Gabriela;
Damian, Victor; Hurduc, Nicolae

CORPORATE SOURCE: “Petru Poni” Institute of Macromolecular Chemistry
lasi, 700487, Rom.

SOURCE : Polymer (2008), 49(6), 1475-1482
CODEN: POLMAG; ISSN: 0032-3861

PUBL | SHER: Elsevier Ltd

DOCUMENT TYPE: Journal

LANGUAGE : English

ABSTRACT:

Arom. polyimides contg. side azobenzene groups were synthesized by low-temp
soln. polycondensation of certain arom. dianhydrides with arom. diamines contg
preformed side azobenzene groups followed by chem. imidization at 100. degree

in the presence of pyridine and acetic anhydride. The wt. av. mol. wt. of
these polymers is in the range of 16,000-129,000. The glass transition temp.
of these polyimides is in the range of 185-230.degree.. The polymer

one of the azobenzene arom
This situation is intermediary
The photochromic

architecture presents a special characteristic,
units being in the main chain of the polymer.

between main-chain and side-chain azobenzene-contg. polymers.
behavior, detd. by the trans-cis isomerization process of azo-groups, in soln

and in solid state, was evaluated. The synthesi=ed.naliimidec. mor Liad. ha......
spectral methods (UV, IR), thermal anal. and mo! STN Express TIZZ 1 F7OT Ry X %

L BB, ATEAEEE TES.

study concerning the surface structuration capai SN the Web TIZ. B B89/~ BIB ABS
accomplished. Good results were obtained usingi Vonthe weo Cid, Il
| T ERIAS

incident fluence of 35 mJ/cm2 (situated below t

wa.rv.a...atiad.i

THERE ARE 34 CITED REFERENCES AVAILABLE FOR THIS
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT

REFERENCE COUNT: 34
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B ReaxysFile Z74IJL

M=

B ReaxysFile 77/LI(E, HAHRIEEDORAYRELSBIMBERERFE T ST —2X—XT

Hb.
(2011 &£ 1 ARE)
LaO—KE b2 EEMN / RIGEA
B % 10,864 ,000 Y&
1771 EHhDS 1959 XTI, NVRIVIRBOFEEFAT—42
1960 ELIBF—RXEMMASDORTMT —2% N3
+ 1960-1979 FIL@ =, Hm, ZE, BIFE, IELE, XAYMHoD
I5 52 B HEt, L2MNFEROBRZING, ZOMOMEN, EFEMMEE (X
e BX#ANS RBIEREIG
- 1980 FLUBEFIRTOYEM, LEMEEIZONT, MIET—42E
S BB X EIE R E N8R
EEPY BEZMNYOUET 2t TINGZZEZRHEA
IR #% Bl 4R £ 1771 F LU
EBEET—4 (AYERRY BRERELL)
FEEBPTF—4 (LD, EC,, H&)
ESMMEYE (LFEX, EEMLL)
WAt E (MlEE BRKRE—AVIGE)
ERIL2HNER (REEEH, JOrENMHD, BIEEREE)
ERPDRT—F (HEBE, AVIU—EH, A2/ —IL-KnBEHELZE)
FEMME (X, BEXE BIFE, oy UREE)
I *i
PECAR BLtF—4 (3K K)
MEMNSIUEHMNEE (EHEE, BFRRINE)
ARGRILTF—4 (NMR ARHKJL, NQR ARIRIL, STUARGRILIEE)
RERE (BR #BE BREH RESLGE)
BESIUIRILF—NTA—E (BREBFE—AVL RZEHAELE)
BAOZHYE (BRIVIILE— FTREBHIRILE-LHE)
BMEEE (X BCBERY BEEELRE) e
P # 60 B (WM T AL RARTARELZLD)
#0470 1B SBXHBEROANINFINTLSYEREEFR)

B ReaxysFile Z7/ILDOYPHET—2 DM

ERMEICEHTE2<OMET—2ESBXEMBRARZE SN TIND

& [ STN DF—5~—ZHT, BLEBYEOMIEBERSRBEEIN TS ]
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B ReaxysFile Z74IJL

La—Kkl
B EEYWEEBEMAOLO—FH (ALL RTREX: —EHOYHETHEER) La—F#E R
Accession Number (AN): 1073 it=Y & R E1E#HK
Basic Pref. RN (BPR): 626-67-5
CAS Reg. No. (RN): 626-67-5 l/:'—[‘g%
Chemical Name (CN): N-methylcyclohexylamine, FFRE
1-Methylpiperidine, N-Methylpiper EE
1-methyl-piperidine, 1-Methyl-pip .
N-Methy-piperidin, NMP A-MEDRE
Autonom Name (AUN) : 1-Methyl-piperidine
Lin. Struct. Formula (LSF): (CH2) 5NCH3
Molec. Formula (MF): C6 H13 N
Molecular Weight (MW): 99.1759
Compound Type (CTYPE): heterocyclic
Handbook Citation (HSO) : 4-20-00-00305, 0-20-00-00016
1-20-00-00007, 2-20-00-00012
5-20-02-00021, 6-20
Entry Date (DED): 1988/06/27
Update Date (DUPD) : 2009/10/26

&

9

Field Availability:

Code Name Occurrence
AN Accession Number 1
ADSM Adsorption (MCS) 5
ASSM Association (MCS) 39
AZE Azeotrope (MCS) 1
BP Boiling Point 22
CDER Chemical Derivative 44
CNF Conformation 3
CP Heat Capacity Cp 1
DE Dissociation Exponent 29
DEN Density (Liquid) 15
DFM Molecular Deformation 1
DIC Dielectric Constant 1
DICS Dielectric Static Constant 3
DM Dipole Moment 9
DV Dynamic Viscosity 1
EBC Energy Barrier of Conformation 1
ELCB Electrochemical Behaviour 1
ENEM Energy Data (MCS) 3
FINFO Further Information 1
FLU Fluorescence 6
HCOM Enthalpy of Combustion 1
HFOR Enthalpy of Formation 2
HVAP Enthalpy of Vaporization 3
INP Isolation from Natural Product 1
IP lonization Potential 5
IR Infrared Spectrum 11
LIQPH Liquid Phase 2
LLSM Liquid/Liquid System (MCS) 7
LUM Luminescence 4

34



B ReaxysFile Z74IJL

La—FK4l
MEC Mechanical Property 2
MS Mass Spectrum 3
NMR Nuclear Magnetic Resonance 21
NQR Nuclear Quadrupole Resonance 1
0SM Other Spectroscopic Methods 1
OTHE Other Thermochemical Data 3
PHARM Pharmacological Data 7
POL Electrical Polarizability 1
POT Electrochemical Characteristics 3
RAS Raman Spectrum 4
RI Refractive Index 22
SOLM Solution Behaviour (MCS) 2
SOUND Acoustic Property 1
TRAM Transport Phenomena (MCS) 5
USC Use of Compound 1
uvs UV and Visible Spectrum 6
VP Vapour Pressure 2
XREF Crossfile Reference 20
This substance also occurs in Reaction Documents:
Code Name Occurrence
RX Reaction Documents 320
RXREA Substance is Reaction Reactant 210
RXPRO Substance is Reaction Product 110
lonization Potential: A4 ERTFT )L (IP) (780 H)
Value | Method |Ref. | Note
(1P) | (CMET) | |
(eV) I | |
| [1, 2, 3]
8.37 | Photoionization |4 [ B2 ioTE BEF—%
8.35 | PE |5 | 1 S . a
6.8 | spectrographical |6 | z\gg%*ﬁﬁ)tfﬁk@}}@iﬁn
8.3 | Photoionization |7 | 1 .

Reference (s) :

1. Morishima et al., J.Amer.Chem.Soc., CODEN: JACSAT, 97, <1975>, 4283,4284

2. Pesterev et al., Russ.J.Phys.Chem. (Engl.Transl.), CODEN: RJPCAR, 53, <1979>
845, 1499

3. Aue,D.H. et al., J.Amer.Chem.Soc., CODEN: JACSAT, 98, <1976>, 311-317

4. Rozeboom, Melvin D.; Houk, K. N., J.Amer.Chem.Soc., CODEN: JACSAT, 104 (5)
<1982>, 1189-1191; BABS-5692859

5. Spanka, Gerhard; Rademacher, Paul, J.Org.Chem., CODEN: JOCEAH, 51(5)
<1986>, 592-596; BABS-5697367

6. Muralikrishna, U; Krishnamurthy, Mannam, Indian J.Chem. Sect. A, CODEN:
[JCADU, 21(11), <1982>, 1018-1020; BABS-5950956

7. Gauletti, CGarla; Di Vona, Maria Luisa; Gargano, Patrizia; Grandinetti
Felice; Galli, Carlo; Lilloci, Claudio, J.Chem. Soc.Perkin Trans.2, CODEN:
JCGPKBH, <1986>, 667-670; BABS-5727128

Notes (s) :
1. Type: vertical
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La—r4l

Boiling Point: Fs (BP) (780 M)
Value | Press. |Ref. | Note

(BP) | (P) | |

(Cel) | (Torr) |

+==== + +=======

105.9 | 760 [ I

105 - 105.3 | 745.2 |2 | 21 Lt A—YlENEET IR
106 - 107 | 757. 6 ) 3 | é EMHEI—FDREIIZ. F £2115&

) TRTOYET—EHRRTES.
Reference (s):

1. Magnusson; Schierz, Univ.Wyoming Publ., 7, <1940>, 1,5

2. Lukes; Grossmann, Gollect.Czech. Chem. Commun., CODEN: CCCCAK, 7, <1935>
344, 351

3. Bruehl, Z.Phys.Chem. Stoechiom.Verwandtschafts|., CODEN: ZEPCAC, 16, <1895>
214, Chem.Ber., GCODEN: GCHBEAM, 26, <1893>, 2515

Notes (s) :
1. Only first 20 entries are displayed. Total number of entries = 22
Use “DIS F<prop>” for full format, e.g. FCPD instead of CPD

Vapour Pressure: R&KE (VvP) (780 M)
Value |Ref. | Note
(VP) | |
(Torr) | |
400 - 800 |1 | 1
[2 |

Reference(s) :
1. Magnusson; Schierz, Univ.Wyoming Publ., 7, <1940>, 1,4
2. Cabani; Ceccanti, J.Chem.Thermodynamics, GODEN: JGTDAF, 5, <1973>, 9,616

Liquid Density: RIAZE (DEN) (780 M)
Value | Temp. | Ref. Temp. |Ref

(DEN) | (T | CRD I

(g/cm*x3) | (Cel) | (Cel) |

0.8245 | 9.5 | 4 [ 1

0.8133 | 21.7 | 4 |1

0.8207 | 20 | 4 |2

Reference (s) :
1. Lukes; Grossmann, GCollect. Czech. Chem. Commun., CODEN: GGGCAK, 7, <1935>
344, 351
2. Magnusson:; Schierz, Univ.Wyoming Publ., 7, <1940>, 1,4

Dynamic Viscosity:

Value | Temp. |Ref. EEE (DV) (780 M)
(DV) | (T |

(g/cm*s) | (Cel) |
bt T p——_———— b

1.2167 | 303.2 |1

Reference (s) :
1. Prabhavathi, C. L.; Rambabu, K.; Venkateswarlu, P.; Raman, G. K., J.Indian
Chem. Soc., CODEN: JICSAH, 69(12), <1992> 810-812; BABS-5848373
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Enthalpy of Combustion: PREET > 2J)LE— (HCON)
Value | Temp. | Press. |Ref. EESRES (CP)
(HCOM) | ¢T) | P | B s e =
(J/mol) | (Cel) | (Torr) | %0)11*30)93&7(37§OE’JF;') 4 (OTHE)
-4.123e+06 | 25 | 750.06 [1
Reference(s): | MEO—R|=>% 780 FIE2
1. Silva, Manuel A. V. Ribeiro da; Cabral, Joana I.é fﬁ%i?%;é#;ﬁﬁ]i*‘cﬁgiié

19), ’

—RIAHETRIRARE

Jose R. B., J. Org. Chem., CODEN: JOCEAH, SIR71(
: * ReaxysFile A\ B (5%

Heat Capacity (CP):

Value |Ref.
(CP) |
(J/mol=*K) |
e Cjp—p—————
[1, 2, 3

Reference (s) :

1. Cabani et al., Gazz.Chim. Ital., CODEN: GCITA9, 106, <1976>, 541,6543, 544
2. Lepori; Mengheri, Chim. Ind. (Milan), CODEN: CINMAB, 59, <1977>, 594

3. Cabani et al., J.Chem.Soc.Faraday Trans.1, CODEN: JCFTAR, 69, <1973>, 2112

Other Thermochemical Data:
OTHE
Description (. KW): Thermodynamic properties
Reference (s) :
1. Crowley et al., Tetrahedron, CODEN: TETRAB, 33, <1977>, 915, 916
917,918,923,924
OTHE
Description (. KW): Heat capacity
Reference (s):
1. Cabani et al., J.Solution Chem., CODEN: JSLCAG, 5, <1976>, 125,128, 129
OTHE

Description (. KW): Heat of combustion at constant volume
Reference (s):
1. Silva, Manuel A. V. Ribeiro da; Cabral, Joana |. T. A.; Gomes, Paula;

Gomes, Jose R. B., J. Org. Chem., CODEN: JOCEAH, SIR71(10), <2006>
3677 - 3685; BABS-6559023

Refractive Index: =
Value | Temp. | Wavelen. [Ref. | Note B % (RD (780 M)
(R1) | (T ) | |
(--) | (Cel) | (nmnm) | |

ety e———————— + ==+=

1.4378 | 20 | 589 [1 |

1.4336 | 21.7 | 656.3 [2

1.4362 | 21.7 | 589 [2

1.4427 | 21.7 | [2 |

486. 1

Reference (s) :
1. Magnusson; Schierz, Univ.Wyoming Publ., 7, <1940>, 1,4
2. Lukes:; Grossmann, Gollect.Gzech. Chem. Commun., GCODEN: CCGCAK, 7, <1935>
344, 351
3. Eijkman, Chem.Ber., CODEN: CHBEAM, 25, <1892>, 3071
4. Bruehl, Z.Phys.Chem.Stoechiom.Verwandtschaftsl., GCODEN: ZEPCAC, 16, <1895>
214, Chem.Ber., CODEN: CHBEAM, 26, <1893>, 2515
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Nuclear Magnetic Resonance: NMR (NMR) (780 H)
NMR

Description (. KW): Spectrum

Reference (s) :

1. Weitkamp; Korte, Chem.Ber., CODEN: CHBEAM, 95, <1962>, 2896, 2898
NMR

Description (. KW): Chemical shifts

Note(s) (. COM): NMR-Abs

Reference(s) :

1. Maciel; Beatty, J.Phys.Chem., CODEN: JPCHAX, 69, <1965>, 3925
NMR

Description (. KW): Chemical shifts

Note(s) (. COM): Chem. Versch. (2H), (gasf.

Deuterochloroform)
Reference(s) :
1. Pretsch; Simon, Helv.Chim. Acta, CODEN: HCACAV, 52, <1969>, 2133,2134

Infrared Spectrum:

IR ARJKJL (IR) (780 F)

Description | Solvent | Temp. |Ref.
(. KW) | (.SOL) | (T | |
| | (Cel) | |
=+== +==== + +
Spectrum [ | |1 | 1
Bands | cCl4 | |2 | 2
IR | | |3, 4, 5|
Spectrum | gas | |6 | 3
Spectrum | CDCI3 | |7 | 4

Reference (s) :

1. Voetter; Tschamler, Monatsh.Chem., CODEN: MOCMB7, 84, <1953>, 134, 135
2. Hill; Meakins, J.Chem.Soc., CODEN: JCSOA9, <1958>, 760,763

3. Cook, Can.J.Chem., CODEN: CJCHAG, 42, <1964>, 2292,62293

Raman Spectrum: SIVARYIEIL (RAS) (780 H)

RAS

Description (. KW): Bands

Reference (s):

1. Voetter; Tschamler, Monatsh.Chem., CODEN: MOCMB7, 84, <1953>, 134, 135
RAS

Description (. KW): Raman

Reference (s):

1. Ernstbrunner; Hudec, J.Mol.Struct., CODEN: JMOSB4, 17, <1973>, 249, 250

- 256

M S t :
Mgss pectrum IRARHEIL (MS) (780 M)

Reference (s):
1. Lyuts, High Energy Chem. (Engl.Transl.), CODEN: HIEGAP, 10, <1976>, 253
2. Maquestiau et al., Bull.Soc.Chim.Belg., CODEN: BSCBAG, 88, <1979>, 53
0 3. Holmes; Terlouw, GCan.dJ.Chem., CODEN: CJCHAG, 54, <1976>, 1007, 1009
4. Khmel nitskii et al., J.0rg.Chem. USSR (Engl.Transl.), CODEN: JOCYA9, 7,
<1971>, 389,390, Zh.Org.Khim., CODEN: ZORKAE, 7, <1971>, 391
MS
Description (. KW): spectrum
Reference (s):
1. Katritzky, Alan R.; Parris, Roslyn L.; lgnatchenko, Elena S.;
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Transport Phenomena (MCS) : #E (TRAM) (780 H)
TRAM
Description (. KW): Viscosity
Partner AN (. PAAN): 969212
Partner (.PA): benzene
Temperature (. T): 30 Cel

Reference(s) :

1. Prabhavathi, C. L.; Rambabu, K.; Venkateswarlu, P.; Raman, C. K.
J. Indian Chem. Soc., CODEN: JICSAH, 69(12), <1992>, 810-812;
BABS-5848373

Enimacological Data: EEFT—4 (PHARM) (780 M)
Note(s) (.COM): effect on binding (+/-)<3H>nicotine to rat

brain P2 fraction (in vitro)
Reference (s):
1. Sloan, Jewell W.; Martin, William R.; Hook, Robert; Hernandez, Jorge
J. Med. Chem., CODEN: JMCMAR, 28(9), <1985>, 1245-1251; BABS-5701750

PHARM
Effect (LE): protein binding
Species or Test-System (.SP): Til-1 monoclonal antibody
Concentration (.C): <= 126.0 nmol/ml

Method, Remarks (. MR): competitive ELISA; splenocytes from BALB/c

Use of Compound:

WMBEDOR% (USC) (780 A)

Usc
Laboratory Use and Handling (.LH): catalyst in reaction of
diphenylphosphinic hydrazide with phenyl
isothiocyanate

Reference (s):

1. Yanchuk, N. I., Russ.J.Gen.Chem., CODEN: RJGCEK, 66(8), <1996>
1248-1251, Zh.Obshch.Khim., GCODEN: ZOKHA4, 66(8), <1996>, 1287-1290;
BABS-6069503

Reaction: "
RX RETEH (RX) (780 M)

Reaction ID (. ID): 11050405

Reactant AN (. RAN) : 123259

Reactant (.RCT): ethyl 1-methyl-piperidine-3-carboxylate

Product AN (. PAN): 1073, 1730731, 1900390

Product (.PRO): N-methylcyclohexylamine, ethylene, carbon

dioxide

No. of React. Details (.NVAR): 1

Reaction Details:

RX
Reaction RID (.RID): 11050405. 1
Reaction Classification (.CL): Chemical behaviour
Temperature (. T): 430.2 Cel
Pressure (.P): 29 Torr
Subject Studied (.SUBJ): Kinetics
Prototype Reaction (.PRT): Further Variations:, Pressures
Temperatures

Reference (s):

1. Monsalve, Angiebelk; Rosas, Felix; Tosta, Maria; Herize, Armando;
Dominguez, Rosa M.; Brusco, Doris; Chuchani, Gabriel, International
Journal of Chemical Kinetics, GODEN: I|JCKBO, 38(2), <2006>, 106 — 114;
BABS-7032693 :
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TR
B YERRTCERISIELGRTER
(2011 &£ 1 ARE)
W IER ¥ & B E 1E ] #&
=
@Z it AN| RN | cN | MF | FA |#& | (M)
e
W Da—K O o - - - - - - 780
20 T—AFET
F#iEna—FK @) % - - - - - - 780
=
IDE @) - @) O @) O O @) 780
M IZET 3 o
EEHRTBR O lgosr—sze | | | | | |*
(@)
ALL O |g go7ssc| Q| O | O | OO O] =

* REIOVMEDBEICIOTHENEDD

é ReaxysFile Z7MILICIEEHOEXTEXANLGLDOTIEE
£F—AKRRLTH, 20 T—HFETEHEMNEL

B ReaxysFile 77/J/LTORFMLER DY

s AR=VDR—/IN—=T4—)LRIZDOWTIK, EHOMMHEI—FAA-TLTH, —T1—ILK
<€ (780 ) THRRA[HE.

- — 44— I)LFHEEMNEIE TEHRWR—/N—Ts—JLE: MCS, PHY, SAG, SPE

- RA—N—TJ4—LFICEFENHLVYEIL, EYEI—FIZDE 780 ARE£ SN 5.

- R—R—T4—LRERELTERRTIEE, EPHEITOVTR K 20 T—H2FETHRR.

- 2T SRTTIBARERRIMAEHALY ERRRIBAICETNIGE
MEI—RIZ F 2D TERRTIE —T—LFHETRRALE.

- A
=> D GAS — & IJr—JLRF (CRT, CRP, CRD, CRV, VP, GP) 20 =—#FT
=> D FCRT, FCRP, FCRD, FCRV, FVP, FGP — 21 T=RULBHEBEELITNTE T

é FETOIVRENER—CDR—N—T4—LFICEFEFNDHIGE, HEYHER
LRI—METRTTELIDTRFEY
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KT R

—RTHETKRTTEOIYHRIER—/—DT1—ILF

(2011 & 1 ARE)

A—/N— o N — ke
S LEa—F NE EENBRRT«—ILE
— RSTR (BH:E#5), INP (RAMA LD HEE), COER (FHK),
CHE LEaT—=2 PUR ($58), XREF (¥ORYT7L U R)
LVS S-BRRT—4 LVSM (Ri-i& %), AZE (3£E & ¥), CPEM (B M 7548 F )
SLB GAfE[E), SLBP (AR E &), SOLM GAfE/ER), CMC (B
SoL BRER RIEIEE), HNC (Henry EH), POW (F952/— LK D E
%%
R ELCB (BEXIEEMIERADEEHM) DE EBEIEZ), IEP (FE
FoB RRAFMER | 2) poT (BELEMHM), XS (HOREIVIY)
ELEP BRI DICS (§# EFE &), DIC (LLFEX), ELE (ERMT—%)
MAGP S B4 MSUS (JZ1E =), MAG (SR HIT—4)
MEGP MEBHBLY DEN (GRAZ E), MEC (B ru451E), CMP (JE#E ), SOUND
B (SEHH) ST (REEH)
e e RI (JR#r ), OPT (%), ORP (FEXE), MUT (ZHEF), ORD
OPTP | REEE (136 ), CDIC (iR %6 = &.1)
CPD (@M IK D k), MP (Bh /), CRYPH (¥ & #8), DP (%
CRY 4 & fiEm), SP(RER), TP(ZER), CTP (R DI =), CSYS
(#&M%R), CSG (fEMEMAE), CDEN (EROEE)
GAS oy CRT (e R ), CRP (B R /E 51), CRD (B RZE), CRV (F&
. RIKFE) VP (RRE), GP (R40)
LIQ FIREN BP (G# ), LIQPH GRM D FE M), LPTP (R DERFE =)
A B LU CNF (ML {AEZEE), GEO (R FMRIEERE LA E), DM (BB FE— A
SEp iy vh), POL (B #%18), DFM (5 F D) EBC (3L KA B
S A—% DIFLF—[EEE) EDIS (BRI RILT—), IP (AFERTY
S¥)L), CIP (BEFD#ESE)
SF ZeET—4 AIT (BRAFE X R), FP (Bl K R)
HCOM (k1T A2)LE—), HFOR (£ i T>%J)LE—), HHDG
(KFIAEIVHRILE—), HFUS (BT 2)LE—), HVAP (&%
THE BOZENEH IVARIE—), HSUB (FREIVAIILE—), HPT (MBEH I 2L
E—), CP(EEHAEE),CPO(EXERBE),CV(ERARESE),
OTHE (2D DE K FE M T—4)
. DV ($5M 3), KV (B H0$5 14 3), BV ((KFEA5 1), SDIF (B 2
TRA MERER HE 5% 5. TRAN (813 7 — %)
PED i:i_%-_“‘?;i%? PHARM (EHE%¥T—4) ECO (FTERSR)
ECTOX (£ BE &), EXCA GE#EE{fi), COEV JRE~DEME),
ECO hpgepys—sg | ECTD (EMREHIEEY), BIO (EMLHIMEHE) BIOD (5 #)
= ECDP GEA M ZE M9 fiR), ECS (LIERTHDR L M) EOD (B
FERE) USC (WERSE)
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BREHE

B ReaxysFile 77T, FIZHFRABREFZAVTERETS.

(2011 &£ 1 BIRAE)

BB W KAk PR
263 5 CAS BHRESMEERMNY 45% THAH®H, CAS B pu—
CAS BRES T B o
LEMEHONBRIEIHEVBBENTIZE ABEL2D v
B (/ON) A IRggH DAL, (/CN (X 90 % /AUN* (X 76 %) A
i £La—RICHFRXEREIEGE Hil A=) "
FFA U/MF) O | s FtMEI—LELRMAEE (VELS, /MAC A&) e
- o | MERRELNLGRR K &”?H
= (=1L, RYT—OE KD F(FBHRO 9700 M
I27ORT—4 — HI)—— P DBREIA —ILFDH R ETHE. g 2
* [UPAC 85 &YV kT 7 AutoNom (JAUN) IZE DKL
B REDRN
HhsEL Hhhsiy
CAS ZFES |.ooeeee pl BFF (/JCN) feeeeeees pl| 5 FHK (/MF) BERR
hHoTIVS A| broTB Al 4
4 Sl WaRHm S
..... (/CNS)
---------- t‘yl\l/j-d:ll\ e ceccccece t‘yl\l/fd:(‘\ """......t‘yhl/fd:(l\
v v v ¢
t=YEILEYE

LTHE

EHORTRHA
NELDTEER

Eﬁ!

A

=> S L# AND ¥ a—F/FA

=>S L# AND &/ a—F.KW

v

ZRAVT, BHOYMMENEFRET HHHEE

Boonoyrrdbnld =D ERHEREAK
=> D F#tEa—p

(20 T—ARFETER)

FEELEYEOET—45)

=> D IDE F #ia—F" (MEREHEHRLDET—5)

TRT

s BELLDREATA—SOR——T(—LFCEFNEBE, BENLERLE—HETRTTES.
¥ R—R—T(—LFRONEEEZE TSR RTIBEE, EMEI—FIS F 2D TERRTS
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BREAHE

=% BEHDYEDIESNLEBZE

B ReaxysFile 77T, \tEZEMWELF® CAS EHBESLETHRELE-ES, BEHOMEN—
DTHLOTHLEHREVLNTBIEELHS.

- EEYELEMREOEES: A—DERENfTESNTWSIEERE
CAS ERBEINIGE: ZERIELEaWEELEHLETEYNTS.
- ReaxysFile 774 TlE, (EZYEDEEFER $FEEK) ITL>THEAL: CASE R

BEENNFEINTLS. RLEEBFREZFOLAKEMENK, VAL, 4142, RAEIA
IWEEWIZIE, EEBD CAS ERFESH/TEEIND.

é ReaxysFile J7(LIEMEDERRHRALL, ZLTRRESS 780 HEBBAT-o
SELECT a~v FZ#RAWVWTEMEGEELEMBL, /A XFBRLELKL.

=> FILE REAXYSFILE — ReaxysFile 774 JLIZA B

=> S 108-94-1 — CAS BIREETHRET B

L1 3 108-94-1

=> SEL CN MF LSF — ZH CN), nFzt WF), mit (LSF) F#HHETE (F#)
E1 THROUGH E10 ASSIGNED

=> D SEL — WHL~ER—LFFEFTE (FH)

ET1 3 CYCLOHEXANONE/CN

E2 3 C6 H10 0 /MF

E3 2 CYCLOHEXANON/CN

E4 1 COC5H10/LSF

E5 1 CYCLO-HEXANONE/CN

E6 1 CYCLOHEXANONE RADICAL CATION/CN

E7 1 CYCLOHEXANONRAD | KAL /CN

=> s L1 NOT E6-E7 — FELGEW FHAEFHS<

L2 1 L1 NOT (“CYCLOHEXANONE RADICAL CATION”/CN OR CYCLOHEXANONRADIKAL/CN)
=> D IDE — IDE FRFEHTERTSE (780 H)

L2  ANSWER 1 OF 1 REAXYSFILE COPYRIGHT 2011 Elsevier Properties SA. on STN

Accession Number (AN): 385735

Basic Pref. RN (BPR): 108-94-1

CAS Reg. No. (RN): 108-94-1

Chemical Name (CN): cyclo-hexanone, Cyclohexanone
Autonom Name (AUN) : Cyclohexanone

Lin. Struct. Formula (LSF): COC5H10

Molec. Formula (MF): C6 H10 0

-

43




B ReaxysFile 774l

BRERAELGYMHEE (FI)—2—H)

B ReaxysFile 77/ /L CRERTEELYMHME 2011 £ 1 ARAE)
LO—FIZ&oTIE, MIET A0S B XD AIWEFEINTWSIEELHD.

EEAEEHICEHTIFEREILTRBESIATOSDIFTEAENDT, /A—FPRED
N(EVAR) 2ZFOBRBET—IREFERTIESEEETS.

FeaxyzFile-12

Property Search #8188 Digplay 24— Fa—F

L F F A b SEARCH DISPLAY
R P i il SEARCH A S
s E= U il AIc 4 9-9 2iNIC ® I
AL @ - RREMEDFEEHRETHALSI—F —| b1c
Al v Hz » =>S O—F/FA THHOBEEEZHR bIC
e o RROBE, HI—FOBIZ F % e
:t; wp @ _d‘ DIFBEET—INKRRTED pICs | ELEP |
BE & /DICS.T 5 DICS.T>20 pIcs
AR~ & - SFh & ELE/FA ELE
TR - JELE.COM | 8 PHENOL/ELE.COM ELE  f
BT - JELE.KY § PIEZOELECTRICITY/ELE.KW ELE ™
il e - /Fh 5 MAGSFA Ma T
TR - JMAG.COM | 8 HANDEDDK/MAR . COM Mag ot
oo F - JMAG.EN | 3 MAGNETIC MOMENT/MAG.KW MAG | MAGP |
Bi=E v ek 3/ mol#ER | AHSUS 5 0-410/M3U8 ML
ju S - AMBUS.COM | 8 RANGE/MSUS.COM Msus i
BE ¥R AMEUE.T 5 20-25/M3US.T A wgug -ef

LEEFE PR BEEEC L 2BENTRGHERRE T 4 -1 F T,
RETE>TWAE 2 &

— R THETRTAREL
(LA REnEE T
=+ 4 = F T3 AN SEARCH SEARCH A DISPLAY
B a-F a-F
Ao Rehig - JEh 3 H3/EA ]
aAnp U - JHE.CON 3 ELEKTROMEN/XS.COM ]
T f - FHE KW 3 COLLISION CROSS-SECTION/HE.KW | X8 :
BESRIEEY (pl) ¥ il /DE 4 1.5-1.55/DE IE :
b 0 SRV - JDE.COM 2 HANDEDOK/DE.COM DE :
B E#E - /DE MET 3 COMDUCTOMETRIG/DE.MET DE |_I_E_£F:|
i - JDE.30L 3 D20/DE.S0L DE :
BE @ ¥ K JDE.T 3 DE.T>180 DE :
4T - FDE.TYP 3 THERMODYMAMIC/DE.TYP IE
BELFEAER - JEh & ELCB/FA ELCE
pa 3 SV - SJELCE.COM | & GA3/ELCE.COM ELCE
Tt - FELCB.KW | 3 PEOTON AFFINITY/ELCE.KW ELCE
TEILFEAE S - JEh 3 POT/FA POT
g Sl L - SPOT.COM | 8 CYCLOVOLTAMMETEY/FOT. COM POT :
I - SPOT . KW S 0XIDATION POTEMTIAL/POT .KW FOT : )
rHiE @ P JPOT.PH 3 1-7/POT.PH POT :
& RE - SJPOT.PRD | & PHEMYLEWEDIAMIME/FOT.FRO POT
H R AN P L JPOT.FAN | 8 2827/POT.PAN POT
i - JPOT.S0L | & WETHAWOL/POT.30L POT
BE ¥ K JPOT.T 3 POT.T<-10 POT
EFE HY - JIEP 3 IEP»5.5 IEF
afnp Y - JIEF.COM | & HAMDEOOK/IEP.COM IEP :
iE Y - JIEP.80L | @ H20/IEP.30L IEF  --F
F—D—FESBXBOH [z@asds nF+.

IEELTWAHHET—4
ML P54 BB

FEIC S SRENTRELHEERR T - P T
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BREFRLGYEE (FI)—2—h)

BeaxyzFile-13

R F 74 b SEARCH . DISFLAY
ool F i s SEARCH A i
W (MOE) - JEb S ADSMATA BDIEH
i b - SBDEM L COM 3 HANDEBOOK /ADEM . COM BDIEH
ol | - SODEM K 3 ENTHALPY OF ADSORPTION BDIEH
SODEM K
g v - SODEM P S TRITON ¥-100/ADSH . P4 BDIEH
&M AN @ L OIS . PRAN | 8 2343286/ ADSM.TALN BDIEH
Ef Tarr JODEM P 3 0.5-20/8D3M.P BDIEH
ETdiL - SBDEM . S0L 3 HIZ04/8D5M. 301 BDIEH
BEY b= SODEM . T g 100/4D8M.T BISH
=& (MoE) - JEb S OBSSMSTA LIS
i b - SBEEM L COM 8 ACIDIC SOLUTION/ASSH . COM LIS
ol | - SBESH K S ASSOCIATION WITH COMPOUND LIS
SBESH K
g v - SBESH P S IMIDAZOLE PERCHLORATE LIS
SBESH P
T aN @ L SFRASM . PRAN | 3 54438/833M .ToLN LIS
Ef Tarr JHESH P 8 0.5-1.5/038M0.P LIS
ETdiL - SBEEM . S0L 3 CDCL3/ASEM. 300 LIS
BRE A = SHESM LT S OASSM.T>100 LIS
HHBESW (M) - /FA S MZE/FA BZE T
o B SR S - JBZE.COM S HANDEBOOK SAZE. COM LZE i
B - JBZE.C S B0.11 MOL-PERCENT/AZE.C LZE i
g v - JBZE. P S DODECAME/MZE.PA BZE LVS]
&M AN @ L JBZE.PALN 3 1B97175/8ZE PAAN LZE T
Ef A Tarr JUZE. P 3 199.8/4ZE.F 4ZE i
RE @ yidl= JMZE.T S 20-26/AZE.T AZE %
AERS - JEb S BSPM/TEA BSFM
i b - SBSTM . COM 5 HANDEOOK /BSEM . COM BSFM
ol | - SBETM KN S SURFACE TEMSIOM/BSEH. KW BSFM
g v - JBETM. P S METHAMOL/BSEM.PA BSFM
&M AN @ L SBSPM.PRAN | 8 1099229/F3PH.FALN BSFM
Ef Tarr JBETM . P 8 0-750060/BSPM. P BSFM
ETdiL - JBSTM . S0L S H20/BSPM.30L BSFM
aE? ¥ JBSPM.T 3 100/BSPM.T BIPM
T My PR - JEb S CPEM/FA CPEW
i b - JCPEM . COM % DEPEMDENCE/CPEM.COM CPEM i
ol | - JOPEM KW 3 PHASE EQUILIERIUMSCPEM.KW CPEM ¢
g v - JCPEM . P 3 (MAPHTHALENE AND WATER) CPEM LVS]
JCPEM . P :
&M AN @ L JCPEM.PRAN | 8 1421310/CPEW.FALN CPEM
Ef Tarr JOPEM P S 30000-40000/CPEM. P CPEM
ETdiL - JCPEM . S0L S H20/CPEM.30L CPEM i
BEY b= JCPEM.T 8 Z0/CPEM.T CPEM ==
BRI LEE /L JCHE 8 0.025/CHC cHe T
o B SR S - JOMC.CON S HANDEBOOK SCHMC. COM CHE
ETdiL - JoMC. S0 8 H20/CHEC . S0L CHE @]
BRE A = JoMCL T 8 0.025/CHC AND 40/CMC.T CHC i
EEATE A - JEh 3 EIM/FR EIM
i b - JEDM.COM S COMCENTEATIOM/EDH . COM EDM
ol | - JEDM. KW % DIELECTRIC COMSTAMT/EDM.KW | EDM
g v - JEDM. PR S TETRATRIACONTAMN-1-0OL/EDM.PA | EDM
&M AN @ L JEDM.PAAN 3 1798829/EDM . PAAN EDM
B Rz JEDM.T 8 20-30/EDM.T EDM
(%)

45



HBRhmHRT -5 (HCE)

B ReaxysFile Z74IJL

BREFRLGYEE (FI)—2—h)

BeaxyzFile-14

L T F b SEARCH \ DISPLAY
i A P i e b SEARCH A i
THILE S A (MeE) | - JE o EMEM/F4 ENEM
o - SRV N - JEMEM . COM S CYCLOHEXANOMSENEM . COM ENEM
BT F - JEMEM .10 3 ENTHALPY OF SOLUTION ENEM
JENEM .10
Hgm v - JEMEM . P4 S 1,4-DI0XAMNEENEM. P4 ENEM
FTgt an @ AR JEMEM . PAAN 3 9E9148/ENEM .BALN ENEM
=2y Tarr JEMEM . P S I-Z0/ENEM.F ENEM
i - JEMEM . S0L % TOLUENE/ENEM.S0L ENEM
BEY R ill=" JENEM.T 3 25-30/ENEM.T ENEM
Henry EHET (MCE) Patmbk2/mal| FHNG 3 20-30/HNC HNG "t
o - SRV N - SHMC . COM S COMSTAMT /HMGC. COM HNE ;
Henry EET {8l & AR FHMC . LOG 3 -5.72/HNC.LOG HME Eﬂ
i - FHMC . 30L S H20/HNG . 30L HNE ;
BE Y o= JHME.T 5 2ESHNC.T HHE
iR (HCE) - JE o LLEM/SFA LL3M
- LTI N - SLLEM . COM % HAMDEOOK /LLEM . COM LLSM
BT F - SLLEM .1 S LIOUIDALIOUID PHASE LL3M
DIAGEAM/LLEM KW
wHE:m v - JLLEM . P4 S TETRACHLOROMETHAME/LLSM .Fa | LLEM
FTgt an @ AR JLLESM . PAAN 3 1098295/ LL3H. PaAN LL3M
E5 @ Tarr JLLEM. P S 0-10000/LLEM. P LL3M
i - JLLEM . S0L S DIMETHYLSULFOXIDE/LLSM.SOL | LLEM
BE Y o= JLLEM.T 8 E-10/LL3M.T LLaM
B R (HC3) - JE o LSSMAFL LEaH
o - AP N - SLEEM . COM S HAMDEOOK /LESM . COM LaaH
BT F - SLESM . 3 PHASE TRAMSITION LEaH
TEMPERATURET /LISH K0
wHE:m v - SLESM . PA S STRYCHMIDIM-10-OME/LSSM.FA | LSSH
FTgt an @ AR SLESM . PAAN S OE2979/LISM. PALN LEaH
E5 @ Tarr JLESM. P S 0-20000/LSSH. P LEaH
i - JLESM. S0 S MAPHTHALEME/LSSM. S0L LEaH
BE Eii=" SLESM. T o OLSSM.T>200 L3sk
SR (MCE) - JEh 3 LV3M/FA Lyah i
s - SRV N - SLYEM . COM S HAMDEOOK FLVSH . COM LYSH  :
BT F - SLYEM S CRITICAL WOLUME/LYSH.KW LY3H I:
Mg v - JLYSM P4 5 ACETALDEHYDE/LYSM .PA RG] _LVSj
FTgt an @ A SLYEM . PAAN 3 BOB007/LYSM.EALN LysH i
Ef @ Torr SLYEM. P S 19000-90000/LYSM. P LYSH
i - JLYEM . S0 S PROPAM-1-0OL/LYSM.S0L Lvam i
BREY ¥ 5% JLVEN.T 8 120/LVEW.T LvsW .}
A B L R HIEATESE | - FTi 3 MECM/FA MECH
(MCE)
o - SRV N - SHECH . COM 3 DIAGEAM/MECH. COM MECH
BT F - SHECH .10 3 ISOTHERMAL COMPRESS? MECH
SHECH K0
wHE:m v - SMECH . B4 S OCTAN-1-0L/MECH.PA MECH
TS an @ Tl MECH . BA&N S 1BT461/MECH. PN MECH
E5 @ Tarr SMECH . P 3 1-10/MECH. P MECH
i - SMECH . S0L S HCL/MECH .30L MECH
BEd B SMECH . T 3 2E-BE/MECH.T MECH

46

(8 <)



B ReaxysFile Z74IJL

BREFRLGYEE (FI)—2—h)

FeaxwsFile-15%

e o S [
R Frab SEARCH | DISPLAY
oA=L b i SELECH {5 i
W - B (MOE) - JE 3 OIM/EA ODK
Ay R - SODM. KW S KERR CONSTAMT/ODM KW ODK
g v - SODIM. B S PHENOL/ODM.PA ODK
& AN P A SODM.PAAN S 9EHE1E/0DM.PAAN ODK
bl R | | s ¥ . FeOy a3 1.5-2/P0W PO
(POWY (MWcEy®
PO ETED @ L SROW.LO0G 8 -0.9- -0.7/PO%.LOG FOY
BE & SPON.T g a0 POW.T il
EERE (MCH @ 2/ FEIN: 3 8LB<0.0001 SLE
b S P - JSLE. COM 2 PH/SLE.COM 3LE
o b - SSLB.RAT 8 (B{P))/SLE.RAT SLE
B - SSLE.SAT S (PURE AMD SOLYENT)/SLE.SAT | SLE
L - J8LEB.80L 3 DIETHYL ETHER/SLE.S0L SLE
BEY ¥ f8LB.T 3 10/3LE.T sLE
EERERE (Mcm) @ L JSLEF g 2LEP<0.00002 SLEP i
b - P L - /SLEP.COM S HAMDEOOK SSLEF.COM SLEP
B o b - SSLEF . RAT 8 (S0{P)PERCENT)/SLEF.RAT SLEP Eﬂ
L - /SLEP.S0L S H20/SLEP.30L SLEP 3
BE & SSLEP.T S 2E/SLEP.T SLEP
BWIEER (Me3) - i3 3 SOLMAFA S0LM
b - P L - JEOLM . COM % PREZSURE/SOLM.COM SOLM
E ey A - FEINT N 5 WISCIBILITY/SOLM.KW SOLM
HEm v - JEOLM.PA 8 WYLITOL/SOLM.F4 SOLM
&M AN P A JSO0LM.PAAN | 8 2049713/30LM.PALN SOLM
Ef P Torr SS0LM. P S 780-850/30LM.P SOLM
L - JB0LM . 300 S TETRAHYDEROFURAN/SOLM.S0L SOLM
BRE? & JB0LM. T 8 20/30LM.T SOLM
WiiERS (MeE) - JE 3 TRAMATS TRAM
- P L - STRAM . COM S HAMDEODK STRAK . COM TRAM
=y A - STRAM .0 S ODYMNAMIC WISCOSITY/TRAM.KW | TRAM
HEm v - STRAM . PA S ETHANDL/TRAM.FA TRAM
S AN D L STRAM.PAAN | 8 1718723/ TRAK. PAAN TRAM
Ef @ Torr JTRAM.P S 0-800000/TRAM.F TRAM
i - STRAM . S0L S PYRIDIME/STRAM.30L TRAM
BEY iz STREM. T 5 9.9/TRAM.T TRAM
NFfwETRtIh T L SBESNBENET.
RS F I A REEEEICL AR TR EReET - L E T

47



B ReaxysFile Z74IJL

BREFRLGYEE (FI)—2—h)

BeaxwzFile-18

T
L T F 4 b SEARCH | DISPLAY
IR P i o SELRCH {7 e
HigxmE - JFh 8 CDIC/FA CIIC =
AL b U - JoDIC, COM § HANDEOOK/CDIC.COM CIIC
E - JoDIc, 300 3 CHOL3/cDIc. 301 CIIC
EThEk @ deg SHUT 8 10-20/MUT MUT
AL b U - JHUT.COM S HANDEOOK /MUT.COM HUT
P - JHUT.C 8 0.7 GS100MLAMUT. G HUT
®EE Y am SHUT.LEN 3 MUT.LEN>10 HUT
it & JHMUT.S0L 3 H20/MUT.30L HUT
mE Y - FMUT.T 8 21/MUT.T MUT
5 R - JHUT.TIM 8 1 DATT/MUT.TIM MUT &
HiA nm SHUT.TYP 3 MAMUT.TYE MUT &
HE Y - AHUT. W 3 583/MUT.Y w1 [ optp ]
B ¥ oy - JFh S DED/FA 1))
AL b U - JORD.COM 8 CYCLOHEXAMOL/ORD.COM 1))
it deg JORD.SOL § ETHANOL/ORD.50L ORD
fEdemE @ - JORE 8 29.55-40,/0RF ORF
AL b U - JORP.COM § ACETAMIDE/ORP .COM ORF
P am /ORP.C 8 1 MOL/L/ORE.C ORF
®EE Y - /ORP.LEN 3 10/0RP.LIN ORF
it & JORP.SO0L § BENZEME/ORP.30L ORF
BE - JORP.T g 20/0RP.T ORF
HiA nm JORP.TYP 8 ALPHA/ORE.TYP ORF
#E - JORE.W 8 B7R/0RP.W ORF
Wz - /Th 3 OPT/T4 OPT
b S L - SOPT.COM 3 ACETOM/OPT . COM OPT
Boalfof L SOPT.KY 8 LINEAR DICHEOISMAOPT .KW OPT
Eir=E @ - JRI 8 1.00058/R1 I
b A L ¥ & /RI.COM 3 HANDEOOK/RI.COM BI
BE @ nn JRI.T 8 0/RILT RI :
#E ¥ SRIY 8 BEESRILW BRI =
NEAfwETHEETh T ZEASAEY T T,
BEEETIARRENEEIC L SR T R REeET - ILETT
EErHF -4
L T F b SEARCH | DISPLAY
A | P B i SEARCH {1 SRl
Bl & - JTh 3 FP/T4 TP
Ay ¥ R JEP.T 8 108/FP.T FP
FRIOEAT - JTP.TYP g DIN/FP.TYP TP
NHMEREF I AREBEEEIC L IR AL BiEeE T r— L F T,

48



B ReaxysFile Z74IJL

BREFRLGYEE (FI)—2—h)

MBI E L AT

BeaxysFile-17

LR Fral SEABCH . DISPLAY
T = F i i SEARCH {5 i
= ErE e - JEA S SOUNDSER SOUND ===
o SR N - J80UND.CO | & HAMDEODK/S0UND .COM S0UND  :
T~ - h'I $ YELOCITY OF SOUMDSSOUND KW | SOUND
IE 5= - SS0UND LKW | 5 CMEB/EA CHE
dALw b Y - JE S HAMDBOOK /CHE. COM CHE
o f - JOMP.COM | 8 ADIABATIC COMPRESSIBILITY | CME
UMLKY UMLKY
F o oiER @ - 3 TINFO/F4 FINFD
CHEIEAYE X AR SEATEE ) FEi
iEiEmmE Y ghomkkd 2 1/DEN DEN
o AP L - JDEN S ALCOHOL/DEN.COM DEN
BlERE Y = JDEN.COM | 8 Z0/DEN.T DEN
HHEERE ¥ = JDEN.T S 10/DEN.RT DEN
A HEE - JDEN.RT S MEC/FA MEC
s - S N - JE S HAMDEOOK MEC. COM MEC
FEoalfef - SMEC.COM | 8 YISCOSITY/MEC. KW MEC
FmEIRS ¥ g/ ahh? SHEC . KW 8 1.9-2/87T ST
o = AR LY - faT S HAMDEOOK/ST.COM aT :
BE ¥ tuli=o J8T.COM g 20-22/8T.T 8T i
F8T.T
NFfwETTdsh T aBEHNBTT.
ZiReamysFile TIXHMEHR - LT A LMES, E¥aS AT ISIRES AT T,
NHEEETI R EEEETIC LSRN TR S BiERR T - L F T
s hLTF A
LW Foral SEARCH | DISPLAY
o = F S i SEARCH {1 i
ESR(EF A B2k | - JE S ESE/TH ESE
s - S N - JESE.COM | 8 (INOBGANIC AND COMPOUNDS) | ESE
JESE.COM
C Ry I - JESR.KW 3 SPECTEUM/ESE.KW EST
BowF) L HiE - JESR.NUL | 8 2D/ESE.NUI ESE
wi - /ESE.30L | 8 CH2CLE/ESE.SOL ESE
BEd * R JESE.T 3 19-20/ESR.T ESE
EHER RN - JEL S FLU/FA FLU
s - S N - SELU.COM | % HAMDEOOK/TLU. COM FLU
C A - SELULKW S OMAX IMA/FLU LKW FLU
iEi - JELO.30L | 8 ACETOMITRILE/FLU.SOL FLU
BE? KR JELU.T 2 OIE/FLULT FLU
IR(FRHAIA <20 - JEL S IR/TA IR
o AP L - AIR.COM S PHAIE.COM IR
E A - SIRLEN 5 FINE STRUCTURE OF IR BAMDS | IR
FIR.KEW
wiE - JIR.300 2 CHCLE/TR.30L IR
BEd b =" fIR.T S IE.T»50 IR
b A N - FEA S LUM/Fa LUK
n = S LY - JLUM.COM | 8 (TEMPERATURE AMD DEPEMDE?) | LUM
ALUM.COM
BoTpop - SLUM. KW S LUMINESCENGE CUEMCHING LUM
SLUM.EY
(3 <)

49




B ReaxysFile Z74IJL

BREFRLGYEE (FI)—2—h)

BeaxwyaFile-18

A B PR SR

U F 41k SELECH \ DISPLAY
ol F ST g SEARCH i
HASs(BRIZ <X b 1 - JFh 3 M3SEA W3
A Y - JHE.com S METASTABLE/MS . COM W3
BT - JHE S TRAGMENTATION PATTERNAMS.KW | W3
NME(FEBESE L 0B) R & b 1L - ) 3 MME/F4 NHE:
A Y - SNME.COM | 8 CAMEIEMT &ND TEWPERATURE) NHE:
SNHE. COM
BTN - SMMELNUL | 8 (1H and 13C)/MME.NUI NHE:
BT - SHHE. KW 8 2D-NMESNME KW NHE:
ikt @ WHz /NME.T 3 BO/NME.T NHE:
i 3 - JNMELNUG | 2 21P/HME.NUGC NME
mi - SNME.S0L | 8 CICLE/NME.S0L NHE:
BE Y el JHNME.T S 20-22/NME.T NME
NOR(FEpd iR HOR ) % 2 2 b 1| - 3 S MOR/EA NOE
A Y - SNOR.COM | 8 CWOR AMD ABSOBPTION)/NOR.COM | NOE
BT~ - JNOR. KW S MNUCLEAR OUADEUPOLE RESONANCE | MOE
ANOR KW
& ¥ - SNOR.NUC | 8 SECL/NOR .NUGC NOE
FnamakE - JFh 5 OSMAEA 03M
o S AT SR - SOSH.COM | & SHIFTS/0SM.COM 03m
BT - JOSH. K S PHOTOELECTEON SPECTEUMSOSH.KW | O3H
WOAYE 2k bl - JFh 3 PHO/FA FHO
A Y - JPHO.COM | & HANDEOOK /PHO.COM PHO
BT - JPHOL KW S TRIPLET STATE LIFETIMESPHO.KW | PHO
EiE - /PHO.S0L | & ETHAMOL/FHO.Z0L FHO
BEd ¥R JPHOLT S 25/PHO.T PHO
Ry s N P - JFh 3 RA3SEA R4S
b - SV SR - JBAS.COM | 8 (GASTOUS AND MATRIM)/RAS.COM | RAS
BT - JRBE. KN S RAMAN INTEWSITIES/BAS KW R4S
mi - JRAS.30L | 8 KEB/RAS.30L R4S
B T R - ST S ROT/FA ROT
A Y - /ROT.COM | & BOTATIONSDISPERSION/ROT.COM | ROT
BT - JROT.EW 3 ROTATIONAL SPECTRUM/ROT.KW ROT
M- THEA S L - fFi S UW3SFA s
L Pl nm SUYE. M 3 139-138.17U%S . AH uva
dAL Y - FUVS.COM | 8 CACIDIC AND SOLUTIOW)/UWS.COM | UvS
o - SUVE K S ABSOBPTION MWAXIHMA/UVE KW Uya
W SR RED @ U/mol#on | FUVE.EAC | & 4.47U43_EAC uva
EiE - JUVE.S0L | 8 CYCLOHEXEME/UYS.30L IVE]

NEAWETESE A TLIBESHEW T T
DHEERET I ARERBEEICL RN TRLEEEE - FTT

50



B ReaxysFile Z74IJL

BREFRLGYEE (FI)—2—h)

BeaxyzFile-11

HEE
L F 4| SEARCH DISPLAY
A I P e S SELRCH fH] g
it em
EaEE glomk®d | SCDEN 8 5-5.1/CDEN CDEW :
s I SR N - JCDEN.COM | 8 ORTHORHOMBISZCH? SCDEN .COM CDEN i
BEY b= JUDEN.T 2 293 K/CDEN.T CDEN
R - JEh S CRYPH/TA CEYPH §
s SRV N - JCRYPH.COM | & AMISOTROPIC/CRYPH.COM CRYPH i
BTt - JORYPH.KW | 8 CRYSTAL STREUCTURE?SCEYPH.KW| CRYPH ©
mE ¥ & JCRYPH.T | & 14.85/CEYPH.T CRYPH §
FEETER - JCPD 8 GLAST/CPD CPD
LU o #oEE DL :
b I SRV S - JCPDLCOM | & HAWDEOOK/CED. COM CPD
PR e - Jean 3 P212121/C3G ]
aAwh @ - JCBGE.COM | 3 HANDBOOK/CSG.COM CHG CRE
EEE - Joars S MONOCLIMIC/CSYS CEYs
b I SR N - JCSYS.COM | S (LABILE(PIFORM)/CEYS.COM cayg i
fEEmiziss U & JOTE S 100.05-100.1/CTF CTF
tHiR D 2k - JCTR.CH 8 GLASE/CTP.CH CTF
a4 1 ® - JCTE.COM | 5 HANDEOOK /CTE.COM CTF
SEEd U & /DE g 0-10/DF P
s I SRV N - JTF oM S CRYSTALLIZATION/DE.COM P
B - JDF .30 S PREOFAN-2-0L/DF.30L IF
Af g U Soli=o IHE g 2E0-260/MP WP
s I SRV N - SHE .COK S DECOMPOSITION/ME.COM WP
i - SME 301 3 HYLEME/ME.S0OL HE
AES U ¥R [8P g 8P»=500 ap
i # - JSP .COM 2 (MELTINGCP)FORM)/SE. COM ar
EARU Torr [8P.F S 1/3P.F 3P
=®Ea U ¥R [TE S 218.85/TP TP
b - SRV N - JTE .COM 2 BAR/TE.COM TP
EE
U ¥R /BE 3 BEr200 Ep
A - JBP.COM | & BADTEMPERATUR/EP.COM EP EQ:‘
ERU Torr /BP.F S 1/BP.FP EP :
HEE - JEh 3 LIOFHAFA LIGFH
b I SRV N - JLIOPH.COM | & AETHAMOLFLIOPH . COM LIDEH
= - SLIOPH.EW | 8 SELF-ASSOCIATION IN LIOFH
SOLUTION/LICOEH. KW
TR ERiES U ¥R JLPTE g 20/LPTP LPTF
ik EED Tk - JLPTP.CH | 8 (MEMATIC(F)ISOTROPIC) LPTF
ALFTE.CH
b I SR N - JLPTP.COM | 3 HAMNDEOQK/LETE.COM LPTF ../
S iE
ERRmE U glomesd | JORD 8 0.2-0.2022/CRD CRD %
a4 F ? - JCRDLCOM | 5 HANDEOOK /CED.COM CRD i
EREf U Torr JCRE S CRP>TED MBAR CRP i
ﬁ%é;hl o - JCRE.COM | 8 HAMDEOOK/CRE.COM CRP :
2 Rz JCRT 3 BO0-BO0/CET CRT [
b SRV N - JCRT.COM | 3 HANDEOOK /CRT.COM CRT @El
B RiEE v cmk#3mal| SORY g 210/CRY CRY
b I SRV S - JCRY.COM | 3 HANDEOOK SCRY.COM CRY
558 - JE 2 OP/EA P
s I SRV N - JOF .COM S (SATURATEDCPILIOY )/ GP.COM | GF
A - JOP LY 3 FURACITY /G KW GF
EEE U Torr /Y S 4-5/YE VP
b - SRV N - SYE.COM S EOUATION/YE .COM VP
aE Y &R JYELT S YP>80 and YP.T<E WP :

NEEESETICIEEEEICLDIEENTREEER? 1L FTT.
FAVETER AT OBESHEBN I T,

51



B ReaxysFile Z74IJL

BREFRLGYEE (FI)—2—h)

BeaxwsFile-20

BEEL P zFLFE NI A~H
—L T F k| SEARCH \ DISPLAY
R P B i SEARCH 3] i
LA - JEa 3 CNF/F4 CME
HEO E - JCNF.ORT | 8 CONFORMER EOUILIBRIUMACNE.QRJ | CNE
WEFE-A R U i ST 8 1-1.22/TM DM :
A ® - SIM .COM S COMCEMTEATIOM/DM .COM M :
BoaTf e W - SIH LK S QUADRUFOLE WOWENT/DM KW ]| :
= i#* - JOM.MET | & DIELECTRIC/DM.MET I SEPj
Eedii] - JIM .30L 8 COL4/DM. 300 DM :
BE U * R DM T 8 20:DM.T M
FEA 1R - fFi 8 POL/FA POL
S ST S - SPOL.COM | 8 (TIME(P)DEPENDENCE)/POL.COM POL
BT W - SPOLLKY % ELECTEROM POLARIZATION/POL.KW | POL
\EFDEEE - JE 8 CIE/FA CIP
e ST S - JCIP.COM | 8 (EMCITED(PISTATE)/CIE.COM CIF
BT W - SOTPEY 8 ELECTEOM AFFINITY/CIP.KW CIP
TIFELEG LA~ FEEE V| J/nol JERC 5 1000<=EERC ERC
et & 1 - JEBC.TYP | & CF3/ERBC.TYF EBC
S ST S - JERC.COM | 8 BOTATION/EEC.COM EEC
bz - /EBC.S0L | 8 TOLUENE/EEC.S0L EBC
[t 1 e B D S J/mol JEDIS S 12000-14000/ED1S EDIS
e AL - FEDIS.TYP | 8 (P(PIHI/EDIS.TYP EDIZ
I S - JEDIZ.COM | 8 DISSOZIATIONSENERGIE/EDIS.COM | EDIS
EF R AE - FFh 3 GEO/FA GEO
aAw 1 @ - SBEQ.COM | 8 METHOD/GED . COM GED
BT ¥ - SHEDLKY 8 “INTERATOMIC DISTANCES(E) GED
BNGLES” /GED . KW
A FEFEF e U ey f1F 3 7T-3/IP IF
e ST S - JTF .COM 5 VERTICAL/IP .COM IF
BlEE - J1F MET % PHOTOIOWIZATION/IP.MET Ir
FFOER - JEd 5 DEM/FA DFH
aAw 1 @ - SDFW.COM | & ACETOMITRIL?/DFM.COM DFH
e - SOFH.KY % FORCE COMSTANTS/DEMW.KW DTH
NBEEETE A IRERTICL 3G TRARERE 7 —ILFTT,
DFfwETESEShTLIBSNEYET,
BTSN
—L T F x| SEARCH . DISPLAY
R P i gl SEARCH {7 i
WE L AL~ J/mol SHEOM S HOOM>-100000 HCOW ™
ST S - HCOM .COM | 8 HANDEODK SHCOM . COM HooM
Ef U Torr SHCOM P 8 TRO/HCOM.F HCOW
BE U ¥ R FHCOM . T 8 Z5/HCOM.T Hoo
ERE AL~ Jimal JHFOR 5 808052/ HFOR HFOR THEj
I S - AHFOR.COM | & HAMDEOOK /HEOR . COM HFOR
Ef Y Torr SHFOR.F 3 754-TE1/HFOR.P HFOR &
BE U & SHFOR.T 5 HFOR.T<10 HFOR
L | P E J/mol SHFUS 8 1000-2000/HFUS HFUS
I S - AHEUS .COM | 8 HANDEOOK /HEUS . COM HFUS
FEEz B - J/mol SHHIG 3 153362/HHDG HHDE
aAw 1 @ - SHHDG . COM | 8 HANDEOOK SHHDG . COM HHDE
HERH ANV L JHHDG . &M | 3 18B285E/HHDE. &N HHDE
ERE R @ - JHHDGE.CH | 8 PHENYL-CYCLODCTANE AHHIDG .CN HHDG  §
BEUY * R JHHDG . T 3 24.9/HHDG.T HHDG  --7
0§ <)

52



B ReaxysFile Z74IJL

BREFRLGYEE (FI)—2—h)

BeaxysFile-21

$hFT a9
L Fr Al b SEARCH . DISPLAY
eI oy il SELRCH i bl

e AN - U Jimol SHPT S BE0-7O0SHPT HPT =3
A b ¥ - FHPT.COM | 8 (HEXAGONAL(PYCUBIC)/HPT.COM | HET :

BfErL AL~ U J/mal H3UE S HSUB<40000 H3UE
dAw b # - FHSUB.COM | 3 HAMDEOOK AHSUE . COM HSUE
BEU B JHSUB.T 3 25/HSUB.T H3UE

mErLHLE - U J/mal SHYAR S 90000>HY AP HYAE
S ST WL - HYAR .COM | 8 HAWDEODK MHVAE . COM HYAE
Ef v Torr FHYAE. P S 250>HYAP.P HYaF &
mE v ¥ FHYAP.T 5 20-26/HVAP.T HYAP i

EERMEFER (cp) U Jimalkk fCP S BO0-501/CP P :
dAw b ¥ - SCFCOM 3 HANDEOOK /CF.COM P Eej
BEU 3 JOPLT S CP.TH500 P :

EEHMESR (P U J/molK SR S 2003CPO 93] :
aAL b @ - JCPOLCOM | 8 DETERMINT/CEO.COM CPO
BEU B JoP0LT S 200-220/CP0.T cPo

ETHERE (¢ U Jimol#K foy g 11ascy oYy
aAL b @ - So cOm S HANDEOOK /CY .COM oy
BEU B Joy.T S 118/CY.T AND 25/CP oy

FmtmEiELs -4 - JFA S OTHE/En 0OTHE
dAL b # - SOTHE.COM | 3 HAMDEOOK /DTHE . COM OTHE
Tt~ | - JOTHE.EW | 8 HEAT OF COMBUSTION AT OTHE

COMSTAMT YOLUME/OTHE KW

NHEESEF I BB ETIC L SEh N REeE 7 r—ILETF.

DFAVETERsh T L IBENBEYE T,

i 1= 30 5

LT Fr gl SEARCH . DISFLAY
o=l b 1o il SEARCH {7 e

{EFEEE M U zfentks JBY S B2-B4/BY By e
dAw b # - SBY .COM S CONCEWTEATION/EBY.COM BY
mE ¥ JBY.T 3 40-80/BY.T BY :

$htpEE U z/omhs STy 8 1.58-1.58/Dv Iy :
dAL b # - S 0N 8 RONGE/DY.COM by :
mE Y R JDV.T 5 20/DV.T Iy Eﬂ

ghibres U omkkiis | SKY 8 1.9989-1.9999/KY Ky :
S P S - SKV oM S HANDBODK KY .COM ¢
BE * B JHy.T 3 O10FKY.T 4]

B ek R{RE U cmdh s JaDIF S SDIF»=25 8DIF
S P S - F3DIF.COM | 8 HAWDEOOK/SDIF.COM 3DIF
BEU * B JEDIE.T S 100/8DIF.T SDIF

iy & - JEh S TRAM/TA TRAN
Ak # - JTRAN.COM | @ PRESSURE/TRAN.COM TR&N &
F Tl | - STREN.EW | 8 THEEMAL CONDUCTIVITY/TRAM.KW | TR&N =<

NEEEET I HEFEEEICLIMENTRIHEE D - ILFTT

ADFAwETERFhTIESENL T,

53



B ReaxysFile 774l

BREFARLGYEE (F—7—F)

B F—7—FRICRFShTWHEYE (SEXREHEOH)
/EI—F KW HBHWNE, /PH J—ILFTRERAERE. REBERXEAYaA () da—Fk

(2011 &£ 1 AR#E)

BERNBLUHMSAMEE
ANGLE OF DIELECTRIC LOSS FEKREXA
COLE-COLE DIAGRAM a—)La—Fayk
CRITICAL FREQUENCY (OR WAVELENGTH) B R B R
DIELECTRIC ANISOTROPY FEEANK
DIELECTRIC INCREMENT FEEK
DIELECTRIC LOSS FEEX
DIELECTRIC RELAXATION TIME FEEM
JELE KW DIELECTRIC SATURATION ﬁ%ﬁ’afm
(ELE) DIELECTRIC STRENGTH FEEE, BEMAH
ELECTRICAL CONDUCTIVITY BERI-ER BEX
ELECTRICAL PROPERTIES EIMMEE
PHOTOCONDUCTIVITY KinEH
PHOTOELECTRICITY (BECQUEREL EFFECT) RERFE (RILVILHE)
PHOTOVOLTAIC EFFECT KEBEADR
PIEZOELECTRICITY EEM%
RELAXATION FREQUENCY R K
THERMOELECTRICITY RER
ANISOTROPY OF MAGNETIC SUSCEPTIBILITY WiEEEAHK
MAGNETIC MOMENT WRE—AVE
/MAG.KW —
(MAG) MAGNETIC PROPERTIES HWaRrtE
PARAMAGNETIC L
VOLUME SUSCEPTIBILITY RIEHIEE
EXILFEER
COLLISION CROSS-SECTION R EE
/XS.KW | ELECTRON IONIZATION CROSS-SECTION BFAA UL EHE
(XS) IONIZATION CROSS-SECTION A7 AL B E TS
PHOTOIONIZATION CROSS-SECTION HAF AW ETE
ACIDITY B
AUTOPROTOLYSIS B Ok R
BASICITY BEEE
DEGREE OF DISSOCIATION 7 Bl
JELCB.KW | DEPROTONATION Akt
(ELcB) | ELECTROCHEMICAL PROPERTIES BEREFHHEE
PROTONATION EQUILIBRIUN BH /IO F
ENTHALPY OF DEPROTONATION ROk kT AL E—
ENTHALPY OF DISSOCIATION EETUALE—/FORAE
(ELECTROLYTIC) / PROTONATION

54




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

ENTHALPY OF NEUTRALIZATION

hFTUEIILE—

KINETICS OF DISSOCIATION (ELECTROLYTIC)
/ PROTONATION

fEMEE (BEXILEr)
/ Fakrvik

PH OF AQUEOUS SOLUTIONS KBHRD pH
PK(R+) PK(R+)
POLAROGRAPHY R—3053574—
/ELCB.KW PROTON AFFINITY Jorr B
(ELCB)
PROTONATION pA=1 24
STABILITY CONSTANT REEEHN
THERMODYNAMIC PARAMETERS FOR BECOOBEBOBRNEN
AUTOPROTOLYSIS INTA—=4
THERMODYNAMIC PARAMETERS FOR DISSOCIATION | f2 B DE H F /NS A—4
VOLUME CHANGE ON DISSOCIATION BEOKREELL
CYCLIC VOLTAMMETRY YAy IRILED AR —
OXIDATION POTENTIAL [ | AR 73
PSSTTSNTE;ELCTROCHEWCAL HALF-WAVE AL 2 1 2 3 B
/POTKW | b5 AROGRAPHIC CURRENT /VOLTAGE CURVE R=5RT571v 7B/ Bl
(POT) EE R
POLAROGRAPHIC HALF-WAVE POTENTIAL R—=505570v0 3 KEL
REDOX POTENTIAL it ExTEM
REDUCTION POTENTIAL 2L EM
VOLTAMMETRY RILA AR —
EHNRT—43
ADSORPTION &
ADSORPTION AND DESORPTION ISOTHERMS W B & R R
ADSORPTION ISOTHERM & R
CHEMISORPTION L RkE
/ADSM.KW DESORPTION Bt &
(ADSM) DESORPTION ISOTHERM(S) & R R
ENTHALPY OF ADSORPTION BEIVZILE—
ot o YSoAD PROPERTIES - OF - THE | e s rozomonmmig
RATE OF ADSORPTION 0 & =
RATE OF DESORPTION Bt 7 3R &
ASSOCIATION WITH COMPOUND teminss
DIPOLE MOMENT OF THE COMPLEX BERORIEFE—AVE
ENTHALPY OF ASSOCIATION EEIVAILE—
EXCIPLEX FORMATION IXLTLYIRER
/ASSM.KW FURTHER PHYSICAL PROPERTIES OF THE COMPLEX | #&8 A DDt EMHMEE
(ASSM) IR SPECTRUM OF THE COMPLEX HEED IR ARYMIL

NMR SPECTRUM OF THE COMPLEX

BHEAERD NMR RARIML

SPECTRUM OF THE COMPLEX

BHEERDARIL

STABILITY CONSTANT OF THE COMPLEX WITH ...

- DEEREDREEEH

UV /VIS SPECTRUM OF THE COMPLEX

BEEERDEN/AIRIARIEIL

55




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

BOUNDARY SURFACE PHENOMENA RAEBRR
CONTACT ANGLE WITH COMPOUND L&EMEniEm A
FURTHER SURFACE PROPERTIES ZTOtOFREYE
INTERFACIAL TENSION RE®RAN
/BSPM.KW | MICELLAR WEIGHT SELE
(BSPM) PRESSURE-SURFACE ISOTHERM EH-ZEERR
SPREADING PRESSURE YLk E
SURFACE MOMENT REE—AVE
SURFACE POTENTIAL KAARTUUYIL
SURFACE TENSION REERSD
LIQUID-SOLID-VAPOUR PHASE DIAGRAM B-E-R MHE
LIQUID-SOLID-VAPOUR PHASE EQUILIBRIUM B-E-K MBTEHE
/CPEM.KW —
(GPEM) PHASE EQUILIBRIUM HES
SOLID-VAPOUR PHASE EQUILIBRIUM BE-= #HE
TRIPLE POINT =Ex
JEDM.KW ANGLE OF DIELECTRIC LOSS FERELRA
DIELECTRIC CONSTANT FEE BBEH
(EDM) - -
DIELECTRIC LOSS FEEX
ENTHALPY OF DILUTION HFRIVAILE—
ENTHALPY OF EVAPORATION BREIVAILE—
ENTHALPY OF MIXING BEIVALE—
ENTHALPY OF MIXTURES BEYMIVALE—
ENTHALPY OF SOLUTION BRIVAILE—
ENTROPY OF MIXTURES BEYMIboE—
/ENEM.KW EXCESS HEAT CAPACITY CP BEEEE (Cp)
(ENEM) EXCESS THERMOCHEMICAL PARAMETER B R B FE NS A4
HEAT CAPACITY CP EEHRABE Cp
HEAT CAPACITY CV ERBAE Cv
HEAT CAPACITY OF MIXTURES BEEYHRAE
MOLAR EXCESS GIBBS FREE ENERGY ELBEFIRABHIRILE—
PARTIAL MOLAR ENTHALPY OF MIXING BEHAELIVALE—
THERMODYNAMIC PROPERTIES OF SYSTEM WITH ROBNENHEE
CRITICAL DEMIXING TEMPERATURE(S) BRSO BERE
CRITICAL SOLUTION TEMPERATURE BRRAREE
DISTRIBUTION BETWEEN SOLVENT 1 + 2 B 1 +2 OBOHE
/LLSM.KW EQUILIBRIUM OF LIQUID PHASES BEFESE
(LLSM) LIQUID /LIQUID PHASE DIAGRAM H-& MR
SOLUBILITY DIAGRAM BRERN
SOLUTION EQUILIBRIUM BRESE
TEMPERATURE OF SEPARATION o HERE

56




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

ACTIVITY COEFFICIENTS OF THE COMPONENTS IN
THE MIXTUR

BOILING POINT DIAGRAM HRE
BOILING POINTS OF MIXTURES BEYMOHR
CRITICAL DATA FOR MIXTURES BEYVOBRAT—4
CRITICAL DENSITY BRREE
CRITICAL PRESSURE BRREN
/LVSM.KW | CRITICAL TEMPERATURE iR SRE
(LVSM) CRITICAL VOLUME BRRATE
FUGACITIES IHLT4—
LIQUID/VAPOUR EQUILIBRIUM ‘-5 T
LIQUID/VAPOUR PHASE DIAGRAM B-% HE
PARTIAL PRESSURES OF THE COMPONENTS RA DD E
TRICRITICAL POINT =Ex
VAPOUR PRESSURE ERE
VAPOUR PRESSURE DIAGRAM FOR THE MIXTURE BEYMOERER
ACOUSTIC RELAXATION TIME B &R ME R
ADIABATIC COMPRESSIBILITY BT B IE #E 3
APPARENT MOLAL VOLUME BEATEILEE
APPARENT SPECIFIC VOLUME BEMTEILLLIKRE
EXCESS PARTIAL MOLAL VOLUME BEELIKTE
HYPERSONIC ABSORPION 1B 8 & R % IR
HYPERSONIC VELOCITY 1B BRI
ISOTHERMAL COMPRESSIBILITY EREMEE
/MECM.KW | 5 ARTIAL MOLAL VOLUME 5 EILIKE
(MECM) PVT RELATIONSHIP PVT (E A1, 63, j2FE) O
gEFoSoTILDT;nRIAL COEFFICIENT(S) OF THE EQUATION KSR OE = EY7 LR
'CI;I;IIQ_ID_A\_/I_IERIAL COEFFICIENT(S) OF THE EQUATION KSR OB = Y7 LR
ULTRASONIC ABSORPTION BB R R AR
ULTRASONIC VELOCITY BEREE
VIRIAL COEFFICIENTS EUTILIZRE
VOLUME CHANGE ON MIXING BEDOAKREZLL
/ODM.KW KERR CONSTANT A—EH
(ODM)
DISSOLVING CAPACITY BEREEN
MISCIBILITY R
MUTUAL SOLUBILITY HEBBEE
/SOLM.KW | RATE OF DISSOLUTION BRREE
(SOLM) SOLUBILITY (BUNSEN ABSORPTION COEFFICIENT) | AfiE (FoEVRINE )

SOLUBILITY (HENRY CONSTANT)

BRE (NVY—FER)

SOLUBILITY (OSTWALD ABSORPTION COEFFICIENT)

BERE FAMTILNRILE )

SOLUBILIZING

RRakl:

57




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

BULK VISCOSITY KRB EE
DIFFUSION 5 B8
DIFFUSION COEFFICIENT 5 B E
DYNAMIC VISCOSITY EBRME, BIMETER
/TRAM.KW KINEMATIC VISCOSITY By pL R
(TRAM) THERMAL CONDUCTIVITY BizE xR
THERMAL DIFFUSION BILER
THERMAL DIFFUSION (SORET COEFFICIENT) HILEL (Soret 2%
THERMAL DIFFUSION FACTOR BILERAF
VISCOSITY FEE
HERMEE
COTTON EFFECT (ABNORMAL CURVE) VbV R (REHR)
CRYSTAL REFRACTIVE INDICES tEmERE
DEGREE OF DEPOLARIZATION OF RAYLEIGH | L4 —8ELDIRMEEE
SCATTERING
DIFFRACTION Bl #7
ELECTRIC BIREFRINGENCE (KERR EFFECT) EREREH
FLOW BIREFRINGENCE REBERERE
ISO-& ANISOTROPIC COMPONENTS OF RAYLEIGH | LA/ —#ELDEHFH-EAMHERK
SCATTERING 7
LINEAR DICHROISM wm-_BH
MAGNETIC BIREFRINGENCE (COTTON-MOUTON | BiR#ERHT Qvbo-L—by
/OPT.KW EFFECT) MR
(TRAM) MAGNETIC CIRCULAR DICHROISM A R
MAGNETOROTATION Wi S hE S
MECHANICAL BIREFRINGENCE W E T
MUTAROTATION COEFFICIENT EHENEH
NATURAL BIREFRINGENCE BEFEER
OPTICAL PROPERTIES KEHME
PHOTOCHROMISM TJArHOSX L
RAYLEIGH SCATTERING LAY —8kEL
RAYLEIGH-BRILLOUIN SCATTERING LAY—-JJILT R EL
REFLECTION &gt
THERMOCHROMISM Y—EHIOIX L
MEBHSLUEBMMEE
ACOUSTIC RELAXATION FEEM
HYPERSONIC ABSORPTION 1B B K R IR
HYPERSONIC VELOCITY BEEREE
/SOUND.KW SOUND ABSORPTION &
(SOUND) ULTRASONIC ABSORPTION B R R IR

ULTRASONIC PROPERTIES

BHEROME

ULTRASONIC VELOCITY

B E KRN

VELOCITY OF SOUND

&

58




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

/CMP.KW | ADIABATIC COMPRESSIBILITY W B IE 5 3
(CMP) ISOTHERMAL COMPRESSIBILITY o EMEE
COMPRESSIBILITY £ #a &
ELASTICITY CONSTANTS N E 8
INTERNAL PRESSURE AN E
MOLAR VOLUME EILIKTE
PVT RELATIONSHIP PVT (E 5, A&, BE) tHE
IMEG.KW SECOND VIRIAL COEFFICIENT OF THE EQUATION OF REESTER DB = CUT RS
(MEC) | STATE
SPECIFIC VOLUME LR
;:LRTDE VIRIAL COEFFICIENT OF TE EQUATION OF REE SR OB = E U7 LR
VIRIAL COEFFICIENTS OF THE EQUATION OF STATE | SREEAEBXDEYTILIRE
VISCOSITY FEE
VOLUME CHANGE ON MELTING BEICLARBENEL
ARGEILT—4H
1TH-ELECTRON OVERHAUSER EFFECT H-BEFA—N—NH9¥F—HE
CIDEP (CHEMICALLY INDUCED DYNAMIC ELECTRON CIEDP
POLARIZATI
ELDOR (ELECTRON-ELECTRON DOUBLE | .\ tor
RESONANCE)
ELECTRON SPIN-LATTICE RELAXATION TIME BFRE - F ik NEFRHE
ELECTRON SPIN-SPIN RELAXATION TIME BFRAEV-REVEMERE
ENDOR (ELECTRON-NUCLEAR DOUBLE RESONANCE) | ENDOR
ESR ESR
ESR LINEWIDTH ESR fR1g
/E(:::)W ESR-HYPERFINE COUPLING CONSTANTS ESR Bt E& EH
G-FACTOR e BF
SIGNALS STFIL
SPECTRUM ARGRIL
TRIPLET STATE ESR =EEIKED ESR
TRIPLET STATE ESR G-FACTOR —EIEIRED ESR ¢ AF
TRIPLET STATE ESR HYPERFINE COUPLING | =ZEEHIKE D ESRBMMES
CONSTANT(S) EH
TRIPLET STATE ESR SPECTRUM ZFIERED ESR RARILL
TRIPLET STATE ESR ZERO-FIELD SPLITTING | = EEJKAED ESR OIS
PARAMETER(S) RHRINGA—4
DEGREE OF POLARIZATION OF FLUORESCENCE HAERADREE
DELAYED FLUORESCENCE BT RN
ENERGY TRANSFER FROM SINGLET STATE g;lﬁﬁ%b\%@l*“’ﬁ_
/FLUKW EXCIMER FLUORESCENCE IFXIT—#R
(FLU) FLUORESCENCE b
FLUORESCENCE CONCENTRATION QUENCHING HIEDREHEN
FLUORESCENCE DECAY KINETICS HIEDHEREESR
FLUORESCENCE EMISSION CROSS-SECTION HIL R BT EE

59




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

FLUORESCENCE EXCITATION SPECTRUM HAEFERARIRL
FLUORESCENGE INTENSITY LR E
FLUORESCENCE LIFETIME WA F W
FLUORESCENCE QUANTUM YIELD HILEFINE
/FLU.KW — L
(FLU) FLUORESCENCE QUENCHING HIHE A
FLUORESCENCE SELF-QUENCHING HIEBDHEN
INTERSYSTEM CROSSING (SINGLET->TRIPLET) HExZE (—EE-=F1E)
MAXIMA & KIE
SPECTRUM @& ARGEIL
ANISOTROPY OF IRNBANDS k% s YAVANOE Wik
BANDS RLCABEBMNENIC || AUF
FAR IR BANDS f’éo)f‘? /PH &Y s kst gg Nk
FAR IR SPECTRUM KW DL AEN Rl
FERMI RESONANCE / JTJLIHIE
FINE STRUCTURE OF IR BANDS / T RAVFOHMIEE
INTENSITY OF FAR IR BANDS / ERMRAVEOEE
INTENSITY OF IR BANDS / FOMRANVEDBE
INTENSITY OF NEAR IR BANDS ERNMRNAVEDHEE
INTENSITY OF ROTAT[ONAL/LINES OF IR BANDS | FRSNR/N\VFDOEERIREE
IR / IR
/IR.KW —
(IR) IR SECOND MOMENT / IR ZRE—AVF
IR-MICROWAVE DOUBLI?RESONANCE IR-IAVDKE_EHE
LINEWIDTH OF IR BANp/s IGAWANOE S
LINEWIDTH OF ROTA}/IONAL LINES OF IR BANDS | IR\ KD [E &5 5 #3018
NEAR IR BANDS  / 3 R 54 #5080
NEAR IR SPECTRUN EFRSRASNTRL
OVERTONE SPEG/RUM BEE AR
POLARIZATION /SF IR BANDS IRNVFDBR#EE
REFLECTION S/ﬁECTRUM RERRIEL
SPECTRUM @ ARG
VIBRATIONAL ENERGY TRANSFER RBIIRILE—FE
VIBRATIONAL RELAXATION RENFE N
DEGREE OF DEPOLARIZATION OF LUMINESCENCE | % 3% 0 {f 14 7 38 £
ELECTROLUMINESCENCE ILShOLERYEVR
EMISSION SPECTRUM IN THE INFRARED REGION | R4 B OBHEARIKIL
LASING PROPERTIES L—Y—RIREHE
LUMINESCENCE i
/LUM.KW LUMINESCENCE LIFETIME FFam
(LUM) LUMINESCENCE MAXIMUM(A) mRRFEN
LUMINESCENCE QUANTUM YIELD HEREEFINE
LUMINESCENCE QUENCHING FEAHEN
LUMINESCENCE SPECTRUM HENHARGRIL
RADIOLUMINESCENCE BEBIILIRYEUR
SONOLUMINESCENCE FLIRyEVR

60




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

THERMOLUMINESCENCE BIILIRvEUR
TRIBOLUMINESCENCE PIRILERYEDR
/LUM.KW

(LUM) UV/VIS EMISSION ELIVACIR Y !
UV/VIS EMISSION SPECTRUM N /AIBERERRIRL
X-RAY EMISSION SPECTRUM X BBREARINL
APPEARANCE POTENTIALS HIREE
CHARGE EXCHANGE WITH NEGATIVE IONS BAADERBEH
CHARGE EXCHANGE WITH POSITIVE IONS BAA DERBEH
CHARGE EXCHANGE WITH RARE GAS IONS FHRAAVDEREE
CHEMICAL IONIZATION (CI) (A= e 2 |4
COLLISION-INDUCED DISSOCIATION (R
COLLISIONAL ACTIVATION BERFHEL
COLLISIONALLY ACTIVATED DISSOCIATION (CAD) BB
DESORPTION CHEMICAL IONIZATION (DCI) Tk R A= O [
DIRECT ELECTRON IONIZATION (DEI) BREEEF A4
DOUBLY CHARGED IONS —_EREALY

EHI, EDHI, TLZbtanARas 4

ELECTROHYDRODYNAMIC IONIZATION E‘MWH_{@_:/H; #
ELECTRON IMPACT (EI) BEF (BE) 1421t
FAST ATOM BOMBARDMENT (FAB) EERETEHE
FIELD DESORPTION FD, TE#7 &t
FIELD IONIZATION FI, BRAA 1t
FRAGMENTATION PATTERN ST AVT—avnNa—y
HIGH FREQUENCY SPARK ERERRIN—H

/MS.KW ION CURRENT PROFILES 1T oEBRT—4

(MS) ION IMPACT A EE

ION KINETIC ENERGY (SPECTRUM) (IKE(S))

AT UBEITRILF—IARIRIL

ION-CYCLOTRON RESONANCE

AFo-g4o0rno X

LASER DESORPTION L—H —Ri B

l_igluwllz) SECONDARY ION MASS SPECTROMETRY Bk = AL E B
MASS ION KINETIC ENERGY (MIKE) BEAFTEEBIRILE—
METASTABLE IONS EREAFTY
MULTIPHOTON IONIZATION (MPI) ZHhFAAU1
NEGATIVE CHEMICAL IONIZATION BAXILEAF UL
NEGATIVE ION SPECTROSCOPY BAFUnNE
NEGATIVE SECONDARY IONS BZRAFY

NEUTRAL FRAGMENTS REIST AL

NEUTRAL IMPACT

Za—kFNAU Tk

NEUTRALIZATION-REIONIZATION MASS
SPECTROMETRY (NRMS)

PR BAF U ILEES T

PENNING IONIZATION

"=y 442ik

PHOTOELECTRON-PHOTOION COINCIDENCE

HEBF-RATUEFRE

PHOTOIONIZATION

FAF 21k

POSITIVE SECONDARY IONS

—RBAKY

61




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

RESONANCE ENHANCED MULTIPHOTON

IONIZATION (REMPI) ANSEFAT LR
SECONDARY IONS ZRAFY
/MS.KW SINGLE ION MONITORING (SIMS) BIRAAVEZHVLY
(MS) SPECTRUM ARG
SURFACE IONIZATION REAA1E
TANDEM MASS SPECTROMETRY AT LESMHBT
TIME-OF-FLIGHT MASS SPECTRA (TOFMS) RITEHEFEE=E2M
2D-NMR Z R NMR
3D-NMR =R NMR
AROMATIC SOLVENT INDUCED SHIFTS Z“_ff;m%':;%ﬁtml’
CHEMICAL SHIFTS TIANLT TR
CIDNP LEFEEHZ DB
DOUBLE RESONANCE ZEHBE
DYNAMIC NMR FA4F2vY NMR
INDOR INDOR (#% M ZEHB)
LINEWIDTH OF NMR ABSORPTION NMR 0% IR O 4R iE
/NMR.KW NMR NMR
(NMR) NMR IN LIQUID-CRYSTAL PHASE KB DONMR
NMR WITH SHIFT REAGENTS IR EENMR
NOE NOE
RADICAL CONTACT SHIFTS STAILAVEIE TR
SECOND MOMENT OF NMR ABSORPTION NMR IRUR D = RE—AVF
SPECTRUM ARG
SPIN-LATTICE RELAXATION TIME (T1) RAEU-#EFHEMEME (T1)
SPIN-ROTATION CONSTANT AE 2 -[EE5E
SPIN-SPIN COUPLING CONSTANTS RAEV-REVHYTIUD T EH
SPIN-SPIN RELAXATION TIME (T2) AEV-REVBE MR (T2)
R Ngg;i?iN(?rUSADRUPOLE COUPLING BB N T
(NQR) NUCLEAR QUADRUPOLE RESONANCE LR
PURE NQR % U 4B 1S
AUGER ELECTRON SPECTRUM F—CIEFARIML
ELECTRON IMPACT SPECTRUM BEFEHERIRIMNL
ELECTRONIC STATE STUDIES BFREHE
/OSM.KW :
(OSM) ESCA XIBEF A AE
MOESSBAUER EFFECT AR —HE
MULTIPLE RESONANCE STUDIES ZEHRIBHR
PHOTOELECTRON SPECTRUM HEFRARINL
DEGREE OF POLARIZATION OF PHOSPHORESCENCE | YARXZEDIEE
DELAYED PHOSPHORESCENCE YAJEEIE
/PHO.KW ENERGY TRANSFER FROM TRIPLET STATE ZERENMSDIRILE—TE
(PHO) MAXIMA xKI{E
PHOSPHORESCENCE YA R
PHOSPHORESCENCE DECAY KINETICS YASHKRE R

62




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

PHOSPHORESCENCE EXCITATION SPECTRUM YAFLBEARIEIL
PHOSPHORESCENCE LIFETIME YA FE dn
PHOSPHORESCENCE QUANTUM YIELD VAR E FUINE
PHOSPHORESCENCE QUENCHING YA HE N
SPECTRUM ARGEIL

/PHO.KW — A

(PHO) TRIPLET STATE DECAY KINETICS filﬁﬂfiéa);ﬁ %%Eam
TRIPLET STATE ENERGY SEEREIRILE—
TRIPLET STATE LIFETIME ZEERKEDEFSN
TRIPLET STATE QUANTUM YIELD ZSEFEKEOEFINE
TRIPLET STATE QUENCHING SEEKREDHEL
TRIPLET STATE SUBLEVEL STUDIES SEEREORIZEMHE
BANDS INUR
DEGREE OF DEPOLARIZATION OF RAMAN BANDS SYUNUEDIRRAEHEE
HYPER-RAMAN SPECTRUM INAIS—FSTIUARYEIL
LINEWIDTH OF RAMAN BANDS S ESTAWINOY -1
LOW FREQUENCY RAMAN BANDS BREESTUINVR

JRAS.KW LOW FREQUENCY RAMAN SPECTRUM EREESTUARINIL

(RAS) PRERESONANCE RAMAN SPECTRUM AEBESTUARINIL
RAMAN 53y
RAMAN INTENSITIES SYUHRE
RAMAN RESONANCE EFFECT SYUHEHME
RAMAN SECOND MOMENT SIYVZRE—AVE
ROTATIONAL FINE STRUCTURE OF RAMAN BANDS FIIUNUROEERM M EE
SPECTRUM ARGV
INTENSITY OF MICROWAVE BANDS TAUBKRNIEDRE
INTENSITY OF ROTATIONAL BANDS EEAWANOLE Y3
LINEWIDTH OF MICROWAVE BANDS TAOBKRNVEDIRIE

/ROT.KW LINEWIDTH OF ROTATIONAL BANDS EIEWAWANOY 1 ]

(ROT) MICROWAVE SPECTRUM TAOBERARIEL
ROTATIONAL SPECTRUM | & AR L
ROTATIONAL-RAMAN SPECTRUM EEE-SYVRARIRIL
STARK EFFECT DAL IME
ABSORPTION CROSS-SECTION % YR B o
ABSORPTION MAXIMA = KRR
ABSORPTION SPECTRUM LU R R L
BAND ANISOTROPY NUREFMHE
OPTO-ACOUSTIC UV SPECTRUM H-BUVARIRIL
OSCILLATOR STRENGTH B F & E

/UVS.KW "

(UVS) REFLECTION SPECTRUM RERARIRIL
SINGLET-TRIPLET BAND —EE-ZEE/NUFR
SOLVATOCHROMISM VILIARYIAIX L
SPECTRUM ARTEIL

TRIPLET-SINGLET ABSORPTION SPECTRUM

ZSEE-—FERIRARINL

TRIPLET-TRIPLET BAND

ZEE-ZFE/NVF

UV EXCITED STATE ABSORPTION

UV i 2 4K A& B 4R

63




B ReaxysFile 774l

BREFARLGYEE (F—7—F)

UV TWO-PHOTON ABSORPTION

BN Z X FRI

uv/VvIS %5/ R
/UVS.KW UV/VIS REFLECTION MAXIMUM(A) LN /ARRGFRKXE
(UVS) VACUUM-UV SPECTRUM BEZE-LHNHARILL
X-RAY ABSORPTION CROSS-SECTION X3 0% IR I AR
X-RAY ABSORPTION SPECTRUM X BIRINARIEIL
ERE K RE
ASSOCIATION IN THE SOLID STATE EXRKEDOEE
CRYSTAL GROWTH HWRAEER
CRYSTAL HABIT o FE
CRYSTAL MORPHOLOGY temisRe®
CRYSTAL STRUCTURE DETERMINATION HREBEORTE
FREEZING POINT HEE R
GLASS TRANSITION TEMPERATURE HORERHL =
INTERPLANAR SPACING %7 m R
LONG SPACING AV RARAL VY
/CRYPH.KW ——
(GRYPH) MELTING PRESSURE mmﬁael_:_cjn
NUCLEAR SPIN CONVERSION BRAEVE #
PHASE DIAGRAM HE
POLYMORPHISM E45
RATE OF CRYSTALLIZATION fERERE
RATE OF TRANSITION EBRRE
REORIENTATION IN THE SOLID STATE ERREOBEM
SOLID STATE STRUCTURE PROPERTIES BEARKEOBENHEE
SPIN POLARIZATION AEU R
STRUCTURE OF THE SOLID ElAD#EE
ASSOCIATION IN THE LIQUID STATE BRAEREIZEIT22E
CORRELATION FUNCTION OF THE LIQUID AR 1 B8 B 2K
LIQUID-CRYSTALLINE PROPERTIES BROHEHE
LIQUID-CRYSTALLINE TRANSITION TEMPERATURES REBEDEBRE
ORDER PARAMETER BFE/INTA—4
/LIQPH.KW Py -
(LIQPH) RADIAL DISTRIBUTION FUNCTION %&‘n M
RATE OF EVAPORATION EFERE
ROTATIONAL CORRELATION TIME 5] &% 48 B B R
SELF-ASSOCIATION IN SOLUTION BRBOBCHEE
STRUCTURE OF THE LIQUID BADEE
SUPERCOOLABILITY BARE
ASSOCIATION IN THE GAS PHASE [ERKEDORE
/GP.KW FUGACITY THOTA4—
(GP) NEUTRON SCATTERING OF THE GAS KA D F 1 FEREL
ROTATIONAL CORRELATION FUNCTION OF THE GAS K[AOEEHEBREK
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BREFARLGYEE (F—7—F)

BEBIUIRILF—/INSA—4

BOND MOMENT HEEE—AVE
/DM.KW DIPOLE MOMENT BB FE—A R
(DM) HEXADECAPOLE MOMENT T+AREFE—AVE
QUADRUPOLE MOMENT MG FE—A
ATOM POLARIZATION [RF 5 18
ELECTRON POLARIZATION BF N8
/POL.KW HYPERPOLARIZABILITY BamE
(POL) MOLAR POLARIZATION nF NI
OPTICAL ANISOTROPY KEEFHE
POLARIZABILITY R
/CIP.KW ELECTRON AFFINITY ETHRMME
(c1pP)
/GEO.KW ELECTRON DISTRIBUTION BEFHNH
(GEO) INTERATOMIC DISTANCES AND ANGLES RFHEEREAE
CENTRIFUGAL DISTORTION CONSTANT(S) BDNEEH
CORIOLIS COUPLING CONSTANT(S) aYFIAYTIVTER
/DFM.KW e
(DEM) FORCE CONSTANTS NEEH
FUNDAMENTAL VIBRATIONS H AR IR Eh
ROTATIONAL CONSTANTS 5] &5 7 #
HiER R
ROTATIONAL DIFFUSION CONSTANT(S) (5] &5 i 8K 1% #%
/TRAN.KW e
(TRAN) THERMAL CONDUCTIVITY B8R
THERMAL DIFFUSION B YL BR
BRAOAFHYH
CRYOSCOPIC CONSTANT HRERBETEHR
EBULLIOSCOPIC CONSTANT HEa ERER
ENTHALPY IVAILE—
ENTHALPY OF SELF-ASSOCIATION HECO@EI 2LE—
/OTHE.KW | ENTROPY IohOE—
(OTHE) GIBBS FREE ENERGY FIREBHIRILE—
HEAT CAPACITY BaE
HEAT CAPACITY RATIO CP/CV tb# Lt (Cp/Cv)
HEAT OF COMBUSTION AT CONSTANT VOLUME E AR
THERMODYNAMIC PROPERTIES BAOENMEE
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BRERE 1

B ERG 1 AVITFILEZLI—TILOYHEE @R HBR BE) 2RETD.

é / ReaxysFile 77/ ILICITE/BH DR T XA NLZLDT, %’I‘i-‘ﬁ‘—@(bﬁ%(ﬂﬁ%\
LCHERT 5.

- =1 —rhDYHEIE => S 3—F/FA

- F—J—Fh Y =S YL/ PEI—F.KW

BEMELUN L, MEDEFEILIC 780 AREINI0T, RELGYHEDOHE
RINTBHEIILIEIA&LLN.

RTTHE, MEI—FDEEIC F 22175& 21 T—AULERTRTES.
K SEXMODATYET—ANENEELHS. /

(BRFFEHTEH)

=> FILE REAXYSFILE

— RaxysFile Z71LIZAB

=> E ISOBUTYL VINYL ETHER/CN — BEHT EXPAND 73

ET

E3
E4
ES

=> S E3
L1

1
1
1
1
1

1

SOBUTYL VALERATE/CN
SOBUTYL VALPROATE/CN
—--> |SOBUTYL VINYL ETHER/CN
[SOBUTYL VINYLAGETATE/CN
SOBUTYL XANTHATE SODIUM SALT/CN

— FBECHRETS

“1SOBUTYL VINYL ETHER”/CN

=> s L1 AND MP/FA

L2

— BRDIERSFET S0 & HE

1 L1 AND MP/FA

=> s L1 AND BP/FA

L3

=> s L1 AND DEN/FA

— BRDEESFET S0 & HE

1 L1 AND BP/FA

L4

-> 0 FMP_FBP FDEN:FST

— BEEDEHRIFET S0 & H#E

1 L1 AND DEN/FA

.....

— #m Hm BE KERIDET—FEET

...... s, (780 x 3 =2 340 /4)

L4  ANSWER 1 OF 1 REAXYSFILE“CQPYRIGHT 2011 Elsevier Properties SA. on STN

Boiling Point:

.....................................................................

IRef. T L REE N (ST) & DEN ERFTBHE— R ©

Value | Press.

(BP) | (P | PHETRIRTES T4 —ILF. LLBET 54 |

(Cel) | (Torr) | HBNIESEFRELTHLLOTERE :
—=== + +====

83. 21 | 771.2 [1, 2

82.98 | 760 [1, 2

83 - 83.1 | 760 |3

82 | 752 | 4

82. 4 | 746 |5

83. 1 | 760 |6

83.05 | 759.8 |7, 8

82.5 - 83 | |9

82 - 83 | [10
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Reference(s) :

1. Woronkow, Zh
<1949>, 6576
Woronkow, Zh
<1949>, 456

.Obshch. Khim. ,
2. .Fiz.Khim.

3

CODEN: ZOKHA4

Batujew: Prileshajewa; Schostakowski,

B ReaxysFile 774l

BREE 1

19, <1949>, 296, Chem. Abstr.

CODEN: ZFKHA9, 22, <1948>, 975, Chem. Abstr.

lzv. Akad. Nauk SSSR Ser.Khim., CODEN:

[ASKAG6, <1947>, 123, Chem. Abstr., <1948>, 4464

Melting Point:

Value |Ref
(MP) |
(Cel) |
:::::::::+::::
-112 [1
-112.1 |2

84 - 85 |3

Reference (s) :

1. Schildknecht; Zoss; McKinley, Ind.Eng.Chem., GCODEN: |ECHAD, 39, <1947> 181
2. Rowlands et al., J.0rg.Chem., GCODEN: JOCEAH, 17, <1952>, 807, 808
3. Berti, G.: Catelani, G.; Golonna, F.; Monti, L., Tetrahedron, CODEN: TETRAB
38(20), <1982>, 3067-3072; BABS-5617214

Liquid Density:

Value | Temp. | Ref. Temp. |Ref

(DEN) | (T | CRT) |

(g/cm*%3) | (Cel) | (Cel) |

=+== + +====

0.7681 - 0.7683 | 20 | 4 [1, 2

0.7682 | 20 | 4 |3

0.7645 | 2 | 4 |4

0.7684 | 20 | 4 |5

Reference (s) :
1. Woronkow, Zh.Obshch.Khim.
<1949>, 6576

CODEN: ZOKHA4

19, <1949>, 296, Chem. Abstr.

2. Woronkow, Zh.Fiz.Khim., CODEN: ZFKHA9, 22, <1948>, 975, Chem.Abstr., <1949>
456
3. Batujew: Prileshajewa; Schc ' Sows N . . .
IASKA6, <1947>, 123, Chem.Aé., BIET 4N FEETHLI—FICRETSHE
4. Rogers, J.Amer.Chem.Soc., C®_.:
5 ijgggik'é%ar;ﬁsggéhiheﬁﬂiﬁhe"‘-cg TRTOYMICHEZ DD TREVD, FREOFET
Chem. A’bstr. ’(223.46), <1960> o %5(1@5-—5!#%6%0)(:5&%1%61%é?ﬁ\ﬁ)é
Surface Tension: => FILE REAXYSFILE
Value | Temp. |Ref
(8T) | T) | => S BP/FA
(g/s**2) | (Cel) | L1 689812 BP/FA
et Sy S
20. 54 | 20 [1, 2 => E 99999/BP — RBEIATERRDRAEZF
E1 1 660 CEL/BP HE
Reference(s) : E2 1 663 CEL/BP
1. Woronkow, Zh.Obshch.Khim., CODEN] E3 0 --> 99999 CEL/BP
<1949>, 6576 *xxk END OF FIELD sxkx
2. Woronkow, Zh.Fiz.Khim., CODEN: Z

456

=> S L1 AND 663>=BP «— RAMBEBL TFDHE=RIZRZE
L2 687859 L1 AND 663 CEL >=BP

/
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BREH 2

B BREHF 2: 760 Torr THEAM 205-215 °C THHILEMDERE.

(% (- HMIEF—RLZ QAR ERERAS hETRETIEEE, P) BEFEAA )

Solubility (MGS):

Value |Saturation | Temp. | Solvent |[Ref. | Note

(SLB) | (. SAT) | (T) | (S0 |

(g/L) | | (Cel) | |

== + ==+= + ===+ +
o182 linosolution| 20 | ethanol LTSS
......... 20.6 ....linsolution] 30 | ethanol . |1 |1 1 (P

72.2 |in solution| 20 | diethyl ether |1 | 1

- AEEHDOT«—ILRE, /BYEI—F AEFHOEEHTERTS
(EE&H: xCORE), xxT CRE) BE FMEIYII——tS5H)

\- BIEFEFRFEIATHVENEELZLOT, FIRTAREEORZEIETS )

=> FILE REAXYSFILE — ReaxysFile Z714/ILICAS

=> § 205-215/BP (P) 760/BP.P  — s#esErgpts (P) FEFTHS
20508 205 CEL - 215 CEL /BP

19221 760 TORR /BP.P ¢ — [ —rrm#@izhTua

L1 879 205 CEL - 215 CEL /BP(P)760 TORR /BP.P Foh— LD TR 3

=> D 3 879 IDE FBP FLIQPH FLPTP « 7 g4 855 BEDEE% IDE FBP FLIGH FLPTP

KFRHBATEHRIRT S (780 x 2 = 1,560 A)
LT  ANSWER 3 OF 879 REAXYSFILE COPYRIGHT 2011 Elsevier Properties SA. on STN

Accession Number (AN) : 9399168
Chemical Name (CN): bis ((E) 3-phenylallyloxy)methane
Molec. Formula (MF): C19 H20 02
Molecular Weight (MW): 280. 37
@L/\/ \/\k)@
00
é BP I+&RRLT%, LIQPH, LPTP &
Field Availability: IR RLTERTHEEEDLSLEL
Code Name Occurrence
AN Accession Number 1
CN Chemical Name 1
MF Molecular Formula 1
FW Formular Weight 1
LN Lawson Number 2
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BmERG 2

Boiling Point:

Value | Press. |Ref

(BP) | (.P) |

(Cel) | (Torr) |

212 - 214 | 760 |1
Reference (s) :
1. Kulkarni, Mukund G.; Davawala, Saryu |.; Doke, Aniruddha K.; Doke, Ajit V.,

Indian J. Chem. Sect.B, CODEN:
BABS-6422450

|JSBDB, 42(9)

<2003>, 2121 - 2123;

Transition Point of Liquid Modification:

Value [Ref.

::::::::::::+::::

L1  ANSWER 879 OF 879 REAXYSFILE GOPYRIGHT 2011 Elsevier Properties SA. on STN
Accession Number (AN): 1454
Basic Pref. RN (BPR): 1453-58-3
CAS Reg. No. (RN): 1453-58-3

Chemical Name (CN):

Autonom Name (AUN) :

3-(5)-methylpyrazole
3-methyl|-1H-pyrazole, 3(5)-methylpyrazole
3<b>-methylpyrazole, 3-methyl-pyrazole
3-methylpyrazole, 4-methylpyrazole
3-Methy|-1H-pyrazole

Lin. Struct. Formula (LSF): C4H6N2
Molec. Formula (MF): C4 H6 N2
Molecular Weight (MW): 82.105
Field Availability:
Code Name Occurrence
AN Accession Number 1
BRP Basic Preferred RN 1
RN CAS Registry Number 1
CN Chemical Name 7
AUN Autonomname 1
Boiling Point:
Value | Press |Ref. | Note
(BP) | (P | I
(Cel) | (Torr) |
oo o4 -—=-—=—=—=—== + + =
205 - 206 | 756 |1
202 - 203 | 747.5 |2 |
104 - 106 | 18 |3 |
98 - 99 | 18 |4 I
90 | 10 |5 |
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BREH 2
200 | 748 |6 |
204 | 752 |7 | 1
204 - 206 | 755 |8 |
202 - 204 | 755 |8 I
121 - 122 | 20 |8 |
58 [ 1 |9 |
93 - 94 | 10 |10 |
204 - 205 | 760 [11 |
202 | 680 [12 |
82.5 | 7 [13 |
59 | 1 |14 |
200 - 202 | 760 |15 |
98 - 100 | 10 |16 |
164 | 12 [17 |
99 | 20 |18 |
109 - 110 | I

8 [19

Reference(s) :
1. Nesmejanow; Rybinskaja, Dokl. Akad. Nauk SSSR, CODEN: DANKAS, 120, <1958>
793, 796, Dokl.Chem. (Engl.Transl.), GCODEN: DKCHAY, 118-123 <1958> 417, 420

2. Grandberg; Kost, Zh.Obshch.Khim., GCODEN: ZOKHA4, 28, <1958>, 3071, 3074;
engl. Ausg. S. 3102, 3104

3. Franke; Kraft, Angew.Chem., CODEN: ANCEAD, 67, <1955>, 395, 398

Reimlinger, Chem.Ber., CODEN: CHBEAM, 92, <1959>, 970, 975

5. Djakonow, Zh.Obshch.Khim., GCODEN: ZOKHA4, 15, <1945>, 484, Chem. Abstr.
<1946>, 4718

6. Marchetti, Atti Accad.Naz.Lincei Cl.Sci.Fis.Mat. Nat.Rend., CODEN: AANLAW,
<B>1 I, <1892>, 357,359, Gazz.Chim. Ital., CODEN: GGITA9, 22 |, <1892>
360, 363

b

Liquid Phase:
L1QPH
Description (. KW): Association in the liquid state
Reference (s):
1. Bystrov et al., Opt.Spectros. (Engl.Transl.), GCODEN: OPSUA3, 17, <1964>
31, Opt.Spektrosk., GCODEN: OPSPAM, 63
I 2. Golovnya, R. V.; Kuz' menko, T. E.; Krikunova, N. I., Russ.Chem.BI.
CODEN: RCBUEY, 49(2), <2000>, 321 - 324, lzv.Akad. Nauk Ser.Khim.
CODEN: [TASKEA, 49(2), <2000>, 319 - 322; BABS-6238131

Transition Point of Liquid Modification:
Value |Ref.

oo ——=—=——=——+4=—===
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BREH 2

=% BEHFLEERTHFEDE T

B EEZHEEETICRETDE BT I —LIOEMTRRESND.

BMNZTEHEIBIZE —BYOAENHS.
[ DETHERM T# A ¢

REGISTRY,GMELIN97
O RRFICHSTHMAZHEELTRERT D

=> FILE REAXYSFILE

=> 8 253.15 K/MP
L1 557 253.15 K/mP

=> D_FNP

L1 ANSWER 1 OF 557 REAXYSFIN.E COPYRIGHT 2011 Elsevier Properties SA. on STN

e P RADEEEEESNBM, é
(MP) | RTDERHFEBEINLEL

(Cel) |
+ F: -20 °C & -20 + 273.15 K= 253.15 K
-41 - =38 |1, 2
@ SET UNIT av>KFTZEET S REGISTRY,
GMELIN97 TH A &

=> FILE REAXYSFILE
=> SET UNIT MP=K — SET UNIT Yt 3 — F=£{; TRET S
SET COMMAND COMPLETED
=> § 253.15/MP — BEERETS
L1 557 253.15 K /MP

=> D FMP

L3  ANSWER 1 OF 557 REAXYSFILE COPYRIGHT 2011 Elsevier Properties SA. on STN

Melting Point:
Value |Ref
(MP)

K) I * ZEINEMESHIE, => D UNIT #iEa—K
== + HBLE => D UNIT ALL THRTES
232.15 - 235.15 |1, 2

RAQEMLEROBMLEREIND é

*x Z O fth o {3 A
=> SET UNIT BP=K DEN=LB/FT**3 <« HRELBEEQHEMNMEZLTETS

=> SET UNIT ALL=SI — IRTOBEMZFEREMMR (S) IZTD

1A




JAIGI A& (B RHHE

I ESE S

T113-0021 RREEIXREXAEDA6-25-4 FIFEIL
H—EX£Lfk TEL:0120-151-462

E-mail: customer@jaici.or.jp
ANIVTF X TEL: 0120-003-462

E-mail: support@jaici.or.jp
FAX: 03-5978-3600 URL: www.jaici.or.jp

09115



	目 次
	A REGISTRY ファイル
	ＳＴＮ における物性情報
	基本的な検索の流れ
	概要
	レコード例
	表示形式
	検索方法
	検索可能な物性値
	検索可能な物性値 (ETAG)
	検索例 １
	検索例 ２
	検索例 ３

	B Reaxys File ファイル
	概要
	レコード例
	表示形式
	検索方法
	検索可能な物性値 (サマリーシート)
	検索可能な物性値 (キーワード)
	検索例 １
	検索例 ２




