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SRXEET (# 200 258
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Experimental Property Tags (ETAG)

ERIMMEE, FEYMEE,
| NOTE ARGRIL DY ITEERH
+: %HE 8 o : £

Acid/Base Dissociation Constant (Ka/Kb) | SHXMIT (SLIRZESN

(1) CAS \Z 3B Ay
8 more tags shown in the MAX or ETAGFULL formats | THDHENHD
ADME (Absorption, Distribution, Metabolism, Excretion)| (2) CAS

PROPERTY

Carbon-13 NMR Spectra | (3) CAS
8 more tags shown in the MAX or ETAGFULL formats |
Crystal Structure | (4) CAS

2 more tags shown in the MAX or ETAGFULL formats |

1 Sharnin, Valentin A.; Inorganica Chimica Acta 2009 V362 (2) P437-442 CAPLUS
(2) Reiche, Ines; Nephrology, Dialysis, Transplantation 2011 V26(1) P276-282 CAPLUS
3) Angeles, Norma A.; Journal of the Brazilian Chemical Society 2010 V21(5) P905-908 CAPLUS
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- Wt DFELEIL /ETAG T EXPAND LT
ERTES

=> FILE REGISTRY

=> E A/ETAG

sxkk START OF FIELD sorkk

E3 0 —> A/ETAG

E4 890 AGID NUMBER/ETAG — BT

E5 12253 ACID/BASE DISSOGCIATION CONSTANT (KA/KB) /ETAG — [ - IERAEBTEH
E1é 15218 BOILING POINT/ETAG — B

E1§1 7112 THERMAL CONDUCTIVITY/ETAG — BzEE

E192 5959 THERMAL EXPANSION COEFFIGIENT/ETAG — BUEIRIFH

E1§4 212 TOXIC EQUIVALENGE FAGTORS/ETAG — EMEMFEH (TEF)
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RRDRAF
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HoNLOHIEETES

=> D FA (F4—ILEDFEHEZEZRT)
IARTODYEEZFEHTERRTES
=> D PROP (ZEYHEEFTRT)

- SRXEFT I RNTERIRLEVWGERI(E
ETAGFULL RRERZHEAT S
=> D ETAGFULL  (BBX#ATETATER)
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98 92-0 REGISTRY

CN Nlcotlnamlde (8CI)
: IDE

ME R EFHR

*+xPROPERTY DATA AVAILABLE IN THE "PROP’ FORMATs

Available Properties (PRFA)
CODE | PROPERTY
+

FA

[ Experimental Data ]0— %gq%:&ﬁﬁ J4— LR DT

BP Boiling Point

DEN Density
LD50 Median Lethal Dose

TS Tensile Strength 5 ©
[ ETAG Experimental Tags'r SR
[ Predicted Data ]-ﬁ 7& q:%'l'$1

BCF Bioconcentration Factor
BP Boiling Point —

16

REGISTRY

F 4l (PROP F )

17

P |
Exper imental Properties (EPROP) e——| SR 14 {E PROP
PROPERTY (CODE) | VALUE | CONDITION |  NOTE EPROP
+ + +
Boiling Point (BP) |157 deg C | | (1) SRC
Boiling Point (BP) |157 deg C |Press: 0.0005 Torr | (2) NLM
Boiling Point (BP)  |150-160 deg C |Press: 0.0005 Torr | (3) APC
Carbon-13 NMR Spectra|Spectrum | | @) WSS
Carbon-13 NMR Spectra|Spectrum | | (5) AIST
Median Lethal Dose  [200 mg/kg |Orgn: mouse | (11) CAS
(LD50) | |[Rte: intraperitoneal |
Melting Point (MP)  |131-132 deg C | | (15) CAS
Nitrogen—lS NMR | Spectrum | | (42) WSR
Spectra | | |
M “PhysProp” data were obtained from Syracuse Research Corporation of Syracuse, New York (US)
2) “Hazardous Substances Data Bank” data were obtained from the National Library of Medicine (US)
3) “Drugs - Synonyms and Properties” data were obtained from Ashgate Publishing Co. (US) CAPLUS
4) Spectral data were obtained from Wiley Subscription Services, Inc. (US)
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Experimental Property Tags (ETAG) e——— %ﬁﬁjﬁkg@ - ] |
PROPERTY | NOTE PROP
+

Acid/Base Dissociation Constant (Ka/Kb) (1) CAS ETAG

8 more tags shown in the MAX or ETAGFULL formats
ADME (Absorption, Distribution, Metabolism, Excretion)| (2) CAS
Carbon-13 NMR Spectra (3) CAS

8 more tags shown in the MAX or ETAGFULL formats

[ Crystal Structure ] (4) CAS

2 more tags shown in the MAX or ETAGFULL formats
Dissocration Constan (Ry 1Ir
50 PROP (F71=I% ETAG) R RHERATIE, BHOT—40H556(F
L6 1 more tag shd|n in the MAX or | ¥ RNTRRTBIZIX ETAGFULL R-FEEREZFIHT .
LOGP :

4 more tags sho\n in the MAX or Experimental Property Tags (ETAG)
Solubility | PROPERTY . | NOTE

4 more tags shown N the MAX or| acid/Base Dissociation Constant (Ka/Kb) | (1) CAS
Surface Tension .
Thermal Analysis . (Crystal Structure (20) CAS

3 more tags shown in th Crystal Structure (21) CAS
Two-Dimensional NMR Spectra (Crystal Structure (22) CAS
: Dissociation Constant (23) IC
(1) Sharnin, Valentin A.: Inorgal (90)  Borba, Ana; Physical Chemistry Chemical Physics 2008 V10 (46)
(2) Reiche, Ines; Nephrology, Di{ p7010-7021 CAPLUS
@) Angeles, Norma A.: Journal o] (21) Hoekelek, Tuncer; Acta Crystallographica, Section E: Structure
CAPLUS , | Reports Online 2010 V66(9) Pm1135-m1136 CAPLUS
(4) Borba, Ana; Physical Chemist| (22) Zhang, Si-Wei; Journal of the American Chemical Society 2013

: V135(50) P18981-18989 CAPLUS

2014/8 STN &bV E3F—
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REGISTRY 1 9
Predicted Properties (PPROP) ®—— | T 84 {E
PROPERTY (CODE) | VALUE |  CONDITION  |NOTE PROP
+ + +==== PPROP
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)
Boiling Point (BP) 334.4+/-15.0 deg C 760 Torr (1
Density (DEN) 1.204+/-0.06 g/cm*x3 |20 deg G M
760 Torr
Enthalpy of Vap. (HVAP) 57.74+/-3.0 kd/mol 760 Torr 1
Flash Point (FP) 156.0+/-20.4 deg C (1)
Freely Rotatable Bonds (FRB) |1 (1)
H acceptors (HAC) 3 4D

H donors (HD) 2 (1)

This substance may exist in multiple tautomeric forms. The predicted property
values in this table are calculated based upon the displayed form and may
therefore differ from experimental values based on the actual tautomeric ratio
at equilibrium.

(1) Calculated using Advanced Chemistry Development (ACD/Labs) Software V11.02
((C) 1994-2014 ACD/Labs)
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=> FILE REGISTRY

=Rk o%k BBrd) OMET—2ERERT S

— REGISIRY Z7 1 /LIZA D

=> E TRIBROMOBORANE/CN 5

E1
E2
E3
E4
ES

= S E3

=> D FA

L1 ANSWER 1 OF T

Available

CODE |

1 TRIBROMOBISMUTHINE/CN
1 TRIBROMOBISPHENOL A/CN
1 —> TRIBROMOBORANE/CN

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

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

— ZRILIFDEFZIFYES THET S

1 TRIBROMOBORANE,/CN
— J1—NFDHFHEFEFZETT S

REGISTRY COPYRIGHT 2014 ACS on STN
Properties (PRFA)

+:

Experimental Data @

BP
DEN
MP
RI
SPEC
ETAG

Predicted

BCF

BP

DEN

FRB

HAC

HD

HDAS
HVAP
ISLB. MASS
ISLB. MOL
LOGD
LOGP
MvoL

Mw

PSA

SLB. MASS
SLB. MOL
VP

PROPERTY A
R E

Boiling Point

Density

Melting Point

Refractive Index

Boron-11 NMR Spectra

Experimental Tags @&—— | SEEtHi4Y

Data @— F Ml

Bioconcentration Factor
Boiling Point

Density

Freely Rotatable Bonds

H acceptors

H donors

Hydrogen Donors/Acceptors Sum
Enthalpy of Vaporization
Mass Intrinsic Solubility
Molar Intrinsic Solubility
logD

|ogP

Molar Volume

Molecular Weight

Polar Surface Area

Mass Solubility

Molar Solubility

Vapor Pressure

" T4—ILEDTEE "

FLa—FIZRESh TS
HoMLHIERTED




=> D PROP — FNTDYHET—45 (FPROP, ETAG PPROP) #ZF+~7 3

L1  ANSWER 1 OF 1 REGISTRY COPYRIGHT 2014 ACS on STN

Experimental Properties (EPROP)

" R (E

PROPERTY (CODE) VALUE CONDITION NOTE

Boiling Point (BP)
Boiling Point (BP)

(1) CAS — B

I
+
I
I 2 CAS

Boiling Point (BP) 1 deg C ._[/ (3) NIOSH ERDOBENRFESNA TS

Boiling Point (BP)
Boiling Point (BP)

|

+

|

|

|

|

|90 deg C | (5) NLM
Boiling Point (BP) |

|

|

|

|

|

|

|

|-

|

0 deg C | (6) SRC

9.8 deg C |Press: 760 Torr | (7) IC

|

+

96- I

91. |

9 |
90.1 deg C |Press: 740 Torr | (4) CAS

9 |

9 I

Boiling Point (BP) 8 |

1 I

}

Boiling Point (BP) 2 deg C |Press: 760 Torr | (8) CAS

Boron-11 NMR Spectra |Spectrum | (9) WSS — "B MR X N2 FJL
Density (DEN) 2.7 g/cmxx3 | (3) NIOSH — R
Density (DEN) 2.691 g/cmkx3 | | (10) CAS

Density (DEN) 2.6431 g/cm*x3|Temp: 18.4 deg C| (5) NLM

Melting Point (MP) 2507 deg C | [ (11) CAS — B
Melting Point (MP) -46.0 deg C | | (5) NLM

Melting Point (MP) -46 deg C | | (3 NIOSH

Melting Point (MP)  |-46 deg C | | (6) SRC

Refractive Index (RI)|[1.5312 |Wavlen: 589.3 nm| (10) CAS — [EBH#E
Refractive Index (RI)|1.5312 |Temp: 16.3 deg G| () NLM

| |Wavlen: 589.3 nm|

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

1) 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
National Institute for Occupational Safety and Health.

4) Anderson, Thomas F.; Journal of Chemical Physics 1936 V4, P703-7 GAPLUS

(%) “Hazardous Substances Data Bank” data were obtained from the National
Library of Medicine (US)
(6) “PhysProp” data were obtained from Syracuse Research Corporation of

Syracuse, New York (US)
(7) Var' gin, V. V.; Vysokochistye Veshchestva 1990(5) P167-71 CAPLUS
(8) Druce, P. M.; Chemical Communications (London) 1967(10) P486-7 CAPLUS
(9) Spectral data were obtained from Wiley Subscription Services, Inc. (US)
(10) Pohland, E.; Zeitschrift fuer Anorganische und Allgemeine Chemie 1931
V201, P282-8 CAPLUS
an Vasil ev, A. M.; Trans. Kirov Inst. Chem. Tech. Kazan 1935 (No. 4-5)
P93-5 CAPLUS

Experimental Property Tags (ETAG) — BEXHR T
PROPERTY | NOTE | ||
+

Bond Angle | (1) CAS
Bond Length | (1) CAS x
Boron-11 NMR Spectra [ (2) CAS SEBXEAY IZE= R EA
Mass Spectra | (3) CAS SRS OIEHHURER
Photoelectron Spectra | (4) CAS T3
Potential of Electrode Reaction | (5) CAS
Proton NMR Spectra | (6) CAS
Raman Spectra | (2) CAS

1 more tag shown in the MAX or ETAGFULL formats]|
UV and Visible Absorption Spectra | (7) CAS
UV and Visible Emission/Luminescence Spectra | (8) CAS



(1) Mercier, Helene P. A.; Journal of Fluorine Chemistry 2004 V125 (11)
P1563-1578 CAPLUS

(2) Mercier, Helene P. A.; Journal of the American Chemical Society 2004
V126 (17) P5533-5548 CAPLUS

(3) Hales, David A.; Journal of Physical Chemistry A 2007 V111(12)
P2266-2275 CAPLUS

4) Mackie, R. A.; Chemical Physics 2003 V288 (2-3) P211-240 CAPLUS

(5) Celikkan, Hueseyin; Journal of Applied Electrochemistry 2009 V39 (9)
P1525-1533 CAPLUS

(6) Lungwitz, Ralf; ChemPhysChem 2012 V13(7) P1910-1916 CAPLUS

7 Welch, Gregory C.; Journal of the American Chemical Society 2009
V131(31) P10802-10803 CAPLUS

(8) Olander, Jenny; Chemical Vapor Deposition 2005 V11(6-7) P330-337 CAPLUS

Predicted Properties (PPROP)

PROPERTY (CODE) | VALUE |  CONDITION  |NOTE || FRYME ||
Ar A +====
Bioconc. Factor (BCF) |50. 53 [pH1 25 deg C | (1) — LY EEFEH
Bioconc. Factor (BCF) |50. 53 .R‘~“"“‘--4pﬂ_2__g§_geg c |
Bioconc. Factor (BCF) |50. 53 |[pH 3 25 deg C | () HE@AUIEIN TN
Bioconc. Factor (BCF) |50. 53 [pH 4 25 deg C | (1)
Bioconc. Factor (BCF) |50. 53 [pH5 25 deg C | (1)
Bioconc. Factor (BCF) |50. 53 [pH 6 25 deg C | (1)
Bioconc. Factor (BCF) |50. 53 [pH 7 25 deg C | (1)
Bioconc. Factor (BCF) |50. 53 [pH 8 25 deg C | (1)
Bioconc. Factor (BCF) |50. 53 [pH 9 25 deg C | (1)
Bioconc. Factor (BCF) |50. 53 [pH 10 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) — ZF
| | 760 Torr |
Enthalpy of Vap. (HVAP) |30. 50+/-0.0 kd/mol |760 Torr | (1) — BEIT ) E—
Freely Rotatable Bonds (FRB) |0 | | (1) — [FlERARELAEE
H acceptors (HAC) |0 | | (1) — KEZBEFRH
H donors (HD) |0 | | (1) — KFEHEEH
Hydrogen Donors/Acceptors Sum|0 | | (1) — KEZBE/NERHDEFT
(HDAS) | I I
LOGD (LOGD) |2.54 [pH1 25 deg C | (1) —poH FZELETOZ/—/L
LOGD (LOGD) |2. 54 [oH 2 25 deg C | (1) —- KABEFEH DA EE
LOGD (LOGD) |2.54 [pH 3 25 deg C | (1)
LOGD (LOGD) |2.54 [pH 4 25 deg C | (1)
LOGD (LOGD) |2.54 [pH5 25 deg C | (1)
LOGD (LOGD) |2.54 [pH 6 25 deg C | (1)
LOGD (LOGD) |2.54 [pH 7 25 deg C | (1)
LOGD (LOGD) |2.54 [pH 8 25 deg C | (1)
LOGD (LOGD) |2.54 [pH 9 25 deg C | (1)
LOGD (LOGD) |2.54 [pH 10 25 deg C | (1) To 8%/ —)L - KRG EFH
LOGP (LOGP) |2. 544+/-0. 350 |25 deg C | (1) — DX ME
Mass Intrinsic Solubility [1.4 g/L |25 deg C | (1) — FlEEEFHE
(ISLB. MASS) | | |
Mass Solubility (SLB.MASS) [1.4 g/L [pH 1 25 deg C | (1) — BEEFHE
Mass Solubility (SLB.MASS) [1.4 g/L [pH 2 25 deg C | (1)
Mass Solubility (SLB.MASS) [1.4 g/L [pH 3 25 deg C | (1)
Mass Solubility (SLB.MASS) [1.4 g/L [pH 4 25 deg C | (1)
Mass Solubility (SLB.MASS) [1.4 g/L [pH5 25 deg C | (1)
Mass Solubility (SLB.MASS) [1.4 g/L [pH 6 25 deg C | (1)
Mass Solubility (SLB.MASS) |[1.4 g/L [pH 7 25 deg C | (1)
Mass Solubility (SLB.MASS) [1.4 g/L [pH 8 25 deg C | (1)
Mass Solubility (SLB.MASS) |[1.4 g/L [pH 9 25 deg C | (1)
Mass Solubility (SLB.MASS) [1.4 g/L [pH 10 25 deg C | (1)
Mass Solubility (SLB.MASS) [1.4 g/L |Unbuffered Water| (1)
| |pH 7.00 |
| |25 deg C |
Molar Intrinsic Solubility |0.0055 mol/L [25 deg C | (1) — BB E/LBHEE
(ISLB. MOL) I I I
Molar Solubility (SLB.MOL)  |0.0055 mol/L [pH1 25 deg C | (1) — FEJLBREE



Molar
Molar
Molar
Molar
Molar
Molar
Molar
Molar
Molar
Molar

Solubility
Solubility
Solubility
Solubility
Solubility
Solubility
Solubility
Solubility
Solubility
Solubility

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

Molar Volume (MVOL)

Molecular Weight (MW)
Polar Surface Area (PSA)
Vapor Pressure (VP)

(1

See HELP PROPERTIES for information about property data sources in REGISTRY

|0.0055 mol/L [pH 2 25 deg C | (1)
|0.0055 mol/L [pH 3 25 deg C | (1)
|0.0055 mol/L [pH 4 25 deg C | (1)
|0.0055 mol/L [pH 5 25 deg C | (1)
|0.0055 mol/L [pH 6 25 deg C | (1)
|0.0055 mol/L [pH 7 25 deg C | (1)
|0.0055 mol/L [pH 8 25 deg C | (1)
|0.0055 mol/L [pH 9 25 deg C | (1)
|0.0055 mol/L [pH 10 25 deg C | (1)
|0. 0055 mol/L |Unbuffered Water| (1)
| [pH 7.00 |

| |25 deg C |

|90. 0+/-3. 0 cm**3/mol |20 deg C | (1)
| | 760 Torr |

|250. 52 | | (1)
[0.00 Axx2 | | (1)
|6. 13E+01 Torr [25 deg C | (1)

Calculated using Advanced Chemistry Development (ACD/Labs) Software V11.02
((C) 1994-2014 ACD/Labs)
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[BEF 2] RBIFEHN 1.6 LT, IREPICIRATFILBSLUFATI—TFILEELE >R v —
=BRERTD

REGISTRY 27 A LDH<TJ——F

WERFET 4 — F ()

SEARCH N7 F 74— b A f DISPLAY
a—F | i i a— kK
/RI . AT EE Y none RI
JRI.T JRATE R ERFOIRE ¥ deg C RI
/RI.W AR ER O K Y nm RI
BITE (/R) [IHERETED
=> FILE REGISTRY — REGISTRY Z 74 ILIZAB
=> s[1.6<=R1 | — BHFES 1.6 LETHINEFRFET S
L1 38 1.6<=RI
BUERFR 71— LR ILEEFEIE ER BN THE
=> S POLYESTER/PCT AND POLYTHIOETHER/PCT — KYIIFNELUVKEY FFIT—FTIDEY 7—5HEBfFEH
290361 POLYESTER/PCT TESATNERv—FHEFETS
15823 POLYTHIOETHER/PCT
L2 4104 POLYESTER/PCT AND POLYTHIOETHER/PCT
=> S L1 AND L2 — L1 & 12 F AN FEF B
L3 16 L1 AND L2
=> D 1 IDE EPROP — | HEDYEEITIEHR ZEHYLEEZZFT S

L3 ANSWER 1 OF 16 REGISTRY COPYRIGHT 2014 ACS on STN

RN  612090-08-1 REGISTRY

ED Entered STN: 03 Nov 2003

CN 2, 6-Naphthalenedicarbony!| dichloride, 1-(trifluoromethyl)—, polymer with
2-fluoro-1, 3-benzenedicarbony| dichloride and 4,4 —thiobis[2-aminophenol]
(9CI)  (CA INDEX NAME)

MF  (C13 H5 Cl2 F3 02 . C12 H12 N2 02 S . C8 H3 CI2 F 02)x

ClI  PMS

PCT Polyamide, Polyamide formed, Polybenzoxazole, Polybenzoxazole formed
Polyester, Polyester formed, Polythioether

SR CA

LC STN Files: CA, CAPLUS

" WEREEE "

RYUY—o$EREE (PCT) (X, RUY—D
M1 FHITEEITIHEADERICEDONT
ft5ashza—F

CRN  438202-09-6
CMF G13 H5 CI2 F3 02

CF3 @
—Cl

m_ﬁ



oM 2

CRN  91129-30-5
CMF C8 H3 ClI2 F 02

CI—C/i:%:l\C—CI
o 6

3

CRN  22445-97-2
CMF C12 H12 N2 02 S

S
HO OH
H2 H2

*+PROPERTY DATA AVAILABLE IN THE "PROP’ FORMAT

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

Experimental Properties (EPROP)

PROPERTY (CODE)  |VALUE|  NOTE " AL "

+ +

[Refractive Index (RI)|1.626)(1) CAS RHRE(L 1626

(1) Fujiwara, Makoto; JP 2003287634 A 2003 CAPLUS

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