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The present invention relates to an aerosol precursor contg. anti-inflammatory medicine pharmacodynamic component and method for dispersing it into nanometer-sized fogdrop.
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Molecular Weight
303.35

Value: 98 °C

Density (Predicted)
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Nebhar Momac

CAS Registry Number 50-36-2

8-Azabicyclo[3.2.1]octane-2-carboxylic acid, 3-(benzoyloxy)-8-meth
, methyl ester, (1R,2R,35,55)-

Melting Point (Experimental)

Boiling Point (Experimental)
Value: 187 °C | Condition: Press: 0.1 Torr
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CAS Registry Number 50-78-2
B A el

Co Hy O,
Benzoic acid, 2-(acetyloxy)-

A

OH

Molecular Weight
180.16

Melting Point (Experimental)
Value: 135 °C

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

Density (Experimental)
Value: 1.40 g/cm3

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

Other Names

Rhodine (7CI)

Salicylic acid acetate (8CI)
2-(Acetyloxy)benzoic acid
2 N ic ocid

»

CAS Registry Number: 50-78-2
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CAS Registry Number 74-85-1

~156,960@ ‘ ~29‘»

C, Hy

CH, ==CH,

Ethene

Molecular Weight
28.05

Melting Point (Experimental)
Value: -169 °C

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

Density (Experimental)
Value: 0.56737 g/cm3 | Condition: Temp: -103.8 °C

Other Names
Ethylene (8CI)
218W050

Acetene

Betafoam AFI-G 1
Bicarburetted hydrogen

View more...

~EXPERIMENTAL PROPERTIES

Biological | Chemical Density Electrical Electronic = Flow and Dii i rf: Mechanical

Optical and Scattering

Structure Related = Thermal

Biological Properties Value Condition Note
ADME (Ab ion, Distributi boli Excretion) See full text (1)cas
Notes
(1) Fennell, Timothy R.; Toxicological Sciences 2004, V81(1), P7-13 CAPLUS @
~EXPERIMENTAL SPECTRA
HNMR CNMR HeteroNMR | IR | Mass Raman UV and Visible X-Ray Additional Spectra
IR Properties Value Condition Note
IR Absorption Spectrum See spectrum (47)BIORAD
IR Absorption Spectrum See spectrum (47)BIORAD
IR Absorption Spectrum See spectrum (47)BIORAD
IR Absorption Spectrum See spectrum (47)BIORAD
IR Absorption Spectrum See spectrum (47)BIORAD
IR Absorption Spectrum See spectrum (47)BIORAD
IR Absorption Spectrum See full text 10f 55 (48)Cas
IR Reflectance Spectrum See full text 10of3 (49)cas
IR Spectrum See full text 10of9 (50)Ccas
Notes
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~PREDICTED PROPERTIES

Biological | Chemical Density Lipinski = Structure Related = Thermal

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

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

~vPREDICTED SPECTRA

HNMR | “*CNMR

1H NMR Properties Value Condition Note
Proton NMR Spectrum See spectrum (85)
Notes
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Refractive Index

Tensile Strength (MPa)
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© Experimental
| Select Property... v|
Examples: 44, 25-35, >125

@ Predicted
Select Property... B
Bioconcentration Factor » | Examples: 44, 25-35, >125

Boilin& Point §°Ci R
U

Enthalpy of Vaporization (kJ/mol)
Flash Point (°C)

Freely Rotatable Bonds

H Donor/Acceptor sum

H Acceptors

H Donors

Koc

logD

logP

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

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

Molar Volume (cm3/mol)
Molecular Weight

pKa

Polar Surface Area (A2) -

m

Contact Us | Leaal

26.°] IRBAL SN EISE R (BRE. 409 DB RRES) 52

. A LLEYIFS BVES T & F Experimental Spectra (¥ Predicted Spectra FREUAH <% K .
TESREE Y, SciFinder e s I IR SCBEE: (—Mokid, 1SS TR T S e de ik
Supporting Information H') o SEEGTE RTINS K AT R > B FEAL A Z04h. b 2 AR AE.




vEXPERIMENTAL SPECTRA

*HNMR | ®CNMR HeteroNMR IR Mass I

1H NMR Properties Value Condition Note
Proton NMR Spectrum See spectrum (6)ACD-A

"~ Proton NMR Spectrum See Full text (8)cas
Proton NMR Spectrum See full text (9)cas
Proton NMR Spectrum See full text (10)cas
Proton NMR Spectrum See full text (12)cas
Proton NMR Spectrum See full text (11)cas
Proton NMR Spectrum See full text (13)cas
Proton NMR Spectrum See full text (18)cas
Proton NMR Spectrum See full text (22)cas

Notes

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

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

(9) Axenov, Kirill V.; Journal of the American Chemical Society 2009, V131(10), P3454-3455 CAPLUS Q
(10) Axenov, Kirill V.; Organometallics 2009, V28(17), P5148-5158 CAPLUS @

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

(12) Delferro, Massimiliano; Organometallics 2010, V29(21), P5040-5049 CAPLUS R

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

(22) Guo, Xuming; Journal of Organometallic Chemistry 2008, V693(25), P3692-3696 CAPLUS Q

vPREDICTED SPECTRA

HNMR | ®CNMR

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

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