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CH3-(CH2)H N*—O
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10
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13
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5
AO AO
26 4 1 101
Ci2AO C/AO n
OECD (2006) CAS AO
CAS
AO
85% 26 C12cAO CAS 1643-20-5 OECD
(2006) AO C10-16A0 CAS 70592-80-2
1 CAS AO ()
Avg.
CAS No. Chemical Name Chain Cs Ciwo Ci Cu Cie Cis Ca
Length
1643-20-5 1-Dodecanamine,N,N-
dimethyl-, N-oxide 12.0 0-1] 98-100 0-1
70592-80-2 | Amines,C10-16-
alkyldimethyl ,N-oxides 12.9 <L 475 ) 2281 | 4-9 <1
68955-55-5 | Amines,C12-18-
alkyldimethyl ,N-oxides 13.5 0-3 50-64 | 18-26 9-17 6-14 | 0-2
3332-27-2 1-Tetradecanamine,N,N-
dimethyl-, N-oxide 14.0 2-6 | 86-97 ) 1-10
2605-79-0 1?Decanam|ne,NzN— 10.0 96-100 0-4
dimethyl-,N-oxide
61788-90-7 | Amine i 13.0 <1-3 | 64-74 | 21-30 | 2-13 | <1-9
oxides,cocoalkyldimethyl
85408-48-6 | Amines,C10-18-
alkyldimethyl ,N-oxides 13.2 2 58 24 10 6
85408-49-7 | Amines,C12-16-
alkyldimethyl N-oxides 13.4 0-3 40-62 | 20-50 9-13 5-9
7128-91-8 ltHexadecanamlve,N,N- 16.0 <3 594 <
dimethyl-,N-oxide
2571-88-2 1?Octadecanam|n?,N,N- 18.0 <5 94 <5
dimethyl-, N-oxide
(OECD2006)
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WNRPOO®O~NO®

14
15
16
17
18
19
20
21
22
23
24
25
26
27

2
2 D
|
(
)
229.4 C1,A0 229.4
(132) 2 | CiA0 1329
-2 90-200 426.6 2
Pa 5.88>=<10°% | C,A0 25 20 5.88>107¢ 9
mg/L 4.1>10% 2 | CpA0 9.7>10*9
1- C10-16A0 6
2.72 b logPow 4.67 29
(logPow)
Pa m*/mol | 5.18>107%® HENRYWIN (V.3.20) 20 5.18><10%®
C12A0
(Kd) L/kg 2550 | Cowh0 P79 kd Koc:2772 ®
(B0F) kg o520 | BCFBAFNIN (v.3.01) C12A0 0g
(BMF) 17 logPow  BCF 2
(pKa) ﬁz) C10-16A0 8)
1) 28 3
29 3 2
2) OECD (2006) 7) MHLW, METI, MOE (2014)
3) EPI Suite (2012) 8) I
4) MOE (2004) -:
5) MITI (1995a)
6) Mukerjee et al(1971)
OECD (2006) C12A0 (130 134 ) (232 )
OECD (2006)
C12A0 (130 134 ) C12A0 (132 )
MPBPWIN (v1.43) C12A0 (426.6 ) OECD (2006)
90-200
MOE (2004) Ci2AO 25 (8.30<10%Pa) 20
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(5.88><106 Pa)
(5.88><10°% Pa)

MITI (1995a) CAO 20 25 ( 100
g/L) 20 (9.7><104mg/L) OECD (2006) C10-16A0
4.1><105 mg/L (4.1><10°
mg/L)
logPow
MOE (2004) KOWWIN (v1.68) C12A0 (4.67)
OECD (2006) logPow
KOWWIN OECD
(2006) C10-16A0 (0.070 3.8 g/L (Mukerijee et al (1971))
(33.9 g/L) (OECD (2006)) logPow (0.95 2.7)
logPow
(2.7)
HENRYWIN (v3.20) 20 C12A0 (5.18><10% Pa
ms3/mol) (5.18
>=<106 Pa m3/mol)
KOCWIN (v2.00) 20 C12A0 Koc
(2772 L/kg) KOCWIN AO
KOCWIN
AO Koc KOCWIN
OECD (2006) 3 Kd
(C12A0 8 L/kg 56 L/kg 16 L/kg C14A0 24 L/kg 17 L/kg 33 L/kg)
Kd 3 pH 7.6
pH 8.2 3 pH7.6 8.2
Soil type 3 Kd (18 L/kg 33 L/kg) (25.5 L/kg)
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3 OECD(2006) Kd

Kd pH
8 L/kg | Soil type 1 6.1 2.70% 3.20%
c12 56 L/kg | Soil type 2 | 4.6 0.80% 11%
18 L/kg | Soil type 3 7.9 2.60% 24%
24 L/kg | Soil type 1 | 6.1 2.70% 3.20%
C14 17 L/kg | Soil type 2 | 4.6 0.80% 11%
33 L/kg | Soil type 3 | 7.9 2.60% 24%
BCF
BCFBAFWIN (v3.01) 20 C12A0 (23.66 L/kg)
C12AO0  logPow 2.7
BCFBAFWIN 20 C12A0 (28.1 L/kQ)
BMF
logPow  BCF
( ) (MHLW, METI, MOE (2014))
(2) logPow
(2.7 BCF (28.1 L/kQ) 1)
OECD (2006) [R(CH3)2 N*-OH]
[R(CH3)2NO=H20]
Ci016A0  25-26.9°C 4.1) [R(CH3)
N*eOH] pH=5 11.2% pH=6 12% pH=7 01% pH=8 0% pH=9 0%
pH
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13
14
15
16
17
18
19
20
21
22
23
24
25
26

! 4
4 D
(@)
NA
2,3,4,5)
OH 0.59 OH 5> 10°
molecule/ cm?
NA
NA
NA
OECD TG301C 8.4.6)
5 i
_ OECD (2006)
NA
NA
5
NA
20 4
1) 28 3
29 3 2
2) MOE (2004) 6 MITI (1995b)
3) NITE (2007) 7 MHLW, METI, MOE (2014)
4) OECD (2006)
5) EPI-Suite (2012)
-1 OH
OH
AOPWIN (v1.92) C12A0 (2.7%x10-22 cm3/ molecule/s)

OH
5x105 molecule/cm3

)

0.59

MOE (2004) NITE (2007) OECD (2006)

(MHLW, METI, MOE (2014))
(0.59
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17
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30
31
32

-1
MITI (1995b) 100 mg/L (C12A0) 30mg/L 28
BOD TOC LC-MS 63 68%
100% OECD (2006) (2001)
69 76%
C12A0 99.8%
OECD (2006) AO 5
MITI (1995b)
60
5 G )
5 OECD (2006)
CAS 28
2605-79- OECD Readily Th. Goldschmidt]
0 c1o c10 301E 97% DOC biodegradable | AG (1997)
0 ) The Procter ¢
;8?22- C10-16|  C12.9 3853[) 63. 1% Tho, bioud'et'rm;jt:b':’e Gamble Compan
@ ) g (1977B)
61788- OECD Readily Akzo Chemie
90-7 Cl2-141 C13.0° 451 93% Tho, biodegradable | (1987)
85408- OECD 48% ThO, Inherently Henkel KGaA
49-7 C12-16)  C13-4  451p 30 biodegradable | (2000)
68955- OECD Readily Akzo Nobel
55-5 (12-18 C13.5 301D 82% Tho, biodegradable | Chemicals (19901)
OECD (2006) C12A0
C10.16AO0  OECD 303A ( >99.8%) C10-16A0
( >96% >94.9 99.5%) NITE (2007)
(>99%)
-2
OECD (2006) (pH4-9)
-1
G )
-2
OECD (2006) (pH4-9)
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EPI Suite(2012): US EPA. Estimation Programs Interface Suite. Ver. 4.11, 2012.

MHLW, METI, MOE(2014):
, V. . Ver. 1.0, 2014.

MITI(1995a): MITI.
( K-1180) ,
, 1995.
MITI(1995b): MITI.
( K-1180) ,
, 1995.

MOE(2004): MOE. 3, [17]
. 2004.

Mukerjee P and Mysels K. (1971). Critical Micelle Concentrations of Aqueous Surfactant
Systems. Office of Standard Reference Data National Bureau of Standards Washington,
D.C. (NSRDS-NBS 36).

NITE(2007): NITE. ,
. Ver. 1.0, No. 21, 2007.

OECD(2006): OECD. SIDS Initial Assessment Report For SIAM 22, Amine Oxides. 2006.

(2001): .
. N,N- N-
. 2001



CRC

CRC Handbook of Chemistry and Physics on DVD, Version 2013, CRC-Press

EPI Suite U.S.EPA EPI Suite

HSDB Hazardous Substances Data Bank (HSDB)

MOE

NITE

PhysProp SRC PhysProp Database, Syracuse Research Corporation, 2009
REACH REACH

SIDS OECD: SIDS
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CAS 1643-20-5
4
[1 GLP reliability
1|CRC 130.5°C |130.5 - Physical Constants of
2B Organic Compounds
2|EPI Suite 167.95 °C |167.95 MPBPWIN (Q)SAR Weighted Value 2C
3|HSDB 130.5°C |130.5 - Lide, D.R. CRC Handbook of Chemistry  |Chemical/Physical
and Physics 86 TH Edition 2005-2006. Properties: > Melting
2B CRC Press, Taylor & Francis, Boca Raton, |Point:
FL 2005, p. 3-198
4({MOE 132 133°|1325 - Howard, P.H. and W.M. Meylan ed.
C (1997): Handbook of Physical Properties
2B of Organic Chemicals, Boca Raton, New
York, London, Tokyo, CRC Lewis
Publishers, p596.
5 132 133°|1325 - SRC, Syracuse Research Corporation p.1
C (2002) PhysProp Database, North
2B Syracuse, NY.
(http://esc.syrres.com./interkow/physdemo
.htm )
6|PhysProp 130.5°C [130.5 - 2B Melting Pt
7|REACH 130 134°|132 ,other: [no 2: reliable key study experimental publication Devinsky F, Leitmanova A, |Exp Key Melting
C method not with result Lacko | & Krasnec L 1985 Amine point/freezing
specified, restrictions Oxides-XlII: lodine complexes with non- point.001
however a aromatic amine oxides Tetrahedron,
capllary 41(23), 5707-5709
4A
method was
used for
shorter chain
length amine
oxides
8[SIDSs 167.95 °C [167.95 2: reliable estimated by [All estimates apply Dossier p.62-63
LEPIWIN .nfa with calculation to the pure, dry
restrictions substance and not 4C
their solutions in
water.
9 130 134 °[132 2: reliable key study - Devinsky F, Leitmanova A, Lacko |, p.14; SIDS Dossier
C .nfa with Krasnec L, 1985. Amine Oxides -XIII: p.63-64
restrictions 2A lodine complexes with non-aromatic
amine oxides. Tetrahedron 41(23): 5707-
5709.
10 C10 AO 130.5 n/a 2A: Reliable [key study Devinsky et al, 1985 p.14; SIDS Dossier
133 -136 with Devinsky, F, Leitmanova, A, Lacko, | and
C12 AO restrictions Krasnec, L., 1985. Amine Oxides-XIII:
130 - 134 lodine complex with non-aromatic amine
C14 AO 2A oxides. Tetrahedron. 41(23)5707-5709.
125-129
C16 AO

126 - 130
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CAS

1643-20-5

GLP

reliability

1325

aA

The Sigma-Aldrich Library of Regulatory
and Safety Data (Volume 1)
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CAS 1643-20-5
4
101.325 kPa
GLP reliability
[1 [
1|EPI Suite 426.62 °C [426.62 MPBPWIN (Q)SAR Adapted Stein
and Brown 2C
Method
2[MOE 426.62 °C [426.62 estimated by U.S. Environmental Protection Agency, |p.1
calculation 4c MPBPWINTM v1.41
3[sIbs 426.62 °C (426.62 2: reliable estimated by [All estimates Dossier p.62-63
JEPIWIN ,nfa  |with calculation |apply to the pure,
restrictions dry substance 4c

1 SIDS:

and not their
solutions in water.
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CAS 1643-20-5
20
GLP reliability
[P [Pa]
EPI Suite 0.0000218 |2.18E-05 [1.55E-05 |25 °C MPBPWIN (Q)SAR
Pa[2C
4C
4 1
HSDB 6.2E-8 8.27E-06 |[5.86E-06 [25°C estimated US EPA,; Estimation Program Chemical/Physical
mmHg by Interface (EPI) Suite. Ver. 3.20. Properties: > Vapor
calculation e February, 2007. Available from, as of |Pressure:
Jun 17, 2008:
http://www.epa.gov/oppt/exposure/pu
bs/episuitedl.htm

PhysProp 0.0000000 |8.31E-06 |5.89E-06 estimated NEELY,WB & BLAU,GE (1985) Vapor Pressure
623 mmHg by 4C
calculation
REACH 0.000021 |0.000021 |1.49E-05 |25°C MPBPWIN no 2: reliable  |key study estimated study report 2012 Calc Key Vapour
Pa with by 4c pressure.001
restrictions calculation
SIDS 2.09E-5 |2.09E-05 2:reliable |- (Q)SAR EPIWIN, Version EPIWIN: Physical/chemical property [SIDS Dossier p.62-63
Pa LEPIWIN ,nfa  |with 3.0. estimation methods, Version 3.0,
restrictions 4C from Syracuse Research Corporation,
Syracuse, NY.
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CAS 1643-20-5
20
[mg/L] e GLP reliability
EPI Suite 0.7576 0.7576| 0.70722448|25 °C WSKOWWIN (Q)SAR
mg/L[2C
4c
4]
HSDB 190000 190000| 177366.223|25 °C - Brown SL et al.; Research Program  |Chemical/Physical
mg/L on Hazard Priority Ranking of Properties: > Solubilities:
28 Manufactured Chemicals (Chemicals
61-79). NTIS PB-263 164. Menlo
Park, CA: Stanford Research Institute
(1975)
MOE 190 g/L 190000| 177366.223|25 °C - U.S. Environmental Protection p.1l
28 Agency, WSKOWWINTM v1.41
NITE 190 g/L[ 190000| 177366.223(25 °C - Brown, S.L., Chan, F.Y., Jones, J.L., |p.2
Liu, D.H. and Mc. Caleb., K.E. (1975)
Research program on hazard priority
1 2B ranking of manufactured chemicals
(chemicals 61-79) . NTIS PB-263
164. Stanford Res. Inst., Menlo Park.
CA.
PhysProp 190000 190000| 177366.223|25 °C experiment 2B BROWN,SL ET AL. (1975C) Water Solubility
|ma/L al result
SIDS 3.13mg/L 3.13 LEPIWIN 2: reliable (Q)SAR EPIWIN, Version EPIWIN: Physical/chemical property |SIDS Dossier p.62-63
,nfa  |with 3.0. estimation methods, Version 3.0,
restrictions 4c from Syracuse Research Corporation,
Syracuse, NY.

100000| 96590.0332|20 25°C
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CAS 1643-20-5
4
logPow
pH GLP reliability
1[EPI Suite 4.67 4.67 KOWWIN (Q)SAR 2C
2[HSDB 4.67 4.67 estimated by US EPA,; Estimation Program Chemical/Physical
calculation Interface (EPI) Suite. Ver. 3.20. Properties: >
February, 2007. Available from, as of(Octanol/Water Partition
4c Jun 17, 2008: Coefficient:
http://www.epa.gov/oppt/exposure/p
ubs/episuited].htm
3[MOE 4.67 4.67 - U.S. Environmental Protection p.1
2B Agency, KOWWINTM v1.67
4|PhysProp 4.67 4.67 estimated by MEYLAN,WM & HOWARD,PH Log P (octanol-water)
calculation ac (1995)
5[SIDS 4.67 4.67 ,n/a|2: reliable (Q)SAR EPIWIN, Version EPIWIN: Physical/chemical property [SIDS Dossier p.62-63
JEPIWIN with 3.0. estimation methods, Version 3.0,
restrictions ac from Syracuse Research
Corporation, Syracuse, NY.
6 —-1.08 -1.08 room NopH |other no 2A: calculated Log Pow was The accurate The Procter & Gamble Company, p.13-14; SIDS Dossier
temp. adjustme [(calculated) Acceptable, estimated as the measurement of Kow is  |2002C. Determination of the n- p.163-164
nts were quotient of the difficult if not impossible  |Octanol/Water partition coefficient
made. solubilities of the for surface active (HPLC method). Test substance ID
test substance in 2A substances, because they |TSIN GTS02902.
n-octanol (33.9 tend to accumulate at the
g/l) and in water octanol/water interface,
(409.5 g/l). forming octanol-water
emulsions.

fg SIDS
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CAS 1643-20-5
Koc
[L/kg] pH GLP reliability
EPI Suite Koc 2772 LIkg[2B (2772 (Q)SAR 'WARNING - The entered
chemical is a Quaternary
Ammonium Compound
2C ] (QAC). Adsorption of QACs
seem to occur mainly by an
ion-exchange mechanism
and depends on cation-
exchange capacity of the
sorbent and variety of other
2c p (Boethling,
1994). The training set for
the Koc estimation of this
program did not include any
QACs. Therefore, the Koc
estimate is outside the
program's prediction
domain.
HSDB Koc |55 55 estimated by determined from SRC Environmental Fate &
calculation a water solubility 4c Exposure: >
of 190,000 mg/L Environmental Fate:
NITE Koc 19000 19000 estimated by SRC, Syracuse Research p.2
calculation Corporation (2003) PcKocWin
ac Estimation Software, ver. 1.66,
North Syracuse, NY
SIDS logKoc 4.271 18663.79691 2: reliable - (Q)SAR EPIWIN, Version EPIWIN: Physical/chemical SIDS Dossier p.62-63
LEPIWIN .nfa  |with 3.0. property estimation methods,
restrictions 4c Version 3.0, from Syracuse
Research Corporation,
Syracuse, NY.
Kd 8 511 24 6.1 Soil type |OECD - C12A0 The Procter & Gamble SIDS Dossier p.178-179
1: pH 6.1; |Guideline 106 Company, 2002A.
2.7% Determination of the
organic 1A 1A adsorption of TSIN GTS02902
matter; onto Three Soils
3.2% clay
Kd |56 12068 24 4.6 Soil type [OECD - C12A0 The Procter & Gamble SIDS Dossier p.178-179
2: pH 4.6; |Guideline 106 Company, 2002A.
0.8% Determination of the
organic 1A 1A adsorption of TSIN GTS02902
matter; onto Three Soils
11% clay

OECD
Guideline 106

1A

1A

The Procter & Gamble
Company, 2002A.
Determination of the
adsorption of TSIN GTS02902
onto Three Soils

SIDS Dossier p.178-179
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CAS 1643-20-5
4
Koc
[L/kg] pH GLP reliability

9 Kd 17 3664 24 4.6 Soil type |OECD C14A0 The Procter & Gamble SIDS Dossier p.178-179
2:pH 4.6; [Guideline 106 Company, 2002A.
0.8% Determination of the
organic 1A adsorption of TSIN GTS02902
matter; onto Three Soils
11% clay

10f=10
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CAS 1643-20-5
[Pa m3/mol] pH reliability
EPI Suite 5.18E-006 Pa 0.00000518
m”3/mol JExperiment
al Data from 2C
PhysProp
Database
6.70E-006 Pa 0.0000067 (Q)SAR Bond Estimation 2c
m"3/mol Method
HSDB 6.6E-11 atm m”3/mol|6.68745E-06 estimated by US EPA; Estimation Program Chemical/Physical
calculation Interface (EPI) Suite. Ver. 3.20.  |Properties: > Other
February, 2007. Available from, [Chemical/Physical
4c as of Jun 17, 2008: Properties:
http://www.epa.gov/oppt/exposur
e/pubs/episuitedl.htm
NITE 6.70E-06 Pa 0.0000067 estimated by SRC, Syracuse Research p.2
m~3/mol[6.70x10"-6 calculation Corporation (2002) PhysProp
Pa m 3 /mol (6.61x 4C Database, North Syracuse, NY.
10711 atm m 3 (http://esc.syrres.com./interkow/p
/mol)] hysdemo.htm )
PhysProp 0.0000000000661  (6.69758E-06 estimated by MEYLAN,WM & HOWARD,PH  |Henry's Law Constant
atm m~3/mol calculation 4c (1991)
REACH 0.000000012 Pa 0.000000012 2: reliable  [key study estimated by study report 2012 Calc Key Henry's Law
m"3/mol with calculation 4c constant.001
restrictions
SIDS 1.513E-8 atm 0.001533047 2: reliable |- (Q)SAR EPIWIN, Version EPIWIN: Physical/chemical SIDS Dossier p.62-63
m”3/mol with 3.0. property estimation methods,
restrictions 4C Version 3.0, from Syracuse

Research Corporation, Syracuse,
NY.
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CAS

1643-20-5

[L/kg]

GLP

reliability

1|EPI Suite

23.66[2B

2c ]

23.66|

(Q)SAR

2C
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CAS

1643-20-5

pH GLP

reliability ( )
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CAS

1643-20-5

4

[day] ph

SIDS 4.71 hour 0.393
JEPIWIN
SIDsS

BIOWIN GLP reliability

\n/a|2: reliable with
restrictions

estimated
by
calculation

All estimates
apply to the
pure, dry
substance and
not their
solutions in
water.

p.14; SIDS Dossier
0.62-63
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CAS

1643-20-5

NITE

GLP reliability
63%|0O_2 consumption TG experimental 1643-20-5 C12A0 . 1995 [p.6
result 12 28 ,
(http:/iwww.nite.go.jp
..1995.
68%|DOC removal TG experimental 1643-20-5 C12A0 . 1995 [p.6
result 12 28 ,
(http:/iwww.nite.go.jp
..1995.
100%| Test mat. analysis TG experimental 1643-20-5 C12A0 . 1995 p.6
result 12 28 ,
(http://www.nite.go.jp
..1995.
84%]|0_2 consumption TG 1643-20-5 C12A0 p.6
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CAS 1643-20-5
GLP reliability
SIDS readily 97%|DOC removal not measured OECD Guideline 1A Key study experimental 2605-79-0 C10A0 Th. Goldschmidt AG, 1997. p.18; SIDS Dossier
biodegradable 301E result Biologische Abbaubarkeit im p.263-264
modifizierten OECD Screening
Test. Report # 970303GS.
inherently 63%|CO2 (Carbon yes other no data 2A Key study experimental 70592-80-2 C10-16A0 |The Procter & Gamble Company, |p.18; SIDS Dossier
biodegradabl Dioxide Evolution) result 1977. A biodegradability study of |p.184-185
dodecyl-dimethylamine oxide
(DDAO).
readily 93% ,COD OECD TG 301D |no 2: reliable key study experimental 61788-90-7 CcocoAO |Akzo Chemie, 1987. p.18; Amine oxides,
biodegradable with result Biodegradability of a number of |cocoalkyldimethyl SIDS
restrictions nitrogen derivatives (MU-30). Dossier p.306-307
57%|DOC removal OECD TG 301E no 4: not not key study [experimental 61788-90-7 CcocoAO |Hoechst AG, 1989C. Amine oxides,
assignable result Untersuchung des biologischen |cocoalkyldimethyl SIDS
Abbaus nach dem OECD- Dossier p.307-308
Screening-Test 301 E 12
(modifieziert); Alkyl(C12-
18)dimethylaminoxid.
47%|- OECD TG 301E no 4: not not key study |experimental 61788-90-7 CcocoAO |Hoechst AG, 1993A. CAS RN Amine oxides,
assignable result 61788-90-7. Kurzbericht uber die [cocoalkyldimethyl SIDS
Prufung der biologischen Dossier p.308-309
Abbaubarkeit gemass dem
modifizierten OECD Screening-
Test 301E und DIN ISO 7827..
Inherently 41-48% COD not measured OECD Guideline |no 2B key study experimental 85408-49-7 C12-16A0  |Henkel KGaA, 2000A. (CAS RN |p.18; SIDS Dossier
biodegradable 301D result 85408-49-7), Ultimate p.344-345
biodegradability in the closed
bottle test.
readily 82%| O2 consumption [not measured OECD Guideline |no 2B key study experimental 68955-55-5 C12-18A0  |Akzo Nobel Chemicals, 1990I. p.18; SIDS Dossier
biodegradable 301D result Biodegradation of CAS RN p.248-249

68955-55-5.




