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‘SDA SUBSTANCE IDENTIFICATION PROCEDURE

FOR CLASS 2 CHEMICAL SUBSTANCES DERIVED FROM NATURAL
FATS AND OILS AND SYNTHETIC SUBSTITUTES

The substance identification system presented hereis an
alternate and relatively simple method which was uged to
identify for the Inventory certain multicomponent Class 2
chemical substances derived from natural fats and oils and
synthetic long-chain alkyl substitutes. The system was
developed by The Soap and Detergent Association in con=
junction with the EPA and is intended to standardize the

identification of substances manufactured and used exten= -

gively in the soap and detergent industry. Accordingly, the
system was used to identify multicomponent soaps and surface
active agents (and also their precursors and derivatives)
manufactured, imported, or processed for such uses as wetting
agents, emulsifiers, dispersants, and penetrants. Iis appli=
cability, however, extended beyond the soap and detergent
industry.

This system was not to be used to identify any single
component Class 1 chemical substance (Le., & substance whose
composition may be represerted by z definite chemical
structure diagram) or any combination of such substances
prepared by mixing without chemical reaction. Furthermore,
it was not to be nsed in those cases where the person reporting
considered its applicability to be marginal or in question.

The Class 2 chemical substances which were reported using
this system are complex, multicomponent materials whose
individual components have a common structural feature: one
or more long—chain alkyl groups to which is attached a
chemically functional group or groups. These components
differ from one another with respect to one or more of the
following long-chain alkyl group characteristics: length
{carbon number), saturation, structure (linear or branched),
and /or the position of functional group attachment(s).

'nder the SDA Substance Identification Procedure, certain
of these Class 2 chemical substances are identified by SDA
Substance Names and by corresponding SDA Numbers and
Substance Definitions.

SDA SUBSTANCE NAMES

SDA Substance Names are systematically-derived, and,
within the limitations of the system, are as precisely de=
seriptive of the chemical composition of a substance as
possible.

“8DA Substance Names consist of two or, in some cases,
three parts. The two parts common to all SDA Substance
Names are: (1) the Alkyl Descriptor, A, which describes the
long-chain alkyl groups of the substance, and (2) the
Functiopality Descriptor, F, which identifies the funectional
group(s) of the substance. A third part, the Salt Descriptor,
S, identifies the cation(s) of any salt.

SDA Substance Names are systematically constructed
according to the following formats:

(A) alleyl (F),

or in the case of salts,

(A} alkyl (F) (8), .
where A denotes the Alkyl Descriptor; F, the Functionality
Descriptor; and 8, the Salt Descriptor.

For example, the SDA Substance Name for

which contains predominantly Cy-C, sa’fui:i?daﬁ.k?i

chain-length is:

h th h Cl()"é:m—élkyl amine

where the phrase "C,;—Ci¢" corresponds to the
Descriptor (A), and *amine", to the Functionall‘iiy%tﬁ
scriptor (F).

Similarly, the SDA Substance Name for the sodium éah of
a fatty carboxylic acid comprised predominantly of C
saturated and ;3 unsaturated alkyl chains is: 1

C,g and C,5 unsaturated alkyl carboxylic acid sodium salt

where the phrase "Cys and C,s unsaturated” corresponds
to the Alkyl Descriptor (A); "carboxylic acid” to the
Functionality Descriptor (F); and "sodium salt", to-the Salt
Descriptor (3).

. The Class 2 chemical substances covered by this system are
limited to those whose composition may be described using
the Alkyl, Functionality, and Salt Descriptors listed below in
Tables 1, 2, and 3, respectively. These descriptors, discussed
in detail below, can be combined in the SDA Substance Name

. format to describe more than 5,000 multicomponent Class 2

chemical substances.

Alkyl Description

Table I lists the Alkyl Descriptors covered by this system
of substance identification; assigned to each is a two-digit
Alkyl Descriptor Code used in generating the SDA Reporting
Numbers, described later. ~ Each Descriptor identifies a
distribution of alkyl groups in terms of carbon chain length,
saturation and/or unsaturation, and linear or branched
structure. Alkyl group distributions are inclusive of both even
and odd alkyl chain lengths.

The Descriptors of Table 1 were chosen to cover the
predominant long—chain alkyl group distributions actually
present as of 1978, in most commercial multicomponent Class
9 substances of thistype, and to provide for each as precise
a description as practical. Use of this system is predicated
on selecting the narrowest alkyl distribution (Alkyl De=
seriptor) which describes the predominant long~chain alky!
groups of the substance reported. In this context, the term
ipredominant” means that about 80 to 100 percent of all
long~chain alkyl groups are included within the description.

In the Alkyl Descriptor, a saturated, linear long-chain alkyl
group is denoted by "C," where the subscript x indicates the
aumber of carbon atoms in the alkyl chain. Unsaturated and
multiple branched alkyl groups are denoted by "Ck
unsaturated” and "C, branched®, respectively. X

By convention, the number of carbon atoms ina Jong-chain
alkyl group includes all long—chain alkyl and functional group
carbor atoms, other than those contained in an aromatic Hng,
which are connected to each other in a unbroken chain of
carbon—carbon-bonds. For example, the alkyl chainlength,
designated by "R" in the representative structural diagrams




3A

found in Table 2, includes the acyl carbon of carboxylic acids
and their derivatives, and the total number of carbon atoms
in such structures as R—-CHy~OH or R~CH:CH,. The alkyl
group does not include, however, functional group carbon
atoms which are part of a phenyl ring, or are separated from
the alkyl chain by a phenyl group or an atom other than
Caben, €.8., R‘Ph, R“N(CH:SQ, or R*O{CH2)3NH2

Unless specified otherwise, the alkyl groups identified by
" sach Alkyl Descriptor are linear, or essentially linear, hy=
drocarbon chains. The natural fats and oils listed below
provide such alkyl groups:

Vegetable Animal
Avoeado Grease
Babassu Lard
Castor Neatsfoot
Coconut Poultry
Corn Tallow
Cottonseed

Crambe Marine -
Linseed

QOlive Herring
Qiticica Menhaden
Palm Salmon
Palm-~kernel Sardine
Peanut Sperm Body
Rapeseed {whale)
Rice Bran Sperm Head
Safflower (whale)
Safflower Whale
(high oleic)

Sesame

Sorghum

Soybean

Sunflower

Tung

Wheat Germ

These sources provide both saturated and unsaturated alkyl
groups; castor-oil provides a Cyg hydroxy substituted alkyl
group. -Alkyl groups derived from other natural sources are
not covered by this system.

Synthetic sources can provide linear or essentially linear
alkyl groups, i.e., chain branching, if any, is limited tono more
than one secondary methyl {CHz-) or ethyl {C,Hs-) group per
alkyl chain. For purposes of this system, the latter type of
alkyl chain is included within the designation "linear".
Multiple branched alkyl groups, derived exclusively from
synthetic sources, have separate Alkyl Descriptors.

‘Some Class 2 chemical substances covered by this procedure
are comprised of components which have two or more
long—chain alkyl groups, e.g., (dialkyl) amine, or (dialkyl)
dimethyl ammonium chloride. This system could be used to
identify such substances provided that each long—chain alkyl
group is describable, in its predeminant composition, by an
Alkyl Descriptor found in Table 1 and that none of these
long—chain alkyl groups is a single component structure
describable by a definite chemical structural diagram.

Functionality Description

Table 2 lists the Functionality Descriptors which could be
used in this system of substance identification; assigned to
each is a three-digit Functionality Descriptor Code used in
generating SDA Reporting Numbers. The partial chemical
substance nomenclature (Functionality Descriptors) for each
identifies a specific functional group or groups. Different
Dgsécriptors are provided for salts, and for their corresponding
acids.

Associated with each Functionality Descriptor in Table 2

is a representative structure diagram or diagrams. In many
cases, these diagrams depict only one of several possible
isomers of a substance identified by a given Functionality
Descriptor. For example, a Cp—C,g alkyl amine identified by
this system may contain components which have the amine
functional group (-NH,) attached to a terminal alkyl carbon,
as shown in Table 2 for Functionality Descriptor Code 029,
or to any other carbon atom in the alkyl chain. The ap=
plicability and limitations of each representative structural
diagram are defined by a Substance Definition, (See
Substance Definition, below.)

Salt Description

Table 3 lists the Salt Descriptors covered by this system
of substance identification; assigned to each is a two—digit Salt
Descriptor Code used in generating the SDA Reporting
Number. SDA Substance Names for Class 2 chemical sub=
stance which are not salts contain no Salt Descriptor part; the
Salt. Descriptor Code for such substances is 00.

Mized salts of monovalent anions are considered mixtures
of the individual salts, each of which were to be identified
separately. Mixed salts of divalent anions, however could be
identified as a single substance. :

SDA REPORTING NUMBER

The SDA Reporting Number is derived using the two-or
three—digit codes associated with each Alkyl, Functionality,
or Salt Descriptor contained in Tables 1, 2, and 3. The SDA
Reporting Number is generated by systematically combining
these codes for a given substance 1 a manner similar to that
used to derive the SDA Substance Name. SDA Reporting
Numbers have the following formats:

SDA aa—fff-ss

or for mixed salts of divalent anions,

SDA aa—fff-ss,;s’'s’
where “aa" denotes the appropriate Alkyl Descriptor Code;
“fff" the appropriate Punctionality Descriptor Code; and
*ss* (and "s’s™"} the appropriate Salt Descriptor Code(s).

For example, the SDA Reporting Number for.C;y-Cj¢ alleyl

amine is:

SDA 15-029-00
This number was generated using the Descriptor Codes found
in Tables 1 to 3. Table 1 identifies the Alkyl Descriptor Code
for "Cye~Cis":. 75. Table 2 identifies the Functionality
Descriptor Code for "(alkyl) amine"; 029. Table 3 identifies
the Salt Descriptor Code to be used when the substance is”
not. a salt: 00, Inserting these numbers in the standard format
vields the correct SDA Reporting Number.

SUBSTANCE DEFINITION

Each Functionality Descriptor listed in Table 2 is assigned
a Substance Definition Format number ranging from 1 to 6.
Through this number, the SDA Substance Name is linked to
one of six generalized Substance Definitions appearing in
Table 4. For sach substance reported by this procedure, a
unigue definition can be generated by inserting the Alkyl,
Funetionality, and Salt Descriptor parts of its SDA Substance
Name, and the corresponding representative structural di=
agram found in Table 2 into the appropriate generalized

. Substance Definition. Examples contained in Table 4 il=

Iustrate how such definitions are generated, The Substance
Definitions provide a chemical description of each substance
identified by an SDA Substance Name and specify the
applicability and limitation of the corresponding repre<
sentative structure diagram. .

[Note: In Table 4, the term "positional isomers", appearing




in some Substance Definitions refers to substances which

are otherwise similar except for the position of funcitonal
group attachment(s) on the long-chain alkyl group(s).]
A seven step method, described in Addendum 111 of the

Toxic Substances Control Act Candidate List of Chemical

Substances (March 1978), was useful .
menclature of this system to the identiﬁlgagigﬁlm&
of particular chemical substances, Additional exam
further illustrate the applicability and Hmieions
system are also presented there. i




Alkyl
Descriptor Code

oL
0z
03
04
05
06
07
o8
09
10

11
12
13
14
15
16
17
18
19
20
21
22
23
24

25
26
21

*Bydraxy substituted alkyl group derived from Castor 01l

TABLE 1
Alkyl Descriptors

Predominant
Carbon Chainlength Distribution
Saturated Ungaturated Branched

.

8-18 18 Ko
10-16 12-20 Yo
1418 12-20 No
1418 16-18 No
1418 16-22 No
14-18 16-26 Yo
16~22 16-22 Ho
16-22 18 No

16 18 No
16 18,18+ ¥o
16-18 18 Ko
18 1B Ko

6-12 Yo

8-26 Ko
1016 No
1218 Yo
14-18 . No
1426 No
16~18 No

16-318,18% Ko
16-22 No

8 Yes

9 Yes

12 Yes
11-13 Yes
R 10-16 ¥o

14-18 Ko

Alkyl Descriptor (A) Nomenclature

Cs-cla and Cl5 unsaturated

j23

Clo-C16 and unsaturated

12 %20
€ 4Cyg 208 Cyp=Cyp
¢

¢ and ClB
C

ungaturated

14"

14"%8 Clﬁ— unsaturated
I&wclg and C16~CZ2 unsaturated
Clé“cls and Clé"C26 ungaturated
€147Cp 304 C16=Coy
Cls-C22 and C s unsaturated
C and

C

unsaturated

3
16 C18 unsaturated
16 plus CIB unsatursted and
C18 hydroxy unsaturated
C16'C18 and C18 unsaturated
C18 and C18 unsaturated

G-ty

g€

“107%16

€12 %18

€107%8

“147C26

Ci6—Cyg

Clﬁ—cla and C18 hydroxy
%1672

C8 branched

69 branched

C12 branched

QIl-c13 branched
Cyp=Cyg unsaturared
Cl&'cls unsaturated




TABLE 2

Functionality Descriptors

Func. Shﬁstguc
Desc.  Functionality Descriptor (F) Defindviny,
Code Nomenclature Common Name Representative Structural Diagram® Formuh
) .
"
001 {trialkyl) glyceride refined fat or oil R—C—0~CH2 o}
' E}
0 HC-0-C-R
& L]
R—C~O—CH2
4] ¢
" L2)
002 (alkyl} and (dialkyl) glyceride R-C—O—CHZ R—C~0~?ﬂ2 [¢]
] ”
BCOH HCw0-C-K
¥ ¥
BGCRZ BOC}i2
o] o]
" "
003 (alkyl) and (dialkyl) glyceride R-C~0~CH, R-C-0-CH, 0 2
L "
ethoxylace HCO- (CH,CH,0) _-H HC~0-C-R
' 3
HZCO—(C32C820)Q—H 82C0<682C320)n~3
. 0
L1
004  (alkyl) glyceride R*C«O-Cﬁz 1
)
HCOH
¥
HOCﬁ2
¢}
005  (alkyl) carboxylic acid farty acid R-C~OH 1
o}
L
006  (alkyl) carboxylic acid (salt) S0BP R=-C~ONa 1
o 0
7" "
007 - {alkyl) dicarboxylic acid farey dibasic acid HO=C-R~C~0H i
3]
"
008 - (alkyl) varboxylic acid n~butyl Jatty butyl ester R~C~0—(CH2)3CH3 1
ester 0 CHZCRB
i 1
00%  (alkyl) carboxylic acid 2- farry 2- ethylhexyl R~C-O—CH2CH(CH2)3CH3 1
ethylhexyl ester ester o
£ 13
910 {alkyl) carboxylic acid methyl fatty wechyl ester R—~C~0-Ca3 1
ester o 0
E ] ”
011 (dialkyl) carboxylic acid farty ethylene glycol R—C-O—(:CH2 o™ O-C-R 1
ethylene glycol diester diester
} ﬁzcﬂ
012 (alkyl) dicarboxylic arid 2= farty 2-ethylhexyl R~ {C-0-CHyp~ H»(CH2)3~CH3)2 1
ethylhexyl diester diester
013 {alkvl) dicarboxylic acid fatry hexyl diester R*(8~0»(CH2)5—CH3)2 1
hexyl diester o cH o
" 2 3 2]
014 (erialkyl) carboxylic acid R—C~0~CHZCCH2-O~C~R 1
1
trimethylalethane triester CHZ—O-C~R
"
G
0 CH.CH_ O
" 4 2 3 "
015 (trialkyl) carboxylic acid R-c‘-a—cﬁzgmzﬁo—cwx 1
trimethylolpropane trieaster C32~O—C~R
»
s ]

Bsalts are depicted in terms of modium cation(s).

bRefer te corresponding Substance Definition Format

oumber (1-6) in Table 4.




{tetradlkyl) carboxylic acid
pentaerythritol tetraester

!(alkyi) carboxylic acid
ethoxylate

‘(alkyl) carboxylie acid
propoxylate

(alkyl) carboxylic acid
ethoxylate propoxylate

{alkyl) carboxylic acid mmide

(alkyl) carboxylic acid amide
ethoxylate

{alkyl) carbaxylic acid amide
monoechanol

{alkyl) carboxylic acid amide
wmonoisopropancl

(alkyl) carboxylic acid amide
diethanol

(alkyl) carboxylic acid amide
diisopropancl

(alkyl) carboxylic acid amide
{alkyl) .

N,N'% {dialkyl) ethylene bis
amide

028 ° N,N'={dialkyl) propylene bis
anmide

029 (alkyl) amine

030  (alkyl) amine ethoxylate

031 (alkyl) amine ethylene nitrile

032  W-{alkyl) propylene diamine

033  N-{alkyl) propylene diamine
ethoxylate

034 (alkyl) slkoxy ethylene nitrile
¢ 035 (alkyl) alkoxy propylene amine

036 (alkyl) alkoxy propylene anine
ethoxylate

037 {alkyl) alkexy ethylene smino
nitrile

.

038 (alkyl) alkoxy propylene amine
propylene amine

ethoxylated fatty
acid

propoxylated farry
acid

ethoxylated propoxyls
ated fatty acid

fatty amide

ethoxylated fasty
amide i

mongethancl farty
awide

monoisopropansl
fatry amide

diethanol fatty
amide

diisopropanel fauty
amide

farty amine

ethoxylated fatty
amine

farty amine nirrile

fatty ether nitrile

fatty ether amino
nitrile

farty ether diamine

R-NH

b
0 CH~0~C~R
£:] ¥
ReCrO~CH, CCH, ~O~Bmk
2! 2 "
R-C-0-CH, O
. »”
0
0
”»
R~G-0-(CH,CH,0) K
o CH
" y 3
R=C~0- (CHCH,0) -H
0 cH
Ll 1 3
ReC~O-(CH,CH,0)  (CHCH,0) —H
o
L]
R~C-NH,,
4 (CH,CH,0) ~H
R-C-N_
(CH,CH 0) -H
0
u CH,CH.,OR
reC-Ni 2 2

9 _en HCHOH
R-C-NH cH

0
O cn,onon
Rec-N_ 2 2

“CH., CHOH
¥

CH

2

o 3

”
R-C~NH-R
o Q
" "
R~C—NK€CH2)2—NH»C-R
0 0
RwC~N8(Cﬂ2)3—NB“C-R
2
(CH,CH0) B
R=N
(CRZCHzﬂ)mR
R»Nﬁ'(CBz)ZClﬁ

ReNH= (CH, ) -NH,

(R
R-N_
(CH,) 48

CR.O)_H
2727 'x
,(CHZCHZO)YH
~
(Cﬁzcuzﬁ)zﬂ

R~0«(CH2)2~C=N

RO~ (CH »NHZ

23
(CH,CH,0) R
a—o—(c&%z)3-N: 272 7n
(GH,CH,0) K

RO~ {CH »NH~(€H2)2-C¢N

23

R-O~(CH —NB—(CHZ)3~KH2

203




039 {alkyl) nirrile fatty nitrile R~CaN

040 (alkyl) dimethyl amine . fatcy dimethyl amine R-N-(CH,), .
: R CH3
. ; 1 3
061 (alkyl) dimethyl amine oxide fatty dimethyl amine R-N-»0
oxide éﬁ
3
R
. 042 (dialkyl) amine © dialkyl aime i
. R
: : R
043 {d1alkyl) methyl amine dialkyl methyl amine IN»CRB
R
: : R
044 (trialkyl) amine trialkyl amine IN—R '
R
: NN
045 {alkyl) trimethyl ammonium alkyl trimethyl ‘N: 3} o’
chloride amonium chloride L633’ CRB
DLE (alkyl) crimethyl ammonium alkyl trimethyl ‘:3: 3] Br 3
bronide armmoniuw bromide LCB3 CH3 ;
R oo 1t
D47  (dialkyl) dimethyl ammonium dialkyl dimethyl ‘N: 3 ™ 3
chloride ammonium chloride {R' i,
‘ o, ]"
048 - (dialkyl) dimethyl ammenium dialkyl dimethyl N 3} Br~ 3
bromide amuonium bromide LR Cﬁs
+
S
049  (ddalkyl) dimethyl asmonium dialkyl dimethyl am- | K] 7| cmgs0,
werhyl sulfate monium methyl sul~ |R CHB'
fate - " 1 +
- -
050  (trialkyl) methyl ammonfum R c1 3
chloride R CH3’
R R |* .
051 (trialkyl) methyl ammonium { :n: Br 3
browmide R CHB.
CENEN
-CH A -
052 (alkyl) benzyl dimethyl 2y a 3
ammonium chloride L R CH,
SRR
=CH -
053 (dialkyl) benzyl methyl 2N } c1 3
ammonium chloride L R oy
<h- S
p54  (rrialkyl) benzyl ammonium o o g c1” 3
¢hloride 5 R R
055  {alkyl) chloride alkyl chloride RCH,-C1 3
056  {(alkyl) bromide alkyl bromide RCH,~Br 3
057 (alkyl) alpha olefin alpha olefin "R-CE=CH, 3
058 - (alkyl) alkene and (alkyl) R(Cﬂz}xCH'CH(Ckz)y-SOBH » 3

hydroxy sulfonic acid
R(Cﬁz)xfﬁ(CHz)y—SOBH
OH

059  (alkyl) alkens snd (alkyl) olefin sulfonate R(Cﬁz)xCH‘CB(CRZ) -50383 3
hydvoxy sulfonic acid (salts) ¥
R(cnz)xgﬁ(cn2)y—sosua
OR




TR RS

B

073

074

075

076

078

079

080

Q81

(alkyl) aleohol
sulfurie acid

(alkyl} alcohol

{alkyl} alcohol
(salt)

sulfuric acid

(alkyl) alcobol phosphoric acid

(21kyl) alcohol phosphoric acid
(salt)

(alkyl} alcohol ethoxylate

{alkyl) alcohel erhoxylate
sulfurie acid

(alkyl) ethexylate-sulfurie~
acid (salt)

(a1kyl) alcohol ethoxylate
phosphoric scid

{alkyl) algohol ethoxylate
phosphoric acid (salt)

(alkyl) alcohol ethoxylate
propoxylate

(alkyl) alcohol ethoxylate
propoxylate sulfuric acid

{alkyl) alcohol ethoxylate pro-
poxylate sulfuric acid (salt)

{alkyl) alcohol ethoxylate pro-
poxylate phosphoric acid

(alkyl) alcohol ethoxylate pro-
poxylate phosphoric acid
{salt)

(slkyl) glyeceryl ether chloride

{alkyl) pglycidyl ether

(alkyl) glyceryl ether sulfonic
acid (salt)

{alkyl} epoxide

{alkyl) benzeune

{alkyl) benzene sulfonic acid

{alkyl) benzene sulfonic acid
(salt)

fatty alcohol

alkyl sulfate

alkyl phosphate ester

ethoxylated fatty
alecohol

ethoxylated alkyl
-sulfate

ethoxylated alkyl
phosphate ester

ethoxylated propoxy-
lated fatry alecohol

ethoxylated propoxy-
lated alkyl sulfate

ethoxylated propoxy-
lated alkyl phos-
phate ester

farvy glycerol sul-
fonate

LAB

R—CHz—OH

R-CH2~05038

R"CHZ—OSO3N6

R—CHZ—OP03HZ

R~CH,,~0FP0  Na

2 32

R—CH2-0~(CH2CH20)n—H
R~C82-0~(CHZCH20)nvSOBH
R—CH2~0w(CH2£820)n—503Na
R—CHZ-'G—(CHZCHZO)“—POBH2

chaz—o»(cazc320)n—po3xa2

CH

v 3
R—CHZ—O—(C32CH20)n(CHCH20)m~B

CH

: 3
R—CHZ-O-(CRZCHZO)n(CBCH20)mrSO

Ciy

'
R—CszO-(C52C320)n(CHCH20)m~503Ra

CH3

1
R—CHZ—O-(CHZCHzo)h(CHCKZO)m—P03H2

Cﬂa
1
R-Cﬂz‘O*(Cﬂzcﬂzﬁ)n(CHCHZO)“rPO

CH
[
R-O~CH2CHCH2—C1
,0\
R~O—CHZCHCH2
Q"

'
R—D-CHZCHCH2~SOBN3

B 52%5
a 2
CH3(C32)K?H(CH2)yCH3
CHB(CHZ)X$H(CH2)yCHS
€;3 i
S0,
CHB(CHZ)X$H(CH2)YCH3

[
SOBNa

3

Na

3

2




082

083

084

085

086

087

088

089

050

091

092

093

094

083

{81kyl) phenol linear alkyl phenol CH3(CH2) CK(CHz) CH
. Xy y 3

]
£
(alkyl) phenol ethoxylate ethoxylated linear (33(Cﬂz} CH(CHZ) CHB
alkyl phenol X y
]
0(€H2C320)nﬁ
(alkyl) phenol ethoxylate : CHS(CHZ)X?H(Cﬁz)yCH3

sulfuric acid

1 3
; O(C32CH20)n—SOSH
{alkyl) phenol ethoxylate sul- ethoxylated lineay CB3(CH2)XCH(CHZ) C83
furic acid {(salt) alkyl sulfare k4 4
ester

[}

O(CﬁzCﬂzo)n»SOSNa
(alkyl) phenol ethoxylate CH3(CHZ)x?H(C82)yCﬁ3

phosphoric acid
¥
O(CHZCHZO)n~P03H2

{alkyl) phenol ethoxylate phos~  ethoxylated linear CHS(an)xCH(Cﬁz) 683
phoric acid (salt) alkyl phosphate } 4
ester @ "

¥
O(CHZCHzo)n—PO Na

372
(alkyl) phenol ethoxylate ethoxylated propoxy~ Cﬁs(cuz)xCH(sz) Cﬁz
propoxylate lated linear alkyl : ¥
phenol CH3
L *
O(CHBCHZO)n(CHCHZO)mﬂ
(alkyl) phenol ethoxylate pro- CHB(Cﬂz)x?H(Cﬂz)yCH3

poxylate sulfuric acid
) CH3

s ¥
O(CHZCHzo)n(CHCHZO)NSOBH
(alkyl) phenol ethoxylate pro- ethoxylated propoxy- CH3(CR2)XCH(Cﬂz)yCﬂ
1 ]

poxylate sulfuric acid (salt) lated alkyl phenol 3
) sulfate . CH3

3 1
O(CH,CH,0) (CHCH,0) SO Na

(alkyl) phenol ethoxylate pro- CH,(CH.) _CH(CH,) CH
3T xy 27y

poxylate phosphoric acid 3

Chy
A L]
0(CH,CH,0)_ (CHCR,0) BO,H,

(alkyl) phenol ethoxylste prow ethoxylated propoxyw CBB(CHZ)XCH(CHZ)yCHS
poxylate phosphoric acid {salt) isted linear alkyl bt

phenol phosphate CH3
t 1
ester O(CH,CH,0),_ (CHCR,0) PO Na,
R
¥
(dialkyl) phenal linear dialkyl phenol ‘G:)
~R
3
ox
R
¥
(d1alkyl) phenol ethoxylate ethoxylated linear (3 o

dialkyl phenol )
°‘°“z°“2°)n“

(branched alkyl) benzens AR R(btanchEdl1i)




097

098

099

101

102

104

103

106

107

108

{branched alkyl) benzene sul-
fonic acid

(branched alkyl) benzene
sulfonic acid (salt)

(branched alkyl) phenol

(branched alkyl) phenol
.ethoxylate

(branched alkyl) phenol
ethoxylate sulfuric acid

(branched alkyl) phenol
ethoxylate sulfuric acid
(salt)

{branched alkyl) phenol
ethoxylate phesphoric acid

(branched alkyl) phenol
ethoxylated phosphoric acid
(salt)

{branched alkyl) phenol
ethoxylate propoxylate

(branched alkyl) phenol
ethoxylate propoxylate
sul furic acid

(branched alkyl) phemnol
ethoxylate propoxylate
sulfuric aeid (zalt)

(branched alkyl) phenol
ethoxylate propexylste
phosphoric acid

(branched alkyl) phenol
ethoxylate propoxylate
phosphoric acid (salt)

5
R(branched)—a_
503H
. - » : i B
ABS R(branched).@_ 5.,
SDBNa
R{b h
branched &lkyl phenol (brane eé)-@og 5
ethoxylated branched R(bﬂmflhﬁd)@_ 6
alkyl phenol O(CHZCHZO):\B
R{branched ).@ 6
O(CHZCHZD)E—503B
sthoxylated branched Et(t:-rsu:zc:hea)..(;~ 3
alkyl phenol sulfate 0(CH. CHzo)n-SO3Na
R(branched)@-
_ 6
D(CH2CH20)n P03H2
ethoxylated branched R(branchad), [
alkyl phenol phos- '@_ 0) -PO.N
phate ester O(CHZCHZ )n S
ethoxylated propoxy— CH 6
lated branched alkyl R{branched) i3
phenol o 0(CH,OR,0) _ (CHCH, 0) K
CH &
R(branched)_@‘ ]
o1 ¢ CHZCE 20)n- (CHnCHZO) m-SOBH
ethoxylated propoxy— ol [

1ated branched alkyl

R{branched) '@. ¥
phenol sulfate O(CH'ZCHZO)n— (CH—CHZD)‘;SOsNa

CH 6
R(branched)ﬁ 73
O(CHZCHZO)B—(CH—CHzo)m-?0382

ethoxylated propoxy” R(branched) (’?3 ¢
lated branched alkyl .
phencl phosphate -Oh o (CHZCHZO)B— (CE~CB2°) m'POSbaZ
ester




109,

110

111

112

113

114

115

{branched dialkyl) phenol

{branched dialkyl) phenol
ethoxylate

{alkyl) and {dialkyl) phenoxy
benzene sulfonic acid

(alkyl) and (dialkyl) phenoxy
benzene sulfonic acid {salt)

(branched alkyl) and (branched
dialkyl) phenoxy benzene
sulfonic acid

(branched alkyl) and (branched
dialkyl) phenoxy benzene
sulfonic acid (salt}

(alkyl) alpha and (alkyl)
internal oletin

br;nch_ed dialkyl phernol

(441
ethoxylated branched R(branched)@. R{branched)
dialkyl phenal L
O(CHZCHZO)nE i

R(branched)-@» R{branched)

S0_H 50,8
s 3 3
G-+ R-G-Or
4
§03H SO,H
80Nz SO Na -
3 V)
-3 -0- (% R-£)-0--R
-G GO
S0, Ma S0,Na
50,8 SO,H
R(b:.)-qj— o R(br-)d~0—@-n(b:.)
50,1 SO,H
' SO3Na SOsNa
K(br.)d‘o-ﬁ . R(br.)—do@-mb:.)
SOBNa SOENa
R-CH=CH, , CH,(CH,) CH=CH(CH,) CH,



TABLE 3
Salt Dercriptors

Salt Salt Descriptor (§)
Descriptor Code Homenclature

00 (nove)

o1 amponium salt

D2 iithium salt

03 potassium salt

[+1 sodium salr

05 bar;um salt

06 celclum salt

o7 magnesiuw salt

08 nickel salt

09 zinc salt

10 : aluminum salt

11 titaniun salc

12 menoethancl amine saly

13 diethanol amine salt

14 triethanol axine salt




Subztance SDA
Definition Format Reporting Mumber

3 sDA 00-000-00
 EXAMPLE:

SDA 13~060-00

4 SDA 00-000-00
EXAMPLE:

SDA 13-030-00

¢ -C
efnokér

TABLE & (continued)

SDA

Substance Name

(&) alkyl (1 () or
(A) mlkyl (F) -

'C6'c12 2lkyl sicohol

(A) =lkyl (F) (S5) or
(A) alkyl (F)

alkyl smine
ate

Substance Definition

The combination of s8lkyl (F)}{S) having
predominantly {A) alkyl chainlengths that
generally conform to, or are pesitional
imomere of, the following structural dia-
gram:

Insery the Representative Struce
tural Diagram from Table 2 which
corresponds to F; indicate pro-
per salt form(s), if applicable.

The combination of alkyl alecohols having
predominantiy C -C 2 alkyl chainlengths

that generally coniorm to, or are posi~

tional isomers of, rhe following struc~

tural diagram:

R—CHZ—OK

The combinstion of alkyl (F)(S) having
predominantly (A) alkyl chainlengths and
ethoxylate and/or propoxylate homologues
{as appropriate) that generally conform
to, or are positional isomers of, the
following structural diagram:

Insert the Representative Struc-
tural Diagram frot Table 2 which
corresponds to F; indicate pro-
per salt form(e), if applicable.

The combination of alkyl amine ethoxylates
having predominantly Cé-Cl ailkyl chain-
Iengths and ethoxylate hofiologues that
generally conform to, or are positional
isomers of, the following structural dia-
gram:
///(CHZCHZO)nH

R-N

(CHZCBZU)mH




Substance SDha
Definition Forwar Reporting Number

b 5DA 00-000-00

EXAMPLES:
SpA 13~-006-04

SDA 13-093-00

2 SBA 00~000-00

EXAMPLE:

SDA '13-017~00

TABLE &4

Chemical Substance Identification

with Examples

SDA -
Substance Name

{A) slkyl (F) (5) or
{A) alkyl (F)

86—C alkyl cardboxylic
acid Bodium galr

c -C

%12 dialkyl phenol

{A) alkyl (F) (S) or
(A) alkyl (F)

C6-C alkyl carboxylic
acid ethoxylare <

Substance Definition

The combination of alkyl (F) (%) having
predominantly (A} alkyl chainlengths ;ﬁ;t
generally conform to the following struyc
tural diagram:

Ingert the Representarive Struc~
tural Diagran from Table 2 which
corresponds to F; indicate pro-
per salt form(s), if applicable.

The cowbination of alkyl carboxylic acid
sodium salts having predominantly ¢ -C
alkyl chainlengrhs that generally cenf%gm
to the following srructural diagram;

i
R»&~0Na

The combination of dialkyl phenols having
predominancly 66~C alkyl chainlengths
that generally contdrm to the following
structural diagram:

R

Q.

OH

The combination of alkyl {(F){$) having pre-
dominantly (A) alkyl chainlengths and elhox~
ylate and/or propoxylate homologues (as ap-
propriate) that generally confors to the
following structural diagram:

Insert the Representative Struc—
sural Diagram from Table 2 which
corresponds to F; indicate pro~
per salt form{s), if applicable.

The combination of alkyl carboxylic acid
ethoxylates having predominantly € *Clz
alkyl chainlengths and ethoxylate gowo-
logues that generally cenform to the fol~
lowing srructural diagram:

]
i
n—d»o—(cugcazo)n-n




Substance

Definition Format

ShA

5

. Reporting Number
SDA 00-000~80

EXAMPLE:

SDA 24-085~00

SDA 00-000-00

EXAMPLE:

SDA 24~09%-00

TABLE 4 (continued) . ...

: SDA L
Subatance Nawe

(A) alkyl (P} (5) or .

(A) aikyl (F)

C,, branched alkyl
12
befizene

{A) alkyl (F) (8) or
(A) alkyl (F)

< 2 branched alkyl
p%enol ethoxylate

Substance Definicion

The combinstion of alkyl (F)(S) posi-
tional {somers having predominantly (a)
alkyl chainlengths that geuerally conforg
te the following structural diagram:

Insert the Representative Styue’
tural Diagram from Table 2 which
corresponds te F; indicate pro-
per salt forw(s), if applicable.

The cowmbinarion of alkyl benzene posi~
tional isowers having predominantly €
branched slkyl chainlengths that gene%%lxy
conform to the following structural dia-
gram:

R(branched) —@

€.8.y HB

(CHS)BCCHZCHCHCBzcﬂ(Cﬂs)z

The combination of alkyl (F)(5) having
predominantly (A) alkyl chainlengths and
ethaxylate and/or propoxylate homologues
{as appropriate) that generslly conform
to, or are positional isomers of, the
following styuctural diagram:

Ingsert the Representative Struc-
tural Disgram from Table 2 which
coxresponds to ¥; indicate pro- .
per galt forw(s), if applicable.

The combination of alkyl phenol ethoxy~
lates having predominantly C;, branched
alkyl c¢hainlengths and ethoxyzate homo—
logues that generally conform to, or are
positional isomers of, the following
structursl diasgram:

R(branched @

e.g.,

-o(cnzcuzo)“u
CR

3

{CHy ) 4CCH, CROHCH,CH(CH,) ,

303

a(cnzcnze)nu




