All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000076-60-8 76608
000079-94-7 79947 P
Br HG O oH
HO O CH, Br
Br
000085-22-3 85223 CHy
BrIS:Br
Br Br
Br
000087-10-5 87105
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

000076-60-8 O=S(=0)(OC(clcccc2)(c(c(c(c(0)e3Br)Br)C)c3)c(c(c(c(O)cdBr)Br)C)cd)cl2 Br 2.87E-17 3.83E-15

000079-94-7 Oc(c(ce(e1)Ce(ee(c(O)e2Br)Br)c2)(C)C)Br)c1Br Br 3.46E-11 4.61E-09

000085-22-3 c(c(c(c(c1Br)Br)Br)Br)(c1Br)CC Br 4.65E-06 6.20E-04

000087-10-5 O=C(Nc(cce(c1)Br)cl)e(c(O)e(ce2Br)Br)c2 Br 1.72E-11 2.29E-09

Page 2




All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000076-60-8 2.46 -16.58 7.86 24.44 1699 3.230193379
000079-94-7 3.62 -11.02 7.20 18.22 13550 4.131939295
000085-22-3 9.30 -3.49 7.48 10.97 14140 4.150449409
000087-10-5 2.73 -9.38 5.97 15.35 3121 3.494293769
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All Data

CASRN Comment

000076-60-8 Bromocresol Green. Pigment and dye. May be analysablel by
GC-MS after derivatization or directly by LC-MS ESI

000079-94-7 Methodology exists for TBBPA

000085-22-3 PBEB. Flame retardant use. Measured in Great Lakes air.
Current production if any is below TSCA limit.

000087-10-5 tribromsalan. Antimicrobial and pesticide

Page 4

Neutral and
non-
polymer

phenol
phenol

neutral

phenol

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] N — Y '

Y N Y

Y Y

N N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000076-60-8 7 N

000079-94-7 Y N 50 100 500 500 500

000085-22-3 N 0.5

000087-10-5 Y? N
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000076-60-8 Y 0.042 Fish 96-hour LCs
(mg/L)

000079-94-7 500 Y 2.37E-01 Fish, 96-hour LCs, Low-moderate
(mg/L)

000085-22-3 - Y 1.51E-05 Mysid Shrimp 96-hour Low-moderate
LCs (mg/L)

000087-10-5 - Y 2.37E-01 Fish, 96-hour LCsx,

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000076-60-8 76608 Phenols

000079-94-7 79947 Neutral Organics

000085-22-3 85223 Esters

000087-10-5 87105 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000087-82-1 87821 o
Br. Br
Br Br
Br
Top 10 000087-84-3 87843 o
brominated Br Br
Br Br
Br
000092-66-0 92660
()
000096-13-9 96139

Br

HO/_<—Br
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

000087-82-1 c(c(c(c(c1Br)Br)Br)Br)(c1Br)Br Br 1.68E-08 2.24E-06

000087-84-3 BrC(C(C(Br)C(Br)C1Br)Cl)C1Br Br 3.46E-06 4.61E-04

000092-66-0 c(cee(c(ceecl)el)e2)(c2)Br Br 2.61E-04 3.48E-02

000096-13-9 OCC(Br)CBr Br 2.48E-02 3.31E+00
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000087-82-1 934.15 -4.06 7.33 11.39 9417 3.97391257
000087-84-3 15.71 -4.41 4.71 9.12 860 2.934397441
000092-66-0 3.09 -2.17 4.65 6.82 1316 3.119255889
000096-13-9 5.16 -6.59 0.96 7.55 3 0.499961866
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All Data

CASRN Comment

000087-82-1 Analysable with chlorobenzenes. Limited measurements in the
Great Lakes

000087-84-3 Analysable with HCHs

000092-66-0 related to now banned PBBs

000096-13-9 very volatile but probably amenable to GC analysis
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Neutral and
non-
polymer

1 1

neutral

neutral

neutral

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

Y ] Y — —

N Y

N Y

N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000087-82-1 1 N ‘ 0.5

000087-84-3 N 0.5 0.5

000092-66-0 N

000096-13-9 N 10 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000087-82-1 - Y 9.64E-04 Mysid Shrimp 96-hour Moderate
LCs (mg/L)

000087-84-3 - Y 4.40E-02 Mysid Shrimp 96-hour Moderate
LCsy (mg/L)

000092-66-0 Y 1.00E-02 Mysid Shrimp 96-hour Marginal
LCsy (mg/L)

000096-13-9 - Y 114.271 Fish 96-hour LCs
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(mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000087-82-1 87821 Neutral Organics

000087-84-3 87843 Esters

000092-66-0 92660 Neutral Organics

000096-13-9 96139 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000115-39-9 115399
000118-79-6 118796 o
H
Br Br
Br
Top 10 000128-63-2 128632 Br
brominated
POOYS
9@
Br
000147-82-0 147820 Br
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000115-39-9 0O=S(=0)(0OC(clccec2)(c(ce(c(O)c3Br)Br)c3)c(cc(c(O)cdBr)Br)c4)c12 Br 2.70E-17 3.60E-15

000118-79-6 Oc(c(cc(c1)Br)Br)c1Br Br 3.03E-04 4.04E-02

000128-63-2 c(c(c(c(cclBr)Br)cc2)clec3)(c2c(cc4Br)Br)c34 Br 4.06E-10 5.41E-08

000147-82-0 Nc(c(ce(c1)Br)Br)c1Br Br 0.000212] 0.028264342
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000115-39-9 3.02 -16.67 6.77 23.44 12890 4.110252917
000118-79-6 22.52 -5.84 4.18 10.02 120 2.080265627
000128-63-2 6.57 -5.07 8.49 13.56 2424 3.384532615
000147-82-0 161.0769228| -5.30938953 3.75 5.665102142 152.9 2.184
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All Data

CASRN Comment

000115-39-9 looks very persistent but not in CUS and 0 to <IT in DSL.
Several similar structures - use?

000118-79-6 Flame retardant and intermediate. Also degradation product of
several current use BFRs

000128-63-2 Tetrabromopyrene. Possible intermediate rather than BFR.
Could be very light sensitive

000147-82-0 P - tribromo
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Neutral and
non-
polymer

phenol
phenol

neutral

amine

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] N — Y '

Y N Y

N Y

N Y?




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000115399 Y7 N

000118-79-6 Y? N 50 50 50 50 50

000128-63-2 N 0.5 1 10 1

000147-82-0 N 0.5 1
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000115-39-9 Y 0.02 Mysid Shrimp 96-hour
LCs (mg/L)

000118-79-6 50 Y 2.37E+00 Fish 96-hour LCs, Low-moderate
(mg/L)

000128-63-2 0.5 N 8.54E-07 Mysid Shrimp 96-hour Marginal
LCsy (mg/L)

000147-82-0 Y 5.047 Fish 96-hour LCs, moderate

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
000115-39-9 115399 Neutral Organics
000118-79-6 118796 Vinyl/Allyl
Halides
000128-63-2 128632 Phenols (dinitro)
000147-82-0 147820(airbreather  |Halo ethers
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000589-15-1 589151
Br
Br
000593-60-2 593602 Br
\—o
000608-71-9 608719 . oH .
Br Br
Br
000626-39-1 626391
Br
Br Br
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000589-15-1 BrCc(cce(cl)Br)cl Br 1.47E-02 1.96E+00

000593-60-2 BrC=C Br 1.05E+03 1.40E+05

000608-71-9 Oc(c(c(c(c1Br)Br)Br)Br)c1Br Br 5.08E-08 6.77E-06

000626-39-1 c(cc(cclBr)Br)(c1)Br Br 9.56E-04 1.27E-01
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000589-15-1 10.11 -2.95 3.77 6.72 161 2.205745541
000593-60-2 1.51 -0.30 1.52 1.82 3 0.508933526
000608-71-9 23.72 -6.64 5.96 12.60 3100 3.491361694
000626-39-1 21.99 -1.86 4.66 6.52 593 2.772688355
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All Data

CASRN Comment

000589-15-1 Analysable with other bromo/chlorobenzenes
000593-60-2 Vinyl bromide. Occupational measurements
000608-71-9 pentabromophenol. Flame retardant and intermediate.
000626-39-1 Analysable with other bromo/chlorobenzenes
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Neutral and
non-
polymer

1 1

neutral

neutral

phenol

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] Y — —

N Y

N N Y

N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000589-15-1 1 N ‘ 0.5

000593-60-2 N 10 0.5

000608-71-9 Y N

000626-39-1 N 0.5 1
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000589-15-1 0.5 Y 0.265 Fish 96-hour LCy,
(mg/L)

000593-60-2 - Y 4.27E+00 Fish 96-hour LCs, Moderate
(mg/L)

000608-71-9 - Y 0.261 Fish 96-hour LCs, Moderate
(mg/L)

000626-39-1 - Y 4.90E-02 Mysid Shrimp 96-hour Low-moderate

LCsy (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
000589-15-1 589151 Neutral Organics
000593-60-2 593602 Vinyl/Allyl
Halides
000608-71-9 608719 Neutral Organics
000626-39-1 626391 Esters + Phenols

+ Salicylates
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000632-79-1 632791
Br
] Br
(o]
Br
o Br
000827-94-1 827941 o Br
\
O//N NH,
Br
001163-19-5 1163195
001176-74-5 1176745
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000632-79-1 0O=C(OC(=0)clc(c(c(c2Br)Br)Br)Br)c12 Br 2.03E-08 2.71E-06

000827-94-1 O=N(=0)c(cc(c(N)c1Br)Br)cl Br 0.0000146( 0.001946507

001163-19-5 O(c(c(c(c(c1Br)Br)Br)Br)c1Br)c(c(c(c(c2Br)Br)Br)Br)c2Br Br 4.67E-12 6.23E-10

001176-74-5 C1=C(Br)C(=0)C(Br)=CC1=C(c2ccccc2C(=0)OCC)c3cc(Br)c(O)c(Br)c3 Br 2.22E-15 2.96E-13
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000632-79-1 438.54 -5.18 5.63 10.81 4307 3.634174872
000827-94-1 1160.479062| -7.313023815 3.25 7.168736426 63.62 1.804
001163-19-5 317.58 -6.31 12.11 18.42 3 0.499961866
001176-74-5 0.06 -14.40 6.40 20.80 6719 3.827304641
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All Data

CASRN Comment

000632-79-1 hydrolysis to acid - flame retardant that is covalently bonded in
polymer? Large production - monomer in polymer?

000827-94-1 P - two Br, one Nitro

001163-19-5 low predicted BCF. - already an emerging contaminant - does it
lose its bromines to become more B?

001176-74-5 Pigment and dye. Tetrabromophenolphthalein Ethyl Ester. May

be amenable to GC analysis after derivatization
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Neutral and
non-
polymer

1 1

acid

neutral

neutral

phenol

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] N — —

N Y?

Y Y

N N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well
000632-79-1 1 tetrabromophthalic|Y N ' 10 10 50 50 50
acid
000827-94-1 N 0.5 0.5 0.5 0.5
001163-19-5 Y 50 50 100 100 100
001176-74-5 Phenyl Y N
Carboxylate
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000632-79-1 50 Y 3.00E-03 Mysid Shrimp 96-hour Low-moderate
LCsy (mg/L)

000827-94-1 Y 1.06E+01 Fish 96-hour LCs, High-moderate
(mg/L)

001163-19-5 100 N 4.72E-11 Mysid Shrimp 96-hour Moderate
LCsy (mg/L)

001176-74-5 — Y 2.72E-04 Mysid Shrimp 96-hour

LCs, (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000632-79-1 632791 Esters

000827-94-1 82794 1|airbreather  |Neutral Organics

001163-19-5 1163195 Neutral Organics

001176-74-5 1176745 haloketones
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
001817-73-8 1817738 E N .
o7 \( ]/ '
o
002475-31-2 2475312 . o Q .
ge=e®
Br Br
Top 10 003194-55-6 3194556 o
brominated Br
Br-
Br Br Br
003278-89-5 3278895 Br
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

001817-73-8 O=N(=0)c(cc(N(=0)=0)c(N)c1Br)cl Br 0.00000202| 0.000269311

002475-31-2 0=C(c(c(N1)c(cc2Br)Br)c2)C1=C(Ne(c3cc(c4)Br)cdBr)C3=0 Br 1.16E-12 1.55E-10

003194-55-6 BrC(C(Br)CCC(Br)C(Br)CCC(Br)C(Br)C1)C1 Br 1.68E-08 2.24E-06

003278-89-5 O(c(c(ce(c1)Br)Br)c1Br)CC=C Br 1.01E-04 1.35E-02
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
001817-73-8 8362.253355( -7.97695107 2.73 7.312663682 25.07 1.399
002475-31-2 1.42 -14.29 6.67 20.96 3972 3.59900924
003194-55-6 2.13 -4.15 7.74 11.89 6211 3.793161529
003278-89-5 0.25 -3.97 5.59 9.56 4019 3.604118006
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All Data

CASRN Comment

001817-73-8 P - one Br, two Nitro

002475-31-2 May be analysable by GC-MS

003194-55-6 Hexabromocyclododecane. Limited Great Lakes measurements.
Possible penta BDE replacement

003278-89-5 Analysable with other bromo/chlorobenzenes
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Neutral and
non-
polymer

1 1

neutral

neutral

neutral

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] Y? — —

N Y

Y Y

N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

001817-73-8 ' N 10 10 1 0.5

002475-31-2 N 0.5 0.5

003194-55-6 Y 10 10 50 50 50

003278-89-5 Tribromophenol [Y N 0.5 0.5 1 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

001817-73-8 - Y 5.81 Fish 96-hour LCs, moderate
(mg/L)

002475-31-2 Y 9.85E-05 Mysid Shrimp 96-hour
LCs (mg/L)

003194-55-6 50 Y 9.17E-06 Mysid Shrimp 96-hour
LCs) (mg/L)

003278-89-5 0.5 Y 0.01e6 Fish 96-hour LCs Marginal
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(mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

001817-73-8 1817738|airbreather  [Neutral Organics

002475-31-2 2475312 Neutral Organics

003194-55-6 3194556 Neutral Organics

003278-89-5 3278895 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
Top 10 003322-93-8 3322938
brominated
004162-45-2 4162452
004378-61-4 4378614
007347-19-5 7347195
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

003322-93-8 BrCC(Br)C(CCC(Br)C1Br)Cl1 Br 1.05E-04 1.40E-02

004162-45-2 O(c(c(ee(c1)C(e(ce(c(OCCO)e2Br)Br)c2)(C)C)Br)c1Br)CCO Br 3.93E-14 5.24E-12

004378-61-4 O=C(c(c(c(c(c1Br)cce2)c2C(=0)c3cc(c(c45)ccc6)Br)c34)cl)c56 Br 7.03E-13 9.37E-11

007347-19-5 0O=C(OCCOc(c(cc(c1)Br)Br)c1Br)C=C Br 2.43E-06 3.24E-04
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
003322-93-8 2.20 -2.77 5.24 8.01 2153 3.33304403
004162-45-2 0.42 -11.14 6.78 17.92 7479 3.873843533
004378-61-4 1.51 -10.16 7.13 17.29 6110 3.78604121
007347-19-5 0.53 -6.86 5.13 11.99 1780 3.250420002
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All Data

CASRN Comment

003322-93-8 Limited environmental measurements. Production volume in the
10,000-500,000 pounds/year range for all 5 reporting years of
IUR/CUS and appears to be both persistent (P) and
bioaccumulative (B) based upon QSARs.

004162-45-2 In Fireguard 3600; should degrade to TBBPA

004378-61-4 Pigment Red 168; may be amenable to GC-MS or LC-MS

007347-19-5 Analysable with other bromo/chlorobenzenes
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Neutral and
non-
polymer

1 1

neutral

neutral

neutral

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

— T

N N

N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

003322-93-8 1 N ‘ 0.5 0.5 0.5 0.5 0.5

004162-45-2 TBBPA Y N 0.5 0.5 0.5 0.5

004378-61-4 N 0.5 0.01 0.5 0.5

007347-19-5 Tribromophenol [Y N 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

003322-93-8 Y 8.00E-03 Mysid Shrimp 96-hour Low-moderate
LCs (mg/L)

004162-45-2 Y 1.43E-04 Mysid Shrimp 96-hour
LCs (mg/L)

004378-61-4 Y 3.84E-05 Mysid Shrimp 96-hour
LCs) (mg/L)

007347-19-5 Y 1.065 Fish 96-hour LCs
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(mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

003322-93-8 3322938 Neutral Organics

004162-45-2 4162452 Neutral Organics

004378-61-4 4378614 Acrylates

007347-19-5 7347195 Esters
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
013473-26-2 13473262
013654-09-6 13654096 B
015086-94-9 15086949
017372-87-1 17372871
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)
013473-26-2 O=C(OC(c(c(Oclc(c(O)c(c2)Br)Br)c(c(O)c3Br)Br)c3)(c12)cdc(c(c(c5SCHCHCI Br 3.37E-20| 4.49296E-18
)Cl)c45
013654-09-6 c(c(c(c(c1Br)Br)Br)Br)(clc(c(c(c(c2Br)Br)Br)Br)c2Br)Br Br 1.11E-14 1.48E-12
015086-94-9 O=C(0OC(c(c(Oclc(c(O)c(c2)Br)Br)c(c(0)c3Br)Br)c3)(c12)cdccecS)cds Br 1.94E-17 2.59E-15
017372-87-1 ¢120C4=C(Br)C(=0)C(Br)=CC4=C(c3c(C(=0)O[Na])cccc3)clcc(Br)c(O[Na] Br 2.54E-20| 3.38639E-18

)c2Br
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
013473-26-2 65.26035334| -16.55798211 9.491 22.65369472 10.01 1.000
013654-09-6 852.27 -5.77 12.66 18.43 3 0.499961866
015086-94-9 1.87 -16.04 6.91 22.95 16640 4.221153322
017372-87-1 4.017799842] -17.57968491 -1.68 12.50539752 3.162 0.500
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All Data

CASRN Comment

013473-26-2 Several Halogens, but has an ester - P? Maybe B. Use - spiro
intermediate?

013654-09-6 1,1 -Biphenyl, 2,2 ,3,3 ,4,4 ,5,5 ,6,6 -decabromo-

015086-94-9 May yield bromophenol degradation products

017372-87-1 Dye May be P but not B - check spiro compds
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Neutral and
non-
polymer

1 1

neutral

neutral

phenol

Phenol

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] N — —

N Y

N N

N N




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

013473262 Y N 0.5 05 0.5 0.5

013654-09-6 N 0.5

015086-94-9 Y N 0.5 0.5 0.5 0.5

017372-87-1 Y N 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

013473-26-2 Y 0.003 Fish 96-hour LCs,
(mg/L)

013654-09-6 N 9.54E-12 Mysid Shrimp 96-hour Marginal
LCsq (mg/L)

015086-94-9 Y 0.015 Mysid Shrimp 96-hour
LCsy (mg/L)

017372-87-1 Y 1.00E+05 Fish 96-hour LCs,

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

013473-26-2 13473262|MPV Acrylates

013654-09-6 13654096 Neutral Organics

015086-94-9 15086949 Acid
Chloride/Halide

017372-87-1 17372871|MPV Acid
Chloride/Halide
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
018472-87-2 18472872 o o on
020566-35-2 20566352 &
@ 4 <:>H
021850-44-2 21850442
025327-89-3 25327893 o o
HeP SN2 -
Br O O Br

Page 57




All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)
018472-87-2 [Na]Oclce(Br)c20c3c(Br)c(O[Na])c(Br)cc3C(OC(=0)c4c(Cl)c5Cl)(c4c(Cl)e5C Br 2.34E-23| 3.11974E-21
I)c2cclBr
020566-35-2 O=C(OCCOCCO)c(c(c(c(c1Br)Br)Br)C(=0)OCC(O)C)c1Br Br 2.37E-14 3.16E-12
021850-44-2 O(c(c(ce(c1)C(c(ce(c(OCC(Br)CBr)c2Br)Br)c2)(C)C)Br)c1Br)CC(Br)CBr Br 6.36E-15 8.48E-13
025327-89-3 O(c(c(ce(c1)C(c(ce(c(OCC=C)c2Br)Br)c2)(C)C)Br)c1Br)CC=C Br 1.99E-09 2.65E-07
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
018472-87-2 61.79470973] -16.05613232 5.47 18.13184493 10.01 1.000
020566-35-2 0.35 -13.95 3.83 17.78 39 1.59571662
021850-44-2 1.02 -9.78 11.52 21.30 3 0.499961866
025327-89-3 0.12 -5.28 10.02 15.30 5 0.676967814
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All Data

CASRN Comment

018472-87-2 Several Br - P. Dye intermediate - spiro compounds

020566-35-2 Replacement product for penta BDE. Great Lakes PHT4-
DIOL/70;2-(2-Hydroxyethoxy) ethyl-2-hydroxypropyl-3.4,5,6-
tetrabromo phthalate; may be amendable to GC-MS

021850-44-2 Derivative of tetrabromobisphenol A - ether with 4 more Br's;
may be amenable to GC-MS analysis

025327-89-3 Derivative of tetrabromobisphenol A - ether with 4 more Br's;

may be amenable to GC-MS analysis
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Neutral and
non-
polymer

Phenol

neutral

neutral

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

— e

N Y

N Y

N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

018472-87-2 Y N 0.5 05 0.5 0.5

020566-35-2 Y? tetrabromophthalic|Y N 0.5 0.5 0.5 0.5

acid
021850-44-2 Y? TBBPA Y N 0.5 0.5
025327-89-3 TBBPA Y N 500 500 500 5000 5000
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)
018472-87-2 Y 1 1.748 Fish 96-hour LCs,
(mg/L)
020566-35-2 - Y 9.97E+00 Fish 96-hour LCs,
(mg/L)
021850-44-2 10 N 4.10E-02 Fish 96-hour LCs,
(mg/L)
025327-89-3 0.5 N 8.67E-05 Fish 96-hour LCs,

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

018472-87-2 18472872 |MPV Neutral Organics

020566-35-2 20566352 Neutral Organics

021850-44-2 21850442 Esters

025327-89-3 25327893 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
025357-79-3 25357793 o
Br. Br
o]
Br
e} OHOH
025637-99-4 25637994 Br
Br Br
Br Br
Top 10 026040-51-7 26040517 e
brominated
026265-08-7 26265087 i
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

025357-79-3 [Na]OC(=0)c1c(Br)c(Br)c(Br)c(Br)c1C(=0)O[Nal] Br 9.89E-14 1.32E-11

025637-99-4 BrC1CC(CC(CC(CC(CC(C1)Br)Br)Br)Br)Br Br 1.68E-08 2.24E-06

026040-51-7 O=C(OCC(CCCC)CC)c(c(c(c(c1Br)Br)Br)C(=0)OCC(CCCC)CC)c1Br Br 1.71E-11 2.28E-09

026265-08-7 Oc(c(ce(c1)C(e(ce(c(0)c2Br)Br)c2)(C)C)Brc1Br Br 3.46E-11 4.61E-09
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
025357-79-3 438.54 -11.64 -1.20 10.44 3 0.499961866
025637-99-4 1.75 -5.15 7.74 12.89 6211 3.793161529
026040-51-7 0.49 -4.91 11.95 16.86 3 0.499961866
026265-08-7 3.62 -11.02 7.20 18.22 13552 4.132
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All Data

CASRN Comment

025357-79-3 tetrabromophthalic acid; degradation product of several BFRs
that are potential Penta BDE replacements

025637-99-4 Hexabromocyclododecane. Limited Great Lakes measurements.
Possible penta BDE replacement. See also 3194556

026040-51-7 Possible PentaBDE replacement; hydrolysis to diacid -
LOGKOW 4.6 - looks very persistent. ; may be amendable to
GC-MS

026265-08-7 Tetrabromobisphenol A containing product - with bisphenol A
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Neutral and
non-
polymer

1 1

acid

neutral

neutral

phenol

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] N — Y '

Y Y

N Y

Y N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

025357-79-3 1 N ‘ 0.5 0.5 10 10

025637-99-4 Y 0.5

026040-51-7 tetrabromophthalic|Y N 10 10 10 10 10

acid
026265-08-7 Y TBBPA Y N 10 10 1 50 50
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

025357-79-3 - Y 2.63E+05 Fish 96-hour LCs Marginal
(mg/L)

025637-99-4 Y 9.17E-06 Mysid Shrimp 96-hour
LCs, (mg/L)

026040-51-7 10 N 5.08E-04 Fish 96-hour LCs,
(mg/L)

026265-08-7 0.5 Y 5.00E-02 Fish 96-hour LCs,

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

025357-79-3 25357793 Aliphatic amine

025637-99-4 25637994 Neutral Organics

026040-51-7 26040517 Neutral Organics

026265-08-7 26265087 Neutral Organics
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All Data

£

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
030171-80-3 30171803 0&0
HSC/<>\Br
Br
Top 10 030554-72-4 30554724 o
brominated :
Cl Br
030554-73-5 30554735 OH
Br@&
Br
030812-87-4 30812874 o, o
Br <5\
Br

Page 71




All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

030171-80-3 Brc2c(c(ec(c2)OCC10C1)C)Br Br 1.15E-04 1.53E-02

030554-72-4 BrC1C(C(C(C(C1Br)Br)CI)CD)Br Br 8.38E-06 1.12E-03

030554-73-5 CIC1C(C(C(C(C1CI)CI)Br)Br)Br Br 2.45E-05 3.27E-03

030812-87-4 Brclce(ccec1CC)Br Br 1.40E-02 1.87E+00
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
030171-80-3 0.60 -5.31 3.94 9.25 216 2.334453751
030554-72-4 16.36 -3.92 4.62 8.54 716 2.854791694
030554-73-5 16.86 -3.44 4.53 7.97 611 2.785899028
030812-87-4 5.41 -2.29 4.81 7.10 1011 3.004751156
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All Data

CASRN Comment

030171-80-3 Analysable with other bromo/chlorobenzenes
030554-72-4 Analysable with other bromo/chlorobenzenes
030554-73-5 Tribromophenol

030812-87-4 Analysable with other bromo/chlorobenzenes
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Neutral and
non-
polymer
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neutral

neutral

phenol

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] Y — —

N Y

N N Y

N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

030171-80-3 1 Bromomethyl- Y N ' 0.5 0.5 0.5

phenol

030554-72-4 N 0.5 0.5 0.5 0.5

030554-73-5 N 0.5 1 10 10

030812-87-4 N 0.5 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

030171-80-3 - Y 5.651 Fish 96-hour LCs
(mg/L)

030554-72-4 - Y 5.30E-02 Mysid Shrimp 96-hour Moderate
LCs, (mg/L)

030554-73-5 - Y 6.20E-02 Mysid Shrimp 96-hour Low-moderate
LCs, (mg/L)

030812-87-4 - Y 1.70E-02 Mysid Shrimp 96-hour Low

LCsy (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

030171-80-3 30171803 Imides

030554-72-4 30554724 Neutral Organics

030554-73-5 30554735 Dinitrobenzenes

030812-87-4 30812874 Dinitrobenzenes
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
032534-81-9 32534819 Bf:@fr Br
Br
032536-52-0 32536520
Br Br Br
pedef
Br
032588-74-2 32588742 .
Br r
Bv:©:§ O;@i&
N
Top 10 032588-76-4 32588764
brominated

Br o)
Br. Q Br
Nx Br
Br N,
Br o Br
o Br
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)
032534-81-9 Brclcc(c(cc10c2c(cc(cc2)Br)Br)Br)Br Br 2.44E-08 3.25E-06
032536-52-0 Brclc(c(c(c(c1Br)Br)Br)Br)Oc2cc(c(cc2Br)Br)Br Br 3.68E-11 4.91E-09
032588-74-2 O=C(N(c(cce(c1)Ce(cce(N(C(=0)c(c2c(c(c3Br)Br)Br)c3Br)C2=0)c4)c4)c1)C( Br 9.76E-27 1.30E-24
=0)c5c(c(c(c6Br)Br)Br)Br)c56
032588-76-4 O=C(N(C(=0)clc(c(c(c2Br)Br)Br)Br)CCN(C(=0)c(c3c(c(c4Br)Br)Br)c4Br)C Br 2.54E-22 3.39E-20

3(=0))cl2
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
032534-81-9 19.44 -4.32 7.66 11.98 8058 3.906227263
032536-52-0 93.62 -5.51 10.33 15.84 3 0.499961866
032588-74-2 0.34 -19.12 11.16 30.28 3 0.499961866
032588-76-4 0.27 -18.83 9.80 28.63 10 0.978636948
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All Data

CASRN Comment

032534-81-9 Penta BDE. Still in use but voluntarily withdrawn from
production in 2005

032536-52-0 Pentabromo BDE isomer. Now phased out of use in 2005.
Another BFR Prod 1-10M all five years to 2002.

032588-74-2 May yield tetrabromophthalic degradation products

032588-76-4 May yield tetrabromophthalic degradation products
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Neutral and
non-
polymer

1 1

neutral

neutral

neutral

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

Y ] Y — —

Y Y

N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well
032534-81-9 1 Y ‘ 10 10 10 50 50
032536-52-0 Y 10 50 50 10 50
032588-74-2 tetrabromophthalic|Y N 0.5 0.5 0.5
acid
032588-76-4 tetrabromophthalic|Y N 10 1 10 50 10
acid
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

032534-81-9 - Y 1.08E-04 Mysid Shrimp 96-hour Low-moderate
LCsq (mg/L)

032536-52-0 - N 6.63E-09 Mysid Shrimp 96-hour Low-moderate
LCsy (mg/L)

032588-74-2 - N 1.40E-05 Fish 96-hour LCs,
(mg/L)

032588-76-4 10 N 2.05E-04 Fish 96-hour LCs,

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

032534-81-9 32534819 Neutral Organics

032536-52-0 32536520 Neutral Organics

032588-74-2 32588742 Neutral Organics

032588-76-4 32588764 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
033294-14-3 33294143 ” o,
/_/o CHZ
035578-47-3 35578473
036483-57-5 36483575
.y ji;“"
OH /W Br
036483-60-0 36483600 B

Br-
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

033294-14-3 Brc2c(c(ce(c2)C(clee(e(e(c1)Br)OCCOC)Br)(C)C)Br)OCCCO Br 7.43E-15 9.91E-13

035578-47-3 O=C(c(cce(c1)Br)c1)C(=0)c(ccc(c2)Br)c2 Br 4.24E-07 5.65E-05

036483-57-5 BrC(C(CO)(C)C)(Br)Br Br 2.87E-09 3.83E-07

036483-60-0 O(c(c(ce(cl)Br)Br)c1Br)CCOc(c(cc(c2)Br)Br)c2Br Br 2.38E-10 3.17E-08
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
033294-14-3 0.32 -12.52 7.57 20.09 2407 3.38147609
035578-47-3 4.78 -8.30 5.34 13.64 2567 3.409425869
036483-57-5 30.44 -4.72 8.55 13.27 486 2.68690427
036483-60-0 0.72 -6.52 9.15 15.67 74 1.869407749
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All Data

CASRN Comment

033294-14-3 Referred to as Oxirane, 2,2'-[(1-methylethylidene)bis [(2,6-
dibromo-4,1-phenylene)oxy-methylene]]bis-, homopolymer;
should degrade to TBBPA; maybe analysable by GC-MS

035578-47-3 p,p'-Dibromobenzil Benzyl - may be chemical intermediate

036483-57-5 Tribromoneopentyl Alcohol (Firemaster 550); should be
amenable to GC analysis

036483-60-0 Benzene, 1,1 -oxybis-, hexabromo deriv.; part of Penta BDE

product - now phase out but much in use chemical
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

033294-14-3 1 TBBPA Y N ' 1

035578-47-3 N 10 0.5

036483-57-5 N

036483-60-0 Y 1 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

033294-14-3 Y 1.54E-05 Mysid Shrimp 96-hour
LCsq (mg/L)

035578-47-3 Y 5.00E-03 Mysid Shrimp 96-hour Low-moderate
LCs, (mg/L)

036483-57-5 Y 6.01E+00 Mysid Shrimp 96-hour
LCs (mg/L)

036483-60-0 N 8.94E-07 Mysid Shrimp 96-hour Moderate

LCs, (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

033294-14-3 33294143 Neutral Organics

035578-47-3 35578473 Neutral Organics

036483-57-5 36483575 Neutral Organics

036483-60-0 36483600 Neutral Organics
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All Data

Priorities [CASRN CASRN |Molstructure
(without
hyphens)
Top 10 037853-59-1 37853591 Br Br B
brominated \©:0 O
Br
Br Br
039635-79-5 39635795 . o
i
HO ﬁ OH
(e}
Br Br
040039-93-8 40039938
Br Br s
HOOH <$
Cl
Br Br
040088-47-9 40088479

Br Br
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

037853-59-1 O(c(c(ce(c1)Br)Br)c1Br)CCOc(c(cc(c2)Br)Br)c2Br Br 2.38E-10 3.17E-08

039635-79-5 0O=S(=0)(c(cc(c(O)c1Br)Br)cl)c(cc(c(O)c2Br)Br)c2 Br 1.49E-13 1.99E-11

040039-93-8 Oc2c¢c(Br)cc(Celee(Br)c(O)c(Br)cl)cc2Br Br 4.43E-11 5.91E-09

040088-47-9 Brc2c(c(cec20clcc(cecl)Br)Br)Br Br 2.41E-07 3.21E-05
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
037853-59-1 0.72 -6.52 9.15 15.67 74 1.869407749
039635-79-5 21.08 -15.56 5.21 20.77 811 2.909074401
040039-93-8 33.27 -11.27 6.62 17.89 9854 3.993612558
040088-47-9 7.14 -3.92 6.77 10.69 32560 4.512684396
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All Data

CASRN Comment

037853-59-1 Replacement for Penta and Decabromo BDEs. Limited
measurements in the Great lakes region. Another BFR Prod 1-
10M last two years

039635-79-5 Phenol, 4,4'-sulfonylbis[2,6-dibromo-; Intermediate for
production of flame retardants. May be analysable by LC-
MS/MS ESI or after methylation by GC

040039-93-8 Phenol, 4,4'-(1-methylethylidene)bis [2,6-dibromo-, polymer
with (chloromethyl)oxirane; May be analysable by LC-MS/MS
ESI or after methylation by GC

040088-47-9 Tetrabromodiphenyl ether - may be component in PentaBDE

formulation
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environme |existing after

— T

N N Y

N N Y

Y Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

037853-59-1 1 Tribromophenol [Y Y ' 50 50 50 10 10

039635-79-5 Y N 0.5

040039-93-8 Y N 0.5 0.5 10 10

040088-47-9 OH-BDPE Y 0.5 1
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)
037853-59-1 10 N 1.70E-07 Mysid Shrimp 96-hour
LCs (mg/L)
039635-79-5 - Y 8.76E-01 Fish 96-hour LCs,
(mg/L)
040039-93-8 - Y 1.08E-01 Fish 96-hour LCs,
(mg/L)
040088-47-9 - Y 1.13E-04 Mysid Shrimp 96-hour Marginal

LCsy (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

037853-59-1 37853591 Phenols

039635-79-5 39635795 Dinitrobenzenes

040039-93-8 40039938 Neutral Organics

040088-47-9 40088479 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
041424-36-6 41424366 s
iy
/O Br
H’C
Br CH,
042757-55-1 42757551 %0
Br. S
ey
Br B Br 0
}Bv
Br
051632-16-7 51632167
052434-90-9 52434909
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

041424-36-6 Brc1c(C)e(Br)c(OC)c(Br)cl Br 2.23E-04 2.97E-02

042757-55-1 BrCC(Br)COclc(Br)ce(S(=0)(=0)c2cc(Br)c(OCC(Br)CBr)c(Br)c2)cc1Br Br 7.67E-17 1.02E-14

051632-16-7 O(c(cceelCBr)cl)ce(cccc2)c2 Br 7.63E-05 1.02E-02

052434-90-9 N1(CC(Br)CBr)C(=O)N(CC(Br)CBr)C(=0)N(CC(Br)CBr)C1(=0) Br 1.18E-15 1.57E-13
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
041424-36-6 7.22 -3.04 5.29 8.33 2367 3.374198258
042757-55-1 1.42 -12.31 9.52 21.83 23 1.357363031
051632-16-7 1.04 -3.21 4.94 8.15 1270 3.103803721
052434-90-9 1.63 -16.31 7.37 23.68 19890 4.298634783
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All Data

CASRN Comment

041424-36-6 Benzene, 1,3,5-tribromo-2-methoxy-4-methyl-; Analysable with
other bromo/chlorobenzenes

042757-55-1 Derivative of 39635-79-5; should be analysable by GC-MS

051632-16-7 Benzyl bromide will hydrolyze - chemical intermediate?

052434-90-9 Should be analysable by GC-MS
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Neutral and
non-
polymer

1 1

neutral

neutral

neutral

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] Y — —

N Y

N Y

N Y




All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

041424-36-6 1 N '

042757-55-1 bis-phenol Y N 0.5

051632-16-7 OH-BDPE Y 10 10 10 10 10

052434-90-9 N
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

041424-36-6 - Y 6.00E-03 Mysid Shrimp 96-hour Marginal
LCs, (mg/L)

042757-55-1 — N 8.22E-08 Mysid Shrimp 96-hour
LCs (mg/L)

051632-16-7 Y 1.59E-01 Fish 96-hour LCs,
(mg/L)

052434-90-9 - Y 2.10E-02 Fish 96-hour LCs,

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

041424-36-6 41424366 Dinitrobenzenes

042757-55-1 42757551 Dinitrobenzenes

051632-16-7 51632167 Neutral Organics

052434-90-9 52434909 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
052907-07-0 52907070 o
o (o]
N/\/?“??Br
Br: it
Br °
058965-66-5 58965665 Br Br Br
Br o Br Br Br
Br Br gy o o
Br Br Br
61262-53-1 61262531 :
Brﬁo/\”ﬁ%m
061262-53-1 62265990 CH, O
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

052907-07-0 O=C4(N(CCN2(C(=0)C1(C3(C(Br)C(Br)C(C1C2(=0))C3))))C(=0)C5(C6(C( Br 6.26E-19 8.35E-17
Br)C(Br)C(C45)C6)))

058965-66-5 Brc2(c(Br)c(Oc1(c(Br)c(Br)c(Br)c(Br)c1Br))c(Br)c(Br)c20c3(c(Br)c(Br)c(Br) Br 3.68E-20 491E-18
¢(Br)c3Br))

61262-53-1 O(c(c(c(c(c1Br)Br)Br)Br)c1Br)CCOc(c(c(c(c2Br)Br)Br)Br)c2Br Br 3.22E-14 4.29E-12
061262-53-1 O=N(=0)c(c(c(c(0OC)c1Br)Br)C)cl Br 0.0000273( 0.003639701
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
052907-07-0 0.18 -18.79 1.96 20.75 6 0.812311609
058965-66-5 195.93 -9.57 16.89 26.46 3 0.499961866
61262-53-1 0.74 -9.12 12.71 21.83 3 0.499961866
061262-53-1 123.7580279| -5.046148095 422 5.871860707 353.6 2.549
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

052907-07-0 Should be analysable by GC-MS neutral N Y

058965-66-5 Use may be simsilar to deacbromoBDE. 14 Br atoms, P - neutral N Y

probably not B unless it breakdown
61262-53-1 Possible decaBDE replacement. Benzene, 1,1'-[1,2- neutral N Y
ethanediylbis(oxy)]bis [2,3.4,5,6-pentabromo-. May yield
pentabromophenol on degradation
061262-53-1 P - two Br, one Nitro but no production DSL neutral N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well
052907-07-0 1 N ‘ 1 0.5
058965-66-5 Pentabromophenol | Y N 1 1 10 10
61262-53-1 Pentabromophenol | Y N 1
061262-53-1 N
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)
052907-07-0 - Y 3.92E+02 Fish 96-hour LCs,
(mg/L)
058965-66-5 - N 7.13E-17 Mysid Shrimp 96-hour
LCs, (mg/L)
61262-53-1 — N 8.79E-12 Mysid Shrimp 96-hour
LCs) (mg/L)
061262-53-1 0.117 Mysid Shrimp 96-hour High-moderate

LCsy (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

052907-07-0 52907070 Neutral Organics

058965-66-5 58965665 Neutral Organics

61262-53-1 61262531 Esters + Phenols

061262-53-1 62265990|airbreather | Anilines (amino-

meta)
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
62625-32-5 62625325
062625-32-5 63936561 o o
Br. Br Br
Br O Br
Br Br
66046-78-4 66046784
S e we ™ L
066046-78-4 68758758 |No structure
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)
62625-32-5 c12S(=0)(=0)O0C(c4c(C)e(Br)c(O)c(Br)cd)(c3c(C)e(Br)c(O[Na])c(Br)c3)clce Br 3.16E-24 4.21E-22,
cc2
062625-32-5 BrC2(C(OC1(=C(Br)C(Br)=C(Br)C(Br)=C1))=C(Br)C(Br)=C(Br)C=2Br) Br 4.03E-12 5.37E-10
66046-78-4 cl(c(c(c(c(c1Br)Br)Br)Br)C(=0)ON(H)(H)(H)CCN(H)(H)(H)OC(=0)c1 (c(c(c( Br 4.96E-28 6.61E-26
¢(c1Br)Br)Br)Br)C(=0)0))C(=0)0
066046-78-4 No structure Br
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
62625-32-5 2.34 -16.33 5.18 21.51 1699 3.230193379
062625-32-5 161.01 -5.91 11.22 17.13 3 0.499961866
66046-78-4 0.48 -33.77 7.37 41.14 10 1
066046-78-4
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All Data

CASRN Comment
62625-32-5 TBBPA related. May degrade to PTBBA
062625-32-5 Nonabromo BDE. Component of deac BDE formulation.
Benzene, pentabromo(tetrabromophenoxy)-
66046-78-4 See also 25357-79-3. Essentially the same product. 1,2-
Benzenedicarboxylic acid, 3,4,5,6-tetra-bromo(], compd. with
1,2-ethanediamine (2:1)
066046-78-4 Google search revealed it was a tetrabromo-, polymer with

(chloromethyl)oxirane and 4,4'- (1-methylethylidene) with
tetrabromobisphenol A
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Neutral and
non-
polymer

phenol
neutral

acid

acid

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

N ] N — Y‘7

Y Y

N N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well
62625325 Y N
062625-32-5 OH-BDPE Y 1 1 1 0.5
66046-78-4 tetrabromophthalic|Y N 10 10 10
acid
066046-78-4 TBBPA? Y N 50
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)
62625-32-5 Y 0.406 Mysid Shrimp 96-hour
LCs) (mg/L)
062625-32-5 N 5.62E-10 Mysid Shrimp 96-hour Moderate
LCsy (mg/L)
66046-78-4 Y 4.24E-04 Mysid Shrimp 96-hour
LCs) (mg/L)
066046-78-4 Y NA Low-moderate
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
62625-32-5 62625325
Peroxy
Esters
062625-32-5 63936561 amine
66046-78-4 66046784 Phenols
066046-78-4 68758758 Neutral Organics
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All Data

Priorities |CASRN CASRN [|Molstructure
(without
hyphens)
068928-80-3 68928803 o
.y
"I
Br Br
Br
069882-11-7 69882117
075150-13-9 75150139
Br CH,
T
Br %
O
077098-07-8 77098078 ”j“‘
Br Q\LO
S
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

068928-80-3 Brc2c(c(c(c(c2Br)Br)Br)Br)Oclc(c(cccl)Br)Br Br 3.29E-10 4.39E-08

069882-11-7 Oc2cce(Br)c(Oclece(Br)cc1Br)c2Br Br 3.19E-09 4.25E-07

075150-13-9 Cclee(ce(c10CC2CO2)Br)Br Br 1.15E-04 1.53E-02

077098-07-8 O=C(clc(c(c(c(c1C(=0)OCCOCCO)Br)Br)Br)Br)OCC(C)O Br 2.37E-14 3.16E-12
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
068928-80-3 35.51 -5.11 9.44 14.55 29 1.467608106
069882-11-7 27.87 -7.91 6.29 14.20 5532 3.742882171
075150-13-9 1.14 -5.31 3.94 9.25 216 2.334453751
077098-07-8 0.35 -13.95 3.83 17.78 39 1.59571662
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

068928-80-3 Heptabromo BDE. Component of "Octa BDE" formulation. neutral Y Y

Benzene, 1,1 -oxybis-, heptabromo deriv. No phase out although
product remains in existing end use items
069882-11-7 May be intermediate used to make polymer. Phenol, 2,4(or 2,6)- [Phenol N N Y
dibromo-, homopolymer. Sold as "Poly(2,6-dibromophenylene
oxide)". Residual hydroxy brominated BDE has been analysed
in Great Lakes waters
075150-13-9 Oxirane, [(2,4-dibromo-6-methylphenoxy)-methyl]-; Should be [neutral N Y
analysable by GC-MS
077098-07-8 Possible PentaBDE replacement; hydrolysis to diacid. - similar [neutral N N Y?

to 026040-51-May not be analysable by GC due alcohol groups
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well
068928-80-3 1 OH-BDPE Y ‘ 1 0.5 0.5 0.5
069882-11-7 OH-BDPE Y Y 0.5
075150-13-9 dibromo-methyl- |[Y N 0.5
phenol
077098-07-8 Y? tetrabromophthalic|Y N 10 10 10 10

acid
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

068928-80-3 - N 7.74E-08 Mysid Shrimp 96-hour Low-moderate
LCs, (mg/L)

069882-11-7 0.5 Y 1.68E-01 Fish 96-hour LCs,
(mg/L)

075150-13-9 - Y 5.651 Fish 96-hour LCs
(mg/L)

077098-07-8 10 Y 9.97E+00 Fish 96-hour LCs,
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

068928-80-3 68928803 Esters

069882-11-7 69882117 Neutral Organics

075150-13-9 75150139 Neutral Organics

077098-07-8 77098078 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
Top 10 84852-53-9 84852539
brominated
085702-64-3 85702643
090801-18-6 90801186 5
,
HO\/‘\[Br
OH
092484-07-6 92484076

Br. Br
o Br
N )VYN
o
Br B

r
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

84852-53-9 Brc2c(Br)c(Br)c(CCcle(Br)c(Br)c(Br)c(Br)c1Br)c(Br)c2Br Br 2.53313E-11

085702-64-3 O=C1C(=C2Nc3c(cc(cc3C)Br)C2(=0))Ncdclcc(cc4Br)Br Br 2.77E-12] 3.69303E-10

090801-18-6 OCC(C(CO)Br)Br Br 6.53E-05 8.71E-03

092484-07-6 O=C(Nclc(cc(ec1Br)Br)Br)C=CC(=0)Nc2c(cc(cc2Br)Br)Br Br 1.46E-16 1.95E-14
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
84852-53-9 4.50] -5.920223446 13.64 19.56022345 3.16
085702-64-3 21.46193083| -13.01750291 6.43 16.05321553 2570 3.410
090801-18-6 2.74 -6.90 0.32 7.22 3 0.499961866
092484-07-6 1.15 -14.35 5.76 20.11 5422 3.734159513
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All Data

CASRN Comment

84852-53-9 1,1'-(Ethane-1,2-diyl)bis(pentabromobenzene). may be just used
in Europe. No IUR or DSL listing. Reported in GL herring gull
eggs and in biota from the Baltic Sea (Kierkegaard et al EST
2004). LPV chemical in Europe but not listed on EPA TUR

085702-64-3 Possible P, B

090801-18-6 1,4-Butanediol, 2,3-dibromo-

092484-07-6 Potential pentaBDE replacemenet. May degrade to

tribromoaniline. 2-Butenediamide, N,N'-bis(2,4,6-
tribromophenyl)-, (2E)-
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Neutral and
non-
polymer

1 1

neutral

neutral

neutral

neutral

Currently |Analysable |Analysable
analysed in [using by GC-MS
environme |existing after

— T
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

84852-53-9 ' Y Y N No Reports (>3

085702-64-3 N 0.5 0.5 0.5

090801-18-6 N 1 0.5

092484-07-6 tribromoaniline Y N 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)
84852-53-9 No Reports 5.80E-13 Mysid Shrimp 96-hour
LC50 (mg/L)
085702-64-3 Y 2.00E-04 Mysid Shrimp 96-hour
LCs, (mg/L)
090801-18-6 Y 280.827 Fish 96-hour LCs,
(mg/L)
092484-07-6 Y 1.218 Fish 96-hour LCs
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

84852-53-9 84852539 Neutral Organics

085702-64-3 85702643 (MPV Neutral Organics

090801-18-6 90801186 Neutral Organics

092484-07-6 92484076 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
094334-64-2 94334642
A d R
125904-11-2 125904112
H2CV©
Br
Cl,
125997-20-8 125997208 \_\o—l‘:‘—o “
j" "
Br
Top 10 155613-93-7 155613937
brominated
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

094334-64-2 CC(C)(cle(Br)cc(O)ecl1Br)c2e(Br)cc(O)cc2Br Br 1.76E-11 2.35E-09

125904-11-2 C=CclccceclBr Br 2.27E-01 3.03E+01

125997-20-8 O=P(OCCBr1)(OCCCHOCC(CBr)(C)C Br 0.00000439| 0.000585285

155613-93-7 CC3(C)OC(C)(clee(Br)e(Br)c(Br)c1Br)c2e(Br)c(Br)c(Br)c(Br)c23 Br 1.23E-12 1.64E-10
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
094334-64-2 3.97 -11.02 7.20 18.22 13550 4.131939295
125904-11-2 0.23 -1.35 3.78 5.13 164 2.214578954
125997-20-8 3.156475195( -6.583750097 3.17 6.359462709 9.219 0.965
155613-93-7 6.20 -6.91 11.80 18.71 1
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

094334-64-2 Carbonic dichloride, polymer with 4,4'-(1-methylethylidene)bis |phenol Y N Y

[2,6-dibromophenol] and phenol tetrabromobisphenol related
125904-11-2 Benzene, ethenyl-, ar-bromo derivs.; Should be analysable by  [neutral N Y
GC-MS
125997-20-8 P? phosphate esters biodeg, high production neutral N Y
155613-93-7 Octabromo-1,1,3-trimethyl-3-phenyl indan; should be neutral N Y

analysable by GC MS with PBDEs
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

094334-64-2 1 TBBPA Y N ' 0.5

125904-11-2 N 10 10 10 10

125997-20-8 phosphate Y N 10 10 10

155613-93-7 N 10 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

094334-64-2 - Y 5.00E-02 Fish 96-hour LCs,
(mg/L)

125904-11-2 50 Y 2.33E-01 Mysid Shrimp 96-hour Marginal
LCsq (mg/L)

125997-20-8 - Y 8.1 Fish 96-hour LCs, Low-moderate
(mg/L)

155613-93-7 N 1.05E-10 Mysid Shrimp 96-hour

LCsy (mg/L)

Page 139




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

094334-64-2 94334642 Neutral Organics

125904-11-2 125904112 Neutral Organics

125997-20-8 125997208|airbreather  [Neutral Organics

155613-93-7 155613937 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000053-19-0 53190 o o
000058-89-9 58899
000058-90-2 58902 cl
Cl OH
Cl Cl
000059-50-7 59507
c.@w
H.C
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000053-19-0 CIC(CI)C(cleee(Cl)ecl)c2ceccec2Cl Cl 1.69E-05 2.25E-03

000058-89-9 C(C(cceienhencnenciancl Cl 0.000506] 0.067461118

000058-90-2 Oc(c(ce(c1CHCI)ClclCl Cl 0.000489] 0.065194638

000059-50-7 Oc(cce(c1O)Cl)cl Cl 0.0103| 1.373220395
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000053-19-0 2.46 -2.75 5.87 8.62 6645 3.822494985
000058-89-9 223.9172944| -1.980330811 426 2.846043422 307.5 2.488
000058-90-2 464.3511522] -5.160684071 4.09] 5.856396683 212.1 2.327
000059-50-7 4.998716407] -4.727705298 2.7 4.03341791 48.64 1.687
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000053-19-0 DDD related neutral Y Y

000058-89-9 HCH - see what isomer neutral Y Y

000058-90-2 phenol Y N Y

000059-50-7 phenol Y N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000053-19-0 ' Y

000058-89-9 Y 0.5

000058-90-2 Y

000059-50-7 N 0.5 0.5 0.5 1
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000053-19-0 Y 9.95E-04 Mysid Shrimp 96-hour Low-moderate
LCs) (mg/L)

000058-89-9 Y 0.093 Mysid Shrimp 96-hour moderate
LCsy (mg/L)

000058-90-2 Y 1.757 Fish 96-hour LCs, Low-moderate
(mg/L)

000059-50-7 Y 7.76 Fish 96-hour LCs, Marginal

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000053-19-0 53190 Phenols

000058-89-9 58899|airbreather  [Neutral Organics

000058-90-2 58902|airbreather  [Phenols

000059-50-7 59507|airbreather  [Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000068-36-0 68360 Cl Cl
Cl Cl
000070-30-4 70304 oH oH
Cl cl
L)
Cl cl
5. Top 10 000077-47-4 77474 o
chlorinated Gl
cl cl
cl cl
5. Top 10 000080-07-9 80079 Gl
chlorinated
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

000068-36-0 c(cee(c)CCH(CHChH(c)C(CH(CHCI Cl 5.13E-04 6.84E-02

000070-30-4 Oc(c(c(c(c)CHCT)Cc(c(c(cc2CHCDHCI)c20)c1Cl Cl 8.31E-11 1.11E-08

000077-47-4 C(=C(C(=C1ChHnecncrenancl Cl 4.88E-02 6.51E+00

000080-07-9 0O=S(=0)(c(cce(c1)Chel)c(cee(c2)Cl)c2 cl 0.000000809| 0.000107858
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000068-36-0 222.46 -3.29 5.80 9.09 720 2.857392811
000070-30-4 491 -10.45 6.92 17.37 4680 3.670245853
000077-47-4 26.99 -1.06 4.63 5.69 1516 3.180699201
000080-07-9 218.8586343] -5.251850209 3.9 5.75756282 199.5 2.300

Page 150




All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000068-36-0 Hexachloroxylene (Benzene, 1,4-bis[trichloromethyl]-). Two neutral N Y

benzoyl chlorides - hydrolyze fast?

000070-30-4 Hexachlorophene. May be analysable with other chlorophenol |phenol N N Y

related compounds and triclosan

000077-47-4 analog search maleic anhydride analog - 1M - 10M, acid varies [neutral N Y

2002 500K-1M, 2-EH ester of acid 10K-500K, Dichlorane Plus
1M-10M, Heptachlorocyclopentene - 1M - 10M but no
derivatives - used in polymers??
000080-07-9 bis-2chlorophenyl sulfone has been reported in wildlife by Olssojneutral N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000068-36-0 1 N ‘ 10 10 10

000070-30-4 Y N

000077-47-4 N 50 50 50 50 50

000080-07-9 N 10 10 50 50 50
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000068-36-0 Y 1 2.12E-01 Fish 14-day LCs,
(mg/L)

000070-30-4 Y 5.60E-02 Fish 96-hour LCs, Low
(mg/L)

000077-47-4 Y 0.346 Fish 96-hour LCs Low-moderate
(mg/L)

000080-07-9 Y 0.259 Mysid Shrimp 96-hour

LCsy (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000068-36-0 68360 Esters + Phenols

000070-30-4 70304 Phenols

000077-47-4 77474 amine

000080-07-9 80079]airbreather  |Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000080-10-4 80104 Cl_‘,l
)+
Cl
000082-68-8 82688 o o
Cl N’\\O
Cl Cl
Cl
000085-29-0 85290 O Cl
C,
000086-98-6 86986 Cl Ny
o
Cl
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

000080-10-4 Cl[Si](clccceel)(c2eecec2)Cl Cl 6.05E-04 8.07E-02

000082-68-8 O=N(=0)c(c(c(c(c1CHCHCHCc1Cl Cl 2.72E-05 3.63E-03

000085-29-0 O=C(c(cce(c1)Chel)c(c(ccc2)Cl)c2 cl 0.0000814| 0.010852441

000086-98-6 n(c(c(c(c1)Cl)cec2Cl)c2)cl cl 0.000608 0.08106
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000080-10-4 2.74 -2.54 5.06 7.60 1564 3.194236749
000082-68-8 1479.39 -3.71 5.03 8.74 746 2.87279704
000085-29-0 51.32883695| -4.359186998 4.44 5.40489961 75.13 1.876
000086-98-6 53.87574931| -4.811078976 3.43 4.846791588 111.9 2.049
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000080-10-4 May hydrolyse rapidly in ambient air neutral N N

000082-68-8 Pentachloronitrobenzene currently on analytical lists neutral Y Y

000085-29-0 neutral N Y

000086-98-6 neutral N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000080-10-4 ' Silanol Y7 N 10 10 10 1 05

000082-68-8 Y 10

000085-29-0 N 0.5

000086-98-6 N 0.5 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000080-10-4 N 8.00E-03 Mysid Shrimp 96-hour Low-moderate
LCs) (mg/L)

000082-68-8 Y 3.20E-02 Mysid Shrimp 96-hour Moderate
LCs (mg/L)

000085-29-0 Y 0.048 Mysid Shrimp 96-hour
LCsy (mg/L)

000086-98-6 Y 0.691 Mysid Shrimp 96-hour

LCs, (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
000080-10-4 80104 Neutral Organics
000082-68-8 82688 Neutral Organics
000085-29-0 85290]airbreather  |Esters
000086-98-6 86986|airbreather  |Vinyl/Allyl
Ethers
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All Data

Priorities [CASRN CASRN |Molstructure
(without
hyphens)
000087-86-5 87865 o oH o
Clji;:Cl
Cl
000088-04-0 88040 OH
H30/©\CH3
Cl
000088-85-7 88857 o on Cy
oA CH,
o’/N;\o
000089-63-4 89634 R 9
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

000087-86-5 Oc(c(c(c(c1CHCHCHCI)c1Cl cl 0.0000108f 0.001439882

000088-04-0 Oc(cc(c(c1C)CHO)cl cl 0.0018f 0.239980263

000088-85-7 N(=0)(=0)c(cc(N(=0)(=0))c(0)c1C(CC)C)cl Cl 7.44E-05 9.92E-03

000089-63-4 N(=0)(=0)c(c(N)ccclClcl cl 0.000266 0.03546375
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000087-86-5 233.1751512| -5.291660763 474 6.637373375 695.7 2.842
000088-04-0 1.923631592( -4.684420259 3.25 4.540132871 65.75 1.818
000088-85-7 2.65 -5.54 3.67 9.21 110 2.041392685
000089-63-4 32.67769215( -5.302210945 2.66| 4.567923557 24.8 1.394
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000087-86-5 phenol Y N Y

000088-04-0 disinfectant; Chloroxylenol phenol N N Y

000088-85-7 current use pesticide, Dinoseb phenol Y N Y

000089-63-4 neutral Y Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000087-86-5 ' Y

000088-04-0 N 0.5 0.5 0.5

000088-85-7 N 10 10 10 10 10

000089-63-4 N 0.5 0.5 1 1 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000087-86-5 Y 1 0.803 Fish 96-hour LCs, Low-moderate
(mg/L)

000088-04-0 Y 3.907 Fish 96-hour LCs Marginal
(mg/L)

000088-85-7 Y 1.28E+00 Fish 96-hour LCs, Low
(mg/L)

000089-63-4 Y 11.27 Fish 96-hour LCs, High-moderate
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000087-86-5 87865|airbreather  |[Phenols

000088-04-0 88040]airbreather  |Neutral Organics

000088-85-7 88857 Neutral Organics

000089-63-4 89634|airbreather  |Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000095-82-9 95829 CI\(;[NH2
Cl
000095-94-3 95943
Cl
Cl
Cl
Cl
000096-99-1 96991 Q on
Q
Cl
000097-00-7 97007 _
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

000095-82-9 Nc(c(cecl1CI)Clcl cl 0.0149( 1.986503289

000095-94-3 c(c(ce(c1ICHCHChH(c)Cl Cl 2.47E-03 3.29E-01

000096-99-1 O=C(0O)c(cce(cIN(=0)=0)Cl)cl cl 0.00000432| 0.000575953

000097-00-7 N(=0)(=0)c(ccc(cIN(=0)(=0))Cl)cl Cl 4.84E-04 6.45E-02
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000095-82-9 5.805662666| -4.367381477 2.37 3.343094089 26.15 1.417
000095-94-3 130.04 -1.18 4.57 5.75 746 2.87279704
000096-99-1 219.9951823] -7.887511514 2.34|  6.833224125 3.162 0.500
000097-00-7 499.35 -5.59 2.27 7.86 9 0.970904498
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000095-82-9 P? two Cls - should be some experimental - herbicide metabolite|amine Y Y

000095-94-3 chlorobenzene; legacy chemical already on analyte lists neutral Y Y

000096-99-1 P? Nitro and CI neutral N N Y

000097-00-7 should be very persistent but not bioaccumulative neutral Y Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000095-82-9 1 N ‘ 0.5 0.5 0.5 0.5 0.5

000095-94-3 Y 10 10 10 10

000096-99-1 N 0.5 0.5 0.5

000097-00-7 N 10 10 10 50
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000095-82-9 Y 15.123 Fish 96-hour LCs moderate
(mg/L)

000095-94-3 Y 2.30E-02 Mysid Shrimp 96-hour Moderate
LCsq (mg/L)

000096-99-1 Y 616.121 Mysid Shrimp 96-hour Low-moderate
LCsy (mg/L)

000097-00-7 Y 1.58E+00 Fish 96-hour LCs, High-moderate

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000095-82-9 95829|airbreather  [Neutral Organics

000095-94-3 95943 Phenols

000096-99-1 96991|airbreather  [Neutral Organics

000097-00-7 97007 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000099-30-9 99309 cl O\\
HZN—QW
\
(0]
Cl
000099-54-7 99547 Cl
o
g
000101-14-4 101144 O
HN ! ! “NH,
cl Cl
5. Top 10 000101-20-2 101202 al
chlorinated “

<)

N\fo

T,
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000099-30-9 O=N(=0)c(cc(c(N)c1CD)HCl)cl cl 0.000012] 0.001599868

000099-54-7 N(=0)(=0)c(cce(c1CIClycl cl 0.0138] 1.839848684

000101-14-4 Ne(ce(ee(c1)Ce(cee(N)c2Cl)e2)Cl)cl Cl 3.93E-06 5.24E-04

000101-20-2 O=C(Nc(ccc(c1)Clhel)Ne(cee(ec2CHCl)c2 Cl 3.61E-09 4.81E-07
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000099-30-9 929.2737928| -6.77367356 2.76 6.139386172 28.58 1.456
000099-54-7 2564.647133] -3.320384914 3.1 3.026097526 50.4 1.702
000101-14-4 0.14 -8.87 3.47 12.34 205 2.310693312
000101-20-2 0.50 -8.73 4.90 13.63 1187 3.074450719
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000099-30-9 P - 2 Cl, Nitro amine N Y

000099-54-7 P - 2 Cls, Nitro neutral N Y

000101-14-4 4,4'-Methylene bis(2-chloroaniline. Persistent exp data (DSL) - |neutral N Y

probably susceptible to photolysis - 4,4'-Methylene-bis(2-
chloroaniline)/ (MOCA). amine used as a curing agent for
isocyanate-containing polymers.
000101-20-2 Triclocarban. Microbicide. Looks very persistent. Some neutral N Y

environmental measurements in the Great Lakes
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000099-30-9 1 N ‘ 1 10 0.5 0.5 0.5

000099-54-7 N 50 50

000101-14-4 N 10 10 10 10 10

000101-20-2 N 0.5 10 10 1 10
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000099-30-9 Y 12.029 Fish 96-hour LCs High-moderate
(mg/L)

000099-54-7 Y 7.256 Mysid Shrimp 96-hour moderate
LCs, (mg/L)

000101-14-4 Y 6.627 Fish 96-hour LCs High-moderate
(mg/L)

000101-20-2 Y 1.60E-02 Mysid Shrimp 96-hour Moderate

LCsy (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000099-30-9 99309|airbreather  [Neutral Organics

000099-54-7 99547|airbreather  [Neutral Organics

000101-14-4 101144 Neutral Organics

000101-20-2 101202 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000108-77-0 108770 )(1
NG IN
Cl)\\NJ\CI
000111-44-4 111444
O
o N TN
000115-27-5 115275 c C o
CI
o)
000115-28-6 115286 a4 o
o OH
PG
Cl OH
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000108-77-0 n(c(nc(nl)CHCl)c1Cl Cl 2.36E-02 3.15E+00

000111-44-4 o(ccanccec Cl 1.04E+00 1.39E+02

000115-27-5 O=C(OC(=0)C1C(C(=C(C23CHCcHCH(c3(cncnenci2 Cl 6.46E-07 8.61E-05

000115-28-6 O=C(O)C(C(C(=C(c12chenanccicencncnc2e(=0)o Cl 1.44E-08 1.92E-06
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000108-77-0 2867.56 -4.70 1.73 6.43 2 0.314288661
000111-44-4 3.39 -2.11 1.56 3.67 2 0.293362555
000115-27-5 1.95 -5.44 4.37 9.81 460 2.66238002
000115-28-6 320.20 4.98 3.14 -1.84 1 -0.301029996
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000108-77-0 several triazines (persistent) producted in 100-500M. Probably [neutral N Y

used mostly as a chemical intermediate for triazine herbicides
000111-44-4 This is a compound that used to be detected a lot because it was [neutral N Y
the intermediate and by-product from chlorohydrin synthesis of
ethylene oxide. Still produced in 1-10M.for all 5 years.
000115-27-5 Chlorendic Anhydride. May be from hexachlorocyclopentadiene|neutral N Y?
Prod 1-10M - will hydrolyze to the acid (000115-28-6).
Degradation product Chlorendic acid
000115-28-6 May be amenable to GC-MS after derivatization. See also the  |acid N N Y

anhydride 115-27-5
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000108-77-0 1 N ‘ 50 50 100 50 500

000111-44-4 N 10 10 10 10 10

000115-27-5 Chlorendic acid  [Y N 10 10 10 10 10

000115-28-6 N 1 10 1
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000108-77-0 Y 167.185 Fish 96-hour LCs,
(mg/L)

000111-44-4 Y 73.377 Fish 96-hour LCs Low
(mg/L)

000115-27-5 Y 2.14E-01 Fish 96-hour LCs,
(mg/L)

000115-28-6 Y 1.44E+01 Fish 96-hour LCs, Marginal

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
000108-77-0 108770 Neutral Organics
000111-44-4 111444 Phenols
000115-27-5 115275 Esters + Esters
(phosphate)
000115-28-6 115286 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000116-16-5 116165 cl
Cl
Cl1
o0——
Cl1
Cl C1
000117-08-8 117088 N el o
O: Cl
)
o]
000118-74-1 118741 N
Cl Cl
Cl Cl
Cl
000120-83-2 120832 Cl
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000116-16-5 O=C(C(ChH(cnhcncencenct Cl 3.10E-01 4.13E+01

000117-08-8 O=C(0OC(=0)clc(c(c(c2CHCIHCDHChcl12 Cl 5.16E-07 6.88E-05

000118-74-1 c(c(c(c(c1CHCHCHCD(c1CHCl Cl 3.05E-06 4.07E-04

000120-83-2 Oc(c(ce(c1)CDHCl)cl cl 0.0657| 8.759279605
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000116-16-5 -11.91 2.48 14.39 16 1.206556044
000117-08-8 338.37 -4.11 4.65 8.76 755 2.878061981
000118-74-1 633.27 -1.44 5.86 7.30 5153 3.712060142
000120-83-2 43.05870697] -4.900020059 2.8 4.305732671 18.04 1.256
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000116-16-5 Hexachloroacetone. Not HPV looks very persistent e.g. ground [neutral N Y

water.

000117-08-8 hydrolyzes to diacid. Prod 1-10M 14 with related structures - acid N N Y

esters, imides, amides, about half do not have production data.

000118-74-1 Hexachlorobenzene; already on POPs list neutral Y Y

000120-83-2 Not very P - 2,4-D metabolite, DSL P?? phenol Y N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well
000116-16-5 1 N ‘ 0.5 0.5 0.5
000117-08-8 Tetrachlorophthali [Y N 10 10 10 10 10
c acid
000118-74-1 Tetrachlorophthali [ Y Y 0.5 0.5
c acid
000120-83-2 N 50 50 50 100 50
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000116-16-5 Y 1.42E+01 Mysid Shrimp 96-hour High-moderate
LCs, (mg/L)

000117-08-8 Y 3.00E-02 Mysid Shrimp 96-hour Low-moderate
LCsy (mg/L)

000118-74-1 Y 1.32E-03 Mysid Shrimp 96-hour Moderate
LCsy (mg/L)

000120-83-2 Y 6.288 Fish 96-hour LCs Marginal
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000116-16-5 116165 Neutral Organics

000117-08-8 117088 Phenols

000118-74-1 118741 Phenols

000120-83-2 120832|airbreather  |Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000121-87-9 121879 o
\N*4<;>—NH2
/7
(@]
Cl
000133-14-2 133142 ¢
5. Top 10 000133-49-3 133493 cl
chlorinated “ st
CI [¢]]
Cl
000319-84-6 319846
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000121-87-9 O=N(=0)c(ccc(N)c1Cl)cl cl 0.00034| 0.045329605

000133-14-2 O=C(0O0C(=0)c(c(cc(c1)CDHCcl)c(c(ce(ec2)CHCl)c2 Cl 1.06E-06 1.41E-04

000133-49-3 Sc(c(c(c(c1CHCHCHChHelCl Cl 1.87E-04 2.49E-02

000319-84-6 C(C(cce1ienhencnpenciancl cl 0.000506] 0.067461118
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000121-87-9 32.67769215| -6.642715581 2.12 5.368428192 8.497 0.929
000133-14-2 6.08 -4.36 6.01 10.37 8478 3.928293412
000133-49-3 76.72 -2.32 5.91 8.23 7066 3.849173633
000319-84-6 223.9172944| -1.980330811 4.26 2.846043422 307.5 2.488
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000121-87-9 P - Cl, nitro neutral N Y

000133-14-2 May hydrolyse to chlorobenzoic acids acid N N

000133-49-3 May be analysed by GC-MS. Not HPV phenol N Y

000319-84-6 HCH - which isomer? neutral Y Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000121-87-9 1 ‘ 0.5 0.5 0.5 0.5

000133-14-2 dichlorobenzoate [Y N 0.5 0.5 0.5 0.5 0.5

000133-49-3 N 1 1 1 0.5 0.5

000319-84-6 Y 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000121-87-9 Y 21.714 Fish 96-hour LCs moderate
(mg/L)

000133-14-2 Y 0.051 Fish 96-hour LCs
(mg/L)

000133-49-3 Y 0.058 Fish 96-hour LCs Moderate
(mg/L)

000319-84-6 Y 2.308 Fish 96-hour LCs moderate
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(mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000121-87-9 121879|airbreather  |Neutral Organics

000133-14-2 133142 amine

000133-49-3 133493 Neutral Organics

000319-84-6 319846|airbreather  |Peroxy Acids
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000354-58-5 354585 Cl F
-
Cl F
000606-21-3 606213

000608-93-5 608935 ¢l
Cl
CI Cl
Cl
000634-66-2 634662 cl
Cl
Cl
Cl
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

000354-58-5 FC(HF)C(CH(CHC1 Cl 3.41E+02 4.55E+04

000606-21-3 O=N(=0)c(c(c(N(=0)=0)cc1)Cl)cl Cl 0.000217] 0.028930954

000608-93-5 c(c(c(c(c1CHCHCHCI)(c1)Cl Cl 1.71E-03 2.28E-01

000634-66-2 c(e(c(c(cHCHCDHC)(cHC Cl 1.35E-02 1.80E+00
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000354-58-5 1.04 3.09 2.05 48 1.683047038
000606-21-3 5992.557843| -5.594780391 227 4.470493003 11.22 1.050
000608-93-5 184.86 -1.31 5.22 6.53 1909 3.280805928
000634-66-2 130.04 -1.18 4.57 5.75 695 2.841984805
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000354-58-5 1,1,1-trifluorotrichloroethane. Fully halogenated GWP and ODP|neutral Y Y

100-500M in 1998 & 2002 - large production several other;
atmospheric measurements

000606-21-3 P but probably no B neutral Y Y

000608-93-5 pentachlorobenzene; legacy POP related neutral Y Y

000634-66-2 One of a series of chlorinated cyclopentane derivatives; likely  [neutral Y Y

easily analysed by GC analysis
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000354-58-5 1 N ‘ 10 10 50 500 500

000606-21-3 N 0.5 0.5 1 1

000608-93-5 Y

000634-66-2 Y 10 10 10 1
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000354-58-5 Y 1.74E+00 Mysid Shrimp 96-hour Low-moderate
LCsq (mg/L)

000606-21-3 Y 3.983 Fish 96-hour LCs moderate
(mg/L)

000608-93-5 Y 6.00E-03 Mysid Shrimp 96-hour Moderate
LCs (mg/L)

000634-66-2 Y 2.60E-02 Mysid Shrimp 96-hour Moderate

LCs, (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
000354-58-5 354585 Acid
Chloride/Halide
000606-21-3 606213|airbreather  |Aliphatic amine
000608-93-5 608935 Esters
000634-66-2 634662 Hydrazines

Page 210




All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000634-93-5 634935 cl
HZN—Q—Q
Cl
000635-22-3 635223 o cl
N\
0
NH2
000636-30-6 636306 Cl NH,
CI: i :CI
000719-32-4 719324 o al
Cl o
Q.
Cl
Cl Cl
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

000634-93-5 Nc(ce(ee(c1)CDHCl)c1Cl cl 0.004441 0.591951316

000635-22-3 O=N(=0)c(c(cccIN)Cl)cl cl 0.000412] 0.054928816

000636-30-6 Nc(ce(ee(c1CHCHC)el cl 0.00192| 0.255978947

000719-32-4 O=C(c(c(c(c(c1CHC(=0)CHCHChHelCHCl Cl 4.72E-06 6.29E-04
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000634-93-5 115.4280323| -4.499269073 3.01 4.114981685 102.4 2.010
000635-22-3 46.74031461] -6.642715581 2121 5.368428192 7.695 0.886
000636-30-6 19.88437327| -4.499269073 3.01 4.114981685 90.47 1.957
000719-32-4 338.37 -4.40 3.46 7.86 92 1.962653405
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000634-93-5 P - triCl neutral N Y

000635-22-3 P - Cl, nitro neutral N Y

000636-30-6 P - triCl amine N Y

000719-32-4 tetrachloroterephthaloyl chloride. Use as chemical intermediate?|acid N Y

Will hydrolyze rapidly to acid - No reports in 1998 and 2002. -
no longer used - released from old products?
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000634-93-5 1 N ‘ 0.5 0.5

000635-22-3 N 0.5 0.5 0.5 0.5

000636-30-6 N 0.5 0.5

000719-32-4 tetrachlorodibenzo | Y N 10 10 10

ic acid
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000634-93-5 Y §.469 Fish 96-hour LCs moderate
(mg/L)

000635-22-3 Y 21.714 Fish 96-hour LCs High-moderate
(mg/L)

000636-30-6 Y 8.469 Fish 96-hour LCs moderate
(mg/L)

000719-32-4 Y 9.47E+00 Fish 96-hour LCs, Moderate

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

000634-93-5 634935|airbreather  |Neutral Organics

000635-22-3 635223|airbreather  |Esters

000636-30-6 636306|airbreather  |Phenols

000719-32-4 719324 Esters
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
000944-61-6 944616
CH, Cl
5 ol
[e) Cl
‘CHS cl
001134-04-9 1134049 !
NS (¢]]
Cl S o
o N
001154-59-2 1154592 Cjij/m
001201-30-5 1201305 cl o]
o N
cl cl
\ /)
cl N
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

000944-61-6 COc1c(CDe(Che(Che(Chcl10C Cl 3.71E-04 4.95E-02

001134-04-9 n(c(c(c(c1CHCHCH)C(CH(CNHCl)c1Cl Cl 8.36E-05 1.11E-02

001154-59-2 O=C(Nc(ccc(c1CI)CDel)e(c(O)c(cc2ChHCl)c2 Cl 3.03E-10 4.04E-08

001201-30-5 n(c(c(c(c1CHCHCHC(CH(CIH)Chel Cl 0.000464| 0.061861579
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
000944-61-6 4.38 -3.63 4.22 7.85 1102 3.042181595
001134-04-9 3739.86 -4.58 5.29 9.87 2343 3.369772289
001154-59-2 3.60 -8.71 5.87 14.58 2652 3.42357352
001201-30-5 13098.01928( -5.24869169 4.64| 6.494404301 747.3 2.873
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

000944-61-6 tetrachloroveratrole. Chlorination byproduct. neutral Y Y

001134-04-9 Trichloromethyl group my hydrolyse neutral N Y

001154-59-2 3,3'.4',5-Tetrachlorosalicylanilide. Used as a microbicide. May |[phenol N N Y

be analysable by LC-MS as anion or GCMS after derivatization.
001201-30-5 Three CI on benzyl C may chemically hydrolyze neutral N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

000944616 ' Y

001134-04-9 N 1

001154-59-2 N

001201-30-5 pyridinol? Y N 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

000944-61-6 Y 1 1.60E-02 Mysid Shrimp 96-hour Low-moderate
LCsq (mg/L)

001134-04-9 Y 1.76E-01 Fish 96-hour LCs,
(mg/L)

001154-59-2 Y 0.076 Fish 96-hour LCs
(mg/L)

001201-30-5 Y 0.114 Mysid Shrimp 96-hour
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
000944-61-6 944616 Esters + Esters
(phosphate)
001134-04-9 1134049 Acrylamides
001154-59-2 1154592 Neutral Organics
001201-30-5 1201305|MPV amine

Page 224




All Data

Priorities [CASRN CASRN |Molstructure
(without
hyphens)
001203-86-7 1203867 Q
Cl
Cl Cl
001237-53-2 1237532 HSC\C[C: pc”a
N,
NH;N CH,
1577033
0
NN CH,
CH,
CH,
Cl
5. Top 10 001737-93-5 1737935 F
chlorinated o/ '\{ .
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

001203-86-7 O=C(c(c(cc(c1CHCHChHe1)C(CNHC cl 0.0000645| 0.008599293
001237-53-2 Clclnc(nc(nl)c2ccc(cc2C)C)e3ceec(cc3C)C cl 3.43E-09| 4.57296E-07
CC(C)(C)C(=0)/C=C/clccc(Clecl Cl
001737-93-5 Clc(c(F)nc1F)c(F)c1Cl Cl 1.56E+00 2.08E+02
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
001203-86-7 274.9091686| -4.693965577 4.04] 5.339678189 37.33 1.572
001237-53-2 7.421021293] -6.494809014 4.35 7.450521626 213 2.328
1.09] -4.081445469 4.04 259.4 2.410
8.121
001737-93-5 172.54 -4.60 2.69 7.29 24 1.374931554
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

001203-86-7 P - three Cl on ring neutral N Y

001237-53-2 P? - triazine ring, substituted benzenes neutral N Y
neutral N Y

001737-93-5 very persistent (five halogens on a pyridine ring - KOWWIN neutral N Y

only 2.69 - use as chemical intermediate; may be occupational
exposure measurements
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well
001203867 ' benzoate Y N 10
001237-53-2 N 0.5
Y Y N No Reports
001737-93-5 N 0.5 10 10
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)
001203-86-7 Y 0.837 Mysid Shrimp 96-hour Low
LCs) (mg/L)
001237-53-2 Y 0.193 Fish 96-hour LCs Low-moderate
(mg/L)
>1M - 10M 1.30E-01 Mysid Shrimp 96-hour
LCs (mg/L)
001737-93-5 Y 5.93E+00 Mysid Shrimp 96-hour Moderate
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LCsy (mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
001203-86-7 1203867|airbreather  [Neutral Organics
001237-53-2 1237532|airbreather  [Neutral Organics
Acid
Chloride/Halide
001737-93-5 1737935 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
5. Top 10 001770-80-5 1770805 of o
chlorinated ¢ o> o
001817-13-6 1817136 o o o
Cl. N
|
X Cl
001897-45-6 1897456 ﬁ
002176-62-7 2176627 o
O A O
|
Cl N Cl
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

001770-80-5 CCCCOC(=0)C1C(C(=0)0ccecocecnceen=cencrenezcncl Cl 1.22E-07 1.63E-05

001817-13-6 n(c(c(cc1)CHC(CH(CDHCD)c1Cl cl 0.00288] 0.383968421

001897-45-6 N#Cc(c(c(c(c1C#N)CDHCDHCl)c1Cl cl 0.000000472| 6.29282E-05

002176-62-7 n(c(c(c(c1CHCHCI)Cl)c1Cl Cl 7.85E-04 1.05E-01
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
001770-80-5 320.20 7.25 13.41 29340 446746011
-6.158
001817-13-6 9221.306681] -3.316688769 4 3.92240138 238.4 2.377
001897-45-6 20770.32184| -5.206727188 3.66 5.4724398 44.51 1.648
002176-62-7 974.13 -0.59 4.03 4.62 104 2.018284308
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

001770-80-5 Dibutyl chlorendate, flame retardant. May be amenable to GC- [neutral N Y

MS if esters are stable.

001817-13-6 P in air, triClmethyl should hydrolyze, Big production neutral N Y

001897-45-6 P in air, no production data - only DSL neutral N Y

002176-62-7 Like other chloropyridines, lLooks P - pesticide intermediate? [neutral N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

001770-80-5 1 dicarboxylate Y N ' 0.5 0.5

001817-13-6 pyridinol? Y N 0.5 10 10 10 10

001897-45-6 N

002176-62-7 N 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest [ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

001770-80-5 Y 0.006 Mysid Shrimp 96-hour Moderate
LCs) (mg/L)

001817-13-6 Y 0.146 Mysid Shrimp 96-hour
LCsy (mg/L)

001897-45-6 2.136 Mysid Shrimp 96-hour moderate
LCsy (mg/L)

002176-62-7 Y 6.57E-01 Mysid Shrimp 96-hour Low-moderate

LCs, (mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

001770-80-5 1770805 Neutral Organics

001817-13-6 1817136|airbreather  [Acid
Chloride/Halide

001897-45-6 1897456|airbreather  [Neutral Organics

002176-62-7 2176627 Vinyl/Allyl
Ethers
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All Data

Priorities [CASRN CASRN |Molstructure
(without
hyphens)
002402-79-1 2402791 cl N cl
K
Cl X Cl
002435-53-2 2435532 o Q o
Cl i Cl
Cl
002808-86-8 2808868 cl
Cl / \N
Cl Cl
003064-70-8 3064708 Cl o Cl
CI+$+CI
o}

Cl Cl
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

002402-79-1 n(c(c(cc1CHCHCl)c1Cl Cl 6.06E-03 8.08E-01

002435-53-2 O=C(C(=C(C(=C1ChHCDHCHCHC1=0 Cl 0.000354] 0.047196118

002808-86-8 n(c(c(c(c1CHCHCI)Cl)cl Cl 0.0173| 2.306476974

003064-70-8 O=S(=0)(C(CI)(CDHCHC(CH(CHC1 Cl 0.00108| 0.143988158
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
002402-79-1 685.20 -0.46 3.38 3.78 72 1.856426772
002435-53-2 1539.464968| -6.522283437 2.63 5.757996049 21.24 1.327
002808-86-8 8222.971748| -2.261465978 3.38 2.247178589 80.26 1.904
003064-70-8 -6.313023815 3.08 5.998736426 47.33 1.675
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

002402-79-1 Like other chloropyridines, looks persistent, LOGKOW 3.38 not{neutral N Y

abig B

002435-53-2 P? - AO half-life high, Photolysis? neutral N Y

002808-86-8 Probably P - pesticide intermedia neutral N Y

003064-70-8 P - in air, not hydrogen abstraction, no production data - DS [neutral N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

002402-79-1 1 N ‘ 500 50 50 50 50

002435-53-2 N 0.5

002808-86-8 N 0.5

003064-70-8 N
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

002402-79-1 Y 1.04E+00 Mysid Shrimp 96-hour Low-moderate
LCs) (mg/L)

002435-53-2 Y 15.358 Fish 96-hour LCs, moderate
(mg/L)

002808-86-8 Y 0.202 Fish 96-hour LCs,
(mg/L)

003064-70-8 Y 11.848 Mysid Shrimp 96-hour
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LCsy (mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

002402-79-1 2402791 Neutral Organics

002435-53-2 2435532|airbreather  [Methacrylates

002808-86-8 2808868|MPV Neutral Organics

003064-70-8 3064708|airbreather  [Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
003380-34-5 3380345 Cl Clj©/c'
o,
OH
003734-48-3 3734483 oL Cl
CIj § :
Cl
cl Cl
004080-31-3 4080313
cl /
ot
o
004827-55-8 4827558 oo
cr A ] OO/\(\:ACH’
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

003380-34-5 O(c(c(O)ce(e1)Chel)e(c(ce(e2)CHCl)c2 cl 0.00000465] 0.000619949

003734-48-3 CIC1=C(CI)C(CH(C2(CHCHC3CC=CC3C12C1 Cl 2.07E-04 2.76E-02

004080-31-3 CIC=CCN(CD(CN(C1HC2)(CN1C3)CN32 Cl 4.19E-09 5.59E-07

004827-55-8 O=C(OCC(CCCOYCO)C(C(C(=C(c12chehen(crenencnc2c(=o)occe(c Cl 3.61E-10 4.81E-08

Ccco)cc
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
003380-34-5 7.965419774| -6.69047023 4.66 7.956182842 367.5 2.565
003734-48-3 0.04 -1.69 5.68 7.37 3082 3.488832634
004080-31-3 0.02 -6.14 -5.92 0.22 3 0.499961866
004827-55-8 320.20 -5.17 11.03 16.20 3 0.500
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

003380-34-5 P? three C1, use? Big production; triclosan phenol N N Y

003734-48-3 Chlordene. Related to legacy OCP chlordane. One of several neutral Y Y

derivatives of hexachlorocyclopentadiene, no recent production

004080-31-3 Interesting structure adamantane with N at all the bridge heads, [neutral N Y

quaternary Nitrogen?

004827-55-8 Di-2-Ethylhexyl Chlorendate, flame retardant. May be amenable [neutral N Y

to GC-MS if esters are stable.
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

003380-34-5 1 N ‘ 0.5 0.5 10

003734-48-3 Y 50 10

004080-31-3 N 10 0.5

004827-55-8 dicarboxylate Y N 0.5 0.5 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

003380-34-5 1 0.071 Fish 96-hour LCs Low-moderate
(mg/L)

003734-48-3 Y 0.054 Fish 96-hour LCs High-moderate
(mg/L)

004080-31-3 Y 2.57E+06 Fish 96-hour LCs
(mg/L)

004827-55-8 Y 7.11E-06 Mysid Shrimp 96-hour
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

003380-34-5 3380345|airbreather  [Acrylates

003734-48-3 3734483 Dinitrobenzenes

004080-31-3 4080313 Neutral Organics

004827-55-8 4827558 Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
005216-25-1 5216251 o g
Jop
Cl
005329-12-4 5329124 Cl "\‘Hz
N
C|/©i0|
006145-73-9 6145739 ho
C|>—\Of‘|‘:"70 Cl
6 <
L CH,
HC™ al
006262-21-1 6262211
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

005216-25-1 c(cee(c)ChH(cH)C(CH(CH)C Cl 0.0249( 3.319726974

005329-12-4 N(N)c(c(ce(c1)CDHCl)c1Cl Cl 0.00108] 0.143988158

006145-73-9 O=P(OCC(C)CH(OCC(O)C1HOCCcO)Cl Cl 0.0000526] 0.007012757

006262-21-1 O=C(0OC(c(c(Oclcc(O)cc2)ce(0)c3)c3)(c12)cdc(c(c(c5CHCHCN)Cl)cds Cl 1.08E-15] 1.43988E-13
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
005216-25-1 510.7252974| -2.103013467 4.54 3.248726079 625.3 2.796
005329-12-4 115.4280323( -6.878025766 2.73 6.213738377 25.14 1.400
006145-73-9 5.451502575] -5.613324516 2.89 5.109037128 5.528 0.743
006262-21-1 0.640905677| -14.9588185 5.93 17.49453111 7330 3.865
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

005216-25-1 P - in air, hydrolysis of trichloromethyl, big production neutral N Y

005329-12-4 P? - triCl, photolysis of hydrazine? check analogs amine N Y?

006145-73-9 P? should be some data neutral Y Y

006262-21-1 P looking B possible. Use? Spiro intermediate phenol N N Y?
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

005216-25-1 ' carboxylate? Y N 100 100 50 50

005329-12-4 N 0.5 0.5 0.5

006145-73-9 N 10 10 0.5

006262-21-1 N 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

005216-25-1 Y 0.093 Mysid Shrimp 96-hour | Low-moderate
LCsq (mg/L)

005329-12-4 Y 0.461 Fish 96-hour LCs Low-moderate
(mg/L)

006145-73-9 - Y 12.541 Mysid Shrimp 96-hour moderate
LCsy (mg/L)

006262-21-1 0.223 Fish 96-hour LCs,
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(mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

005216-25-1 5216251|airbreather  |[amides

005329-12-4 5329124|airbreather  [Phenols

006145-73-9 6145739|airbreather  |Esters

006262-21-1 6262211|MPV Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure

(without

hyphens)
006358-30-1 6358301

< ’ \\CH‘
006373-31-5 6373315
006928-67-2 6928672 o o
o0 oj

012789-03-6 12789036

Page 260




All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)
006358-30-1 ¢c1cc2N(CC)e3cc40C5=C(CHC6=Nc7cc8c9cccccOIN(CC)c8cc7OCH6=C(CHC5= Cl 7.71E-18 1.03E-15
Ncdcc3c2ecl
006373-31-5 ¢12Nc3c4C(=0)c5ceccc5C(=0)cdc(Clee3C(=0)clcc(Cl)cc2Cl Cl 7.17E-13 9.56E-11
006928-67-2 O=C(OCCC)c(c(c(c(c1CHCHCHC(=0)OCCC)c1Cl Cl 1.46E-06 1.95E-04
012789-03-6 CIC(C(CHCDHC(C1C2(ChHC=3ChHC(CH(C3CcH2(Cnc Cl 2.00E-05 2.67E-03

Page 261




All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
006358-30-1 0.04 -10.30 9.44 19.74 29 1.463
006373-31-5 6.01 -13.77 6.07 19.84 1361 3.134
006928-67-2 1.69 -5.07 6.21 11.28 11980 4.078
012789-03-6 2.11 -2.54 6.26 8.80 12290 4.090
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

006358-30-1 Pigment violet 23. Pigment and dye. Likely amenable to LC-MS [amine N N

006373-31-5 Benzadone Red Violet 2. Pigment and dye. May be analyseable [neutral N Y

by GC-MS

006928-67-2 Likely to hydrolyse to diacid. May be analysable by GC-MS as [neutral N Y

the ester

012789-03-6 chlordane, OCP; legacy chemical banned in the 1980s neutral Y Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well
006358-30-1 Y 1 N ‘ 0.5 1 10 10
006373-31-5 N
006928-67-2 tetrachlorophthalic | Y N
acid
012789-03-6 Y
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

006358-30-1 N 6.08E-05 Fish 96-hour LCs
(mg/L)

006373-31-5 Y 7.49E-04 Mysid Shrimp 96-hour
LCs (mg/L)

006928-67-2 Y 0.033 Mysid Shrimp 96-hour Moderate
LCs) (mg/L)

012789-03-6 Y 0.021 Fish 96-hour LCs High-moderate

(mg/L)
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

006358-30-1 6358301 Esters

006373-31-5 6373315 Neutral Organics

006928-67-2 6928672 Acrylates

012789-03-6 12789036 Acrylates
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
013301-61-6 13301616 .
1
//FN@N\\
< N
CH,
Cl
5. Top 10 013560-89-9 13560899
chlorinated
013674-84-5 13674845
Cl
}O\P/O%m
Co 9 CH,
cl CH,
013674-87-8 13674878 ¢
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)
013301-61-6 N(=0)(=0)c(cc(c(N=Nc(cce(N(CCC#N))CCO)cl)cl)c2CI)Cl)c2 Cl 1.40E-10 1.87E-08
013560-89-9 C(=C(C(C1(IChH)(C(C2CCC(C(Cc(=C(c34chenen(csenencnc4acs)es)c Cl 7.06E-10 9.41E-08
DCDH(C12CI)Cl
013674-84-5 O=P(OC(CCHC)(OC(CCHC)OC(CCHC Cl 5.64E-05 7.52E-03
013674-87-8 O=P(OC(CCDHCCIH)(OC(CCHCCHOCc((Ccenec Cl 2.86E-07 3.81E-05
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
013301-61-6 0.00 -10.82 5.98 16.80 1 0.000
013560-89-9 160.10 -3.52 11.27 14.79 1 -0.301
013674-84-5 0.24 -5.61 2.89 8.50 3 0.514
013674-87-8 0.59 -6.97 3.65 10.62 21 1.330
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

013301-61-6 Pigment and dye. May be amenable to GC-MS analysis neutral N Y

013560-89-9 Dechlordane Plus ®. Has been measured in Great Lakes neutral Y Y

samples.

013674-84-5 Phosphate based flame retardant and potential Penta BDE neutral Y Y

replacement. There are other chloroalkyl phosphate esters that
may be of more concern - see 13674-87-8
013674-87-8 Phosphate based flame retardant and potential Penta BDE neutral Y Y

replacement.
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

013301-61-6 1 N ‘ 0.5 0.5 0.5 10 0.5

013560-89-9 Y 10 10 10 10 10

013674-84-5 N 10 50 50 50 50

013674-87-8 N 10 10 50 50 50
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

013301-61-6 Y 8.88E-04 Mysid Shrimp 96-hour High-moderate
LCs) (mg/L)

013560-89-9 N 1.89E-06 Fish 96-hour LCs
(mg/L)

013674-84-5 Y 1.27E+01 Fish 96-hour LCs, Moderate
(mg/L)

013674-87-8 Y 4.73E+00 Fish 96-hour LCs, High-moderate
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

013301-61-6 13301616 Neutral Organics

013560-89-9 13560899 Neutral Organics

013674-84-5 13674845 Acrylates

013674-87-8 13674878 Thiols(mercaptan

s)
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
014121-36-9 14121369 cl
o— N g
Cl
014737-80-5 14737805 . ¢ 0
N—CH,
Cl
cl o
017824-83-8 17824838 o .
Cl \ / —N
cl cl
020749-68-2 20749682
N cl
CI cl
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All Data

CASRN Smiles Class |[VP est. VP est. (Pa)
(mmHg)

014121-36-9 n(c(ce(c1CHCHCl)c1Cl Cl 0.0173( 2.306476974

014737-80-5 O=C(N(C(=0)clc(c(c(c2C]H)CDHCIHCHC)c12 cl 1.18E-08 1.5732E-06

017824-83-8 N#Cc(nc(c(c1CHCDCl)c1Cl Cl 1.89E-04 2.52E-02

020749-68-2 O=C(N(c(c(c(cccl)cc2)cIN=3)c2)C3c4c(c(c(c5CHCHCI)Cl)cd5 Cl 1.7E-11] 2.26648E-09
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
014121-36-9 3412.937756( -0.461200413 3.38 3.841 80.26 1.904
014737-80-5 8.233938025( -6.557982107 4.09 7.253694719 279.9 2.447
017824-83-8 3875.36 -4.27 2.93 7.20 36 1.556
020749-68-2 3.375316572( -9.081074738 5.18 10.86678735 1937 3.287
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

014121-36-9 P, not B. Degradation product/intermediate of pesticide neutral N Y

014737-80-5 P? No production - DSL, imide should hydrolysis, tetraCl neutral N Y

017824-83-8 Chloropyridine. Looks very P. Use - pesticide intermediate? neutral N Y

Could be metabolite when pesticide is used e.g. pyridinol.
020749-68-2 P & B. Check use neutral N Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

014121-369 ' N 0.5 05 0.5 0.5

014737-80-5 N

017824-83-8 N 10 10 10 10 10

020749-68-2 N 0.5 0.5 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

014121-36-9 Y 0.202 Fish 96-hour LCs,
(mg/L)

014737-80-5 2.024 Fish 96-hour LCs
(mg/L)

017824-83-8 Y 0.226 Fish 96-hour LCs Low-moderate
(mg/L)

020749-68-2 Y 0.161 Fish 96-hour LCs,

Page 279

(mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)
014121-36-9 14121369 |MPV Thiols(mercaptan
s)
014737-80-5 14737805(|airbreather  |Neutral Organics
017824-83-8 17824838 Neutral Organics
020749-68-2 20749682|MPV Esters
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
024072-75-1 24072751 N Cl
1L
S cl
024261-19-6 24261196 Jj
028699-88-9 28699889 %
-
030125-47-4 30125474
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

024072-75-1 N=C(Nc(clcc(c2CI)Cl)c2)S1 cl 0.0000205] 0.002733109

024261-19-6 O=C(0OCCCCO)c(c(c(c(c1CHCHCHC(=0)0)c1Cl Cl 4.34E-08| 5.78619E-06

028699-88-9 Clclc2c(cc(c1)Clecec2 Cl 1.41E-03 1.88E-01

030125-47-4 O=C2(c1(c(Cl)c(CDc(ChHe(ChHecl1C(=0)N2c6(c5(nc(C4(C(=0)c3(c(Che(Che(Cl Cl 1.76E-21| 2.34647E-19

)c(ChHe3C4(=0))))cccScccoh))))
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
024072-75-1 23.85458896| -7.564444942 3.39 7.560157554 81.31 1.910
024261-19-6 25.19586555| -7.695723857 4.66| 8.961436468 3.162 0.500
028699-88-9 2.41 -1.93 4.46 6.39 2252] 3.353
030125-47-4 3.513375839( -17.65377095 10.18] 24.43948356 3.162 0.500
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

024072-75-1 P? two Cl neutral N Y

024261-19-6 per Cl1=P acid N N Y

028699-88-9 Dichloronaphthalene. Chloronaphthalenes have been monitored [neutral Y Y

in Great Lakes samples
030125-47-4 Looks very persistent. Too big for B. P metabolites? neutral Y Y
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

024072-75-1 ' N 0.5 05 0.5

024261-19-6 Y dicarboxylate Y N 0.5

028699-88-9 Y

030125-47-4 tetrachlorophthalatd Y N 0.5 0.5 0.5 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)

024072-75-1 Y 3.74 Mysid Shrimp 96-hour
LCsy (mg/L)

024261-19-6 5.24 Mysid Shrimp 96-hour
LCs, (mg/L)

028699-88-9 N 3.50E-02 Mysid Shrimp 96-hour Low-moderate
LCsy (mg/L)

030125-47-4 7.80E-05 Fish 96-hour LCs,
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(mg/L)




All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

024072-75-1 24072751|airbreather ~ [*#****> SMILES
NOTATION
PROBLEM:
68867629

024261-19-6 24261196(MPV Neutral Organics

028699-88-9 28699889 Phenols

030125-47-4 30125474(MPV Neutral Organics
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All Data

Priorities |CASRN CASRN |Molstructure
(without
hyphens)
030431-53-9 30431539 SN NS a
CI: % :OH
Cl Cl
030431-54-0 30431540 . PR 0‘%0%%
030707-68-7 30707687 o o o
/\N*«Q»c j©/
7
N
033434-63-8 33434638

cl ¢l
s C'\ _Cl \..-Cl
Si cl si
A \
cl cl
cr cl cl
1) cl
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)
030431-53-9 O=C(OCCCCC)c(c(c(cclChHCI)Cl)c10 Cl 6.86E-07 9.15E-05
030431-54-0 O=C(Oc(c(cc(c1CHCDHCHc1C(=0)OCCCCO)C(=0)Oc(c(ce(c2CHCHCI)c2C(= Cl 1.76E-14| 2.34647E-12
0)OoCccccecC
030707-68-7 O=C(N(N=C1Nc(c(ccc2N(=0)=0)Clc2)c(c(cc(c3)CHCHc3CNHC1 Cl 4.94E-12 6.59E-10
033434-63-8 Cl[Si](clc(c(cc(c1CHCHCHCH(CHC Cl 2.44E-04 3.25E-02
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
030431-53-9 1.74 -4.63 6.50 11.13 8057 3.906
030431-54-0 10.64866365| -9.038322758 9.32 14.96403537 3.162 0.500
030707-68-7 5.36 -13.73 5.26 18.99 2230 3.348
033434-63-8 130.04 -3.39 6.18 9.57 11480 4.060
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

030431-53-9 Likely to hydrolyse to chlorobenzoate. May be analysable by phenol N N Y

GC-MS if methylated

030431-54-0 Not P but P metabolites neutral N Y?

030707-68-7 1-(2',4',6'-Trichlorophenyl)-3-(2'-chloro-5"-nitroanilino)-5- neutral N Y

pyrazolone. Use is unknown. Looks amenable to GC-MS
analysis
033434-63-8 Chemical reagent - will hydrolyse very rapidly in presence of  [neutral N N

water.
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98 [(M 1bs) 02
MS/MS ESI |product n product |well

030431-53-9 1 2-hydroxy-3,5,6- Y N ‘ 0.5 0.5 0.5 0.5

trichlorobenzoate

030431-54-0 trichlorophenolate ] Y N 0.5 0.5 0.5 0.5

030707-68-7 N 0.5 0.5 0.5

033434-63-8 Chlorophenol? Y N 0.5 0.5
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All Data

CASRN Pdt'n range TSCA New ECOSAR (lowest |[ECOSAR (species, OncoLogic
(M 1bs) 06 Chemicals LCs, value for all |duration, endpoint, | Concern Level
Program (meets species) predicted mg/L)
030431-53-9 N 0.015 Mysid Shrimp 96-hour
LCs) (mg/L)
030431-54-0 0.015 Mysid Shrimp 96-hour
LCs, (mg/L)
030707-68-7 Y 6.40E-02 Fish 96-hour LCs,
(mg/L)
033434-63-8 N 4.45E-04 Mysid Shrimp 96-hour
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All Data

CASRN CASRN (without |category [EcoSAR class
hyphens)

030431-53-9 30431539 Neutral Organics

030431-54-0 30431540(MPV Dinitrobenzenes

030707-68-7 30707687 Neutral Organics

033434-63-8 33434638 Dinitrobenzenes
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All Data

Priorities [CASRN CASRN |Molstructure
(without
hyphens)
034832-88-7 34832887 \{
“FQ\/m:
039549-27-4 39549274 o cl
/\/N* CH,
o]
HO Cl
056984-96-4 56984964 | o * N
Cl
H,C
Cl
059808-78-5 59808785 al

Qm

Cl Cl
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All Data

CASRN Smiles Class |VP est. VP est. (Pa)
(mmHg)

034832-88-7 O=C(OCC(CCCO)CC)c(c(c(c(c1CHCHCHC(=O)OCC(CCcocoelct Cl 8.49E-10] 1.13191E-07

039549-27-4 O=N(=0)c(c(O)c(c(c1C)HC)Clcl cl 0.0000198] 0.002639783

056984-96-4 C=C(clccc(c(c)CHO)CC(CH(CHCI Cl 0.000704] 0.093858947

059808-78-5 CICIC(C(Ccc1chanc Cl 1.00E-01 1.33E+01
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All Data

CASRN Atmospheric|LogK,,, LogK,, [LogK., BCF logBCF
Oxidation
tin
034832-88-7 5.882975747| -3.837120778 10.97 11.41283339 3.162 0.500
039549-27-4 369.7554054| -3.761204919 3.74 4.106917531 60.71 1.783
056984-96-4 2.413643246| -2.076816915 6.48| 5.162529527 19510 4.290
059808-78-5 17.32 -1.20 341 4.61 84 1.923
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All Data

CASRN Comment Neutral and |Currently [Analysable [Analysable
non- analysed in [using by GC-MS
polymer environme |existing after

034832-88-7 P metabolite, not B neutral N Y

039549-27-4 P - two CI, one Nitro, pKa? phenol N N Y

056984-96-4 Might be P & B. Monomer? Olefin may be reactive neutral N Y

059808-78-5 One of a series of chlorinated cyclopentane derivatives; likely  [neutral N Y

easily analysed by GC analysis. P but no B. Use as
intermediate?
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All Data

CASRN Analysable |Probable Analysable |Legac |Pdt'n range |Pdt'n range |Pdt'n range |Pdt'n range|Pdt'n range
by LC- degradation degradatio |y and |(M lbs) 86°|(M Ibs) 90 |(M 1bs) 94 [(M Ibs) 98