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Office of Pollution Prevention and Toxics (OPPT) et
U.S. Environmental Protection Agency (EPA)

1200 Pennsylvania Ave., NW

Washington, DC 20460-0001

ATTN: 8(d) Health and Safety Reporting Rule (Notification/Reporting)
Re: 8(d) PAIR Reporting for 3-Pentanone, CAS # 96-22-0 (EPA-HQ-OPPT-2005-0055)

ExxonMobil Chemical Company (EMCC) is strongly committed to the chemical industry's Responsible
Care® program and takes seriously its commitment to the responsible manufacture, testing, and safe use
of its products. As further evidence of this commitment, EMCC agreed to develop study summaries and
hazard testing plans for over 130 chemicals under the U.S. Environmental Protection Agency (EPA) and
International Council of Chemical Associations' High Production Volume (HPV) programs.

By copy of this letter, EMCC reaffirms its commitment to providing select hazard data for products it
continues to manufacture. EMCC has reported very low volumes of 3-pentanone, CAS #96-22-0, in
previous Inventory Update Reports (IURs). However, EMCC will not report this substance under its 2006
IUR. EMCC understands that other companies may report sufficient quantities of 3-pentanone such that
this substance is likely to remain an HPV and that it will be retained on the 8(a) and 8(d) rules. To comply
with the 8(d) rule (EPA-HQ-OPPT-2005-0055), EMCC acknowledges that it does not have unpublished
health and safety data.

EMCC has in the past identified data in the public domain that could successfully characterize select
endpoints within the HPV Challenge Program for 3-pentanone. To assist EPA in their review of data for
this substance, EMCC is providing a table of HPV endpoints with values and references that may be
useful in a screening evaluation of hazard (Attachment).

Please contact me if you require any further information on the status of EMCC commitments to the HPV
Program.

Sincerely,
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Nigel J. Sarginson . .
Product Stewardship & Regulatory Affairs Manager H",II mll I"” "“' I"H"W "‘“ "l” "
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Attachments
cC: Mr. Jim Willis
Director

Chemical Control Division

Office of Pollution Prevention and Toxics (OPPT)
U.S. Environmental Protection Agency (EPA)
1200 Pennsylvania Ave., NW

Washington, DC 20460-0001
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ExxonMobil Chemical Company

Attachment 1

EPA-HQ-OPPT-2005-0055

Table 1. Environmental Data for 3-Pentanone (CAS #96-22-0)

||=
Endpoint Data Source Reference
Environmental Toxicity
T ANReT—
Acute Toxicity to Fish* PN 1548 i
I
(mgll) Computer 955 1
model
Acute Toxicity to Aquatic Reference >500 7
Invertebrates* ————
(mgll) model 939 1
o . Reference >500 7
Toxicity to Aquatic Plants*
/l
(mg/l) Computer 546 1
model
e ————————————r
Environmental Fate
Photodegradation Half-life Computer 59 1 >
(hrs; 12-hour day) model '
Photodegradation, o
OH rate constant mo‘?jel 2.46 E-12 2
(cm3/molecule-sec)
Stability in Water Reference Stable 3,4
Transport between Air 12.3%
Environmental Compartments Cc:nn;;()j:tler Water 42.3% 2
(Level Il Fugacity) Soil 45.4%
Computer .
Biodegradation model / . Eead'('jy " 2,8,9,10,11
Reference e
. . 0.5
Log Bioconcentration Factor Computer :
(Iog BCF) morc)iel (Log Kow used in 2
model = 0.99)
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Table 2. Physicochemical Data for 3-Pentanone (CAS #96-22-0)

= e |
Endpoint Reference
Physicochemical
\[_ —

Melting Point Reference -39 12
(deg C) Computer

e -67.7 2
Boiling Point Reference 101.9 12
(deg C) Computer 95.0 5

model

Reference 37.7 13

Vapor Pressure
(mm Hg; 25 deg C) Computer 39.9 5

model
Water Solubility Reference 48,100 14
(mg/l) Computer

Gl 18,140 2

Reference 0.99 15

Log Kow o

omputer 0.75 2

model

* Log K, used to calculate data = 0.99
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Table 3. Mammalian Toxicity Data for 3-Pentanone (CAS #96-22-0)

Genotoxicity

- -
Endpoint Result (Reference)
FAcute
oral LDsp = ~ 2900 mg/kg bw (16)
oral LDs = 2140 mglkg bw (17, 18)
LDs = 2300 mg/kg bw (19)
1
Dermal LDso= 20 mlkkg; ~16.2glkg  (18)
Dermal’ LDso = > 5000 mg/kg bw (19)
- Rabbit LDso = 20000 mg/kg bw (20)
1
[”Q:t'a“m LCLo = 8000 ppm/4hr; 28.5 mg/L (16, 18)

Positive

Saaccharomyces cerevisiae D61

-Guinea Pig

VA Damage /Repair at 1.38-1.77% without activation  (21)
y e Saaccharomyces cerevisiae D61
at 0.99-1.48% without activation (22, 23)
Repeated Dose
2.4% in drinking water (~1860 mg/kg/day for 120 days)
Oral e Body weights comparable to controls
- Fernale R e Kidney weights increased
* No microscopic changes
¢ No neurotoxic effects observed (24)
Reproductive / Developmental
Developmental Toxicity No Data
Reproductive Toxicity No Data
LI rritation / Sensitization
Ocular Irritation’ Non-irritant (16)
-Rabbit Irritating (18)
Dermal Irritation’ Non-irritant (16)
-Rabbit Non -Irritant (18)
e . 1
Dermal Sensitization Not Sensitizing (25)

! Based on data reported in European Chemicals Bureau -

#96-22-0). 11-02-2000.

IUCLID dataset for 3-Pentanone (CAS
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References

1 Cash G and Nabholz V (1990). ECOSAR. U.S. Environmental Protection Agency,
Office of Pesticide, Pollution, and Toxics - Risk Assessment Division. Washington,
DC, USA.

2 EPIWIN (2000). Estimation Program Interface for Windows, version 3.12. Syracuse
Research Corporation, Syracuse, NY, USA.

3 Harris J (1982). Rate of hydrolysis. In: Handbook of Chemical Property Estimation
Methods, Lyman W, Reehl W and Rosenblatt D (eds.), Chapter 7. McGraw-Hill Book
Company, New York, USA.

4 Neely W (1985). Hydrolysis. In: Environmental Exposure from Chemicals. Vol. 1.
Neely W and Blau G (eds.), pp. 157-173. CRC Press, Boca Raton, FL, USA.

S Brooke L, et al. (1984). Acute toxicity of Organic Chemicals to fathead minnows
(pimephales promelas). Center for Lake Superior Environmental Studies, Duluth Wi,
USA.

6 Veith R, et al. (1983) Can. J. Fish Aquat. Sci. 40, 743-748.

7 BASF AG (1988). Labor Oekologie; unveroeffentlichte Unter-suchung, (1110/88). In:
ECB (2000). European Chemicals Bureau - IUCLID dataset for 3-Pentanone (CAS
#96-22-0).

8 Ettinger M (1956). Biochemical oxidation characteristics of stream-pollutant
organics. Ind. Eng. Chem. 48, 256-9.

9 Mills E and Stack V (1954). Biological oxidation of synthetic organic chemicals. Proc
8th Indust. Waste Conf. Eng. Bulletin Purdue Univ., Eng. Ext. Ser. 492-517.

10 Bridie A et al. (1979). Water Research 13, 627-630.

11 Babeu L and Vaishnav D (1987). Prediction of biodegradability for selected organic
chemicals. J. Ind. Microbiol. 2, 107-115.

12 Lide D (ed.). (1995-1996). CRC Handbook of Chemistry and Physics. 76th ed., p. 3-
245. CRC Press Inc., Boca Raton, FL, USA.

13 Daubert T and Danner R (1989). Physical and Thermodynamic Properties of Pure
Chemicals Data Compilation. Taylor and Francis, Washington, DC, USA.

14 Yalkowsky S and Dannenfelser R (1992). The AQUASOL dATADbASE of Aqueous
Solubility. Fifth ed. University of Arizona, College of Pharmacy, Tucson, AZ, USA.

15 Hansch, C., Leo, A., D. Hoekman (1995). Exploring QSAR - Hydrophobic,
Electronic, and Steric Constants. p. 14. American Chemical Society, Washington,
DC, USA.



ExxonMobil Chemical Company EPA-HQ-OPPT-2005-0055

16 BASF Aktiengesellschaft, Abteilung Toxikologie (1969). Unveroeffentlichte
Untersuchung, (XIX/60). In: European Chemicals Bureau - [UCLID dataset for 3-
Pentanone (CAS #96-22-0).

17 Panson R and Winek C (1980). Clinical Toxicol. 17, 271-317. In: European
Chemicals Bureau - IUCLID dataset for 3-Pentanone (CAS #96-22-0).

18 Smyth H, et al. (1954). Arch. Ind. Hyg. Occup. Med. 10, 61-68. In: European
Chemicals Bureau - IUCLID dataset for 3-Pentanone (CAS #96-22-0).

19 Moreno O (1980). Report to RIFM. Zitiert in: Ford R et al. (1988) Food Chem.
Toxicol. 26, 273-415, (1988). In: European Chemicals Bureau - IUCLID dataset for
3-Pentanone (CAS #96-22-0).

20 Nishimura H, et al. (1994). Jpn. J. Ind. Health, 36, 428-434. In: European Chemicals
Bureau - IUCLID dataset for 3-Pentanone (CAS #96-22-0).

21 Zimmermann F, et al. (1988). Mut. Res. 201, 431-442. In: European Chemicals
Bureau - IUCLID dataset for 3-Pentanone (CAS #96-22-0).

22 |ARC (1986). Long-term and short-term assays for carcinogens a critical appraisal,
IARC Scientific Publication No. 83. In: European Chemicals Bureau - IUCLID
dataset for 3-Pentanone (CAS #96-22-0).

23 Zimmermann F, et al. (1985). Mut. Res. 149, 339-351. European Chemicals Bureau
- IUCLID dataset for 3-Pentanone (CAS #96-22-0).

24 TSCATS, OTS 84003 A, Doc. I.D. 878212140, 8 DS, Union Carbide Corp. (1983).
In: European Chemicals Bureau - IUCLID dataset for 3-Pentanone (CAS #96-22-0).

25 Epstein W. Report to RIFM. Zitiert in: Ford R et al. (1980) Food Chem. Toxicol. 26,
273-415. In: European Chemicals Bureau - IUCLID dataset for 3-Pentanone (CAS
#96-22-0).



UPS CampusShip: View/Print Label
1.P rint the label(s): Select the Print button on the print dialog box that appears. Note: If
your browser does not support this function select Print from the File menu to print the label.

2.F old the printed label at the dotted line. Place the label in a UPS Shipping Pouch. If you
do not have a pouch, affix the folded label using clear plastic shipping tape over the entire
label.

3.G ETTING YOUR SHIPMENT TO UPS
Customers without a Daily Pickup
O Schedule a same day or future day Pickup to have a UPS driver pickup all your
CampusShip packages.
O Hand the package to any UPS driver in your area.

O Take your package to a location of The UPS Store®, UPS Drop Box, UPS Customer
Center or Authorized Shipping Outlet near you. Items sent via UPS Return Services
(including Ground Returns) are accepted at any UPS Drop Box.

o To find the location nearest you, please visit the Resources area of CampusShip and
select UPS Locations.

Customers with a Daily Pickup
o Your driver will pickup your shipment(s) as usual.
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