OECD SIDS | 2,6-DICHLOROTOLUENE

SIDS INITIAL ASSESSMENT PROFILE

CAS No. . 118-69-4
Chemical Name 2.6-Dichlorotoluene
CHy

Structural formula Cg\@}l

CONCLUSIONS AND RECOMMENDATIONS

Environment

The chermcal is not readily blodegradable and has relatively hxgh bloconcentranon potential.
1 based on the local exposure scenario in the Sponsor country Itis currently conéldered of Tow
potential risk and low priority for further work.

Human health

The chemical is moderately toxic in a repeated dose study (i.e. liver, kidney, thymus) and
reproductive/developmental toxicity study (maternal toxicity). Occupational exposure is
expected to be low as it is produced in closed system in Sponsor country. No consumer use'is
reported Estimated daily intake through indirect exposure 1s also considered to be low. As the| -
margin of safety is more than 200 it is currently considered of low potential risk and low priority
for further work.

SHORT SUMMARY WHICH SUPPORTS THE REASONS FOR THE CONCLUSIONS
AND RECOMMENDATIONS

2,6-Dichlorotoluene is stable liquid and the production volume is ca. 80 tonnes/year in 1996 in
: Japan The chemical 15 used as intermediate for pesticide and pharmaceuticals. No consumer use
is reported. The chemical is classified as “not readily biodegradable”. Bioconcentration factor is
246 — 828. .

The potential environmental distribution of 2,6-dichlorotoluene obtained from a generic fugacity
model (Mackey level IIT) showed the chemical would be distributed mainly to air and water.
Predicted environmental concentration (PECiqca) of the chemical was estimated as 7.3 x 10°¢ mg/l
from Japanese local exposure scenario. In Japanese environmental survey, the chemical was not
detected from surface water and sediments in 1982.

The main route of human exposure is inhalation with a limited numbers of workers potentially
exposed during sampling operation. As there is no available data of the atmosphere
concentration, the daily intake is calculated as 0.12 mg/kg/day as the worst case, based on the
predicted high concentration and the possibility of exposure period. There is no available
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OECD SIDS | 2,6-DICHLOROTOLUENE

mformation on consumer use. Indirect exposure via the environment, the daily intakes through
drinking water and fish were estimated as 2.43 x 107 mg/kg/day and 9.07 x 10°¢ mg/kg/day,
respectively, based on PECjcs of 7.30 x 107 mig/1.

As the lowest acute and chronic toxicity data, 48 h EC50 (1.8 mg/l) value and 21 d NOEC (0.32
mg/1) of Daphnia magna were adopted, respectively. The assessment factors of 100 were used to
both acute and chronic toxicity data to determine PNEC, because chronic toxicity data for fish

the bioconcentration factor of the chemical is moderate. Therefore, effects of the chemical on
aquatic ecosystems are at low concern at present.

2,6-Dichlorotoluene had no genotoﬁcic effects in bacteria and chromosomal aberration test in
vitro. In a combined repeat dose and reproductive/developmental toxicity screening test, both

toxicity was observed. The no observed effect levels were obtained as 30 mg/kg/day for repeated
dose toxicity and 100 mg/kg/day for reproductive toxicity.

For human health, the risk for workers is expected to be low because the margin of safety is 250.
The nisks for consumer and the general population through indirect exposure are also assumed to
be low because the margin of safety through drinking water or fish is calculated to be 1.23 x 10°
or 3.31 x 105, Therefore, it is currently considered of low potential risk and low priority for
further work.

was absent. Thus, PNEC of the chemical is 0.0032 mg/l. PEC/PNEC ratio is about 0.0023 and.

male and female rats showed histopathological changes in liver, kidney and thymus, and matemnal ||

IF FURTHER WORK IS RECOMMENDED. SUMMARISE ITS NATURE
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OECD SIDS 2,6-DICHLOROTOLUENE
FULL SIDS SUMMARY
CAS NO: 118-69-4 SPECIES PROTOCOL RESULTS
PHYSICAL-CHEMICAL
2.1 Melting Point Unknown 2.8°C
22 | Boiling Point Unknown 199 - 200 °C
23 Density -
24 ‘Vapour Pressure OECD TG 104 34 Paat25°C
25 Partition Coefficient OECD TG 107 425at25°C
‘| (Log Pow)
26A. Water Solubility OECD TG 105- .26 mg/L at 25 °C.
B. pH
) pKa No ionizable functional Group
2.12 ° | Oxidation: Reduction 7
Potential
ENVIRONMENTAL FATE AND
PATHWAY ;
311 Photodegradation ) .
"3.1.2 . | Stability in Water JOECDTG 111 ‘Stable atpH 4 and 7 at 25°C
85.0days - atpH 9 at 25°C
32 Monitoring Data Surface water(sea) : ND
Sediment(sea) : ND
33 | Transport and Distribution ‘
35 Biodegradation OECD TG 301C . Not readily biodegradable
37 Bioaccumulation | Carp OECD TG 305C BCF 381-567at0.02 m/L
o 246 —828 at 0.002 mg/L
ECOTOXICOLOGY
4.1 Acute/Prolonged Toxicity to | Oryzias latipes OECD TG 203 LCsy(48hr)= 7.9 mg/l
Fish ' | Leso(72ry= 6.4 men
LCsy(96hr)= 6.4 mg/l
42 Acute Toxicity to Aquatic
Invertebrates | Daphria magna | QECD TG 202 ECso(48hr): 1.8 mg/l
Daphnia
43 Toxicity to Aquatic Plants Selenastrum OECD TG 201 EC§0(72hT) =17.6 mg/l
e.g. Algae capricornutum NO]:?C= 10 mg/l
4.52 Chronic Toxicity- to Aquatic | Daphniamagna | OECD TG202 ECso(21d,Repro)= 0.47 mgfl
Invertebrates (Daphnid) NOEC= 0.32 mg/l
46.1 | Toxicity to Soil Dwelling None
-Organisms
462 Toxicity to Terrestrial Plants None
463 | Toxicity to Other Non- None
Mammalian Terrestrial
_Species (Including Birds)
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OECD SIDS 2,6-DICHLOROTOLUENE

2,6-dichlorotoluene is not readily biodegradable (OECD 301C: 0% after 28d) and stable in water.
Direct photodegradatlon could be expected because 2,6-dichlorotoluene has absorption band in UV
region.

2,6-dichlorotoluene is moderately bloaccurnulatlve based on the test - usmg carp (OECD 305C: 'BCF
380 — 570 at 0.02 mg/l).

The potential environmental distribution of 2,6-dichlorotoluene obtain from generic Mackay level I
fugacity model is shown in Table 1. Parameters used for this model is shown as Annex to this report.
The results show that, if 2,6-dichlorotoluene is released info air or soil, it is unlikely to be distributed
into other compartment. If 2,6-dichlorotoluene is released into water, it is likely to be transported to
air. :

Table 1 Environmenfral distribution of 2,6'-djchlorotoluene-
Using a generic level I fugacity model.

Compartment Release Release Release
' 100% to air 100% to water 100% to soil -
Air 89.8 % 24.4% 0.2 %
Water 1.7% 63.9 % 0.0 %
Soil " 83% | 22% 99.8%
Sediment 03 % 94% 0.0%

As this chemical is used in closed systems as an intermediate and is not included 1 in consumer
products, its release to the enviroriments may occur only from the production cites.

3.1.2 Predicted Environmental Concentration

As 2,6-dichlorotoluene is produced under the well controlled closed systems, amount of release to air
phase is negligibly small. The waste of 2,6-dichlorotoluene from the production system is released to
water phase after treated through its own waste-water treatment plant. Therefore, Predicted
‘Environmental Concentration (PEC) will be calculated only for the water enwronment

a. Local exposure

According to the report from a manufacturer mn Japan, 72 kg/year {measured) of 2,6-dichlorotoluene
was released with 3.4 x 1010 L/year of effluent into a bay in 1994. Local Predicted Environmental
Concentration (PEClocal) is calculated to be 7.3 x 10-6 mg/L, employing the following calculation
model and dilution factor of 290 (See Appendix 1).

Amount of release (7.2 x 107 mg/y)
Volume of effluent (3.4 x 1010 L/y) x Dilution Factor (290}

3.2 Effects on the Environments
3.2.1 Effects on aquatic organisms
Acute and chronic toxicity data of 2,6-Dichlorotoluene to aquatic organisms are summarized below

(Table 2). Toxicity of this chemical seems relatively high to Daphnia. Predicted No Effect
Concentration (PNEC) of this chemical was determined based on the toxicity data obtained by the
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Environment Agency of Japan, because other data by different organizations were not available in the
AQUIRE and IUCLID. As the lowest acute and chronic toxicity data, 48 h EC50 (immobility) value
and 21 d NOEC (reproduction) of Daphnia magna were adopted, respectively (Table 2). The
assessment factors of 100 were used to both acute and chronic toxicity data to determine PNEC,
according . to the OECD Provisional Guidance for Initial Assessment of Agquatic Effects
(EXCH/MANUAL/96-4-5 DOC/May 1996), because chronic toxicity data for fish was absent.

From acute toxicity data (48 h EC50 of Daphnia): PNEC =1.8/100=0.018 mg/]
From chronic toxicity data (21 d NOEC of Daphnia): PNEC = 0.32/ 100 = 0.0032 mg/l

Thus, PNEC of 2,6-Dichlorotoluene is 0.0032 mg/1.
Table 2 Acute and chronic toxicity data of 2,6-Dichlorotoluene to aquatic organisms

at different trophic levels. The data were obtained by the Environmental Agency of Japan
based on the OECD Test Guide Lines.

. Species " Endpoint " Conc. (mg/) Remarks
Selenastrum capricomutum Gro 72 h EC50 17.6 a,l),A
(algae) do. 72 h NOEC 10.0 c,1),C
Daphma magna (Water flea) Imm 24 h EC50 1.8 a, 1), A
" Rep 21 d EC50 047 c, 1)
. Rep 21 dNOEC | 0.32 c,1),C
Oryzias latipes (fish, Medaka) Mor 1dLC50 10.0 a, 1)
‘ Mor 2 dLC50 7.9 a, 1)
Mor 3 dLC50 6.4 a, 1)
Mor 4dLC50 6.4 a, 1), A

Notes: Gro; growth, Mor; mortality, Rep; reproduction,

No. 1, reference number, A), C); the lowest values among the acute or chronic toxicity data of algae,

cladocera (water flea) and fishes to determine PNEC of 2,6-Dichlorotoluene.

References

1) Toxicity data of the tests were conducted by the Environment Agency of Japan based on OECD
Test Guide Lines. -

3.2.2  Terrestrial effects

No data available

3.23  Other effects

No data available

33 Initial Assessment for the Environment

Predicted No Effect Concentration (PNEC) of thls chemical has been calculated as 00032 mg/l. PEC
from Japanese local exposure scenario is 7.3 x 10 mg/l :

PEClocal /PNEC =73%106% 0.0032 =0.0023 <1
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3. WEHRUTE

HE It
B (%4 - 34A) 24, : Pseudokirchneriella subecapitata
| BEA © ATCC 22662 4% | ‘
St £ AEHE American Type Culture Collection
A RGE ~OBRZ 2.43 mg/l. (ZNETOMEELC, 2.40, 2.38
(ECy) mg/L, n=2) Th-ol,
(R EL) 3, 5~Yrnuz=x /N, REER
_ B OB 2007 €& 2 B 24 A~20074F 2 B 27 A
Riis%a% B HiA OBCD 1 # ‘
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HERER RS 300 il BH 7 A=A T7 7 A2
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4. RBEREUBE

H H

P&

0-48hB,Cs= 5.4 mg/L
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NOEC (Rate 0-48) = 0. 40 mg/L

NOEC (Rate 0-72) = 0.38 mg/L

1. e Q. 2D

| BEROWREHR
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3. REMERUSE
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HRER 110 0l H5 ARA Y ) = —FHh (EHE
%) o
B A fEig Elendt M4 A TFASLK
FHE. 247 mg/L  (CaCo, #LE{H)
‘ pH 7.9 ) :
ZEEHIMH 20074 2 A 26 H~2007 & 2 H 28 A
RERERE RE® B, 1.0, 1.5, 2.2, 3.2, 5.6,
‘ 10 mg/L
Ak 1.8 L. 1.0 ~ 3.2 meg/L i
1.5 OZERI4EE)
R RM S 20 B/ RRE
pl: E- CHEBREER 40
policine 43
AR 100 oL/ BEE
BhF Bhl oA 4% 3
Sk -
I -
PRSEROES | —
AN 1B
Ak LI B Gl BN
_ pisih ' 20.1~20.4C
EROEN ECsy Logit
Fik |




4. RBRHRARUEE

H B

S

BHRE

48hEC,= 2.9 mg/L

| BRI

el Q. ERME D

BER UHFLE
5

wﬁ%gmﬁmﬁﬁﬁngsmm@ﬁnfbé Lhh, EHBHA
RN, 77 A BRI L v R EORBEMIC AT 2 RES
T, EBHNCHHCRTR L 2 0 YRS BEEC (CCREDORLR 22.3 T
LD HEWY 15 CRBWTEMELERES L RS . B2 SRS ILE
TERBof, REREHCE, HMETHS 29.6 ng/L (25 C) EHIL.
ZOBEMRELTORECHRBREOBELITH, HRWEOERICX
BWLBHBH b, BRARE L,
%ﬁ%ﬁ¢®ﬁﬁ%ﬁ%§@£@ﬂ%ﬁ@ﬁﬁﬁ%&%zBhtt
b, RERGEE RERTROBNTEHELZERL, SFERERE
H L,
RBOFPEITONTHE, EFET R MHA FoA bl L
RYyE<, ERROFHERELF- Ll b, B8 THE L
I L,

127



128

5.

I Vv aDRE K E R R
HRYERE —EKE SRR

Tmmobility (%)

100 ——»
80 |
—— 24 hour /

60 ~=— 48 hour . /

40 /

20 _ /

0.1 1 ' 10

Concentration {(mg/L)




1. —fRAGEIH

RARMBERBRERREE

HHALCLEDESOL K
(IUPAC fAIRIZ L D)

B—ter t—2FN—2, 4—FLJ—)

Al %

C A s & =

1879-09-0

BERXEFHER
(TS RAREE I,
T O®EOHE)

OH
CHs .
CH5
HsC

CHy

CHa

5 F B

178. 28

HEBICMH L EHSR
b2y EoME (%)

99.1 %

RRICHE LT H
tEHEne y N ES

AGMO1

REHOLEHRVEHR

8

& &

0. 0448 mmHg (25°C)

b A R~ S

29.6 mg/L (25°C)

1. 76 X10°¢ atm - n/mole

p K a 2 B

12 (20°C)

£

~ v Y — &
B A%

T=k95)-n/ 45

4,52

I R

22, 3°C

Ty

o
#

T

249°C

BRI BT 5 HER

B BRI

E %

BEOBRHRWEHITBWTIREE

i | W

BT oBRES

R TEAREL

R OREE

R REA

T

129



130

2. HRBRSHROWBREBEON
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OECD SIDS 6-TERT-BUTYL-2,4-XYLENOL

SIDS INITIAL ASSESSMENT PROFILE

1879-09-0

2,4-Xylenol, 6-t-butyl-

OH
HaC OH
C{CHz)z
- . CONCLUSIONS AND RECOMMENDATIONS

A potential hazard to man due to a low no-effect-level in repeated dose animal studies is identified, but
exposure is considered to be low. .

_ Unless further information on exposure in other member countries presents evidence to the contrary, it
is currently considered of low potential I’lSk and low priority for further work,

SHORT SUMMARY WHICH SUPPORTS THE REASONS FOR THE
CONCLUSJIONS AND RECOMMENDATIONS

6-tert-Butyl-2,4-xylenol is not produced in Japan, and there are no imported volumes. Howevér, this chemical is
registered in TSCA and EINECS. This chemical is stable in acidic, neutral and alkaline solutions, and is considered
as “not readily biodegradable™,

Tor the environment, various NOEC and LCsp values were gained from test resuits; LCsp = 4.4 mg/l (acute fish);
ECsg = 5.6 mg/] (acute daphnia), EC50 = 3.6 mg/l (algae), NOEC = 1.7 mg/] (algae), NOEC = 0.32 mg/l (long-term
daphnia reproduction). Therefore, the chemical is considered to be moderately toxic to fish and daphnids and algae.
The lowest chronic toxicity result, 21 d-NOEC (reproduction) of Daphnia magna (0.32 mg/1), was adopted for the
calculation of the PNEC, applying an assessment factor of 100. Thus the PNEC of 6-tert-butyl-2,4-xylenol is 0.0032
mg/l. Since the chemical is not produced in member countries, PEC/PNEC ratio could not be calculated. Therefore,
it is considered to be currently of low potential risk for the environment.

The chemical showed no genotoxic effects in bacteria and in a chromosomal aberration test in vitro.

In a combined repeat dose and reproductive/developmental foxicity screening test, there were no clinical

observations atiributed to the administration of the test substance in parental animals. However, increases of liver .

and Kidney weights were observed at the middle and highest dose level (30 and 150 mg/kg/day). In addition,
histopathological examination showed swelling of liver cells and degeneration and protein cast of the proximal renal
tubules in the groups. From the view point of reproductive/developmental end-points, only a few females at the
highest dose lost their litters during lactation period. Other effects (e.g. mating, fertility and estrous cycle) were not
observed. Therefore, the NOEL was 6 mg/kglday for rcpeatcd dose toxicity and 30 mg/kg/day for reproductlve
toxicity.

For human health, daily intake of the chemical could not be estimated, because of the lack of exposure scenarios.
However, the health risk is presumably low due to its exposure situation.

NATURE OF FURTHER WORK RECOMMENDED
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