OECD SIDS

6-TERT-BUTYL-2,4-XYLENOL

FULL SIDS SUMMARY
6-tert-Butyl-2, 4-xylenol '
CAS NO: 1879-09-0 SPECIES PROTOCOL RESULTS
PHYSICAL-CHEMICAL
2.1 ‘Melting Point’ 21-22°C
2.2 Boiling Point 247.8-2483°C
2.3 Density No data available
2.4 Vapour Pressure OECD ‘TG 104 17Paat 25°C
2.5 Partition Coefficient OECD TG 107 | 4.08 at 25 ¢C
(Log Pow).
2.6 A. | Water Solubility ' OECD TG 105 150 mg/l at 25 °C
B. pH No data available.
pKa No data available
2.12 Oxidatioh: Reduction No data available.
Potential
ENVIRONMENTAL FATE
AND PATHWAY
3.1.1 Photodegradation Calculation Half:life: 2.16 years (direct
photolysis in water)
312 Stability in Water " OECD TG 111 Stable at pH 4.0, 7.0 and 9.0-
3.2 Monitoring Data No data available
. 100% released to water,
33 Transport and Calculated In Air 0.72%
Distribution (Fugacity Level | In Water 40.70%
111} In Soil 30.70%
In Sediment 27.88%
3.5 Biodegradation OECD TG 301C | Not readily biodegradable: 3-5%
(BOD) in 28 days, 0-4% (GC) in 28
days .
3.6 Bioaccumulation ' No data available
ECOTOXICOLOGY
4.1 AcutelProlonged Oryzias latipes OECD TG 203 LC;p (24hr): 6.0 mg/L
Toxicity to Fish LCsq (96hr): 4.4 mg/L
Acute Toxicity to ; - { . .
4.2 Aquatic Invertebrates Daphnia magna OECD TG 202 ECse (24hr): 5.6 mg/l
{Daphnia)
43 Toxicity to Aquatic Selenastrum OECD TG 201 ECsq (72hr): 3.6 mg/l
Plants e.g. Algae capricornutum : | NOEC: 1.7 mg/fl
4.5.2 Chronic Toxicity to Daphnia magna OECD TG 202 EC3sp (21d, Immobility): 2.5 mg/l
fgl;a;;"i;;“’“’“ebmes ECs, (214, Reproduction): 0.60 mg/]
P NOEC (214, Repro): 0.32 mg/l
4.6.1 Toxicity to Soil, No data available.
Dwelling Organisms
462 | Toxicity to Terrestrial No data available.
Plants
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OECD SIDS ' 6-TERT-BUTYL-2,4-XYLENOL

A chromosomal aberration test in line with Guidelines for Screening Mutagenicity Testing of
Chemicals (Japan) and OECD Test Guideline 473 was conducted using cultured Chinese Hamster
lung (CHL/TU) cells. This study was well controlled and regarded as a'key study.

No structural chromosomal aberrations or polyproidy were recognized up to a maximum
concentration of 3.5 mg/ml under conditions of both continuous treatment and short-term treatment
with or without an exogeneous metabolic activation system (MHW, 1998).

Invive Studies

No data are available on in vive genotoxic effects.

3.1.4  Toxicity for Reproduction

6-tert-Butyl2,4-xylenol was studied for oral toxicity in rats acdordil_lg to the OECD combined
repeated dose and reproductive/developmental toxicity test [OECD TG 422] at doses of 8, 6, 30 and
150 mg/kg/day.

Test substance showed no effects on mating, fertility and estrous cycle. In observation at delivery, -

three females given 150 mg/kg lost their litters during lactation period, and tendency to decrease of
viability index of pups at Day 4 after birth was observed in 150 mg/kg group. The results described
above led to a conclusion that effects of reproductive toxicity study were considered t0 appear at
150 mg/kg/day in rats (MHW, Japan, 1994). The NOEL for repeated dose toxicity in rats is
considered to be 30 mg/kg/day in parental animals males and 30 mg/kg/day in F offspring.

3.2 Initial Assessment for Human Heaith

The chemical showed no genotoxic effects in bacteria and in a chromosomal aberration test in vitro.
In a combined repeat dose and reproductive/developmental toxicity screening test, there were no
clinical observation attributed to the administration of the test substance in parental animals.
However, increases of liver and kidney weights were observed at the midle and highest dose level
(30 and 150 mg/kg/day). In addition, histpathological 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/devélopmental 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/kg/day for repeated dose toxicity and 30 mg/kg/day for
reproductive toxicity. '

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

4 HAZARDS TO THE ENVIRONMENT

4.1 - Aquatic Effects

6-tert-Butyl-2,4-xylenol has been tested in a limited mumber of aquatic species (Selenastrum
capricornutum, Daphnia magna and Oryzias latipes), onder OECD test guidelines [OECD TG 201,
202, 203]. Acute and chronic toxicity data to test organisms for 6-tert-butyl-2 4-xylenol are
summarized in Table 2. No other ecotoxicological data are available.

Various NOEC and LCs; values were gained from above tests; 96h LCso = 4.4 mg/l (acute fish);
24h ECso = 5.6 mg/l (acute daphnia), 72h ECsq = 3.6 mg/l (acute algae); NOEC = 1.7 mg/L (algae),
©21d NOEC = 0.32 mg/l (long-te_rm daphnia reproduction). Therefore, the chemical is considered to
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OECD SIDS | 6-TERT-BUTYL-2,4-XYLENOL

be moderately toxic to fish, daphnids and' algae.. As the lowest chronic toxicity result, the 21 d-
NOEC (reproduction) of Daphnia magna (0.32 mg/l) was adopted. An assessment factor of 100 is
applied. Thus PNEC of 6-tert-butyl-2, 4-xylenol-is 0.0032 mg/1. Since the chemical is not produced
in member countries, PEC/PNEC ratio could not be caleulated. Therefore, it is considered to.be
currently of low potential risk for the environment.

Table 2. Acute and chronic toxicity data of 6-tert-butyl-2,4-xylenol to aquatic organisms.

Species Endpoint™ ‘Conc. (mg/L) | Reference
Selenastrum capricornutum Biomass: ECs (721) - | 3.6 mg/L
(algac) 'NOEC ' 17mgll ¢ |
Daphmia magna (water flea) Imm: ECso(24h) | 5.6 mg/L
' Tmm: ECsp(21d) 2.5 mg/L *
. EA, Japan.
Rep: EC5(21d) 0.60 mg/L (1994)
: NOEC(21d) 0.32 mg/L
Oryzias latipes (fish, Medaka) | Mor: LCso(24h) 6.0 mg/L
) Mor: LCsy(72h) 5.0 mg/L
Mor:LCse(96h) - 4.4 mg/L

Notes: *! Mor: mortality, Rep; reproduction, Imm;, immobilisation

42 Initial Assessment for the Environment

6-tert-Butyl-2,4-xylenol is not produced in Japan, and there are no imported volumes. However, 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”.

For the environment, various NOEC. and LCso values were. gamed from test results; 96h LCsy = 4.4
mg/] (acute fish); 24h ECsq = 5.6 mg/l (acute daphnia); 72h NOEC = 1.7 mg/l (algae); 21d NOEC =

" 0.32 mg/l (long-term daphnia reproduction). Therefore, the chemical is considered to be moderately

toxic to fish and daphnids and algae. As the lowest chronic toxicity result, the 21 d-NOEC
(reproduction) of Daphnia magna (0.32 mg/l) was adopted. An assessment factor of 100 is applied.
Thus the PNEC of 6-tert-buiyl-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 .

5 RECOMMENDATIONS

A potential hazard to man due to a low no-eﬂ'ect-level mn repeated dose animal studies is Identlﬁed
but exposure is con51dered to be fow.

Unless further mformanon on exposure in other member countries presents evidence to the

' contrary, it is currently considered of low potential risk and low priority for further work. |
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2) ARMETEEONBIC L BEERE .
80%AERMEFRE EbC50(0-72h) :  0.135 mg/L (95%IEIFRA : 0. 131~0. 139 meg/L)

B AE/ERBEA NOECh(0-72h) : 0. 0548 me/L

3) EREEOHEIC Y BMERE
50% A BB BrC50(24-48h) : 0.181 mg/L (95%IETRMRS : A7)
BRI/ RME NOECr(24-48h) : 0: 0548 mg/L L |
0% RMAEME ErC50(24-72h) @ 0.193 me/L (95%IEREKA] : HHRT)
BKE{ERMSE NOECr(24-72h) :  0.0855 mg/L '

9 FREOWRRS |

BT ROTHSET COMBBIEREOBR, 0.240 ng/LU EOBRERT, HMAED

PR (B3R AR BN, 0.150 me/LLl FORER G0l (g, 8 &
) CHIERIBOLNT, ik, MBS L UHANRER L MR i2hot,
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Figure 1

Concentration-Immobility Curve
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Figure 1

Concentration-Mortality Curve
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CAS:4286-23-1

BRELIT
& HE

4-(3-AF AT =T =/ — N OB (Selenastrum capricornutum) (25454 R ERER
HREE

NMMP,/ES%,/1210
R 5 1 | ‘
AR ERIE OECDALZE R T AN ANT A2 No. 201 T BEEH A R A E R (1084 82) (T HEBLL C b
L7,

1) $EBmHE A (1-AF LT =AY T 2= ) — b

2) KAk HREDHEE (100rpm)

3) e AT : Selenastrum capricornutum (ATCC-22662)
4) RE 123%£2 °C

5) AL 72 W

O MEUZE  100mL(OECDESE)

7 K3 14000 ~. 5000 lux GEFEHMA)

8) WHMAMMEE - 1 1x109 cells/ml

9) HERREGE) HBE. SAIREX, 0.4mg/L, 0.7mg/l.. 1.2mg/L. 2.2mg/l,
4.0mg/L LU 7.2mg/l (4t 1.8)

10) BRI P ORI E DT
:HPLCk (R #EBRIANE, 18T i)

) AR TomMoLEIc L4 RIAERE
EbC50(0-72) = 2.83 mg/l. (95%{E4AX I :2.59 mg/l.~ 3.11 mg/L)
45z pm 1 (NOE C(Hfss: 0-72)) = 1.56 mg/L

149



CAS:-1286-23-)

2) A RBE OB LA R I E R
Er(C50(24-48) = 5.67 mg/l. (95%{E4EXME: 5.22 mg/L~ 6.30 mg/l)
dUE 7 i P tNOEC(ﬁfﬁ?‘E 24-48)) = 3.24 mg/L '

ErC50(24-72) = 5.95 mg/L (95% M XR: 5.59 mg/l.~ 6.44 mg/l.))
MR A (NOBCGRE #: 24-72)) = 3.24 mg/LL

(ERBREL, £ CRIEMBRFORAREIZE-3H)
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4~(1-AFNTF =) 7= ) — L (CAS.4286-23-1)
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CAS:4286-23-1

4-(L-AFMLT =) 2 /=N DAFIVa (Daphnia magnat it 1280k S5 5

 RARES

NMMP EQ99,/2210

HER T

FEBRIL, OECD M7 AN ART A No.2021300 28, AMERIR T BRI L UM
BAER] (1984 ) (ZHEILL TEMLIE, ' -

i)wsmg M-Q-AFNET =N T =/ —

DFBHE 1K K

NUER AW A3V (Daphnia magns)

HFEBHME 48 BRI

SEH IEER &8

OEME 20 NBER (LEZFTESHETIERER 20 59)

DERRE SR, BFIRK, 0.53mg/L, 0.95mg/L, 1.71mg/L, 3.09mg/L. 5.56mg/L

BELUN0.0mg/L(20 1.8) GRERE)

BB E 100 mL

9)FE A3 B, 16 BRRIBA, /8 Wy g
10)RBKIRE  :2021C

1)24 BF M RBHROKER _

24 MR *ﬁtiﬁffﬂﬂ%f’%ﬁ@i05ﬂ)=5.17mgﬂ4(95%1'§2ﬁﬁ' XH: 2.47mg/L~9.06mg/L)

2)48 BRI RBR O F

48 B il bk FE IR BE (BIC50)=4.12my/L(95% IS 4BIXR: 2.47mg/L~4.7 8mg/L)
R KA B NOECH) =2, 4 TmaglL

100% B RS E =9.06mg/L

(LRRIR BRI, 2 TEHNE B ORI B -S5UE)
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CAS:4286-23-1

Figure 1 Concentration-Response Curve of 4-(1-Methylethenylphenol

Mortality or Immobility in Daphnia magna
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CAS:4286-23:1

BT

4-(1-AFNZF=NYT 2 /—NDH ALV (Daphnia magnal x5 BFE A EH R

RRES
NMMP./E99,/3210
iR ik |
ABBRIL. OECD {LEMTFANIART A2 No 21143 2 SSTRER ) (19984) (- HepL
LMLz,
1) #BmE 4-(1-AFNZTF =AY T = ) — b
2 RBFIE AKX CEIIE, RRHEOS BRI
3) ﬁ@%‘i\.&._% 1A A IV (Daphnia magna) ‘
o BEHH 21 AM |
5y BABRIRET X RIX, B A BIK. 0.24mg/L. 0.43mg/L. 0.77mg/L . 1.39mg/L |

2.50mg/L, 3L UM 50me/L(EX ERED)
(25kE1.8, BhAI HCO-50, 100mg/L)
6) HERikE 1 FFGQE)ICOE 80 mL

7) W 1075 (E) SBER

8) BLEAMH 108/ RER (L% 15
9) MBUKIE  :20%1C

10)FHA BRI, 16 BERIBA,/8 RN

CIDERMROLDNT (RBEREI 0w 77 o4
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CAS:4286-23-1

#&
1) BRI PO ER
ERRE AR TIRED £ 20%EANOTREOBE NI RINBIE DR EINEFHEE
v, |

2 21 ABOBIT a0 BIERE (LC50)
= 0.98mg/L (95%{EHERM : 0.56my/L~3.33my/L)

3) 21 BRD 50% EAEIAFMEE (ErC50)
= 0.79mg/L (95% EHEERM : 0.71mg/L~0.91mg/L)

1) 21 ABIORAEIERWENOECH = 0.53melL

5) 21 ADH/MERRECLOECY = 1.01mg/L

(LRI, AR ORI E TRz E-3<H)
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Figure 1 Cumulative Numbers of Dead Parental Daphnia

CAS:4286-23-1
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Figure 2 Mean Cumulative Numbers of Juveﬁiles Produced per Adult (ZF1/P) during 21 days

CAS:4286-23-1

IFL/P

100

—3.53mg/L

—4— Control
—#— Dispersant
Control
~4—0.16mg/L
— 0.29mg‘/ L'
—¥—0.53mg/L

—e—1.01lmg/L

—— 1.87mg/L

23~



HRERLE
BREEY

CAS:1286-23-1

4-(1- AF N T = N)YT = ) — N DEAS 1 { Oryzias latipes) \Zxbd % oM EE SR

ﬂi&

BRE S

NMMP,/E99,74210

PR I

AFERIT. ORCD b2 TF A ART A2 No. 203 SEUEZMIER ) (19924F) (ZHEHLL THMIL

=
s
H
Pk

AUBRIRE

HREE AR
Sk 7))
e
xFV—ay
iR AE

A-(I-AFNZT =) 2/

IR K EC (248 R K)

e AX B (Oryzias latipes)

XRX | BRI R LU 9mg/l, 3.4me/L., 6.2mg/L. 11.1mg/L L0

20.0mg/L (B E iR B)

196 BERR

:3.0L

10 R/IREX
(P, 16 MERSBE, /8 RSN
7L

:24+1°C

HERORBR. 4-(1 “AFNLT ZNYT o ) — N DT B O BRI B (2 B 3 <OGHE 0D 2 B8
FEBREE (LC50)129.2mg/LThY . % DI5%IEME L6, 2mufl~ 16, Tmg/L Th-57-,
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ifigure 1. Concentration-Response Curve of4-(1-Mei.hyletheny])phenol

Mortality in Medaka
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