EE2—5

BRI L E D e BN B 3 A 15
CERE184E12H 22 HBAfE)
BHRATR
BEED CAS No. B LM B
2-240 126-30-7 (2, 2—AF L —1, 3—F /T4 —)L 1
3-790 2581-34-2 [3—AF )V —4—=faT=/—)L 13
3-969 58-90-2 2,3,4, 6—7hr7ruarx/—) 30
4-645 83-32-9 TerTT 43
3-41 541-73-1 | m—yrmp~L By 56
4-852 - _ on =
4-854 6362-80-7 |2, 44—V 7 =)L —4—AF )T —1 060
3-965 o o e as _
30171-80-3 |7 aEl/Lo T o) m—T )b 77

3-987
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®z2-1 F #H A B

<2,2-9 AFh-1,3-7°AN° YY" 4-p>

TEW | 5 BA p H DO B E K =

# A (ng/1)|i8 B (neg/)) [ KBRBRBGIR B ARkt 1234 (%)

1 o 1 - 6.66 | 6.65{ 9.70 | 8.90 0 1 0 1 10
2 k 10 - 6.68 |5.5719.37] 8.43 0 | 0 0 0 0
3 100 - 6.65|6.96|9.61[8.58] 0| 1| 1| 0 10
4 1000 - 6.8016.8719.23}7.18 0 0 0 0 .0
B L - ~ 6.65 ]| 6.67 9.’47 8. 81 0 0 0 1 5
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215 RERBER

2, 2= XFM-1, 3-7°0Un° " 3-)

=2 3 R %

(mg/1) 1| 2| 3] 4| 5| 6 70 8| o] 1| ul 1 13| 14 15| 16| 17| 18| 19| 20| 21
L|to00 | %% | 39| 37| 37| 37| 34| 34| 34| 34| 35| 34| 34| 34| 34 3| aa| 34| 4| 34| 34| 34| 33
leam| ol o of of of of of of 10| 61| so| 13] 130 202 | 141| 246| 247| 117| 106| 147| 5

2| 320 | 7| 39| 39| 39| 39| 30| 38| 38| 37| ar| 36| 36| 36 36| 36| 36| 36| 35| 35| 35| 35| 35
gam| ol ol of of o o of o| 52f 10| seaf 152| 232| 144| 89| 250| 229 0| 142 181| 53 |

3| 100] &% | 40| 40| 40| 39| 39| 39| 39| 39| 37| 35| 37| 36| 35| 34| 35| a5| s5| 35| 35| 38| 35
#ax| o o ol of of of ol of 4| 70| 131] 11| 12| 14| 183] 159| 209| 46 108 18| 22

4| 32|x%%| 40| 38| 38| 38| 37| 35| 35| 35| 34| 33| 34| 34| 34| 34| 34| 34 | 33| 33| 33| a3| 33
egml| o ol of ol of of of o 5'7} 161 78| 179| 15| 163| 257| 202| 182| 122| 84| 121| 30

5| 10| | 40| 40| 39| 39| 39| 39| 39| 39| 39| 39| 38| 38| 38 38| 38| 36| 37| 37| 37| 37| 36
EEm| ol o of o of of o of 198} 62| 64} 316 34| 123| 170| 278 ; 107 19| 183| 59| 54

BL| BL|###%| 39| 38| 36| 36| 36| 36| 35| 35| 3| 3| 33/f 3B| 35| 35 35| 35| ss| 35| 35| 35| 35
grm| o o of ol of o ol ol 13| 130 14| 177| 18| 165| 199] 197| 168] 26 19| 141 49
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: 7 £3—-6 EXFhauFHER
HERLFEME 2, 2-UAFN-1,3-Fany It —

595

RREE  22C  BHETOKREER, BB - | _
w | k&Y | wE#E 2 B 48 B 2 B R 9% B R
0. : .
ng,/ L ng/L |&FH| pH DO Ltﬁik pH DO |&£#F# )| pH DO |4&#EH| pH DO
: ‘ 1 1.6 8.7 7.6 8.9 , 7.7 9.0 , 7.6 8.8
1 | 1,000 0 9 9 : 9 9 —
‘ | 1.2 2.8 7.2 4.1 7.3 4.6 7.4 4.6
7.7 | 88 | - 7.7 | 8.9 | 7.8 | 9.0 7.7 | 8.9
2 555 0 10 10 ' 10 10 ,
7.3 3.3 7.3 5.0 1 7.4 4.9 7.4 4.9
7.7 8.9 |- 7.8 9.0 7.9 9.1 7.8 | 9.0
3 309 0 10 10 10 10
~ : 7.3 3.3 T.4 | 4.6 7.4 | 4.3 7.4 4.8
; 7.7 8.9 7.8 9.0 7.9 9.2 7.9 9.0
4 171 0 10 10 : 10 10 :
7.3 3.8 7.5 5. 0 7.4 5.0 7.5 5. 2
‘ 7.7 8.9 7.8 8.8 7.8 9.1 7.9 9.0
5 95 0 10 10 10 10
: 7.4 4.3 7.5 5. 4 7.5 5.4 7.5 | 5.6
B1
7.7 | 8.8 7.8 | 89 8.0 | 89 8.0 | 89
B2 0 0 10 10 } 10 10
, 6.8 4.3 | 75| 52 , 7.6 5.6 7.0 5.1
LCso (mg/L) " 51,000 | 51, 000 >1, 000 ' >1, 000
R 100%6RISHE — — — —
| FEER 0 U 555 555 555 -

aX Vb (DIREE,
BOBRII L)

pH, DORLEMNEER, TERIUFEER.
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86 Aquatic Acute Toxicity

Study | | .y .

End Point : AQUATIC ACUTE TOXICITY
Chemical Name : 1,3-Propanediol, 2,2-dimethyl
CAS Number : 126-30-7
Species/strain/system :  Orange—ed Killifish (Oryzias latipes)
Exposure Period ; 2496h ‘
Exposure comments ;  The same doses were also tested for 48h and 72h.

Test Method and Cohditions

~ Test method :  Semi-static
description

Test Results

Organism Medium Spec.  Route Lifestage Sex Effect Effect Comments

FISH AQ ESTUA LCO0 LCO =555mg/l (reported as 555ppm)
. LCs0 for 24, 48, 72 and 96 hours, LC50 = >
1000mg/I (reported as > 1000ppm

(wiv)).
References
Primary Reference : #UREAF*
Unpublished Report on Toxicity to Fish Test conducted by Environmental -
Agency, Japan
Secondary Reference  : !SIDSP*

'OECD/SIDS. Screening Information Data Set (SIDS) of OECD High
Productiqn Volume Chemicals Programme, (1993) -

Study | | | .

End Point - :  AQUATIC ACUTE TOXICITY

Chemical N\ame  : 1,3-Propanediol, 2,2-dimethyl

CAS Number © 126-30-7 '
Species/strain/system ~:  Orange-red Killifish (dryzias latipes)
Exposure Period : 48h

Test Substance |
Impurities . Water 0.03%, neopentyl hydroxy pivalate 0.44%, formic acid 0.002%

Test Method and Conditions

Test method - JIS K0102. Static test.
_ description

Test Results

Organism Medium Spec.  Route Lifestage Sex Effect Effect Comments

FISH ESTUA ' LCs0 > 1000mg/ (reported > 1000 ppm)

IRPTC Data Profile



Aquatic Acute Toxicity 87

References
Primary Reference . #UREAF*
Unpublished Report on Toxmlty to Fish Test conducted by Environmental
Agency, Japan
Secondary Reference . !SIDSP*

OECD/SIDS. Screening Information Data Set (SIDS) of OECD High

Production Volume Chemicals Programme, (1993)

IRPTC Data Profile



88 Aquatic Toxicity

Study |
End-Point - . AQUATIC TOXICITY
Chemical Name : 1,3-Propanediol, 2,2-dimethyl-
CAS Number © 126-30-7 “
Test Subject
Organism Medium Specification Route Lifestage Sex Number exposed Number controls
ALGAE
: Species/strain/systém Algae (Selenastrum capricornutum)

Test Substance

Description of the test :  Neopentyl glycol
substance

Purity Grade o >99%

Test Method and Conditions

Test method : OECD Test Guideline. GLP: no
description
Exposure
Exposure Period : 72h
Dose / Conceniration o >1000 mg/l wiv

Test Results

Organ Effect Rev. OnSet Sex

Affected in
Exposed - Controls

EC50 -
Effective concentration (reported as EBC50 > 1000ppm (w/v) for 42h)

References

Unpublished Report on Toxicity to Algae Test conducted by Environmental

Screening Information Data Set (SIDS) of OECD High Productlon Volume

Primary Reference :  #UREAA*
Agency, Japan, (1993)
Secondary Reference : !SIDSP*
Chemicals Programme, (1993)
IRPTC Data Profile ;

_‘]0_



Aquatic Toxicity 89

Study | | | o .

End Point ;o AQUATIC TOXICITY
Chemical Name : 1,3-Propanediol, 2,2-dimethyl
CAS Number > 126-30-7
Test Subject ,
Organism Medium Specification Route Lifestage Sex Number exposed Number controls
" CRUS
AQ
Species/strain/system :  Water flea (Daphnia magna)

Test Substance .
Purity Grade ;. 98%

Test Method and Conditions

Test method :  Static test. Method used to calculate EC values: Probit method.

description
Exposure
Expdéur_e Period ooo21d
24-48 h

Terst Results

Affected in
Organ Effect Rev. OnSet Sex  Exposed - Conirols

NOEC ,
Maximun concentration at which no effect was observed > 1000ppm (w/v)) for 21days.

ECO ‘
For 24h lowest dose without effect: > 1000ppm (w/v))

EC50
For 24h lowest dose without effect: > 1000ppm (wiv))

References
Primary Reference ‘: #URTEA*
‘ Unpublished Toxicity Test conducted by the Environmental Agency, (EA),
Japan
Secondary Reference :© |SIDSP* :

OECD/SIDS. Screening Information Data Set (SIDS) of OECD High
Production Volume Chemicals Programme, (1993)

IRPTC Data Profile

_11_



80 Aquatic Toxicity

Study

End Point

Chemical Name
CAS Number

Test Subjec:t

AQUATIC TOXICITY
1,3-Propanediol, 2,2-dimethyl-
126-30-7

Organism Medium - Specification Route Lifestage Sex Number exposed Number controls

CRUS

Species/strain/system

Test Substance

Description of the fest
substance
Purity Grade

Water flea (Daphnia magna)

Neopentyl glycol

>98%

Test Method and Conditiohs

Test method
description

Exposure

Exposufe Type
Exposure Period
Dose / Concentration

Test Results

GLP: no. Probit method used to calculate these values.

ACUTE
24-48 h
>1000 ppm wiv

: Affected in
Organ Effect Rev. OnSet Sex Exposed - Controls
ECO
EC50

The 24h ECO and EC50 are higher than 1000ppm wiv.

References

Primary Reference

Secondary Reference

IRPTC Data Profile

#URTEA*

. Unpublished Toxicity Test conducted by the Environmental Agency, (EA)

Japan, (1993)
ISIDSP*

Screening Information Data Set (SIDS) of OECD H|gh Production Volume
Chemicals Programme, (1993)

_‘] 2_
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No.=40 ;3-Methyl-4-Nitrophenol

Probit(Y)= 8.1304 + -3.3414 LOGLO(X) N= 6 .
O3%(EHER  9.327 <=LC50( 8.647)=< 8.044 t0.05= 1.96
LC95= 2.783 ‘LCY%0= 3.573 LC80= 4.841 LC70= 6.024  LC680= T7.262 LC50= 8.847
LC40= 10.29 LC30= 12.41 LC20= 15.44 LC10= 20.91 LC 5= 26.88 ’
No. i mE s PR i
O (X) & i (%) log(X) Probit Probit
i 1 178 171( 96.1%) 0.000 6.759 © 8.130
2 1.8 178 171( 96.1%) 0.253 6.759 7.277
-3 3.2 178  172( 96.6%) 0.3505 6.830 6.443
4 5.8 178 1865( 92.7%) 0.763 © 6.435 5.580
5 10 178 73( 41.0%) 1.000 4.774 4.789
6 19 178 2( 1.1%) 1.279 2.719 3.858
No. 40  3-Methyl-4-Nitrophenol |
tgiER e T & rr R L
100% ' Ry
B S
10~ @ o ‘ 10”1 10~ 2
BE 1 1.8 3.2 58 10 19
&%a%ﬁ 178 178 178 178 178 178
iaigég 171 171 172 165 73 2
PEE(L) 9% 96 9.6  92.6 41 1.1
Probit(Y)= 8.1304 + -3.3414 logl@d(X) n= 6

O5Z{EREPRS  9.327 <=LC5O( 8.647)=¢< 8.044 10.05= 1.96
LC95= 2.783 . LC9B= 3.575 LC80= 4.841 = LC60= 7.262 LCE@= 8.647
LC40= 10.29 LC20= 15.44 . LCle= 28.91 LC 5= 26.86

M1—49, EVF A MNLDODEREIINT S
3-AFIN-4-= b T ) —IVDHR
(K&, oty M)

~
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%2—12 | |
R ERBR G- AFNA-= BT ) =)

HBRRBS : BRI R BT

LW | 7 8H | pPH DO VK REE (%) fHE =

BRE | B E

mg/ £ | mg/ £ | RERAT | BABR%E | A%kal | REBER 213114 8] (%)
1 0.1 - 7.5 7.7 | 9.1 | 88 ol of o] o 0
2 i 7.6 | 7.7 | 9.0 | 88 ol of of 1| 5

13 101 — 7.4 7.7 1 9.0 8.8 31 2| 2} 8 40

4 100 - 6.9 6.9 9.0 | 9.0 51 5] 5|20 100
5| 1000] - 6.2 | 62| 7.6 | 76 5/ 5] 5/20] 100
BL| - — 75 | 7.6 | 9.1 | 838 ol of o] o 0
A R B B-AFN-4-=} D'7;n/ — )V

' RS - ERERBRIEWIR

bz | 25 pH DO it Bk FEE () RE =

BRE |8 B :

mg/ £ | mg/ £ | RERET | RER{E | BRERAT | BB 2|34 &) (%
1| 32| - 76 | 7.5 | 89| 87 ol ol of 0 0
2| 56| - 76 | 76 | 90| 87 ol 1] of 1| s
3| 10| - 7.6 | 7.7 9.0 | 86 4| 3| 2|12] 60
4 18 — 7.4 7.7 9.0 | 8.7 5! 51 5]20| 100
5 2| - 73 | 7.7 | 9.0 | 88 51 5] 5{20| 100

|BL| = - 7.6 | 7.2 9.1 | 88 “o0j o0ofo]o 0

_1 5_
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£2-36 BREFERUNBRLEOEEZOEE
' {3-A 7’5/1/—4-: ba 7 e /=D

A V3 B (ng/ 2)
No. Xt M : — .
1 L8 % 32 |+ 56 | 10
1| 60.4(8) | 63.5(8) | 79.8C10) 46.6(9) | 11.7¢16) 0 ()
2| 71.9(9) | 93.3(9) | 85.009) | 41.6(8) | 16.7014) 0 (-
3| 62.5(8) | 78.3(9) | 92.8(9) | 52.28) | 17.6(10) 0 ()
4 1 73.0C10) 84.6(9) | 67.9(8) | 46.4(9) | 4.15(14)] 0 ()
S| 69.2 79.9 | 8.4 46.5 12.5 0
mEEE| 470 12.6 10. 4 438 | 617 |0
* 1 5 %EBITICBLTEEESD
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OECD SIDS | - 3-METHYL-4-NITROPHENOL

SIDS INITIAL ASSESSMENT PROFILE

CAS No. ‘ - 2581-34-2

Chemical Name Phenol, 3 methyl -4-nitro-
CHa

Structural Formula :
HO NO,

CONCLUSIONS AND RECOMMENDATIONS

Potential risk to man is identified due to genotoxicity and thus presumed carcinogenicity, but measures
currently in place reduce risks such that the chemical is of low priority for further work.

SHORT SUMMARY WHICH SUPPORTS THE REASONS FOR THE
CONCLUSIONS AND RECOMMENDATIONS

- 3-Methyl-4-nitrophenol is a stable solid, and the production volume was 3,300 tonnes/year for 1990 - 1993 in Japan.
The substance is used as an intermediate for the synthesis of pesticides. Based on an international information
gathering activity on exposure, 3-methyl-4-nitrophenol has been produced in two OECD Member countries, i.e.
Japan and Denmark. In Japan, the chemical is manufactured and processed in a closed system, i.e. the product itself
and all reagents and solvents for its synthesis are handled in perfectly closed tubes and vessels. The synthesis is
operated within the same plant. At the work place, protective clothing, gloves and goggles are used. No consumer
uses are known. Monitoring data in the general environment in Japan (surface water and sediments) are available,
but the substance was not detected in 1984. Regarding the Japanese global situation, the predicted worst case
concentration in surface water is 1.7 x 10 mg/l and the predicted indirect exposure to humans through the
environment was calculated to be 1.4 x 10” mg/man/day (i.e. 2.3 x 10” mg/kg/day). In Denmark, the chemical is
produced, but detailed exposure information is not available, except that there is no consumer use.

For the environment, varlous NOEC and LCs, values were gained from test results; LCsp = 9.8 mg/l (acute fish),
ECs, = 9.1 mg/l (acute daphma) ECsp = 8.6 mg/l (acute algac); NOEC = 0.78 mg/l (long-term daphnia
reproduction). Therefore, the chemical is considered to beé moderately toxic to fish, daphnids and algae. The lowest
chronic toxicity result, 21 d-NOEC (reproduction) of Daphnia magna (0.78 mg/1), was adopted for the calculation of -
the PNEC, applying an assessment factor of 100. Thus the PNEC of the chemical is 0.0078 mg/l. Since the PEC is
lower than the PNEC, the environmental risk is presumably low.

The chemical showed genotoxic effects in a chromosomal aberration test in vifro and in an in vivo micronucleus test.
In a 6 months repeated dose toxicity test, the chemical showed a transient excretion of glucose to urine in the 1500
ppm group, but no other abnormalities were noted. In an OECD preliminary reproductive/developmental toxicity
test, the chemical showed no effect on reproductive ability, organ weight, histopathological appearance of
reproductive organs, delivery and maternal behaviour of dams, viability, clinical signs, body weight change and
autopsy findings for offspring. ‘Also, as repeated dose effect to male rats, decreased locomotor activity, prone
position, ‘bradypnea and thrombus in the kidney, heart and lung were observed in the high-dose group (300
mg/kg/day).” The NOEL for 6 months repeated dose toxicity was 500 ppm (30.7 mg/kg/day) in both sexes. The
NOEL for reproductive toxicity was 300 mg/kg/day and the NOEL for repeat dose tox1c1ty to male rats in the
preliminary reproductive test was 100 mg/kg/day.

3-Methyl-4-nitrophenol showed genotoxicity in an in vifro chromosomal aberration test. However, this chemical is
used as raw material for the synthesis of pesticides in closed systems, and the results from gathering international
exposure information showed that the production volume is low, and exposure to the general population from the
- general environment is currently low. In Japan, the chemical is manufactured and processed in a closed system, i.e.
the product itself and all reagents and solvents for its synthesis are handled in perfectly closed tubes and vessels. The
svnthesis is operated witliin the same plant. At the work place, protective clothing, gloves and goggles are used. The
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daily intake of the chemical via the environment was estimated to be 1.4 x 10° mg/man/day (ie. 2.3 x 10°
mg/kg/day) from the result of worst-case calculation using the MNSEM 1451 exposure model. The concentrations in

- surface water and sediments were not detectable in a Japanese environmental monitoring program. No consumer
uses have been identified. Although no data on work place monitoring have been reported, voluntary exposure
reducing procedures are in place in Japan. Occupational exposure seems to be low.

Therefore, 3-methyl-4-nitrophenol is considered as low priority for further work.

NATURE OF FURTHER WORK RECOMMENDED
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FULL SIDS SUMMARY
3-Methyl-4-nitrophenol
CAS NO: 2581-34-2 SPECIES PROTOCOL RESULTS
PHYSICAL-CHEMICAL '
2.1 Melting Point 133 -133.5°C
2.2 Boiling Point 207°C
2.3 Density No data available
2.4 Vapour Pressure OECD TG 104 | <5.2x 10*hPa at100 °C
2.5 Partition Coefficient (Log OECD TG 107 2.12 at25°C
Pow)
2.6 A. | Water Solubility OECD TG 105 13 mg/L at 25 °C
B. pH No data available.
pKa Not observed.
2.12 Oxidation: Reduction 'No data available.
Potential
ENVIRONMENTAL FATE AND
PATHWAY ’
3.1.1 Photodegradation Estimation Ty2=1.35 y (direct photolysis in
. : water) -
3.1.2 Stability in Water OECD TG 111 | Stable at pH 4.0, 7.0, 9.0
3.2 Monitoring Data In Japanese monitoring study, not
detected from surface water and
sediment in 1984.
3.3 Transport and In Air 1.8E-9 mg/L
Distribution Calculated In Water 1.7E-4 mg/L
(MNSEM-1478) | In Sail 4.1E-3 mg/g
, In Sediment 6.8E-3 mg/g
3.5, Biodegradation OECD TG 301C | Not readily biodegradable: 0%
’ ‘ - | (BOD) in 28 days, 3 % (TOC),
‘ : - 6 % (UV) in 28 days
3.6 Bioaccumulation Carp OECD TG 305C | BCF: 5.2 —31
ECOTOXICOLOGY
4.1 Acute/Prolonged Toxicity | Oryzias latipes OECD TG 203 LCso (24hr): 11 mg/L
to Fish ' : ’ LCso (96hr): 9.8 mg/L
42 Acute Toxicity to Aquatic | Daphnia OECD TG 202 ECs; (24hr): 9.1 mg/l
Invertebrates (Daphnia) magna .
43 Toxicity to Aquatic Plants | Selenastrum OECD TG 201 ECso (72hr): 8.6 mg/l
e.g. Algae capricornutum NOEC: 5.8 mg/l
4.52 Chronic Toxicity to Dapyhnia OECD TG 202 LCso (214, Mortality): 2.9 mg/l
Aquatic Invertebrates magna LCs (21d, Reproduction): 3.9 mg/l -
(Daphnia) ‘ NOEC (21d, Repro): 0.78 mg/l
-4.6.1 Toxicity to Soil Dwelling No data available.
Organisms o
4.6.2 Toxicity to Terrestrial No data available.
Plants ’
(4.6.3) | Toxicity to Other Non- No data available
Mammalian Terrestrial -
Species (Including Birds)
TOXICOLOGY
5.1.1 Acute Oral Toxicity Rat Unknown LDso: 1,200 mg/kg (female)
' : | LDsp: 2,300 mg/kg (male)
5.1.2 Acute Inhalation Toxicity No data available.
5.1.3 Acute Dermal Toxicity No data available..
5.4 Repeated Dose Toxicity Rat Oral (diet) NOEL = 30.7 mg/kg/day
6 month
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CAS NO: 2581-34-2 SPECIES PROTOCOL - RESULTS
5.5 ‘Genetic Toxicity In Vitro ‘ o ‘
A. Bacterial Test S.typhimurium OECD Negative (With metabolic
(Gene mutation) E. coli Guidelines activation)
' No.471 and 472 '| Negative (Witliout metabolic
and Japanese activation)
‘ S Guideline "
. B. Non-Bacterial In Vitro CHL cells OECD Positive (With metabolic
Test Guideline activation)
(Chromosomal No.473 and Negative (Without metabolic
aberrations) Japanese activation)
: ‘ : Guidelines
5.6 Genetic Toxicity In Vivo Mouse Unknown Positive (detailed data are not clear)
5.8 Toxicity to Reproduction Rat OECD NOEL Parental = 300 mg/kg/day
Preliminary NOEL F1 offspring = 300
Reproductive mg/kg/day
Toxicity Test
5.9 Developmental Toxicity/
Teratogenicity
5.11 Experience with Human
Exposure
i
UNEP PUBLICATIONS

_24_




