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1 FHE N RME DR
RETI, T AR D WL PR T — 2 | BRSEHIT 31T 5 DAL MR 5 7 —
HamY,

1-1 YEEFHERE VRERESE

FT NAHEFHIERA L 7oA A0 PR R OV E Rt e & 1-1 1R d, 2B, £ 0
TR, A ISRV ORFA L72RER, Al T 2D AE L7ZEZ2 R LT 5,

R 1-1 ETILHHICRALEDBEEZHERET SDFELH

SE I TH
EHH K] RAE =30 W= fE (5
%)
DFE — 93.13 — 93.13
B °Cc -6.2'9 BIEE -6.2"
= °C 184. 42 101. 3 kPa TOBIE B 184. 4V
EAE Pa 40? 20°C T O I FE fE 40"
KIzxtd BAM0E mg/L 3.5x10° 2 | 20°CTOAIEE 3.5x104 "
1-t948)-h &K & DR _ 0.912 pH7.5,25°C T D IFARBEIRIZ KT 0. 90"
D 7 E1FR# (logPow) - 5 BIE B '
AV —ZE Pa-m/mol 0. 205269 I (B 0.106"
gﬁgiifiﬁw L/kg 410"2.9 5 HETOHRTE 410"
4 ¥R HE (R 3 (BCF) L/kg 2.6"3%9 ¥I574 v aTORAEE 3.16'0
EYMER R BMF) — 1 logPow & BCF A& 885 'V 1
iR Bt E 3% (pKa) - 4.6%° B E 8 —12

KT 29 EESE | RELXFEMEEDED) RVEMICAVEYEBILZMMEIR, 2%, BREEZEOLEA
—£% (EFK29%F58258) TTARSINI-E

1) ECB (2004) 7) NITE(2007)

2) ECHA 8) PhysProp

3) EPA (2009) 9) Mackay (2006)

4) TUCLID (2000) 10) EPI Suite (2012)

5) MOE (2002) 11) MHLW, METI, MOE (2014)

6) HSDB 12) FHfi [ ICHBWTIEBERERILIBE L H L

ERMEREAIZOWT, BEMEZ LI TIRT,
O ¥

AEAM T CERA L72E (6.2°0)1%, BHEMEDEE > -1HFHIFT Th s ECB (2004), ECHA,
EPA (2009), TUCLID (2000), MOE (2002)|ZFt# S 7= TdH 5, ECHA KO EPA(2009) T
HIEME L RSN TEY, FMiTIiCBNTH Z O (6.2C) & fVv5,

@

FEE T CERA L72ME (184.4CNE. EHEIEDE F - 2B #IR TH 5 CCD, ECB (2004). ECHA
e SN EREE /) (101.3kPa) TOETH 5, Lt IAMIEREE I TOE E LT, 184.1C
(CRQ). 184~186°C (NITE (2007) %t & 575 . ECHA OL 03 EE L T L TWb, 2D,

U EBIEIC BT 2B 2R MR - ARtk « AW EREET — 2 OEFEEFHMESIC W) o 3.1 {FfEkE
DEFE S TERIR ] RO HERFDOZ &,
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MBI ICRBWTH Z0fE (184.4C) & W5,

@7ERIE

SR T TR L7l (40 Pa)ld, (EHEMED E £ - 72 @I TH 5 ECB (2004), ECHA, HSDB,
Mackay (2006), MOE (2002) & O} NITE (20072 ft# & 7= 20C TOMTH 5, 20CHfEE L
T 50 Pa IUCLID (2000)). 59.7 Pa (Mackay (2006) ; [alJ& (2 £ % 20°C 1), 42.9 Pa (Mackay
(2006) ; [FIREIZ L 5 200CHHRE) & & 5 7%, 40 Pa 12 ECHA THIEM SN TWVW5b, =
D=, FHMIETICBNTEH ZOfE (40 Pa)x V5,

@RI xTT D ViR

FFEE T CEEA L72ME (8.5X 104 mg/L)i%, ECB (2004)ZF# S 7= 200C TOIETH 5, 20°C
OMIEM & LT, 3.5X104mg/L (ECHA), 3.6 X104 mg/L (EPA (2009)), 25°COIEfE & LT,
3.6 X104 mg/L (MITI(1993a), PhysProp). 3.622X 104 mg/L. 3.867 X 104 mg/L (& % |2 Mackay
(2006) & DFELHE b DD, T HD 25COHRIEMENH 20°CHOfEA 3.5 X104 mg/L &35 Z &I
MERNEEZOND D, FHMEIICEWTE ZOfF (3.5X104 mg/L) & HV 5,

®logPow

M T CEEH L7-ME (0.90)i%. ECB(2004) ([CRi#i Szl (20°C, 77 2 algd HiE)ThH
%o ficix, 0.89 GAIE pH : 5.6, 77 A2 =afk L H k) (Mackay (2006)), 0.89 GHIE pH : 7.4, 7
7 A ik & 9 %) (Mackay (2006)). 0.91 GHIE pH : 7.5, HIEIESE : 25°C. GLP &%) (ECHA),
0.93 (A& pH : 7. 77 A =2iE & 9 ¥5) (Mackay (2006)), 0.98 GHIE pH : 7.5, 7 7 A afgL 9
%) Mackay (2000) Be# STV 5D, 7=V VFfREEEME CTH Y . %RikD L 512, pH5.6,
7.0, 7.4 XX 7.5 TXZNZEI, 90.9%. 99.6%. 99.8% K& TN 99.9% 23 IEFREEIR & L CHAES
L7z, pH 5.6 DI Z R\ T LR OMEITIRBERIC R T2 E B XD 2 LN TE 5, dHliIIZ
BOWTIEHE pH SR L 27 GLP 3B CHE L2 (0.91) % JEMEEEREIC X9~ DMl & L
THWS,

®~> U —17¥%

A T CERFH L72fE (0.106 Pa*m3/mol)iE, ECB (2004)|Z5t# &S /- T&H 5, ECHA. EPA
(2009), HSDB. NITE (2007)} 0" PhysProp Tl 94 % 0.205 Pa-m3/mol & fE#i STk
v . ECHA. NITE (2007) % O} PhysProp TIZZDMENAIEM TH S & bfidhTnsg, =
DIz, FHE T IZFVTiE 0.205 Pasm3/mol % V5,

™Koc

A T CERA L72fE (410 L/kg)ix, ECB(2004), ECHA, Mackay (2006)(Z 3\ Chtd & T
WAHIETH D, ZOfEFE, LFO 2 BEEZ AW, 18 L IREAHKEROFEL=1: 5, 48 Iif
M.20°C TR & 95 Dt Koc Z#lliE L7z Pillai & (1982)10#ER TOMIEE TH Y . Koc 1%,
Hagerstow -8 T 130 L/kg (&) % Of 310 L/kg (FEP ). Palouse 15T 410 L/kg (&)L T 910
L/kg (FEIEE) TH - 72,

Pillai 5 (1982) MBHETHL LA -LIEDMERK

T Hagerstow Palouse
N 1 TV NEH A
pH 6.6 5.1

1 Pillai, P, et al. (1982) Chemosphere 11: 299-317.
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[E=Y
o

Y& E, % 2.5 3.4
HEEE % 34 25
TV NER, % 42 58
HFF R
£, meq/100 g

FAAH, mY/g 25 90

10 22

Bl SR K&, % 31.3 32.0
N—=IF 274 .
FIEINY N BAVFA jc/fcﬁuv%
N

ECB (200X, 17 =V ANIWAERNIC—Ea0fE SN D720, FEPRE 15 TR E Sz Koe 1
WRICHEEINL TS EEbhd, ) LT, Kocfll LT410 kg AL T3,

LRSS ofiE & LT, HSDB, Mackay (2006) Ti, Gawlik 5(1998)1230L F o> 5 3% >,
OECD TG 106 (13 & 0.01 M CaCle Bk DAFEL=1 : 5, 24 ¢, IR TIRE 5) THIE L 72
5 (EUROSOIL 1 : 497.7 L/kg ; EUROSOIL 2 : 43.8 L/kg ; EUROSOIL 3 : 120.3 L/kg ;
EUROSOIL 4 : 109.8 L/kg ; EUROSOIL 5 : 195.0 L/kg) & it L T\ 5,

Gawlik 15 (1998) MFARTAHWL LN I=-LEDMERK

" . " ARgmFE | pH(0.01M ,
+558 IR Bt (%) %) CaCl) T
EUROSOIL1 | > FUTEBHA XV T) 75.0 1.3 5.7 At
LS D L NEHE
EUROSOIL 2 ’;)D RS A(FD 226 3.7 7.4 -/ ]i/g\ *
EUROSOIL3 | w=—/L X (A XU R) 17.0 3.45 5.2 e+
T N == =
EUROSOIL 4 ;)’ YT T 203 1.55 6.5 A
EUROSOIL 5 YA b AT 4 BT 6.0 9.25 3.2 g+
Ny 2B AU (RAY) : : : 7

11
12
13
14
15
16
17

F 72, Mackay (2006) Ti%. Gawlik 5(2000)2 23LL T 5 3% v, OECD TG 106 (1%
£ 0.01 M CaCle i ORFE=1 : 5, 24 B[], |E TR & 5)THIE L7=fE (EUROSOIL 1 :
242.1 L/kg ; EUROSOIL 2 : 31.8 L/kg ; EUROSOIL 3 : 19.0 L/kg ; EUROSOIL 4 : 27.4 L/kg ;

EUROSOIL 5 : 136.8 L/kg) # if# L T\ 5,

Gawlik 5 (2000) MEHAERTHWLI-LIEDMERK

e I Wk oo | TRIE PGy | b
EUROSOIL | | v 7 U 7 is({ ¥ U 7) 75.0 3.29 57 WL
EUROSOIL 2 :)‘:’ AT AFD ¥ 22.6 2.39 72 V’”ig%
EUROSOIL3 | V= — /L A(A ¥V R) 17.0 3.32 5.9 B+
EUROSOIL 4 ;)’V? YT TT 203 1.36 6.8 Sk
EUROSOILS | Z :P]:;j‘) 6.0 4.43 32 HETTH +-

1 Gawlik, BM., et al. (1998) Chemosphere 36: 2903-2919.
2 Gawlik, BM., et al. (2000) Chemosphere 41: 1337-1347.
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X 51T, Mackay (2006) TiE, Li (2001 2RLLFD 5 LHEZH W, Ny TPk (RE 9
RFfH] - 24 RERA, WL : 28£3°C) THIE L72fE (Toronto : 34.7 L/kg ; Chalmers : 15.8 L/kg ;
Drummer : 10.0 L/kg ; Bloomfield : 20.0 L/kg ; Okoboji : 11.0 L/kg) b it#k L T\ 5,

Li & (2001) o#METHWL oA I-TEDHIK

(vl—l—lgg b

1% pH: B |k oo | ko | TR e
Toronto 4.4 11.9 67.6 20.5 1.34 11.2
Chalmers 6.5 11.1 72.8 16.0 1.17 13.0
Drummer 7.2 13.0 66.0 21.2 2.91 26.5
Bloomfield 6.4 81.4 11.0 7.6 0.36 4.4
Okoboji 7.4 31.8 36.2 32.0 4.98 36.2

a: THEOBERE L KOBEBN 1 1 OB T ORI EH
b: W TF AR E

Pl ko X 9z, Pillai 5(1982), Gawlik 5(1998, 2000) K X Li 5 (2001)i2 X Y #i5 & 7= Koc
1% 10.0~497.7 L/kg O&iPH (Pillai & (1982)DIWE 13T — 2 Zr<)TH 523, Lito ECB
(2004) D=z A > FEFZEE L, sMED T Pillai ©5(1982)9 Palouse 13 (J&H) THIE X 7= 410
Lkg NZEH LHIBI L, Z iz A5,

(®BCF

FEAME T CTERA L72ME (3.16 L/ikg)iZ. BCFBAF v3.01 T logPow (0.90) % W CHERF L 7-E T
&%, ECB(2004), EPA(2009). Mackay (2006) Ti%, Zok & (19912 kv & & h/-EB 7 7
7 4 v a2 TOMME 2.6 Likg BAit#i STV 5, sl TV TIXZ OfE (2.6 Likg)ZHv 5,
728, Zok HORERIT, pH8.1£0.1, 261°C TN TE Y, A L7 BCF 1, FEMiEEREIC
*THEEBZBND,

©BMF

FEAM T TERH L72MEiE. logPow (0.90)% O BCF (3.16 L/kg) 7 HALFRIEICE T D E S FHmL
FWVEIZET DY A7 FMOEN T A oA (LR THIR T A 22 &y 5, MHLW, METI,
MOEQOI4NIZHES TRELTZH D TH D, BMF OJIEMIZE SN2 o =72, FHi T 2B
TIE. logPow (0.91)% U* BCF (2.6 Likg)h» & £l 7 A 4 > 2 (MHLW, METI, MOE(2014 )29 -
T 1ZHWD,

(0pKa

7 = OEEEREER (pKa) & L T, Mackay (2006), NITE (2007), PhysProp & O EPA (2009)
T4.6 LS TE Y, PhysProp &X' EPA (2009) CHIEME L fidi ST\ 5, 2D,
FHE D CTlE, ZOfE @.6)x V5,

7 =1 OIERED pKa S 4.6 DGE . pHS5.0, 6.0, 7.0, 8.0, 9.0, 10.0 DK TIL, £hZ
N 71.5%. 96.2%. 99.6%. 100.0%. 100.0% KO8 100.0% A FEFREERE & L CAE(ET 5,

1 Li, H., et al. (2001) Chemosphere 44: 627-635.
2 7ok, S., et al. (1991) Sci. Total Environ. 109/110: 411-421.
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1-2 HfEHE
F 12T NHEFITERA L0 DT — 2 2RT,

& 1-2 FRICHREIT—EDFEEDH*

3 5 HA .
EH () =3
KRITE 2 BIES R NA
RIS EEELOAEE 2h5.0H5
OHSCHILEDRRE 0.15 CHILEEZE5x10° molecule/cm® &
LTEH
- RS EEETHOATE Ohd., £V
A= 1‘%{%%”@ TV EDRE 10. 2 ViEE% 1x10" molecule/cm® & L
3R HA
THEH
o o RSEETHOATE “» 5. Bk
ﬁfﬁh/ﬁ”’&@’i 223 5SS AhHLEEZE 24 x 10°
o molecule/cm* & L TEH
HH (29°C) (CHIE S =ik
K28 1 2 B4E 5 R 2 5 10 7.2 TO—RHPB (PBY~OEEL
1k) D ER ©
KEOEEREREDBDOKDTH 6
BO—RMBEFL, EHL Q88
RIZFEAERE LN
i 3 L 1.5 BRBT— RO, B
s KENFEMEN-RBRTIH, RE&
K B ICREOEERRD L.
= N1 VAN
. Efrwﬁiwﬁmjntxﬁzn
”:I_l H]
FRE kae - MARNBRGES T HEEG L
EEBKIDBE~DENBRNT 5=
(F. £ERBEYLECES T HHEL
6)
e/ N\ &7 —_—
r R KHERMEEET S LA RLR
HIEF0BEC Y EH@BABD
FEAHLETOERD
HIBIZE D BIESRE NA
+iE (R0 | EHR 7 BEEHTTEESNSE Y
4 35 18 k4 R - MASBRIGE S+ HEIEARLND
EBIZH T2 05ES B LR NA
EE | #EO | EDHE 28 THEREIBEFHPO 4B ERE
3 35 18 KR - MASRRISE S+ ZEEAE N

KERL 29 EEE | HEEFMEEVEDOY X VFBICAV I MEEFHER, 2%, EEUZFOLEL
—2# (FH29F5A25H) TTRESNI-ME

1) HSDB 6) Lyons i (1984)

2) Mackay (2006) 7) Torang & (2002)

3) NIST 8) ECB (2004)

4) EPI Suite (2012) 9) EPA (1994)

5) Hwang 5 (1987) NA AT OGN EETRT

FRESBERIZOWT, BEMEZLUTIORT, ok, o mEEM ] i3, oo
XA LR WBREE AR Z L 0 b —F VOB O Z & 2R,
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DORR

KA TORFES RN BT B EHITE O e o 7223, BRI O I B 5 5 1
N SNT-,

D-1 OH T VIV & DR D -4

KREAHIZEBITH0H T Vv & OROGHEEEFICE LTI, 1.2X 1010 cm3/molecule/s (23°C,
B 45 ik — B 4 1 Y3E) (Mackay (2006), NIST), 1.18 X 10710 cm3/molecule/s (23°C., AH%1£)
(Mackay (2006), NIST), 1.11X 1010 cm3/molecule/s (25°C) (ECB (2004), Mackay (2006).,
PhysProp). 1.10X 1010 cm3/molecule/s (25°C. PIYe5 Mg —ILng 4 1 kL) (HSDB. Mackay
Q006 RN SN TV D, MISHEEH E LT, 1.10X 1010 cm3/molecule/s ZHH L. K&+
OH 7 ¥ 1 VIR % Hiffi 1 A % > A (MHLW, METI, MOE(2014)IZ €V 5 X 105 molecule/cm3 &
LT, ¥4 0.15 H B L7z, RO TIXZOfE (0.15 B)x v 5,

D-2 VL ORGSO P

KLATIZBIT DAY & OROSEEE#IZE LT, 1.12X 1018 cm3/molecule/s (23°C., [
BB NISDFGEH SN TV D, ZORISHEEREZHRH L, RRPAY VRBEEZEW T A 2
2 (MHLW, METIL, MOEQ2014)IZ €V 7X 1011 molecule/ecm3 & LT, %4 102 H & HH L
Too RHI I TIZZ OfE (102 F)ZHW5,

D-3 fllET 2L & OO -

KREHIZEIT HHEET 2 H v & ORIGHEEEEIZE L TiX, 1.5X 1016 cm3/molecule/s (EPI
SuiteQ012) A FLH SN T\ D, ZORUGHEER R L, KATHEEET ¥ B VIR 2 Hiili 7
A X A (MHLW, METL MOE(2014)IZ 50> 2.4 X 108 molecule/em? & LT, i % 223 H &
B L7, MBI TIEZ o (223 )2 HW5,

@k H

KA T ORGSO 2T, B, KR & OSSR O BB 2 1 15
b,
©@-1  FaFE R

Hwang & (1987) 1%, 788 /K J2 UK [E Georgia 1 @ Skidaway 113 L& D)1 7k ()& 10cm
MHEA)FTOT =V DN REFT-, 150mLADAE T F AafioT = > (I 25 4
g/L. 14C BN KB e 2 B bk 32° ) L7284, E# (29°C., BEE : 5.2 Einstein/m2/h) &
A H1(14°C. BRFE - 2.9 Einstein/m2/h)). KFDOT =V > O —kA3 R O3 RY) ~DREXEL L) D -
BOHIE 27 BER ED L 71 BER (KD TH - 72, —J7, BEFT T, 173 B (2T, &
TR 2 HA T 2IE EOSRIIA LN o2 CREIITWT S TRERR] ), &5
2, ZRBEKA &K F TOHEEEM A2 N 7 I I K D RO S ~D % 51X
R E iR LT D,

Tordng © (2002)2/%. Rhine JI[IZ /9% BASF FAKMLEG O 1.2km EjEs 5 25.8km
it £ TORIIKF (i ToJIllE 300 m, KER 3.6 m, pH 7.8 7 = U ViR A HIE
L. MBS EAD W To R FE & 2 HEE Lz, 21.9 & 14.7C O e 5 KIR D B I Eli
SNTEWHARRICBIT D57 =V O—RyM WEEE() O 1 REEERIEL. &I 1.8 1/day
T, KR TORE DA EEEIE 9 B (04 H)ThH o7z, BT, 207 =0 rOiEkic
I, MK IRE K ON I T & A EFE L iR L T D,

UL EORERKOLL T DA, IR R, eI 5F w6, REREE FoKFToT

! Hwang,HM. et al. (1987) Wat. Res., 21(3): 309-316.
2 Toring, L. et al. (2002) Chemosphere, 49: 1257-1265.
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=V OIRIIZEGRENIERICRE R TFEET L LI ND Z b, KP TORIESR
PR NE Hwang & (1987) ORFHT T 173 FEf (7.2 R Z8MAT 5,
@2 AfEO)R

Lyons © (1984)1%, K[EH New Jersey MO EREREOUODK (pH6.9~7.1)% H T, K
. 20COSRMETTT = U D3 fFEORIE & 53 R OMEB 21TV, K 6 H O— IR iR I8
EHEL TS, Fio, BREABBLITIEEAEFLG L2V LR L TN D,

Torang & (2002)1%, B4R & FIRFIZ N » T3k (15 721321°C, BT, 110 ) & 50 L .
T=U AR 1R TR LI EHME L TWA, 2, IS N 0IHI1UCD50%
AR (L) O ERER 72 REHL T H 5 14C02&8 LT, 283% M3 A A~ Az, £ L T12% 4
W ARAERY (EARK)E LTEIEdu, HILKEA RN S izt BIX ik, Bz
=Y EUCOREIIWTN O AEERBDVE RSN END, KPTOT =V KD
XBLTa e R FESETHD L TV D,

Howard (1989) TlZ. BB O KT T =V II6H O ThHSEND L DOLH L H
LN, HRSGET COETH T,

2B, 7=V L OECD TG 301C D4y fEEBRIC I 1T DG SR E T v . OECD TG
301C |[ZHEHL L 7= GLP #BR i, 14 HW® BOD 43R 1 70, 67, 68% (N O % NO;
L LIEEA). 87, 83, 85% (N oMEH(% NHs & L7-84). TOC 43R4 1% 98, 99, 99%.
HPLC 43 f#% 1% 100, 100, 100% T& - 7= (MITI(1993b)),
©@-3 K53 i D -

EPA (2009128 C, pH 6.0, 30°C, 48 KfH D5 T C 11.8% DR NHE S 417z & ik
ENTWDNR, 7=V N3k gfEzE=r %28 LT\, ECB (2004) TiL, 757
DB MK RITERE S T CIBE S L2V Lidi&TE Y, Tordng H (2002)TH,
UMK RIS 2 52 D NIz, 7 =V o OIS RIZIEFIZEL . pH 5~9, 15CT
PIMIT 50 B EHEE SN D) ERE IR TN D,
©@-4 S5 fED

Lyons & (198)1%, RJEKFDT =V » OEK~DOISMROFTFEFIX, £ofL 0 b7 <
L IRV ERERR L TV D,

Torang © (2002)1%. Hwang & (1987) DR Tix, ZAEKTFOT =V » ONGRIZ L D
WX, EHC 33 TERIRER 1. A 53 TREMIFFR] ) &HIE I TWDA, Z 05 150
mL BDOAHT T ARG HERE L THONTETHY . K 3.5m O# - 7= Rhine JI| T
D FEBEO SRR, 10m O M AY 22 ORISR ZET D L4 30 (5 R < 720 | A5 R
N7 =V O bEEAREL T ATHD EERLTWD,

ORR:

TEE T OREE AN B T 2 WG SR Do 7o dd A RO O -8 12 B
THEENE LN,
@1 A5fiF D -3

ECB (2004)Tix, SuBl o (1978) DBl F 4 5z, FEFHMIZH WD HHEH T L5 fiE
B A 350 HERELTWD, ZORERTIX, UCHEM#T =V 2, 1 mgkg OHIRET
AFED THETOEMEA 10 BEIZ B > TR L7, 10 8% IZ 16.2~26.3% DT = U A3,
e T UCO IZEM L S /-, BRI 1 MRICRKRE R, 2 E TIce
Ak 14C02 @D 50% 3 &, ZDkix, RBRE TR E COMEE TN 1%/ET—ETH-
Too F7o, 1C D 57.3~67.4%0» 4O THE TR SN, ZOfEH, ECB(2004)i1%, &

! Lyons, CD. et al. (1984) Appl. Environ. Microbiol., 48: 491-496.
7
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DO NON R R R R R R R R R
E WONPFP O OO®WMNO® O~ WRNRL O

BRBAGAIFICT =V > (0% FREENT LI ZRICO RSN D8, TRV D 80%FEEDT =1 %
T I VHEEARAR R ICEREE UL o REE N 0 TS Sl L, 1S 720 1% 0
OYFREFEIN S M2 350 H EAMEL T D,

EPA (1994) ClE, THEHF DL OWAEMITRFER, EFRJ|E LTTr=Y v 2FfHTE, fHx
OHBEFEMAMICLD . 7=V 0 D44.2%7310H T, £ LT20H £ TIZE 5i212%23C02(Z
DI AHZ L. F LT, EEVIVHEEKEALET = Vid b ES T D EREEH STV S,
Xz, 72U rOCO~ DML O RHNE, R, WE, BENESHIN, ERYE (&
fRAER & G te) EEEMZOARMO TEET Vo a v AT AN RE SR E BT
BWT4A T, BESRMETCIX, £EP 7=V Do B LEB LN L RR#E ST b,

Howard (1989) C& ., JE HHET CHEIZ T =V L oMb 2 it 25 L OB N H 5,

PLEMS, FHMET Tk, BEPoAESfREEINE L TTHEZAW D,

-2 ARG D -]
ARG BB 22 320 2 B i3 7oy I Uy SFAM T TN 3RE Ly,

@IEH
JEE T T ORISR 2B oo 7o, £, IO 5
B OLE DN T,

@-1 Ao

PRI T 2T — X I3l o2 holoio, JKE T COESMRERIT, LET O
YD 4 5 THD 28 HET D,
@-2 ARG R D ek

KGR % 5200 B FEIE 720 &I Uy G- 0TI iiligs @ L7z,

! Figge, K., J. Klahn and J. Koch (1983) Regul. Toxicol. Pharmacol. 3: 199-215.
8
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CAS 62-53-3
4
[1 GLP reliability
1|Aldrich -6 °C -6 2B x< p.191
2|CRC -6 °C[- -6 - - - - - - Frenkel, M., Chirico, R. D., Diky, V. V., Physical Constants of
6.0(0.1)] Kazakov, A., and Muzny, C. D., Organic Compounds
ThermoData Engine, NIST Standard (Section 3)
Reference Database 103b, Version 5.0
(Pure Compounds, Binary Mixtures, and
2B =< Chemical Reactions, TDE-SOURCE
Version 5.1), National Institute of
Standards and Technology, Gaithersburg,
MD - Boulder, CO, 2010,
<http://www nist.gov/srd/nist103b.cfm>..
3 -6.02°C |-6 02 - - - - - - Laboratory Solvents
2B =< and other Liquiq
Reagents (Section
15)
4|EPI Suite -6.16 °C_ |-6.16 MPBPW N (Q)SAR 2C x<
5|HSDB -6.0 °C -6 CHEMICAL/PHYSICA
B =< L PROPERTIES: >
MELTING POINT:
6
7|Mackay -6.02°C [-602 - - - - - - Lide, D R., Editor (2003) Handbook of p.3243
2B =< Chemistry and Physics. 84th Edition, CRC
Press, LLC. Boca Raton, FL..
8|Merck -6 °C -6 - - - - - 2B < Solidif -6° Monograph Number:
0000659

Merck (2001) The Merck Index, 13th ed.,
Merck & Co., Inc., Whitehouse Station,
NJ
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54000
CAS 62-53-3
4
101.325 kPa|
GLP reliability
[1] [ ]
1[Aldrich 184 °C 184 4A = .191
2
3|CRC 184.1° 184.1 184.1 760 mmHg |- - - - - - Frenkel, M., Chirico, R. D., Diky, V. V., Physical Constants of
C[184.1(0. Kazakov, A., and Muzny, C. D., Organic Compounds
4)] ThermoData Engine, NIST Standard (Section 3)
Reference Database 103b, Version 5 0
(Pure Compounds, Binary Mixtures, and
2B > Chemical Reactions, TDE-SOURCE
Version 5.1), National Institute of
Standards and Technology, Gaithersburg,
MD — Boulder, CO, 2010,
<http:/Aww nist.gov/srd/nist103b.cfm>..
4 184.17 °C |184.17 - - - - - - Laboratory Solvents and
4A > other Liquid Reagents
(Secti 5
5 184.17 °C (184.17 - - - - - - Flammability of Chemical
4A > Substances (Section 16)
6|EPI Suite 183.99 °C [183.99 MPBPWIN (Q)SAR 2C >
7|HSDB 184.1°C |184.1 CHEMICAL/PHYSICAL
4A > PROPERTES: >
BOIL NG PO NT:
8|IUCL D 183.5 183.75 2A =< p.19
184 °C
9|Mackay 184.1°C |184.1 - - - - - - Lide, D R., Editor (2003) Handbook of p.3243
4A =< Chemistry and Physics. 84th Edition,
CRC Press, LLC. Boca Raton, FL..
10|Merck 184 186 °|185 - - - - - A =< - Monograph Number:
C 0000659
11[MOE 184 °C 184 - - - - - A < - (1994) . p.1
12|NITE 184 186 °|185 185 0103 101300 Pa |- - - - - - Merck (2001) The Merck Index, 13th ed., [p.2
C 2B =< Merck & Co., Inc., Whitehouse Station,
NJ..
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4
101.325 kPa|
GLP reliability
L [
16|USHPV 184 °C 184 experimental |- 4A p.8
result

17 184 ° 184 - 81139K K1139

C[457K(18 4A

4 )]
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CAS 62-53-3
4
20
GLP reliabilit:
[Pa] Pal Y
1|Aldrich 0.7 mmHg [93.32566 |66.1588 25°C 2B p.191
2|CRC 009 kPa |90 63.80124 |25°C - - - Laboratory Solvents and
2B other Liquid Reagents
(Section 15)
3|EPI Suite 104 Pa[2B |104 73.72587 |[25°C MPBPWIN (Q)SAR
2C
2C 1
4|HSDB 6 67E-1 88.92602 [63.03989 [25°C CHEMICAL/PHYSICAL
mmHg 2B PROPERTIES: >
VAPOR PRESSURE
5 1mmHg |133.3224 ]49.11441 |35°C CHEMICAL/PHYSICAL
PROPERTIES: >
4A OTHER
CHEMICAL/PHYSICAL
PROPERTIES
6 03 mmHg [39.99671 [39.99671 |20°C CHEMICAL/PHYSICAL
PROPERTIES: >
2B OTHER
CHEMICAL/PHYSICAL
PROPERTIES
7(IUCLD 05 hPa 50 50 20°C 4A p.19
8|Mackay 133.3Pa |133.3 28.73483 |43.7°C ,static - - Kahlbaum, G.W A. (1898) Studien p 3243
method, uber dampfspannkraftmessungen. II.
measured 4A Z. Phys. Chem. 26, 577-658..
range 43.7—
183 9°C
9 89 6 Pa 89.6 63.51768 |25°C - estimated |calculated- 89.60 (calculated-Antoine eq., |Stephenson, R.M., Malanowski, S. p 3243
by Antoine eq. Stephenson & Malanowski (1987) Handbook of Thermodynamics
calculation 1987) of Organic Compounds. Elsevier
log (P_L/kPa) = 6.40627 — Science Publishing Co.
1702.817/(=70.155 + T/K); Inc., New York..
4c temp range 304-458 K
(Antoine eq.-1, Stephenson &
Malanowski 1987)
log (P_L/kPa) = 8.1019 —
2728/(T/K); temp range 273—
338 K (Antoine eq.-Il,




54000

CAS 62-53-3
4
20
[Pal (el GLP reliability

10 86.7 Pa 86.7 61.46186 |25 °C - estimated |calculated-Cox 86.70 (calculated-Cox eq., Chao, J., Gadalla, N.A M., Gammon, (p 3243
by eq. Chao et al. 1990) B E., Marsh, K N., Rodgers, A.S.,
calculation log (P/mmHg) =124 3764 —  |Somayajulu, G.R., Wilhoit, R.C.

7.1676 x 10"3/(T/K) — (1990) Thermodynamic

42.763 log (T/K) + 1.7336 x |and thermophysical properties of

10"-2 (T/K) +5.7138 x 10"~ |organic nitrogen compounds. Part I.

15 (T/K)"2; Methanamine, ethanamine, 1-and 2-

temp range 267-699 K (vapor |propanamine,

ac pressure eq., Yaws 1994) benzenamine, 2-,3-, and 4-

methylbenzenamine. J. Phys. Chem.
Ref. Data 19(6), 1547-1615.. Yaws,
C L. (1994) Handbook of Vapor
Pressure, Vol. 1 C1to C4
Compounds, Vol. 2. C5 to C7
Compounds, Vol. 3, C8 to C28
Compounds.
Gulf Publishing Co., Houston, TX..

11 8952 Pa [89.52 63.46096 |25 °C - - 89.52 (calculated by formula, |Dreisbach, R.R. (1955) Physical p 3243

Dreisbach 1955; quoted, Properties of Chemical Compounds.
,calcul Riddick et al. 1986) No. 15, Am. Chem. Soc. Adv. Chem.
ated by log (P/mmHg) =7 24179 — Series. American Chemical
formula, ac 1674.3/(200.0 + /°C); temp  [Society, Washington D.C.. Riddick,
Dreisbach range 90-250°C (Antoine eq. |J A., Bunger, W.B., Sakano, T.K.
1955; for liquid state, Dreisbach (1986) Organic Solvents. 4th Edition.
quoted, 1955) John Wiley and Sons, New York..
Riddick et
12 6806 Pa  [6806 74.90717 (10259 °C - 6806* (102.59°C, McDonald, R A, Shrader, S A,, Stull, |p 3243
,ebulliometry ebulliometry, measured range |D R. (1959) Vapor pressures and
, measured 102.59-185.15°C, McDonald |freezing points of 30 organics. J.
range 102.59— etal. 1959) Chem. Eng. Data 4, 311-313..
185.15°C 4A log (P/mmHg) = 7 25375 —
1684.35/(201.175 + t/°C, temp
range 103-185°C (Antoine
eq., ebulliometry,
McDonald et al. 1959)

13 133.3Pa |133.3 61.24979 |3155°C |- estimated |calculated- 133.3* (31.55°C, calculated-  |Hatton, W E., Hildenbrand, D.L., p 3243
by thermodynamic thermodynamic properties, Sinke, G.C., Stull, D.R. (1962)
calculation |properties, temp temp range 31 55-184.40°C, |Chemical thermodynamic properties

range 31.55— Hatton et al. 1962) of aniline. J. Chem. Eng. Data
184.40°C 4c log (P/mmHg) = [-0 2185 x |7, 229-231.. Weast, R.C., Ed. (1972—
11307 6/(T/K)] + 8.221995; 73) Handbook of Chemistry and
temp range 34 8-422.4°C Physics. 53rd Edition, CRC Press,
(Antoine eq., Weast 1972-73) |Cleveland, OH..




54000

CAS 62-53-3
4
20
GLP reliabilit:
[Pa] Pal Y
14 883 Pa 88.3 62.5961 |25°C - extrapolated- 88.30 (extrapolated-Antoine  |Boublik, T., Fried, V., Hala, E. (1973) |p 3243
Antoine eq eq., Boublik et al. 1973) The Vapour Pressures of Pure
log (P/mmHg) =7 3201 — Substances. Elsevier, Amsterdam,
1731.515/(205.049 + t/°C); The Netherlands.. McDonald, R.A.,
temp range 102.6-185 2°C  |Shrader, S.A., Stull, D R. (1959)
4C (Antoine eq. from reported Vapor pressures and freezing points
exptl. data of McDonald et of 30 organics. J. Chem. Eng. Data 4,
al.1959, Boublik et al. 1973)  [311-313.. Weast, R.C., Ed. (1972—
log (P/mmHg) = [-0 2185 x 73) Handbook of Chemistry and
11307 6/(T/K)] Physics. 53rd Edition, CRC Press,
Cleveland, OH..
15 82.71Pa |82.71 58.63334 |25 °C - estimated |calculated-Cox 82.71 (calculated-Cox eq., Chao, J., Lin, C.T., Chung, T H. p 3243
by eq. Chao et al. 1983) (1983) Vapor pressure of coal
calculation log (P/atm) = [1— chemicals. J. Phys. Chem. Ref. Data
457.025/(T/K)] x 12, 1033-1063..
ac 1070 911551 — 6.64936 x
1074 (T/K) + 5.25455 x 10"—
7 (TIK)"2}; temp range:
267.3-695.0 K (Cox eq.,
Chao et al. 1983)
16 85.71 Pa |85.71 60.76004 |25 °C - extrapolated- 85.71* (extrapolated- Stull, D.R. (1947) Vapor pressure of [p 3243
regression of regression of tabulated data, |pure substances: Organic
tabulated data, temp range 34 8-184.4°C compounds. Ind. Eng. Chem. 39(4),
temp range 34 8— 4c Stull 1947) 517-560.. Dreisbach, R.R., Martin,
184.4°C log (P/mmHg) = 7 57170 — R A. (1949) Physical data on some
1941.7/(230 + /°C) (Antoine  |organic compounds. Ind. Eng. Chem.
eq., Dreisbach & Martin 1949) |41, 2875-2878..
17 10351 Pa |10351 74.23745 (11292°C - - Dreisbach, R.R., Shrader, S.A. (1949) [p 3243
,ebulliometry Vapor pressure-temperature data on
, measured 4A some organic compounds. Ind. Eng.
range 112.92— Chem. 41, 2879-2880..
183 93°C
18 80+6 Pa |80 56.71221 |25°C ,gas - - Sonnefeld, W J., Zoller, W H., May, p 3243
saturation- W.E. (1983) Dynamic coupled-column
HPLC/UV liquid chromatographic determination
of ambient temperature
2B vapor pressures of polynuclear
aromatic hydrocarbons. Anal. Chem.
55, 275-280..
19 40 Pa 40 40 20°C - - - Verschueren, K. (1983) Handbook of |p 3243
Environmental Data on Organic
2B Chemicals. 2nd. Edition, Van
Nostrand Reinhold, New York, NY.
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CAS 62-53-3
4
20
GLP reliabilit:
[Pa] Pal Y
20 88 Pa 88 62.38343 |25°C extrapolated- 88.0, 48.24 (extrapolated- Boublik, T., Fried, V., Hala, E. (1984) |p 3243
Antoine eq. Antoine eq., Boublik et al. The Vapour Pressures of Pure
1984) Substances. Second Edition, Elsevier,
log (P/kPa) = 6.43196 — Amsterdam, The
1722.154/(205.002 + t/°C); Netherlands..
temp range 102.6-185 2°C
4c (Antoine eq. from reported
exptl.
data, Boublik et al. 1984)
log (P/kPa) = 5 68977 —
1234.569/(151.207 + t/°C);
temp ra
21 48 24 Pa (48.24 34.19746 |25°C extrapolated- 88.0, 48.24 (extrapolated- Boublik, T., Fried, V., Hala, E. (1984) |p 3243
Antoine eq. Antoine eq., Boublik et al. The Vapour Pressures of Pure
1984) Substances. Second Edition, Elsevier,
log (P/kPa) = 6.43196 — Amsterdam, The
1722.154/(205.002 + t/°C); Netherlands..
temp range 102.6-185 2°C
4c (Antoine eq. from reported
exptl.
data, Boublik et al. 1984)
log (P/kPa) = 5 68977 —
1234.569/(151.207 + t/°C);
temp ra
22 65.18 Pa [65.18 46.20627 [25°C - Daubert, T E., Danner, R.P. (1985) p 3243
Data Compilation of Properties of
2B Pure Compounds. pp. 450. American
Institute of Chemical
Engineers..
23 893 Pa 89.3 63.305 25°C extrapolated- 89.30 (extrapolated-Antoine  [Dean, J D., Editor (1985) Lange’s p 3243
Antoine eq. eq., Dean 1985, 1992) Handbook of Chemistry. 13th ed.
log (P/mmHg) = 7 32010 — McGraw-Hill, New York.. Dean, J D.,
1731.515/(206.049 + t/°C); Ed. (1992) Lange's Handbook of
temp range 102-185°C Chemistry. 14th ed. McGraw-Hill, Inc.,
4C (Antoine eq., Dean 1985, New York.. Riddick, J A., Bunger,
1992) W.B., Sakano, T K. (1986) Organic
log (P/kPa) = 5 69066 — Solvents. 4th Edition. John Wiley and
1941.7/(230.0 + t/°C), temp  |Sons, New York..
range not specified (Antoine
eq., Riddick et al.
24|MOE 40 Pa[40 |40 40 20°C - PCS (1989) International Chemical  [p.1
Pa (0.3 2B Safety Cards (1989).
mmHg) (20
Al
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CAS 62-53-3
4
20
H GLP reliabili
(mo/L] [mg/L] v
1|CCD [soluble] - - 3 - Aniline
2|CRC [soluble] - - sH_2_O Physical Constants of
3 Organic Compounds
(Section 3) etc
3 3.38 mass 34982.4053| 32656 3006|25 °C - - - Riddick, J. A., Bunger, W. B., and Aqueous Solubility and
% Sakano, T. K., Organic Solvents, Henry's Law Constants of|
2B Fourth Edition, John Wiley & Sons, |Organic Compounds
New York, 1986.. (Section 5)
4 35 g/Kg 35000| 32672.7253|25 °C - - - Riddick, J. A., Bunger, W. B., and Aqueous Solubility and
Sakano, T. K., Organic Solvents, Henry's Law Constants of|
2B Fourth Edition, John Wiley & Sons, |Organic Compounds
New York, 1986.. (Section 5)
5|EPI Suite 32040 32040] 29909 5463|25 °C WSKOWWIN (Q)SAR
mg/L[2B
2C
2C 1
6|HSDB 36000 mg/L 36000| 33606 2318|25 °C CHEMICAL/PHYSICAL
2B PROPERT ES: >
SOLUB LITES
7 3.5 %[3.5 35000| 32672.7253|25 °C CHEMICAL/PHYSICAL
parts/100 2B PROPERT ES: >
parts water SOLUB LITES:
at 25 dea Cl
8 6.4 %[6.4 64000| 29020.4394(90 °C CHEMICAL/PHYSICAL
parts/100 4A PROPERT ES: >
parts water SOLUB LIT ES:
at 90 dea Cl]
9|lUCL D 36 g/L 36000 36000|20 °C 8.8[8.8 at p.19
36 g/l and 4A
20 degree
Cl
10{Mackay 36650 mg/L 36650| 34213 0109|25 °C - - - Hill, A E., Macy, R.J. (1924) Ternary |p 3243
system. II. Silver perchlorate, aniline
2B and water. J. Am. Chem. Soc. 46,
1132..
11 34200 mg/L 34200] 31925 9202|25 °C - - Yaws, C.L., Yang, H.-C., Hopper, p 3243
,selected J.R., Hansen, K.C. (1990) Organic
2B chemicals: water solubility data.
Chem. Eng. July, 115-118..
12 36070 mg/L 36070| 33671 5772|25 °C - - - Seidell, A. (1941) Solubilities of p 3243
2B Organic Compounds. Van Nostrand

Co., New York..
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CAS

62-53-3

[mg/L]

20

[ma/L]

GLP

reliability

38670 mg/L

38670

36098 6939

25°C

,shake
flask-residue
volume method

2B

Booth, H.S., Everson, H E. (1948)
Hydrotropic solubilities. Solubilities in
40 per cent sodium xylenesulfonate.
Ind. Eng. Chem.

40(8), 1491-1493..

p 3243

36220 mg/L

36220

33811 6032

25°C

,shake
flask-
interferometry

2B

Donahue, D.J., Bartell, F.E. (1952)
The boundary tension at water-
organic liquid interfaces. J. Phys.
Chem. 56, 480-484..

p 3243

34100 mg/L

34100

31832 5695

25°C

2B

Stephen, H., Stephen, Y. (1963)
Solubilities of Inorganic and Organic
Compounds. Vol. 1 and 2, Pergamon
Press, Oxford, U K..

p 3243

36600 mg/L

36600

34166 3356

25°C

2B

Kenaga, E E. (1980) Predicted
bioconcentration factors and soil
sorption coefficients of pesticides
and other chemicals. Ecotoxicol.
Environ. Saf. 4, 26-38..

p 3243

34000 mg/L

34000

31739 2189

25°C

2B

Verschueren, K. (1983) Handbook of
Environmental Data on Organic
Chemicals. 2nd. Edition, Van
Nostrand Reinhold, New York, NY..

p 3243

56900 mg/L

56900

53116 5163

25°C

estimated
by
calculation

calculated-activity
coeff. y by
UN FAC

4C

Fu, J.-K., Luthy, R.G. (1985)
Pollutant Sorption to Soils and
Sediments in Organic/Aqueous
Solvent Systems. EPA/600/3—
85/050.

Environmental Research Laboratory,
Office of Research and
Development, U.S. Environmental
Protection Agency, Athens, GA.. Fu,
J.-K., Luthy, R.G. (1986) Aromatic
compound solubility in solvent/water
mixtures. J. Chem. Eng. 112, 328—
345..

p 3243

33800 mg/L

33800

31552 5176

25°C

,selected

2B

Riddick, J.A., Bunger, W.B., Sakano,
T K. (1986) Organic Solvents. 4th
Edition. John Wiley and Sons, New
York..

p 3243

Merck

19/28 6 mL

34965.035

25

4A

One gram dissolves in
28.6 ml water, 15.7 ml
boil. water

Monograph Number:
0000659

19/15.7 mL

63694.2675

25

4A

One gram dissolves in
28.6 ml water, 15.7 ml
boil. water

Monograph Number:
0000659




54000

CAS 62-53-3
4
20
GLP reliability
[mg/L] [mg/L]
22{MOE 34000 mg/L 34000 34000|20 °C - - - - IPCS (1989) International Chemical [p.1
2B Safety Cards (1989).
23[NITE 36 g/L 36000| 33606 231825 °C - - - - SRC, Syracuse Research p2
Corporation  (2002) PhysProp
2B Database, North Syracuse, NY.
(http //esc syrres.com./interkow/phys
demo.htm ).
24|PhysProp 36000 mg/L 36000| 33606 2318|25 °C - - - experiment |- DAUBERT,TE & DANNER,RP p.1
al result 2B (1985).

25

26

28

359/L 35000 ,There is key study p8
no information
about the 2A
applied method
USHPV 36000 mg/L 36000 36000|20 °C - - - experiment |- 2B p8
al result
36 g/L 36000| 33606 2318|25 °C OECD TG 105 |- - experiment |- 81139K K1139
al result 1B




W N

RS

54000

CAS

62-53-3

ogPow

pH

GLP

reliability

CRC

0.9

09

25°C

2B

Sangster, J., J. Phys. Chem. Ref.
Data, 18, 1111, 1989..

Octanol-Water Partition
Coefficients (Section 16)

EPI Suite

1.08

108

KOWW N

(Q)SAR

2C

HSDB

0.9

09

2B

CHEMICAL/PHYSICAL
PROPERTIES: >
OCTANOL/WATER
PARTITION
COFFFICIENT

IUCL D

0.91

091

aA

p.19

Mackay

0.9

,shake

flask-UV

2B

Briggs, G.G. (1981) Theoretical and
experimental relationships between
soil adsorption, octanol-water
partition coefficients, water
solubilities, bioconcentration factors
and Parachor. J. Agric. Food Chem.
29, 1050-1059..

p.3243

0.79

0.79

RV

HPLC-

correlation-

ALPM

2B

0.79, 0.96 (HPLC-RV
correlation-ALPM, Garst &
Wilson 1984)

Garst, J E., Wilson, W.C. (1984)
Accurate, wide range, automated,
high-performance liquid
chromatographic method for the
estimation

of octanol/water partition coefficients.
|: Effect of chromatographic
conditions and procedure variables
on accuracy and

reproducibility of the method. J.
Pharm. Sci. 73, 1616-1623..

p.3243

0.96

096

RV

,HPLC-

correlation-

ALPM

2B

0.79, 0.96 (HPLC-RV
correlation-ALPM, Garst &
Wilson 1984)

Garst, J E., Wilson, W.C. (1984)
Accurate, wide range, automated,
high-performance liquid
chromatographic method for the
estimation

of octanol/water partition coefficients.
I: Effect of chromatographic
conditions and procedure variables
on accuracy and

reproducibility of the method. J.
Pharm. Sci. 73, 1616-1623..

p.3243

0.85

085

flask

,shake

2B

0.90, 0.98, 0.85 (shake
flask, Hansch & Leo 1979)

Hansch, C., Leo, A. (1979)
Substituent Constants for Correlation
Analysis in Chemistry and Biology.
Wiley, New York..

p.3243




10

11

12

13

14

15

54000

CAS

62-53-3

ogPow

pH

GLP

reliability

0.9

09

,shake
flask

2B

0.90, 0.98, 0.85 (shake
flask, Hansch & Leo 1979)

Hansch, C., Leo, A. (1979)
Substituent Constants for Correlation
Analysis in Chemistry and Biology.
Wiley, New York..

p.3243

0.89

089

7.4

,shake
flask-UV at
pH 7.4

2B

El Tayar, N., van de Waterbeemd,
H., Grylaki, M., Testa, B., Trager,
W.F. (1984) The lipophilicity of
deuterium atoms. A comparison

of shake-flask and HPLC (high
performance liquid chromatography)
methods. Int. J. Pharm. 19, 271—
281..

p.3243

0.99

099

estimated by
calculation

calculated-activity
coeff. y from
UN FAC

4c

Campbell, J.R., Luthy, R.G. (1985)
Prediction of aromatic solute partition
coefficient using the UNIFAC group
contribution model.

Environ. Sci. Technol. 19, 980-985..

p.3243

0.81

081

,HPLC-
k' correlation

2B

0.81, 1.08 (HPLC-K'
correlation, Eadsforth
1986)

Eadsforth, C.V. (1986) Application of
reverse-phase HPLC for the
determination of partition
coefficients. Pestic. Sci. 17, 311—
325..

p.3243

1.08

108

,HPLC-
k' correlation

2B

0.81, 1.08 (HPLC-K'
correlation, Eadsforth
1986)

Eadsforth, C.V. (1986) Application of
reverse-phase HPLC for the
determination of partition
coefficients. Pestic. Sci. 17, 311—
325..

p.3243

0.91

091

,RP-
HPLC-RT
correlation

2B

Eadsforth, C.V. (1986) Application of
reverse-phase HPLC for the
determination of partition
coefficients. Pestic. Sci. 17, 311—
325..

p.3243

0.98

098

7.5

,shake
flask-UV at
pH75

2B

Martin-Villodre, A., Pla-Delfina, J.M.,
Moreno, J., Perez-Buendia, M D.,
Miralles, J., Collado, E.F., Sanchez-
Moyano, E., Del Pozo,

A. (1986) Studies on the reliability of
a bihyperbolic functional absorption
model. I. Ring-substituted anilines. J.
Pharmacokinet.

Biopharm. 14, 615-633..

p.3243




16

17

18

19

20

21

54000

CAS

62-53-3

ogPow

pH

GLP

reliability

1.03

103

,RP-
HPLC-k'
correlation

2B

D’Amboise, M., Hanai, T. (1982)
Hydrophobicity and retention in
reversed phase liquid
chromatography. J. Lig. Chromatogr.
5(2),

229-244..

p.3243

0.93

093

,HPLC
method
average

2B

Ge, J., Liu, W., Dong, S. (1987)
Determination of partition coefficient
with chemically bonded omega-
hydroxysilica as HPLC column
packing. Sepu 5(3), 182-185..

p.3243

0.78

0.78

,HPLC-
k' correlation

2B

Miyake, K., Kitaura, F., Mizuno, N.,
Terada, H. (1987) Determination of
partition coefficient and acid
dissociation constant by
highperformance

liquid chromatography on porous
polymer gel as stationary phase.
Chem. Pharm. Bull. 35(1), 377-388..

p.3243

1.18

1.18

estimated by
calculation

calculated-activity
coeff. y from
UN FAC

4C

Banerjee, S., Howard, P H. (1988)
Improved estimation of solubility and
partitioning through correction of
UNIFAC-derived activity
coefficients. Environ. Sci. Technol.
22,839-841..

p.3243

0.94+0.006

094

,shake
flask/slow-
stirring-GC

2B

De Bruijn, J., Busser, F., Seipnen,
W., Hermens, J. (1989)
Determination of octanol/water
partition coefficients for hydrophobic
organic chemicals with the “slow-
stirring” method. Environ. Toxicol.
Chem. 8, 499-512..

p.3243

0.9

09

,recommend
ed

2B

Sangster, J. (1989) Octanol-water
partition coefficients of simple
organic compounds. J. Phys. Chem.
Ref. Data 18(3), 1111-1230..
Sangster, J. (1993) LOGKOW
Database, Sangster Research Lab.,
Montreal, Canada..

p.3243




22

23

24

25

26

54000

CAS 62-53-3
ogPow
pH GLP reliability

0.942+0 01(0 942 ,shake |- Brooke, D.N., Nielsen, I., De Bruijn, [p.3243
flask/stir-flask Hermens, J. (1990) An
method by interlaboratory evaluation of the stir-

BRE; RITOX 2B flask method for the determination
of octanol-water partition coefficients
(LOG P_OW). Chemosphere 21, 119
—133..

0.94+0.006(0 94 - Brooke, D.N., Nielsen, I., De Bruijn, [p.3243
,RITOX, Hermens, J. (1990) An

inter- interlaboratory evaluation of the stir-

laboratory 2B flask method for the determination

studies of octanol-water partition coefficients
(LOG P_OW). Chemosphere 21, 119
—133..

0.9 09 ,shake |- Alcorn, C.J., Simpson, R.J., Leahy, [p.3243
flask-GC D E., Peters, T.J. (1993) Partition

and distribution coefficients of

2B solutes and drugs in brush border
membrane vesicles. Biochem.
Pharm. 45, 1775-1782..

1.21 121 JHPLC-|- Makovskaya, V., Dean, J.R., p.3243
k' correlation, Tomlinson, W R., Comber, M. (1995)
different Determination of octanol-water
combinations partition coefficients using gradient
of stationary liquid chromatography. Anal. Chim.
and mobile 2B Acta 315, 183-192..
phases under
isocratic
conditions

0.89 089 JHPLC-|- Makovskaya, V., Dean, J.R., p.3243
k' correlation, Tomlinson, W R., Comber, M. (1995)
different Determination of octanol-water
combinations partition coefficients using gradient
of stationary liquid chromatography. Anal. Chim.
and mobile 2B Acta 315, 183-192..
phases under
isocratic
conditions




54000

27

28

29

30

31

32

CAS 62-53-3
ogPow
pH GLP reliability

0.9 09 ,HPLC-|- - - Hammers, W E., Meurs, G.J., De p.3243

k' correlation Ligny, C L. (1982) Correlations
between liquid chromatographic
2B capacity ratio data on Lichrosorb
RP-18 and partition coefficients in
the octanol-water system. J.
Chromatogr. 247, 1-13..

0.87 087 ,HPLC-|- - - Makovskaya, V., Dean, J.R., p.3243
k' correlation, Tomlinson, W R., Comber, M. (1995)
different Determination of octanol-water
combinations partition coefficients using gradient
of stationary liquid chromatography. Anal. Chim.
and mobile 2B Acta 315, 183-192..
phases under
isocratic
conditions

1.09 109 ,HPLC-|- - - Makovskaya, V., Dean, J.R., p.3243
k' correlation, Tomlinson, W R., Comber, M. (1995)
different Determination of octanol-water
combinations partition coefficients using gradient
of stationary liquid chromatography. Anal. Chim.
and mobile 2B Acta 315, 183-192..
phases under
isocratic
conditions

0.92 092 ,shake |- - - Andersson, J.T., Schrader, W. p.3243
flask-dialysis (1999) A method for measuring 1-
tubing- 2B octanol-water partition coefficients.
HPLC/UV, Anal. Chem. 71, 3610-3614..
hoth nhases

0.88 088 - - - Jia, Z., Mei, L., Lin, F., Huang, S., p.3243

,microemul Killion, R B. (2003) Screening of
sion octanol-water partition coefficients
electrokinetic 2B for pharmaceuticals by
chromatograp pressure-assisted microemulsion
hy-retention electrokinetic chromatography. J.
factor Chromatog. A, 1007, 203-208..

0.98 098 ,shake |- - 0.90, 0.98, 0.85 (shake Hansch, C., Leo, A. (1979) p.3243
flask flask, Hansch & Leo 1979)[Substituent Constants for Correlation

2B Analysis in Chemistry and Biology.
Wiley, New York..




33

34

35

36

37

38

54000

CAS

62-53-3

ogPow

pH

GLP

reliability

0.91

091

,HPLC-
k' correlation

2B

Konemann, H., Zelle, R., Busser, F.,
Hammers, W E. (1979)
Determination of log P_OCT values
of chloro-substituted benzenes,
toluenes

and anilines by high-performance
liquid chromatography on ODS-
silica. J. Chromatogr. 178, 559-565..

p.3243

0.9

09

,shake
flask-UV

2B

Fuijita, T., lwasa, J., Hansch, C.
(1964) A new substituent constant
derived from partition coefficients. J.
Am. Chem. Soc. 86(23),
5175-5180..

p.3243

0.9

09

,shake
flask

2B

Ilwasa, J., Fujita, T., Hansch, C.
(1965) Substituent constants for
aliphatic functions obtained from
partition coefficients. J. Med.
Chem. 8, 150-153..

p.3243

0.9

09

,shake
flask-UV

2B

Hansch, C., Quinlan, J.E., Lawrence,
G.L. (1968) The linear free-energy
relationship between partition
coefficients and the aqueous
solubility of organic liquids. J. Org.
Chem. 33, 347-350..

p.3243

0.9

09

2B

Leo, A., Hansch, C., Elkins, D.
(1971) Partition coefficients and their
uses. Chem. Rev. 71, 525-616..
Hansch, C., Leo, A. (1979)
Substituent Constants for Correlation
Analysis in Chemistry and Biology.
Wiley, New York.. Hansch, C., Leo,
A. (1983) Medchem Project. Pomona
College, Claremont, CA.. Hansch, C.,
Leo, A. (1985) Medchem Project.
Pomona College, Claremont, CA..

p.3243

0.9

09

\inter-
laboratory
studies. shake
flask average

2B

Eadsforth, C.V., Moser, P. (1983)
Assessment of reverse-phase
chromatographic methods for
determining partition coefficients.
Chemosphere 12, 1459-1475..

p.3243




39

40

41

42

43

54000

CAS

62-53-3

ogPow

pH

GLP

reliability

0.89

089

5.6

,shake
flask-UV at
pH56

2B

Umeyama, H., Nagai, T., Nogami, H.
(1971) Mechanism of adsorption of
phenols by carbon black from
aqueous solution. Chem.

Pharm. Bull. 19(8), 1714-1721..

p.3243

0.9

09

,HPLC-
k' correlation

2B

Carlson, R.M,, Carlson, R.,
Kopperman, H.L. (1975)
Determination of partition coefficients
by liquid chromatography. J.
Chromatogr.

107, 219-223..

p.3243

0.85

085

,shake
flask

2B

Lu, P.Y., Metcalf, R.L. (1975)
Environmental fate and
biodegradability of benzene
derivatives as studies in a model
aquatic ecosystem.

Environ. Health Prospect. 10, 269—
284..

p.3243

0.9

09

,HPLC-
RT
correlation

2B

Mirvish, S.S., Issenberg, P.,
Sornson, H.C. (1976) Air-water and
ether-water distribution of N-nitroso
compounds: Implications for
laboratory safety, analytic
methodology, and carcinogenicity for
the rat esophagus, nose, and liver. J.
Nat'l. Cancer Inst.

56(6), 1125-1129..

p.3243

0.93+0.05

093

,shake
flask at pH 7

2B

Unger, S.H., Cook, J R., Hollenberg,
J.S. (1978) Simple procedure for
determining octanol-aqueous
partition, distribution, and

ionization coefficients by reversed-
phase high-pressure liquid
chromatography. J. Pharm. Sci.
67(10), 1664-1667..

p.3243




a4

45

46

a7

48

54000

CAS

62-53-3

ogPow

pH

GLP

reliability

1.09

109

,inter-
laboratory
studies,
HPLC-RT
correlation,
average

2B

Eadsforth, C.V., Moser, P. (1983)
Assessment of reverse-phase
chromatographic methods for
determining partition coefficients.
Chemosphere 12, 1459-1475..
Brooke, D.N., Nielsen, I., De Bruijn,
Hermens, J. (1990) An
interlaboratory evaluation of the stir-
flask method for the determination

of octanol-water partition coefficients
(LOG _POW). Chemosphere 21, 119
—133..

p.3243

1.08

108

,HPLC-
k' correlation

2B

1.34,1.27,1.08 (HPLC-
RT correlation, Harnish et
al. 1983)

Harnish, M., Mockel, H.J., Schulze,
G. (1983) Relationship between log
P_OW shake flask values and
capacity factors derived from
reversed phase HPLC for n-
alkylbenzenes and some OECD
reference substances. J.
Chromatogr. 282, 315-332..

p.3243

134

134

,HPLC-
k' correlation

2B

1.34,1.27,1.08 (HPLC-
RT correlation, Harnish et
al. 1983)

Harnish, M., Mockel, H.J., Schulze,
G. (1983) Relationship between log
P_OW shake flask values and
capacity factors derived from
reversed phase HPLC for n-
alkylbenzenes and some OECD
reference substances. J.
Chromatogr. 282, 315-332..

p.3243

1.27

127

JHPLC-
k' correlation

2B

1.34,1.27,1.08 (HPLC-
RT correlation, Harnish et
al. 1983)

Harnish, M., Mockel, H.J., Schulze,
G. (1983) Relationship between log
P_OW shake flask values and
capacity factors derived from
reversed phase HPLC for n-
alkylbenzenes and some OECD
reference substances. J.
Chromatogr. 282, 315-332..

p.3243

1.08

108

,shake
flask average,
OECD/EEC
lab.
comparison
tests

2B

Harnish, M., Mockel, H.J., Schulze,
G. (1983) Relationship between log
P_OW shake flask values and
capacity factors derived from
reversed phase HPLC for n-
alkylbenzenes and some OECD
reference substances. J.
Chromatogr. 282, 315-332..

p.3243




49

51

54000

CAS 62-53-3
ogPow
pH GLP reliability

MOE 0.9 - - - - experimental 3 “C Log P",|p.1
result ).

NITE 0.9 09 - - - - experimental SRC, Syracuse Research p.2
result Corporation (2003) KowWin

2B Estimation Software, ver. 1.66, North
Syracuse,NY..
1.08 108 - - - - SRC, Syracuse Research p.2
, Corporation (2003) KowWin
4c Estimation Software, ver. 1.66, North
Syracuse,NY..

PhysProp 0.9 09 - - - - experimental 2B HANSCH,C ET AL. (1995). p.1
result

REACH 0.91 091 259C 7.5 yes 1: reliable |key study experimental Exp Key Partition

without result 4A coefficient.001
restriction
SIDS 0.9 09 20°C key study experimental p.8
,Shaking- result 2A
flask method

USHPV 0.91 091 - - - - experimental 2B p.8

result




54000

CAS

62-53-3

Koc

[L/kg]

pH

GLP

reliability

EPI Suite

Koc

25.19 L/kg[2B

25.19

KOCWIN

(@SAR

2C

HSDB

2C 1]
43.8 497.7

270.75

in five
European
soils

2B

ENVIRONMENTAL FATE:

IUCLID

logKoc

1.65

44.66835922

,Computer
Programm:
PCKOC, PC
Software to
Estimate Soil
Sorption
Coefficients,
\/ersion 1 22

estimated by
calculation

Computer
Programm:
PCKOC, PC
Software to
Estimate Soil
Sorption
Coefficients,
Version 1.22

4c

p.21

logKoc

2.07

117.4897555

experimental
result

4A

logKoc

2.14

138.0384265

experimental
result

4A

p.21

Mackay

logKoc

3.59

3890.45145

colloidal
organic
carbon/gro
und water

2B

Means, J.C., Wood, S.G.,
Hassett, J.J., Banwart, W.L.
(1982) Sorption of amino- and
carboxy-substituted
polynuclear aromatic
hydrocarbons by sediments
and soils. Environ. Sci.
Technol. 16, 93-98..

p.3243

logKoc

117

14.79108388

soil

,quoted
as log K_OM

2B

Sabljic, A. (1987) On the
prediction of soil sorption
coefficients of organic
pollutants from molecular
structure: Application of
molecular topology model.
Environ. Sci. Technol. 21, 358—
366

p.3243

logKoc

212

131.8256739

Podzol
soil,

estimated by
calculation

calculated values

4c

1.08, 1.25, 0.98 (RP-HPLC-
k' correlation on 3 different
stationary phases, Szabo et
al. 1995)

von Oepen, B., Kordel, W.,
Klein, W. (1991) Sorption of
nonpolar and polar compounds
in soils: Processes,
measurements and

experience with the
applicability of the modified
OECD-guideline 106.
Chemosphere 22, 285-304..

p.3243

logKoc

112.2018454

Alfisol soil

estimated by
calculation

calculated values

ac

1.08, 1.25, 0.98 (RP-HPLC-
k' correlation on 3 different
stationary phases, Szabo et
al. 1995)

von Oepen, B., Kordel, W.,
Klein, W. (1991) Sorption of
nonpolar and polar compounds
in soils: Processes,
measurements and

experience with the
applicability of the modified
OECD-guideline 106.
Chemosphere 22, 285-304..

p.3243




54000

CAS

62-53-3

Koc

10

11

12

13,

14

[L/kg]

pH

GLP

reliability

logKoc

2.06

114.8153621

sediment

estimated by
calculation

calculated values

ac

1.08, 1.25, 0.98 (RP-HPLC-
k' correlation on 3 different
stationary phases, Szabo et
al. 1995)

von Oepen, B., Kordel, W.,
Klein, W. (1991) Sorption of
nonpolar and polar compounds
in soils: Processes,
measurements and

experience with the
applicability of the modified
OECD-guideline 106.
Chemosphere 22, 285-304..

p.3243

logKoc

0.596

3.944573021

estimated by
calculation

calculated-K_OW

4c

Kollig, H.P., Ed. (1993)
Environmental Fate Constants
for Organic Chemicals under
Consideration of EPA’s
Hazardous Waste
Identification Projects. EPA
Report EPA/600/R-93/132,
U.S. Environmental Research
Lab., Athens GA..

p.3243

logKoc

0.98

9.54992586

RP-
HPLC-K'
correlation on
3 different
stationary
phases

2B

1.08, 1.25, 0.98 (RP-HPLC-
k' correlation on 3 different
stationary phases, Szabo et
al. 1995)

Szabo, G., Guczi, J., Bulman,
R.A. (1995) Examination of
silica-salicylic acid and silica-8-
hydroxyquinoline HPLC
stationary phases

for estimation of the adsorption
coefficient of soil for some
aromatic hydrocarbons.
Chemosphere 30, 1717-1727..

p.3243

logKoc

1.08

12.02264435

\RP-
HPLC-K'
correlation on
3 different
stationary
phases

2B

1.08, 1.25, 0.98 (RP-HPLC-
k' correlation on 3 different
stationary phases, Szabo et
al. 1995)

Szabo, G., Guczi, J., Bulman,
A. (1995) Examination of
silica-salicylic acid and silica-8-
hydroxyquinoline HPLC
stationary phases
for estimation of the adsorption
coefficient of soil for some
aromatic hydrocarbons.
Chemosphere 30, 1717-1727..

p.3243

logKoc

125

17.7827941

RP-
HPLC-K'
correlation on
3 different
stationary
phases

2B

1.08, 1.25, 0.98 (RP-HPLC-
k' correlation on 3 different
stationary phases, Szabo et
al. 1995)

Szabo, G., Guczi, J., Bulman,
R.A. (1995) Examination of
silica-salicylic acid and silica-8-
hydroxyquinoline HPLC
stationary phases

for estimation of the adsorption
coefficient of soil for some
aromatic hydrocarbons.
Chemosphere 30, 1717-1727..

p.3243




15

16,

17

18

19

20,

21

54000

CAS

62-53-3

Koc

[L/kg]

pH

GLP

reliability

logKoc

25.70395783

soil

estimated by
calculation

calculated-MCIMy

ac

Szabo, G., Guczi, J., Bulman,
R.A. (1995) Examination of
silica-salicylic acid and silica-8-
hydroxyquinoline HPLC
stationary phases

for estimation of the adsorption
coefficient of soil for some
aromatic hydrocarbons.
Chemosphere 30, 1717-1727..

p.3243

logKoc

2.07

117.4897555

,HPLC-
screening
method

2B

2.07; 1.65 (HPLC-screening
method; calculated-PCKOC
fragment method, Muller &
Kordel 1996)

Muller, M., Kordel, W. (1996)
Comparison of screening
methods for the estimation of
adsorption coefficients on soil.
Chemosphere

32, 2493-2504..

p.3243

logKoc

211

128.8249552

soil;

2B

2.11; 2.61 (soil; more acidic
soil, Pillai et al. 1982)

Pillai, P., Helling, C.S., Dragun,
J. (1982) Soil catalyzed
oxidation of aniline.
Chemosphere 11, 299, 317..

p.3243

logKoc

1.65

44.66835922

,calculated-
PCKOC
fragment
method

2B

2.07; 1.65 (HPLC-screening
method; calculated-PCKOC
fragment method, Muller &
Kordel 1996)

Muller, M., Kordel, W. (1996)
Comparison of screening
methods for the estimation of
adsorption coefficients on soil.
Chemosphere

32, 2493-2504..

p.3243

logKoc

3.11

1288.249552

8.35

H-
montmorill
onite at pH
8.35

2B

3.11; 2.11 (H-
montmorillonite at pH 8.35;
pH 6.80, Bailey et al. 1968)

Bailey, G.W., White, J.L.,
Rothberg T. (1968) Adsorption
of organic herbicides by
montmorillonite: Role of pH
and chemical character

of adsorbate. Soil Sci. Am.
Proc. 32, 222-234..

p.3243

logKoc

211

128.8249552

6.8

H-
montmorill
onite at pH
6.80

2B

3.11; 2.11 (H-
montmorillonite at pH 8.35;
pH 6.80, Bailey et al. 1968)

Bailey, G.W., White, J.L.,
Rothberg T. (1968) Adsorption
of organic herbicides by
montmorillonite: Role of pH
and chemical character

of adsorbate. Soil Sci. Am.
Proc. 32, 222-234..

p.3243

logKoc

1.86

72.44359601

soil
average

2B

Moreale, A., Van Bladel, R.
(1976) Influence of soil
properties on adsorption of
pesticide-derived aniline and p-
chloroaniline. J. Soil

Sci 27 48-57

p.3243




54000

CAS 62-53-3
4
Koc
[L/kg] pH GLP reliability
22 logKoc 1.41 25.70395783 average of |- ,average |- - Briggs, G.G. (1981) Theoretical|p.3243
seven of seven and experimental relationships
agricultural agricultural soils between soil adsorption,
soils octanol-water partition
2B coefficients, water
solubilities, bioconcentration
factors and Parachor. J. Agric.
Food Chem. 29, 1050-1059..
23 logKoc 2.08 120.2264435 first ,shake - 2.70, 1.64, 2.08, 2.04, 2.29 |Gawlik, B.M., Feicht, E.A., p.3243
generation [flask-batch (first generation Eurosoils ~ [Karcher, W., Kettrup, A.,
Eurosoils |equilibrium- ES-1, ES-2, ES-3, ES-4, Muntau, H. (1998) Application
ES-3 HPLC/UV ES-5, shake flask-batch of the European soil set
equilibrium- (Eurosoils) to a
2B HPLC/UV, Gawlik et al. HPLCscreening
1998) method for the estimation of
soil adsorption coefficients of
organic compounds.
Chemosphere 36, 2903-2919..
24/ logKoc 2.04 109.6478196 first ,shake - 2.70, 1.64, 2.08, 2.04, 2.29 |Gawlik, B.M., Feicht, E.A., p.3243
generation flask-batch (first generation Eurosoils ~ [Karcher, W., Kettrup, A.,
Eurosoils |equilibrium- ES-1, ES-2, ES-3, ES-4, Muntau, H. (1998) Application
ES-4, HPLC/UV ES-5, shake flask-batch of the European soil set
equilibrium- (Eurosoils) to a
2B HPLC/UV, Gawlik et al. HPLCscreening
1998) method for the estimation of
soil adsorption coefficients of
organic compounds.
Chemosphere 36, 2903-2919..
25! logKoc 2.29 194.98446 first ,shake - 2.70, 1.64, 2.08, 2.04, 2.29 |Gawlik, B.M., Feicht, E.A., p.3243
generation [flask-batch (first generation Eurosoils ~ [Karcher, W., Kettrup, A.,
Eurosoils |equilibrium- ES-1, ES-2, ES-3, ES-4, Muntau, H. (1998) Application
ES-5, HPLC/UV ES-5, shake flask-batch of the European soil set
equilibrium- (Eurosoils) to a
2B HPLC/UV, Gawlik et al. HPLCscreening
1998) method for the estimation of
soil adsorption coefficients of
organic compounds.
Chemosphere 36, 2903-2919..
26 logKoc 2.384 242.1029047 second ,shake - 2.384,1.503, 1.279, 1.437, |Gawlik, B.M., Kettrup, A., p.3243
generation [flask-batch 2.136 (second generation  |Muntau, H. (2000) Estimation
Eurosoils |equilibrium- Eurosoils ES-1, ES-2, ES-3, |of soil adsorption coefficients
ES-1 HPLC/UV and ES-4, ES-5, shake flask- of organic compounds by
HPLC-K' 2B batch HPLC screening
correlation equilibrium-HPLC/UV and  |using the second generation of

HPLC-k’ correlation, Gawlik
et al. 2000)

the European reference soil
set. Chemosphere 41, 1337—
134
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4
Koc
[L/kg] pH GLP reliability
27 logKoc 1.503 31.84197522 second ,shake 2.384,1.503, 1.279, 1.437, |Gawlik, B.M., Kettrup, A., p.3243
generation [flask-batch 2.136 (second generation  |Muntau, H. (2000) Estimation
Eurosoils |equilibrium- Eurosoils ES-1, ES-2, ES-3, |of soil adsorption coefficients
ES-2, HPLC/UV and ES-4, ES-5, shake flask- of organic compounds by
HPLC-K' 2B batch HPLC screening
correlation equilibrium-HPLC/UV and  |using the second generation of
HPLC-K' correlation, Gawlik |the European reference soil
et al. 2000) set. Chemosphere 41, 1337—
134
28 logKoc 2.61 407.3802778 more - 2.11; 2.61 (soil; more acidic |Pillai, P., Helling, C.S., Dragun, p.3243
acidic soil 2B soil, Pillai et al. 1982) J. (1982) Soil catalyzed
oxidation of aniline.
Chemosphere 11 299 317
29 logKoc 1.279 19.0107828 second ,shake 2.384,1.503, 1.279, 1.437, |Gawlik, B.M., Kettrup, A., p.3243
generation [flask-batch 2.136 (second generation  [Muntau, H. (2000) Estimation
Eurosoils |equilibrium- Eurosoils ES-1, ES-2, ES-3, |of soil adsorption coefficients
ES-3, HPLC/UV and ES-4, ES-5, shake flask- of organic compounds by
HPLC-K' 2B batch HPLC screening
correlation equilibrium-HPLC/UV and  |using the second generation of
HPLC-K' correlation, Gawlik |the European reference soil
et al. 2000) set. Chemosphere 41, 1337—
1347
30 logKoc 1.437 27.35268726 second ,shake 2.384,1.503, 1.279, 1.437, |Gawlik, B.M., Kettrup, A., p.3243
generation flask-batch 2.136 (second generation  [Muntau, H. (2000) Estimation
Eurosoils |equilibrium- Eurosoils ES-1, ES-2, ES-3, |of soil adsorption coefficients
ES-4, HPLC/UV and ES-4, ES-5, shake flask- of organic compounds by
HPLC-K' 2B batch HPLC screening
correlation equilibrium-HPLC/UV and  |using the second generation of
HPLC-K' correlation, Gawlik |the European reference soil
et al. 2000) set. Chemosphere 41, 1337—
1347
31 logKoc 2.136 136.7728826 second ,shake 2.384,1.503, 1.279, 1.437, |Gawlik, B.M., Kettrup, A., p.3243
generation flask-batch 2.136 (second generation  [Muntau, H. (2000) Estimation
Eurosoils |equilibrium- Eurosoils ES-1, ES-2, ES-3, |of soil adsorption coefficients
ES-5, HPLC/UV and ES-4, ES-5, shake flask- of organic compounds by
HPLC-K' 2B batch HPLC screening
correlation equilibrium-HPLC/UV and  |using the second generation of
HPLC-K' correlation, Gawlik |the European reference soil
et al. 2000) set. Chemosphere 41, 1337—
1347
32 logKoc 1 115 11.88502227 28 7.2 |5soils Jbatch 1.0-1.54 (5 soils, pH 2.8— p.3243
equilibrium- 2B 7.2, batch equilibrium-
sorption sorption isotherm, Li et al.
isotherm 2000)
33 logKoc 2.49 309.0295433 nonsterile |- 2.49; 2.11 (nonsterile Pillai, P., Helling, C.S., Dragun,|p.3243
Hagerstow Hagerstown soil; sterile J. (1982) Soil catalyzed
n soil; 2B Hagerstown soil, Pillai et al. |oxidation of aniline.
1982) Chemosphere 11, 299, 317..
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4
Koc
[L/kg] pH GLP reliability
34 logKoc 2.07 117.4897555 first ,shake |- - - - 2.70, 1.64, 2.08, 2.04, 2.29 |Gawlik, B.M., Feicht, EA., p.3243
generation [flask-batch (first generation Eurosoils ~ [Karcher, W., Kettrup, A.,
Eurosoils |equilibrium- ES-1, ES-2, ES-3, ES-4, Muntau, H. (1998) Application
ES-1 HPLC/UV ES-5, shake flask-batch of the European soil set
equilibrium- (Eurosoils) to a
2B HPLC/UV, Gawlik et al. HPLCscreening
1998) method for the estimation of
soil adsorption coefficients of
organic compounds.
Chemosphere 36, 2903-2919..
35 logKoc 1.64 43.65158322 first ,shake |- - - - 2.70, 1.64, 2.08, 2.04, 2.29 |Gawlik, B.M., Feicht, E.A., p.3243
generation [flask-batch (first generation Eurosoils ~ [Karcher, W., Kettrup, A.,
Eurosoils |equilibrium- ES-1, ES-2, ES-3, ES-4, Muntau, H. (1998) Application
ES-2 HPLC/UV ES-5, shake flask-batch of the European soil set
equilibrium- (Eurosoils) to a
2B HPLC/UV, Gawlik et al. HPLCscreening
1998) method for the estimation of
soil adsorption coefficients of
organic compounds.
Chemosphere 36, 2903-2919..
36 logKoc 211 128.8249552 sterile - - - - - 2.49; 2.11 (nonsterile Pillai, P., Helling, C.S., Dragun,|p.3243
Hagerstow Hagerstown soil; sterile J. (1982) Soil catalyzed
n soil 2B Hagerstown soil, Pillai et al. |oxidation of aniline.
1982) Chemosphere 11, 299, 317..
37 logKoc 2.96 912.0108394 nonsterile |- - - - - 2.96; 2.61 (nonsterile Pillai, P., Helling, C.S., Dragun,|p.3243
Palouse Palouse soil; sterile Palouse [J. (1982) Soil catalyzed
soil 2B soil, Pillai et al. 1982) oxidation of aniline.
Chemosphere 11, 299, 317..
38 logKoc 2.61 407.3802778 sterile - - - - - 2.96; 2.61 (nonsterile Pillai, P., Helling, C.S., Dragun,|p.3243
Palouse Palouse soil; sterile Palouse [J. (1982) Soil catalyzed
soil, 2B soil, Pillai et al. 1982) oxidation of aniline.
Chemosphere 11, 299, 317..
39(NITE Koc 45 45 - - - - - - SRC, Syracuse Research p.2
f Corporation (2003) PcKocWin
4Cc Estimation Software, ver. 1.66,
North Syracuse, NY..
40|REACH Koc 130 130 Hagerstow no data |2: reliable key study experimental Exp Key Adsorption /
n sterile with result 4A desorption.001
|soil restrictions
41 Koc 310 310 Hagerstow no data |2: reliable key study experimental Exp Key Adsorption /
n with result A desorption.001
nonsterile restrictions
soil
42 Koc 410 410 Palouse no data |2: reliable key study experimental Exp Key Adsorption /
sterile soil with result 4A desorption.001
restrictions
43 Koc 910 910 Palouse nodata |2: reliable key study experimental Exp Key Adsorption /
nonsterile with result 4A desorption.001
soil restrictions
44|SIDS Koc 410 L/kg 410 ’» key study experimental oA p.25
result
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CAS 62-53-3
4
Koc
[L/kg] pH GLP reliability
45|USHPV logKoc 2.07 117.4897555 estimated by ac p.10
calculation
46 logKoc 214 138.0384265 estimated by ac p.10

calculation
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CAS

62-53-3

[Pa m"3/mol]

pH reliability

CRC

14 kPa m”"3/mol

14000

2B

Howard, P. H., Handbook of
Environmental Fate and Exposure
Data for Organic Chemicals, Vol.
I, Lewis Publishers/CRC Press,
Boca Raton, FL, 1989..

Aqueous Solubility and
Henry's Law Constants of
Organic Compounds
(Section 5)

w N

EPI Suite

0.139 Pa_m"3/mol

0.139

(QSAR

2C

HSDB

2 02E-6 atm m"3/mol

0.2046765

2B

CHEMICAL/PHYSICAL
PROPERT ES: > OTHER
CHEMICAL/PHYSICAL
PROPFRT FS

Mackay

0.193 Pa m"3/mol

0.193

2B

Altschuh, J., Bruggemann, Santl,
H., Eichinger, G., Piringer,

0.G (1999) Henry's law constants
for a diverse set of organic
chemicals:

Experimental determination and
comparison of estimation
methods. Chemosphere 39, 1871
—-1887..

p.3243

13778 Pa m"3/mol

13778

2B

Hakuta, T., Negishi, A., Goto, T.,
Ishizaka, S. (1977) Vapor-liquid
equilibriums of some pollutants in
aqueous and saline solutions.
Part I. Experimental results.
Desalination 21, 11-21..

p.3243

12.16 Pa m”3/mol

12.16

,measured

2B

Yoshida, K., Shigeoka, T.,
Yamauchi, F. (1983) Non-steady
state equilibrium model for the
preliminary prediction of the fate
of

chemicals in the environment.
Ecotoxicol. Environ. Saf. 7, 179—
190..

p.3243
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CAS

62-53-3

pH

GLP

reliability

CRC

pKa

4.87

Dissociation Constants of
Organic Acids and Bases
(Section 5)

Mackay

pKa

4.596

Perrin, D.D. (1972)
Dissociation Constants of
Organic Bases in Aqueous
Solutions. IUPAC Chemical
Data Series; Supplement.
Butterworth, London.. Howard,
P.H., Editor (1989) Handbook
of Environmental Fate and
Exposure Data for Organic
Chemicals. Vol. |, Large
Production

and Priority Pollutants. Lewis
Publishers, Chelsea, MI..

p.3243

pKa

46

McLeese, D.W., Zitko, V.,
Peterson, M R. (1979)
Structure lethality relationships
for phenols, anilines and other
aromatic compounds

in shrimp and clams.
Chemosphere 2, 53-57..
Howard, P.H., Hueber, A.E.,
Mulesky, B.C., Crisman, J.S.,
Meylan, W., Crosby, E., Gray,
D A, Sage, G.W., Howard,
K.P., LaMacchia,

A., Boethling, R.S., Troast, R.
(1986) BIOLOG, BIODEG, and
FATE/EXPOS: New files on
microbial degradation and
toxicity as well as
environmental fate/exposure of
chemicals. Environ. Toxicol.
Chem. 5, 977-988.. Sangster,
J. (1989) Octanol-water
partition coefficients of simple
organic compounds. J. Phys.
Chem. Ref. Data 18(3), 1111—
1230..

p.3243

pKa

4.63

Weast, R.C., Editor (1982-83)
Handbook of Chemistry and
Physics. 63rd edition, CRC
Press, Boca Raton, FL..

p.3243
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pH

GLP

reliability

pKa

4.58

,quoted

Miyake, K., Kitaura, F., Mizuno,
N., Terada, H. (1987)
Determination of partition
coefficient and acid
dissociation constant by
highperformance

liquid chromatography on
porous polymer gel as
stationary phase. Chem.
Pharm. Bull. 35(1), 377-388..

p.3243

pKa

3.96

,Test -
mat. analysis

Miyake, K., Kitaura, F., Mizuno,
N., Terada, H. (1987)
Determination of partition
coefficient and acid
dissociation constant by
highperformance

liquid chromatography on
porous polymer gel as
stationary phase. Chem.
Pharm. Bull. 35(1), 377-388..

p.3243

Merck

pKb

93

pKb 9 30

Monograph Number:
0000659

MOE

pKb

93

(1985)
s . The
Merck Index, 12th. Ed. (1996)
Merck & Co., Inc..

p.1

NITE

pKa

46

Dean, J.A. (1999) Lange’s
Handbook of Chemistry, 15th.
Edition, McGaw-Hill, Inc..

p.2

PhysProp

pKa

46

experimental
result

PERRIN,DD (1972).

p.1

SPARC

pKa

4.74

7|SPARC -

key study

(Q)SAR

SPARC v4.6
October 2011
release
w4.6.1691-
s4 6 1687

USHPV

pKa

46

experimental
result

SRC. The Physical Properties
Database (PHYSPROP).
Syracuse, NY: Syracuse
Research Corporation.
Available from
http://www.syrres.com/esc/phys
prop.htm as of September 15,
2008..

p.8
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4
GLP reliability
1|HSDB OECD TG 301A experimental ENV RONMENTAL
(DOC Die Away result BIODEGRADATION:
Test)
2 OECD TG 301B experimental B Sturm test ENV RONMENTAL
result BIODEGRADATION:
3 OECD TG 301F experimental F Oxitop ENV RONMENTAL
result BIODEGRADATION:
4 OECD TG 301F experimental F Sapromat ENV RONMENTAL
result BIODEGRADATION:
5(NITE readily 85%|0_2 consumption TG - - - experimental - (1993 12 28|p.5
biodegradable result ),
(http /iwww.nite.go jp ).
6 readily 99%|TOC removal TG - - - experimental - (1993 12 28|p.5
biodegradable result ),
(http /iwww.nite.go jp ).
7 readily 100%|Test mat. analysis TG - - - experimental - (1993 12 28|p5
biodegradable result ),
(http /iwww.nite.go jp ).
8|REACH >90 % OECD TG 301E NS NS Biodegradation in
water: screening tests.086
9 93.40%) OECD TG 301F no data 2: reliable NS NS Biodegradation in
with water: screening tests.087
restrictions
10 93% OECD TG 301E no 2: reliable NS NS Biodegradation in
with water: screening tests.095
restrictions
11 readily 90%|O_2 consumption OECD TG 301B no 2: reliable key study experimental Exp Key Biodegradation in
biodegradable with result water: screening tests.005
restrictions
12 93% OECD TG 301E NS NS Biodegradation in
water: screening tests.098
13 readily 80%|O_2 consumption OECD TG 301B no 2: reliable key study experimental Exp Key Biodegradation in
biodegradable with result water: screening tests.005
restrictions
14 readily 100%(DOC removal OECD TG 301E no 2: reliable key study experimental Exp Key Biodegradation in
biodegradable with result water: screening tests.006
restrictions
15 readily 100%(Test mat. analysis OECD TG 301E no 2: reliable key study experimental Exp Key Biodegradation in
biodegradable with result water: screening tests.006
restrictions
16 81.10% OECD TG 301D no data 2: reliable NS NS Biodegradation in
with water: screening tests.011
restrictions
17 98.70%|CO_2 evolution OECD TG 301B no data 2: reliable NS NS Biodegradation in
with water: screening tests.015

restrictions




CAS 62-53-3
4
GLP reliability
18 readily >90 % OECD TG 301E no 2: reliable NS NS Biodegradation in
biodegradable with water: screening tests.019
restrictions
19 98% OECD TG 301B NS NS Biodegradation in
water: screening tests.023
20 90% OECD TG 301D NS NS Biodegradation in
water: screening tests.035
21 readily 90%|O_2 consumption OECD TG 301D 2: reliable key study experimental Exp Key Biodegradation in
biodegradable with result water: screening tests.001
restrictions
22 100%: OECD TG 301B NS NS Biodegradation in
water: screening tests.044
23 100%! OECD TG 301E NS NS Biodegradation in
water: screening tests.046
24 97%|DOC removal OECD TG 301B no data 2: reliable NS NS Biodegradation in
with water: screening tests.051
restrictions
25 readily 70%|DOC removal OECD TG 301B no data 2: reliable NS NS Biodegradation in
biodegradable with water: screening tests.053
restrictions
26 readily 60%|CO_2 evolution OECD TG 301B no data 2: reliable NS NS Biodegradation in
biodegradable with water: screening tests.053
restrictions
27 90% OECD TG 301D NS NS Biodegradation in
water: screening tests.071
28 readily >90 % OECD TG 301A no data 2: reliable NS NS Biodegradation in
biodegradable with water: screening tests.073
restrictions
29 readily 90% OECD TG 301E NS NS Biodegradation in
biodegradable water: screening tests.082
30|S DS 90% OECD TG 301D experimental p.19
result
31 100%! OECD TG 301E experimental p.19
result
32 90% OECD TG 301B experimental p.19
result
33|USHPV readily 97%|- OECD TG 301A |- - - experimental - p.9-10
biodegradable result
34 readily 92%|- OECD TG 301A - - - experimental - p.9-10
biodegradable result
35 100%(Test mat. analysis OECD TG 301C |yes (incl. - - experimental 21139 K1139
certificate) result
|BOD
NH3

54000

TOD
100%
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4
GLP reliability
36 99%|TOC removal OECD TG 301C yes (incl. experimental 21139 K1139
certificate) result
|BOD
NH3
TOD
100%
37 100%|Test mat. analysis OECD TG 301C yes (incl. experimental 21139 K1139
certificate) result
|BOD
NH3
TOD
100%
38 100%|Test mat. analysis OECD TG 301C yes (incl. experimental 21139 K1139
certificate) result
|BOD
NH3
TOD
100%
39 70 %[NO2: [O_2 consumption OECD TG 301C yes (incl. experimental 21139 K1139
certificate) result
TOD:
C6H7N+8.75 |BOD
02—
6C0O2+3 5H2 NH3
O+NO2 TOD
=90.3(mg) 100%
TOD:
C6H7N+8.75
02
6C02+3 5H2
O+NO2

=90.3(mg)]
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42
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CAS
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GLP

reliability

67 %[NO2:

TOD:
C6H7N+8.75
02
6C0O2+3 5H2
O+NO2
=90.3(mg)

TOD:
C6H7N+8.75
02-
6C0O2+3 5H2
0+NO2
=90.3(mg)]

O_2 consumption

OECD TG 301C

yes (incl.
certificate)

experimental
result

21139

TOD
100%

|BOD

NH3

K1139

68 %[NO2:

TOD:
C6H7N+8.75
02
6C0O2+3 5H2
O+NO2
=90.3(mg)

TOD:
C6H7N+8.75
02
6C0O2+3 5H2
O+NO2
=90.3(mg)]

O_2 consumption

OECD TG 301C

yes (incl.
certificate)

experimental
result

21139

TOD
100%

|BOD

NH3

K1139

87 %[NH3:

TOD:
C6H7N+702
.
6C0O2+2H20
+NH3
=72.3(mg)

TOD:
C6H7N+8.75
02—
6C0O2+3 5H2
O+NO2

O_2 consumption

OECD TG 301C

yes (incl.
certificate)

experimental
result

21139

TOD
100%

|BOD

NH3

K1139
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43

44

45

46

GLP

reliability

83 9%6[NH3:

TOD:
C6H7N+702

6C0O2+2H20
+NH3
=72.3(mg)

TOD:
C6H7N+8.75
02-
6C0O2+3 5H2
0+NO2
=90.3(mg)]

O_2 consumption

OECD TG 301C

yes (incl.
certificate)

experimental
result

21139

TOD
100%

|BOD

NH3

K1139

85 %[NH3:

TOD:
C6H7N+702

6C0O2+2H20
+NH3
=72.3(mg)

TOD:
C6H7N+8.75
02-
6C0O2+3 5H2
0+NO2
=90.3(mg)]

O_2 consumption

OECD TG 301C

yes (incl.
certificate)

experimental
result

21139

TOD
100%

|BOD

NH3

K1139

98%

TOC removal

OECD TG 301C

yes (incl.
certificate)

experimental
result

21139

TOD

1000

|BOD

NH3

K1139

99%

TOC removal

OECD TG 301C

yes (incl.
certificate)

experimental
result

21139

TOD
100%

|BOD

NH3

K1139
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1[EPI Suite
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3162 Likg
(wet)[2B
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