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52,

Gt v RIBRIBIZEB T 2 NFRIC X D IEHEN T 5, £ OIE)HO I EIL @ A A6,

alBRik

1 EPISuite I3 KEBRER#ET A FEWEIGYL 1R (EPA OPPT) & Syracuse Resarch
Corporation 23 :[FIBAFE U 7o 4 B L 2ROtk & BB iEm 2 HEGH 95 Windows 77 77
LT D, http//lwww.epa.gov/opptintr/exposure/pubs/episuite.htm »HEE TH 7 o— R
LT AZENTED,

2 J.C. Dearden , P. Rotureau & G. Fayet (2013) QSPR prediction of physico- chemical

properties for REACH, SAR and QSAR in Environmental Research, 24:4, 279-318,
DOI:10.1080/1062936X.2013.773372
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HH BEA
v ORlR
voRE
vV ARIEIXERE KT T 720, BEPRESZHH T2 HHET LD
AT, EEMEREESCENCFE#EH OR2T 20°CICB T D EICHIET D,

FAAIZBEROTRNEH

Z Dt

® KIZxt 9 HBMRE
KT T DRI T OB AL F— AT A ORELIZBWTHET 282 KE I-17 |
ML,
@ET#% AZT 4 A Th D86, HERYE DML, HRME LK TOLEME (K
)&Uﬂ&mf%ﬁuﬁéo;ﬂ%ﬂT%%L<i“£#%é%Q@%®ﬁﬁ W7 ME
®%ﬁ T MPEME, HERME, BEHEE O T B FHIICE 5 EOR M AR 5,

K#E I-17 KT 2BMEORELX—RFZT  AE LICRIBEER
HH BER
v OECD T A b H A FA VEICFREHOANEEINT R b MME, REREME, K
TRERWEICERT 2 HETHDLZ L0
© R OGFEICRE B E T D128 FREZR R D BB E OME %3
5Tk,
aBRiE - XIGWENERMETH B5E, FTRERRIR Y BRI W T E D X S 2ELE %
LTWANIZONWTTRL &,
K (ﬁ%ﬁ pHIZH1T D) ZEM CEEESE) [CRET 5
vV OIREERGFERDH Y . AEIEITERERIEE 2 E D HALTWV A, §
A ﬁ%ﬁ«mﬁ%nﬂmf BEMEEIORTREMEZITS 2
v WSKOWWIN (EPISuite), WATERNT (EPISuite)X> OECD QSAR Toolbox 1t
WLV HERtTE B,
v HERHEIRS KD DS, HERPRSEIX 142 # ) — 0 L KOO SEURENE &5
RN EINTND,
WSKOWWIN
v WSKOWWIN (2% Pow JIEME D b EKEFRE &2 HEFH 2T AN FEEINT
W5, £7o. B EFEHE O Pow fEH WSKOW DO EF O T — Z ~— R T/

ﬁé/yE ETAAY

et WIEAC, 2 —FIZ L D ANNRWIESITIE KOWWIN 12 X B HEFHE M &
nas,
v Pow ([ZHIEMEDME VT, HEFHEHE DI AIITHENENGE R D D,
WATERNT

v AL OREIE D B O B KIS 2 HegH 9 5, = OHEFHITE WSKOWWIN T
b= —2ty b ERULOB™EDLRTVD
OECD QSAR Toolbox

U MEEEIZ BT 2 BRI MEIR < B0 RE - ZEMDIRHAYE T — &Z O M 2>V T
http://www.meti.go.jp/policy/chemical_management/kasinhou/files/information/ra/reliability
_criteria02.pdf

2 ECB (2003) Technical Guidance Document on Risk Assessment. Part I, Chapter 3, 2.3.2
Data for exposure modelsEquation (2)
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HH HEA

v OECD QSAR Toolbox {213 EPISuite 25#40A N TV B 728, WERLZRA M
ROHEFH I8 FUTAA A F TR D EPISuite OFEF L RIC L7251l

v ARIRIZE T Z2NFRIC X D EEHEN TEX %, ZOIEHOJ7 T8 A A6,

KEHE v' WATERNT TiL, Bt &H OB WS 7> 53EHET 5 ExpVapAdj 47> a >
D2 D BB 2 (HEEHE & BB RIS Z ERNBETH D),

v OKFRREME MK REES)

v REEER

Vo ARTIRT A= ZZOWTHERHE L2272 < 2 OHEERE NMERWEEIT. ot
(B Z1E log PoW) DHEFHED IEHET — Z [T DITIXTEETH 2L ERH 5,

Vo OSUMEIZEWICKRE S BARDAREMR H Y . BT —Z 132 12 L CHIE R &
BN REWVEHM D H D,

Z Dfh vV BORERLRERESICE AR E D -T — 5 (EREERB OB A
A LIEAESE) 13, ATIEOT—% LB DAREER S 5,

vV IREMRERLEMONE, ABROE B L IXRRIEBSPLETH D,

v WEREIKFET 570, REFRESZHTIHEET LVOANMMEIX, 7
FEME EUE SR CERHFH O A3 T 20°CICB T B EICHiET S,

FAEIZBAFROTRNIEH

® 14948/ —)LEKEDBEDHERZRE (logPow)

142 %2 7 —nbKEDOEOSELRE logPowlZBT A E X —A X T 0 ORELIZEW
THET2REMNE 118 1T LT,

HEMERF— A 2T A Th 256, HBRWENRENGIOWE (EERLEY., &R E
Y. REIEHEMES) T & EMEAREEOHESEEREANICH DL Z L iR T o L &
BT, K TOMBEN: & 2EE ARSI IOV THHERT 5, ZHONARE S L <IEE
BN DHLGEE, BIEEOTO X VYT —42 b U < ITHEFHE-OREHE O 3% 8 OB % it
T 5,

ek, ATFMEETIE, MEEOIXL S EOFAFFMELHE L TR, H—07 —% ORAIX
ARETH DA, BTG U T, FELOEA (WeightWeight of Evidence) 7 7 10 —F O3 i b a4
%y

HEMEDE D2 0EE . KOWWIN 0O FEIC X Y HiFHEZ RO, AD A& 2 M7 2,

1 J.C. Dearden , P. Rotureau & G. Fayet (2013) QSPR prediction of physico- chemical
properties for REACH, SAR and QSAR in Environmental Research, 24:4, 279-318,
DOI:10.1080/1062936X.2013.773372

2 MEEEICR T 2B LRIk - AN - EWIRMENET — & OE MR 2>V T
http://www.meti.go.jp/policy/chemical_management/kasinhou/files/information/ra/reliability
_criteria02.pdf

3 ECB (2003) Technical Guidance Document on Risk Assessment. Part I, Chapter 3, 2.3.2

Data for exposure models, Equation (3)
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X% I-18 logPow D¥EELF—AFT 4 RE LIRIEER
HH RN
Vo NEETOTR L IR OMME C, KPP TRELMEICEAT S HIETH
LT EMD
- WERMYE O E RIS HTE  (photometric methods ) & AWV TW B IEAIT.
R DR RE IR BEZ T B2, AR 0 g E O & ki o
WTHRDHZ &,
- WBRMEDEIENECH D 5E . FERETH O A NE T D X 5 IKD pH Tkt
LCEDLI REEZ L TWDINFARD Z &,
< ki (UIE pHIZE T D) REME CRES) BT 2 L,
v RIS D B, HEFHED 95%(FHE K RIIIHERT logPow D E1FEETH B,
HeFHE HeGHEZ X — 2% T ¢ LT 556, SSWE A A S\ oHFHED
WHRERGT 22 &,
FARICE T 2RISR D D TX D, ZDIEDO I IEITIETE A HE,
KTt B VAR EE
AKHZE N Ok oy i)
SR TE K
1980 ELARTOH WV ICER T — # IZ A EREESRFT OHFHEICE S F—4 T
Z D1 W=, BAOWHIZIIRESLETH D,
BEDSLIHI A OGS, AROME—WH & IX B2 DEERLETH D,

alBRik

ki

FAEIZBROTRVIEHE

N ASANENIAN

AN

@ AR FEEIE TEREZRE Koc!

AR FAHIE TR AE LR Koc ICBT A L F— 24T s ORE LIZBWTHEET 2 8% K
# 119 ([THEFL L 7=,

Koc (BT 2MET — 2 B STV DA, HILOFER D720 6 DR Koe IRIED 72 8O DFL R
B3 TRNBDHEEN, ZDDEDORESEE T L ~OH I Y 7o > TITEEICE 2 81T
HWEDRD D,

HIEEDS 5 7254, KOCWIN (EPI Suite) <° OECD TG 106 f1EE 4 THAM I TWD
BEOHEFH 21T, G L CTEAE 155,

WEEIN TS Koe OPEMITIEN2 D DXL RH 5 2 LN RFEIN T D, #ilxIE,
Mackay et al.(1992) 2{%, X Koc & LT 24 OFEH| 2207, ZOfEIL 0.11~2.08 L/kg ®
FHPAIZKS LD, ZORXLOE T HESHAEMOWAERET DZE, Koc ZRET 2 DI L
TeFEDZE, BRE SN TORNHROWE AL EFMEOWIND SHT SR ENERTH L,
Koc DEDIXH D E IIFFCHMEL SR E S R DHINICH H, AFEETIT—ICERED 184 H
WAHZEEHREL COWARELOHETIEIZNIC LN > TE 5T, Koe flElTH—0 - CHIE
INTHEY, HFEICE > TUTH—DORE TORER RAHE S TWD,

VAL E D HIEA~DOWAE LT S 2R T, FEMREEOEH T O F BRI S 5 HEF O
BN EE DD OAERFICRE SN HILFEMEO RO,

2 Mackay, D., & Boethling, R. S. (Eds.). (2000) Handbook of property estimation methods for
chemicals: environmental health sciences. 8.3.4 Availability of Koc Values
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X% 119 AHRBHETBEREREOBELX—2FT ¢ RE LIRIBERR
HH HEA
v RBREL LTEREL DT T 22955, EEOLEE AW CIBRHE O LS
B & KA O FEER O BT FESW TR BRI E K> D IEWRE L) & |
HEOBFMONR DT, v ) I—_—2D HPLC D IEMED A _R—H— & i
PR 2 A9 5 B EAR &2 ORI E ORI SO Tl s R A kD B
FHEMHPLC iE)TH 5,
v W AR
- HPLC iEICH# & 2 W (B 2 1 E, FiisER) CiEx 2356038 5,
« AREBRHAR ICRBRE O IRRZEAL N Z o> TV BT L AKOFEIZ oW
THOMMPRENTVDLUERD D,
© IR D VRFRLE DR SOWE A5 T O B VR TR AE O E O P RR S DS
Koc [ K& B% 52 50T, HRWEOMECZEM, WAEFH~DEF|
HEOHWNEEIC R D,
© IK~DOVRMREENS 0-4 g/L LL T OWVE CIIIEAERHBIANC & 5 J715= Spiking 1523
BN STV A0 ERT 5,
- FEREME CIIRBRT O 2 ICHERLETH B,
- RSB DRI SITE WS E FEF MBI OV TIEID By, +547
RERYE HERIVT 2 22V EA . #:12. log Pow < 20 %° log Pow > 104 @ X 5 22 E D
LaZiE, HEFHER B b,
v HPLC ik
© RN T T I THERE D S RES LLIE, FERA~OEEIT &,
© FERME BSOS PR ORBRRICE WIS 2 OB T HHIEN TE D
BEND D,
- JH %P : log Koc : 1.5~5.0
c RIEOFUVENHER SN TODIMENT A MHA R T4 s hTn
Do
« A A MEOYE TITREEIR 26V pH5.5~7.5 THREZR & W ARHEIR AR & fREER
RECHIET 2.
- WY 7R E S
- Y 0 T ARIHER. R EBUSRWAE D B LD WERC. MR & EAE
MAT20EW. KL 7 7 2% —$EKREZ BT 2B 2 20,
ETEVEA, MRS, hIREEPIR\ IR I 2 R WA D D,
v O A FICEABROBVNRENOT, AEEEY ERO g 47T
FEHESNTNWDHZEDNHERTEDHIENEE LY,
v" KOCWIN(EPISuite)X> OECD QSAR Toolbox, OECD TG106 {}/&3£ 4 THRMTE N
TV D HERHEMDER TE 5,
KOCWIN
v KOCWIN |3/ HHEENT 2 515 L log Pow 72> SH#EET 2 FIENFE ST
Wh, MHEE B ELICHEOHEEEZ RO L DI T A ERITHOR T3,
WL RISV, BTEOHFBETE,
HEFHE v HEENDHEET DB OREEIC S & SSHMIE T, HiEF o R o E

BRI B E N ORISR R A R R LB ORHEFTIEEEIZ DWW THEJET B BN
HD,

v KOCWIN o log Pow 7Tl log Pow Ol & L THRIEE 2 - 72 5 ANk EE A 5
W, F7o, HEFHORKIZA S log Pow T2 —PFIZ LW AN TE D,

OECD TG 106 ftB&E 4 D5 &

v ALBID 7 T A55T L, ZHICIE U RS STV b,
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HH HER

OECD QSAR Toolbox
v OECD QSAR Toolbox (213 EPISuite 2S#HAA EN TV 5760, HERLH 15 5%
IIHEAIA E NI S D EPISuite DR LR L & 72251,

FHE v AR T 2PRIC K W EHEA TE 5, £ DN D EITE T R ATHE,

FEAACBAFROEENIE B v log Pow

vV ABRENTHWABRET —ZIZOWTHED ¥ A SR X DBENTHEEIND,
HEFHEZ 5D CHEERFMERLIETH 5,
v Koc IFEMLEME R logPow DHIE TE 20 & SN D WHE TIXERBIBLIAT]
DB TR DT DIZFIZEETH 52,

Z Ofth

A1) — (RS

AU R T AR L F— A X T A ORE LIZBWTHET 2 R e XE 1-20 128 L
77

AUV R A ET D7D OEBEN T A NHTA KT A 37, BEMEAINEHE Sz <
OPDOFEHRIEH Y . 2O DOFRFITA~ ) — a2 mD ECERERZ T T, HEUEEY
[ZDWNTAY U —(RE A SEHEC & 0 HEET 5 DI B & IS D,

HEMREE LA, JEMDE DN ENEA L HENRYWIN ZOH#EFHEA T 5,

M#E 1-20 ~r ) —REOBELF—RAFZT A RELIRIEER

EH BRI 5

= EE RSN

v RERBIED RO TZOERI O TR 2 B 5 Z LT b ERFEICS
WTOERIOFER Z BT 5 Z L BNBETH D,

vV AL TV DRBRIEITIT, K& < o TEIRYFEME & #EFEETED 2 5 2 03
Do BIRYTHEEITRIAE R RALEERS 2 FIV CE OB T EH TR S N D
WBRIRRBIZIE SN TS U —(REDE R S LD DI L F A 3% A4
D KAR & KR O TOFHRRIEICE SV TEIR S D,

ERES

VOKITHT DR LR KIED T X A HEFHE,  HENRYWIN(EPISuite) <2
OECD QSAR  Toolbox i 73 fl T %,

KITxEd 2 U L ARRE DL

HEFHE v KIZRHT BDEEMRE MK (< 1 mol/L), AKHFRKREF CRE LAV EEmIZ oW

TlE, SRR L ARRED E L CHBMIEMRICFIA T 5, L LHEE

BE Y —RITEL< 72 55,

HENRYWIN

1 J.C. Dearden , P. Rotureau & G. Fayet (2013) QSPR prediction of physico- chemical
properties for REACH, SAR and QSAR in Environmental Research, 24:4, 279-318,
DOI:10.1080/1062936X.2013.773372

2 OECD (2012) Manual for the Assessment of Chemicals, Chapter 2, Distribution.

3 LB AKITHAE L TV A, 2 OILSEWE D T T 5 % Tk b KA~ L%
FTIE LT, KERRA~DIELEFR LTV HEE,

4 Mackay, D., & Boethling, R. S. (Eds.). (2000). Handbook of property estimation methods for
chemicals: environmental health sciences.

5 ECETOC (1998) Technical Report No. 74, QSARs in Assessment of the Environmental Fate
and Effects of Chemicals p.67-
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HH BER

vV S D RT A= B G DR HEENIEI TN D,

vV BT — 2 R RIS E PN E N TV A EETIEE S &S,
BIEDOINMEEWIZ DN T Y —REB 5N TV 584, Experimental
Value Adjusted (EVA) & FES VAT, SiEMHE & O E OZED HHERE L7 JEHE
EZ2EHZLEHTED,

OECD QSAR Toolbox

v" OECD QSAR Toolbox (1% EPISuite 23#1A5A £ TV 5728, #ELAER
PER OHER RS RITAL A F 72Kl EPISuite OFER LR L L2251,

v RRIRIC IS T 2 HRIC K W EHENN T & 5, £ DIEN DT IEITE T R ATHE,

vV O rEETE 2L UTHM L OBEEUL SRS & 2 AiE & Mo [ o Bl

FEHE RBMRINBIEHEZAT O Z LM TELIHERH D3,

v HENRYWIN (ZIZHEEUL AW OBER WS 2> 53HEd % ExpVapAdj 47> =~
DX BEENH 5 HERHE L FBRICHEARIICASL Z L BNETH D),
v AT
FEICBROBEWER | v KICHHT D IaREE
v ERE
v pH 6~8 THEEET 2WE. AKFILLTVWIHE, BREOEOVIE, R~OWE

WMV E, RTOAF L BENENGHEITRINT O~ U — (75 & 7 ik

(2]
ot IR DZ DPEANRD ~2 Y —(REIEA 2 0 o T MBI 72 D S 00 R 1
B2,
© BAFRRETE S pKa

FRfi B E 2L pKa 13, #Hl D2 W TIEET 2IHE Th 5, pKa IIRBEHEME OBRE/SRCET v
DAIIE (logPow % DB FHINER) M ET 2SR T 2, fMEEERICET oA L ¥ —
AZZT 4 DFEEICBNTHET 2 REXE 121 ITEA LT,

fRBEMEE L, RO AR T 5K (A, REA, HERBUK, EERRKE ST
%, Z® pH TN T 228G T, —HREEIREBICH D205, A A Ak LT fRBEIRAE & FEMEREIRRE
TIHRENEET VCOEEBMPRESER D, A4 A LIoEERECIX, BIEY. SEDICE
fii ST KD D OWASCHEIKREH OB EBET 5, L, 20X 5 2WEILREERRE
B LB MR EFIR T2 Z CUC KV REAEE T LV CHET L Z LN AlREL 72 5.

HEMERF— 22T A M Th D56, HERWENRERGIOWE (KR, %I X

1 J.C. Dearden , P. Rotureau & G. Fayet (2013) QSPR prediction of physico- chemical
properties for REACH, SAR and QSAR in Environmental Research, 24:4, 279-318,
DOI:10.1080/1062936X.2013.773372

2 Giik7-(descriptor) HEETEMEFEES CTH W2 WE O E EOFRHECUIWE LR O Z & il %
X, R, B0, LogPowLogPow 72 EMRGLiR - & 72 5, (NITE #EEEVEMENCRE4 5
FHFESE http://www.safe.nite.go.jp/kasinn/gsar/qsar glossary.html#kijutusi 2014/04/25 (&)

3 Mackay, D., & Boethling, R. S. (Eds.) (2000). Handbook of property estimation methods for
chemicals: environmental health sciences. Chapter 4 Section 4.5.4 Structure-Property
Relationships with Similar Compounds.

4 Z ® pKa IZ £ % logPowlogKowlogKow D fifi iI£{%, EU-TGD(Chapter R.7a: Endpoint specific
guidance P.189)<°, HHRAP(USEPA, APPENDIX A-2 P.A-2-24) CH [RERIZITHON TV D,

40


http://www.safe.nite.go.jp/kasinn/qsar/qsar_glossary.html#kijutusi

<N & Ot s~ W DN

10
11
12
13
14
15
16
17
18
19
20
21

I 5P D A i
Ver.1.0 “F-hk 26 4 6 H

VKPP TRLERWE) TRV L2MEET 5, o, BEROMENIERH 556, 2T pKa
EAPESNTND Z LR T 0, ZNUONAHG LIFRENH L HE 1T, WEMD T X
VYT =2 b L <ITHERHESPHEHEE O R E LB 2 a5,

ek, AEWEETIE, WEEOIXLSE OFFRHMZBEL TEY, B—07 =2 OHRMIE
ARETH L0, LEIIE LT, GHLOEAT 7 r—F OEH bR 5,

M#* I-21 pKa DRELF—RAZT A BEIKRIEER

HH HE R
voORNEETIR, WEE, BREENEE I EERHERI LTV,
< SHNEEOHZEITIE, AW OFIEICKRE B e 2T 5720, AliEke
R E R0 YBRME DFLEEIC DWW TS Z &,
- HEOKEMERSRE CRIE ISR ER S LTV A A, 2 A AR
DIRNT & ORI ED L ) el A2 LTV DI HONWTIIND Z &,

W2k v HERHEISH D03, HERTFIEROHEGHED . (X5 HAENH D, HERHEE F—
" ALT 4 L35G BROHEHEOEM 2RI 5 L,
—_ RIS X 23 C ORI, HEFHEZZZ IR O PG 2 BEtd %,

AR TE2IE S S GEIE, FHEEEERA L,

AT D R

HAIZBROTNIH
TREIC B DRV R A Kbzt Ok REE )

AR ANRN

1980 ELIFTOE W ITHRT — X 1T AR EESCE B OHEFHEIC K ST —4 T
N2, B OREIIIEE S LETH D,

%)
ot REMOEE. REMLRMD O pKa lEOHERH 21T 5 %, AROHE—WHE L ITR

AN

ROBERLETH D,

O E=¥iEHEHRS BCF

EVERERE BCF ICBT oA L ¥ —2A 47 ORBE LIZBWTHEET 2R K& 1-22 |28
BT,

BCF i3, (LFEDOH LW E DFEES B W TEWERMEOHEICHW SN HRBRIER O 1
DTH D REWEIZ OV TEREEOHEN 72 ST T H BCF ORIEMEAR B R WGE MR
o5, IRMEERMEERBROEIENRD Hc 01, FHEZ KX o TEMIRMEEMRV &Il 2 2 &
DROONTZTLHGER DL THD,

k. AEMERGE BMF b 2EFMICE W CRAMETRETINICHNS (VESR), @F,
BMF ORIEED G A2 2D, BCF X logPow OB Z B HEIZ L72T 7 4V MEZ HW S
723, OECD 7 A h#HA KT A > 305 Dkl © BMF & &4 2 PEHE GBS B & iz,
EE S & O NGB IIIERNCEAEORF 2175, D, KFE 1-22 12X BMF (2685 2 &
O TRk L7z,

V-7 2 ) =)L &K EDRO BRI D H HxE (logPow) 73 3.5 Alifi Tdb 2 B il i3 ikt
PETZV ) LI L, IR A EIET 5 Z L3O b T D G b E OHIE K&
OB GUL TP~ DR PEDHIEFITAR 5 3BT 15 K OHIE R YE TRl 23 42 4 A 22 H),
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M% I-22 BCFORELXF—RZT 4 RELICKRIBER

=
BER

ABRIA

v  OECD T A M A KZA 2 3051% 2012 FFITHRTSN TV 5,

v' BCF ORIFEEITIE. KEFRE, F5KEEHEBCF 2 HIE) KO 5-1%
(BMF Z i) B35,

v KEFHERERIT log Pow 7% 1.5~6.0 DZERABEILAWIZHE L T35,

v OKFRBRIZEB T DB ERE L, KK ABEMELL T ThH I ENLEEL
U,

v PERILCSE CTEERR L 72 E A LT KW, B PERIAL TR TR L
THWBRE DG MEEIT>98% N EE Ly,

v HKEEMET Pow 23K E RWVBIIKBREEIC L D MELEEE, W20y b4
DIRIZNEETH 5 A3 log Pow >5 72 0.01~0.1 mg/L LA T DOREKEEfRE D)
BITKBTETD R VL 20 | fEEHREIENEE LU,

v EEEHR SIEIEZ RO D HWES° UVCB s THE S,

HERHE

v NITE #7572V —7 71 —F, BCFBAF(EPISuite), BCF Baseline &5 /L3
EHTE 2,

NITE 7Y —7 S u—F

v NITEZ T Y =7 7 —F TEALEW & LRE~ DB JABBEREE T D0
THr¥Ef% . log Pow 24 LT BCF % #tdH9 5%,

v ALEWITE DD UDAERBEA~DOEY IAHIEE TSN THEHT 5,

v log Pow OHIEMEEA L7-HEFH E log Pow OHEFHE (EPISuite KOWWIN
ver. 1.6.7 (2 L 2 HEEHE) TR 2 HEF AT 5,

BCFBAF

v BCFBAF Tid, log Pow Zffi ] LR S 4L, —FHEE ORI ISV THIIE
L. BCF & BAF #H#tit5 5,

vV ALEMITIEA AL A A DI EMIT TR L, B DHEF HiEEMH LT
AV

BCF Baseline &5 /v

v' BCF Baseline 7 /L CliZ, logPow D & HEFH0> 5 1logBCF O KM % #H5E
L. % OfE% A WiRfErE Pow (281 2 #EF0IK 7-(mitigation factor)lZ & v #iEd
2 ANHIME, YA X RBEME. BOE R I PN T o A EE,

Kt

v ﬁﬁ;’%ﬁiéiﬁh‘é W?@GZJ: DFRAHEN T b %@5iﬁ‘@ﬁfféiﬁﬁKHﬁEO
vV NTENT V=770 —FOHEETHEHEHNIH 5,

FEICBROTEVWIAR

v' log Pow

Dt

IR, MR % BCF OBRAMEDOIRD T 2 H 218 > TS 5,

) IEBERICE T HEYEREDHENHHBE
FOT—HERET DH, T OBRIZEFKIED BCF #8535, FIFRERMENEESG N5
BERLERORE BCF 2 W5, EFIKEBOMEIFLNRNGEIT, FREXIZHIT 5% 3

1 BB B E O LERE FOBR Y VT E TS E E - TWRVN2014 4 5 H ),
2 IR PEXAE Tt A PIEERBIF2012) Rk 2 3 BRI ((bREA Y Y —=
VTR - U A7 IS D QSAR FEH IR A IRES) wEE
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[EDOFHTPEEMED 5 B b 5RO E W BCF 2 %,
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BOWENSEHE SN TOW AR ITRREZ AW,

LFRIEOFEAE « PEITB T, /&2 800 LLE e 7 itz 2 il EETbamicdh -
TIEGFE 1,000 L E) THDHZ b ERMEE TRV 2 EAHE I TWT, BCF OfER
BONARWEAIZIE, FHME T Tl —f 1ogBCF=2.0 & L7223, #l 1T CIaHERH-OMEHEC L v BRsE
HRES AT A HEE T M+ ©E 2BEOBER S L2 HA LT E S o TRt
T 5,

#£3+1212 BCFBAF(EPISuite)X° BCF base-line &7 /L(OASIS Catalogic) %18 fl T& 2453470
B D, Wb i AP (domain) 4 CTIIHERT OGN EH 5 2 & 2 BB L SN 5 LERH
5, £, b0 Y 7 by =7 1% log Pow fE& L+ & U CHER 21T 9 728, log Pow (2 HERT
% WD 3E1213 log Pow OHEFHFSE DEBIZ SOV THRHIICEE L TIXEB T 2 BER D D,

i) LFEICHE T 2EMRBIEDHIEA LGS
BRMEDE F > T EHIEFIC LY BCF OfFRAIEL, BEEOEWT =228 1 > Thiud,
TNEEET D, BHOLLEIT. TOPTORKNELZETET D,

iii) BCF O BIEEN G LNGE

BCF HIEfEA 72 <, 4+ 800 Kiifi (~Nu A w#Fsa 2 ML EETLEWICH > TIH &
1,000 Kii) OFHE. LFO@~@IC XV RET D, BEICEE LTI, %617 LT logPow DEH
EZzkD, ZOfEE WS,

7235 log BCF OHEFHER D 0.5 LU N DOYE1LFHE I Tix—#: logBCF=0.5 (BCF=3.16) & L7-
ST IT CIEHEROREHEL L 2 & 5 0 THROBRFETIRE S 2 HEEH 2838 £ 7 /L ToORHMEIC+
SyIefEERINT 5, HEFFO BT DTENWZO LR UFEMFHTE 258035, TOFHIC
B> UIEICEHH LD LRI CEENLETH D,

(@) log Pow OFERFERIZ L VALFEIEIZEE D < AMIRMEIEDHIE R THOIL TV HE5H Th - T log
Pow 73 3.5 Kimi D5
KRB DREMIRIRAL KSR, FERRIEKZERORZE DO a7 oAb 7 2 — 1 THHi8)
ATV =73V —] KO T IV —1—A [KFFEET 77 & —12 K 2501 — P
THAMER P ZIILRIC 2 A 52 2WER) ICHBIND b DIZRD, ) OHEIEAT-1 THERE
b BCF ZH\ 51,

log BCF = 1.05 X log Pow — 1.71 A I-1

VMSEATEOE N R R BN AR MRS R ES T 73 =7 7 n—FIC L 549
B A TN B 2 S QR B LECY 7 2 Y —)) (2009) &YV 51
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X 1 3, AEFRIEOBAALTFWE 373 WE) OF—4 056, wHGHEIMYE I Z R - 48
WEOFENT —2 2N TEH SN TR TH D2

LA O WE O %A 1L BCFBAF (EPI Suite) % ' BCF base-line &7 /L (OASIS
Catalogic) DD QSAR E7 /WIZ X HEHTE D HEFHEDO FIFIMEAE V2,

(b) log Pow DFRERAEFIC L 0 ALFIEICEE S < AEMIRFMEEDHIENMTOI TV W& THh - T
log Pow 7% 6.0 K O%E
KIGWVEDNEMIRIRACAKTE . BEBRRICKFERNZEDO 0 AvE (h7 =) — 1 [THf
K7 2 —) KOAT TV —NM—A [TKBREET 7 &7 % =1 L 2B+ — B+ A AE
HNZ LI % 52 DWERE IS ESND B DIZIRS,) T log Pow 2 HIEMOLAIE
LR I-1 THERF S 1D BCF & %, log Pow NHEFHE DA 13 1-2 THEFH S 415 BCF 2 4
W5,

log BCF = 1.03x log Pow —1.48 = I-2

K 12 1, ALFEOMEALEE B13 WE) OF —X2 D5 b, HMAKHIIE 2 2\ 72 54
WE D BCF OFEJF —4# & logPow DOHEFHE KOWWIN (2 X %)% AW TEH S THIRT
B 53,

NS OWE DH4 1T BCFBAF(EPI Suite) %2 1) BCF base-line &5 /L(OASIS Catalogic)
DOEI QSAR T T /T X D HERHEZ SCICFid LA FES A E 2 € RO BRBEH RS & 5t
T HHELE T N~ O 53 72 5l %3R5,

(c) log Pow 7% 6.0 LA L5

BCFBAF (EPI Suite) }% O* BCF base-line €5 /L (OASIS Catalogic) %D #4% QSAR €7 /L
WXL DEHTE DHEFHMEDO R HS° NITE 77 Y —5 1 L2872 & 24T 5 JaHE L7 HEE HiE
OFIAICEE U CIFeIcitdl LB ERZB E 2 TRIHT 5,

#OBRE T EES 2 WG A HERT T A ~OE A 0 2 ER S LN o AT, R
DIFVFITHEANTHERTE LEER LI N ENTHEINAEASITIIEY) 7238 0 320 23 7]
HERFTT 5,

(d) log Pow OHEFH RSN ATREZR S5 6
logPow ORIEEN G HT, QSAR 7 VETHHEGH R ARERIG G AL E DT — # Z N4

Ui S - QKPP CEZICRIGST 2WEW) : ~a oAb U VE) @logPow 23 6 LA ED
W, @ YA ANRKE  AREEEIZBIT DIEB0EE 3 E < 72 5 %'E (Dmax=114A)

2 PRIKICE T D 12=0.905 CAHBRED TH 5,

8 FIICHIT D r2=0.890 (:AHBIRED TH 5,

5 MNIATEOEN BLALFHIHEM SO HP (U7 2V —7 7'v—F I L 2L WE O AW iRHE
M T-H) - http//www.safe.nite.go.jp/kasinn/gsar/category_approach.html

44



—

N O Ot

10
11
12

13

I 5P D A i
Ver.1.0 “F-hk 26 4 6 H

L. BHED TRED DR 24T O L,

.45 IREBHRDHBEET—IDHEEEETE
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BREEH D O3 RITAR 2 50 T OYERFITIL, MEHRIEE), TRI&E L X —R 2T 4 O@E] KO THF
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AT, tEHIEITL45.2 | L F—RA ¥ T ¢ OFEIL14.5.3 Tl ¥ 5, AFMEEHROM®
HORDIARDHEE OFFEIL 1.4.6 TRIET D,

Lo— MU ZAr AF Ny naxXovrofEitoElk 2 NITE (2009) #7 3) —7 7 o—F
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TADAIMEZ AN D1, ALFED D RERBROMER Ok TOESHME) oD —HfE LT
BEND,

(1) THERIR

BRESIREAA I 0D o3 itk B e B3R 7 — & 2 VR D F SR 06 2 DL FIZSZE T 5,

- LB OB E OB AR L D Ao ek OV FER L S h
T o3 PRI AR 2 aliRins R 5

- Hazardous Substances Data Bank (HSDB)?

+ NIST Chemistry WebBook#

+ Handbook of Physical-Chemical Properties and Environmental Fate for Organic
Chemicals’

+ Handbook of Environmental Fate and Exposure®

+ Handbook of Environmental Degradation Rates”

- European chemical Substances Information System(ESIS)8

« EU ECHA Informantion on Registered Substances?

(2) R&EIER

SRR DAEHICIE, DR OBEFF 2 & OB EHCUT NI & . OB 2 KB L7232 h—
FV DS FREEE FEROOT NI (LR, TR s EE e U3 TR M) Lo .)

20X, BEFAL T OHEHIR Z & 0> F U A O ZEFN CTld B O30T 7 AHEFHT Rk
SND, (VEICFEH) £, SESERHROZELBE LI-RFE TV A Tlid, HEMSL
[ZH KRR ARk, EE D4 4 B 0O 53 i RS THRI & £ 7 RN 95, (VI
B ZREHD,

2 FELH R BN DWW IR E L 8 BT — & ~— ZGEARR)., BEF Bk E 1L J-CHECK
( http://www.safe.nite.go.jp/jcheck/top.action?request locale=ja )

3 http://toxnet.nlm.nih.gov/cgi-bin/sis/htmlgen?HSDB

4 http://webbook.nist.gov/chemistry/

5 Donald Mackay, Wan Ying Shiu, Kuo-Ching Ma and Sum Chi Lee (2006) Vol.I-IV, CRC Pr I
Llc; 2 ik

6 Philip H. Howard (1989) Volume I-V, Lewis Pub

7 Philip H. Howard, Robert S. Boethling, William F. Jarvis and W. Meylan (1991) Lewis Pub

8 http://esis.jrc.ec.europa.eu/
OECD @ SIAR X° EU @ RiskAssessmentReport 73 E 73X S 41727 — & ~_— &

9 http://echa.europa.eu/web/guest/information-on-chemicals/registered-substances
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HeFt SUTBHER AR RE R G AL 7 —2 72 L) &L, mfEdEEKITtr &35, oF
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K& (2 Z TIEHRBE O KRR Z2 BN T 5, )P TlE, B & MEEsM (OH 7 VL,
F o WEEET v E DRIR)DPMEFEIE DOHRIZHFH G LD D, E DL RMEFE MU E O FE
SR OB EHOUT RN R & < FHT 20 IWEITIRTT 5,

PLFIZREUC I DRI OWVW T, GRS L ORI (BHE0 8 & OB N o3 T
W ST — &2 ORE S EE T,

(7 )45 53 ik
O OECD 7 A M A RTA L HEOANZZFERTIEIL, BURE R CTIXIEE L7220,
@ =FAN—FIUx T AL MNFEIIES KA TOSMROEIETE 2RE R O 7 — 2 2
HHRREORETHONDIGEITT., ChERAT D, 2O, LT OMFRI 055 fiF
B A BT, RIS O T — 2 N EYTHD Z L AR T DI ENEE LU,
@ LERROKV@UANDEGEIT, MIEESEONBINT [T =272 L) LT 5,

(1B iR
O OECD 7 A M A RTA LV HEOANZ2FERTIEIL, BURE R CTIXIEE L7220,
@ =FAN—FIUx vV AL MNFEIZES KA TOEERGEOEETE 2 o7 —#
DIEREEOFE THOLNLIGEITIT. ZhEaBR~AT 5,
ALFWE OREEN D . KK TR A BRI T 5 FTReERN o 2 ME Th 5 Z & &R

j—‘éo
L HAREDRBUCIES < B0, RAES & T KRRTCHAMEL LCEIHET 5 = & T
BT 5.

©® LREOKUV@UADHAL, EHEEOMORMIT I7—272 L] &35,

(7)OH Z v H v & DR
@© OECD 7 A A FTA L EORKZRERITIEL, BRI TIIFE LRV, 1970 448
PLRE, LR IZIR < 2 #askhi% (absolute rate technique) &2 UMH®HE (relative rate technique)
DU EBOREIAEH SN TETEB Y, HEMFEIT—RITEBTE 2,

- AfEHEIL OH 7 2701 v AR E O SO EE T ER 2 EHEANICIIE 3 5 51 TH Y . Flash
photolysis % OH 7 ¥ )V DI Lk & GHOEIESE D OH 7 ¥ 1 NV ORIEEZMAE D
BT USHEERZRD D, B DIBETORMENRS THDHZ ERFHERO—DTH D,

- FHXFEIL OH 7 2V & DFUSHE EBEEM O S W E 2 W E & & b Ic+Y v b
DF X U N—TEAL, fix DFIETOH 7 VNV ERESE, BRWE L OMXHI7Z2H
SR FE 7 YR E O BOSHEEE 2 KD 5 15T 5, 1X101 ecm3/molecule/sec LA
DHHNENRISZ AT 2WEIC—RICAMTH Y | IWERCBERI~OWEN BV | #akhis
TOREN R E LAY EIC AR TE 5,
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TEHRFEZEOME T, [EETE S OH 7 U H /L & ORH OB EEH UL LB O F — & 5315
LNDLEITIE. ZhERMT 2, b, FEMIT — 213, BHRFEICR ST 5 R
AW, KFE 1-25 O E AW THRE T 5,

THMIASE 2 RA LRSS, s EHIR D EHETE DRET — 2 M6 R WIGEIC
I, AOPWIN (EPI Suite)Z i T, OH 7 ¥ H /v & OUGIT K D SO 5 4 Hedt9
Do

RO~@LSOEEIX. OH 7 U H N & ORIED ML [F—47e L) L35,

OH 7 Vv & O RUSHEEEE D b P 2 R D 2 B2, LR ORGRAE VT, Kk
WL ERD DR ER AR L, A2 ko5, 20E. OH 7 VU /VREICIEN
# 1-25 DfEEZ WD,

53 fife ok B 7 1/ sec

= I-5
B i i B /”Eiicmﬁmolecule/sec]x Zh /V?;;%ﬁmolecule/cmﬂ
&

FH L7z OH 7 U h v & DRNZI T 2 - HNE, (LFEWE O RKH O H AREIZ O A H
15,
M% 1-25 FOSEEEED OB ~OBBEICAVZRE
72 B [molecule/cms3]
OH 7w 5x105
THEEZ ¥ v 2.4x108
v 7x1011

(D)4 v LD

o)

@
®

OECD 7 A N H A KT A U HEORWRRBR AL, BIRER CTIIFE LRV, OH 7 U0
JL & RIBRIC, M E R OMERHEN A v & D RSEE EROREIHEH SN TETEY
HIEMIZ—RICEETE D,

THHRIREORAE T, FEETE 24V & ORISOREEBCUT BN O T — 2 B G o
BAIE, ThEEAT 2, 28, EEMT — 213, BHEHREIOR S TO 2RI
T KFE 1-25 O A AW THRET 2,

TEHIRE 2 A L7 R, s ERIC R A EHE T HET — 2 BME b ngAIc
iZ. AOPWIN (EPI Suite) & I\ T, A > & DIGIT K 5 UGS HE E AR5,

* AOPWIN (2 &L 54 > & ORISHEERAHEFHEL OH 7 00 & O ROSHEE EBOHER

EIE EHEREE DS B < Zan oo, ATRE Thaud, BEEWE OB T — & % THERF O %
UPEEHERR T D T EMEE LY,
ERRO~@LSOGEIX, &Y v EDORISOHHEIT 7 =272 L] &§ 5,

Vo & OROSHE ERD B 2Rk ed D E121E, AT -5 ORfRAZ VT, RSEE

1

L E DOWI Y 2 7 Sl EER~ =2 7 /L] (NITE/CERI/NEDO)
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I-25 DfEZEHW5,
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MG T AEIER T-261C AKIRSF IS5 D HIm o0 i e OVE TR & 2 I S O E 7 1 — 2 7R T,

52



\)

© ® 31 ;> U A W

10
11
12
13
14
15
16
17
18

I 5P D A i
Ver.1.0 “F-hk 26 4 6 H

%Y [OECD TG307,308,309]

A 4

A 4

FFHICH R
A
[OECD302>1)—X]

oY Y2
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[ FsnL | Z0T—5% BOLGT—5%| | 207 —5E
| MREEED EE B '

X 1-26 KIRICBITDELEET — 2 DBET7 0—

LIFOFIET, fHHRIFEEZHA L T, KBCOMRFES MO FRINE LR ET 5,

@O OECD T A h#HA KZA4 > 309 [Aerobic Mineralisation in Surface Water - Simulation
Biodegradation Test | . EPA = 2 k7 A4 K7 A > OPPTS 835.3190 [ Aerobic
Mineralization in Surface Water — Simulation Biodegradation Test] X|XZiL 6D A A

K7 A4 NHECTZRRGEUE T CTORRT — 2 Do 5551032 ORBRT — 4 2K EKTD
KRG i B E SO TR -l o7 — 2 L LTRSS L THWS, 2hbo7 A b
A KT A4 ORBRIT, FIEAKIZBIT D HKBES R OISR ONK o fiE-Cm b
% oS S R DR FE EHCUT N E O 7 — # 75 2,

- BRSO B\ R 7 AT GRS B O A HER S TR D | M D
EZIFICK WEEBZLNDN, MENBE SN ETHD Z L 2iRT 5,
KD RO YE (3100 Pa- m¥mo\ZIRE R REER 7=~ U —£RE, I
WEREORBRGEE~DE A TEICEET 5,

s RIEKERBICHW D720, REBERS IO O RN H 5, £ TORBRMERELRAEH
(BT L. F U TR PRS0 R EE TR S 2 I E CE D MRENRFE LN TN D Z
EHRMERL T, PEIIEARET D Z ENEE Ly (FRCEBRIM 2 8 2 25 #1080

i

i

3

U ERBRIEIE TS T D 728D . K438 00 18 BE E O3 O 5 0 03 R 5 O AL T
LALHEITIE, ZOFRB IR L T, #FE RO ER ST 2 R E T 5,
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DEFEs
@ EREOTARNIA RTA U UFZENDICHE U TR CTOEED T — 2 B3 G e
AT, XA Dy v VAV NEICE S KB TONROEIETE 256 0
T BRERFEORETHONLILAITIE. TNERAT 5, TORIC, LT OFHI
DO 2 5, ISR OT — 2 NZE THH LR T DI ENEE LU,
@ LFRROKUVQLSOGEIL., MIESMROYEINL 7 —272 L] &7 5,

(7) 53
& 12712 LIzhi> T, LFOFIAT, KEK TOESMONRHEOREEITH, 2¥B, £
SRR, KT OWAFRE & IRERLFRE RO T I M %,

O FHHRFEELZRHEL T, REKCOESMOYFHEDEHTE L7 — 21T/ 5613,
INEBEHAT %,

@ FBWEELRAEL T, ZEAKTOESMROYREMHEDT —ZIT/F RV, 1FHRIFEE T
OECD 7 A h#A FZ7 A > 301 [Ready Biodegradability| (5 %y figM:ikER). A 302
[Mnherent Biodegradability | (AE R/ fiEMERER) T 2N SIZHY T HH A KT A4 12
LU 7o T — 2 3 b 25613, T ORBRRERZ v, & 127 I20E-> T, REKIZE
D UFRVES RIS X B 2 ET 51,

* TAMIARTA L ORBRT =2 2RO DEEIIE, BRTIEICE Y SA VLR %
7o, RBRGEE MRS D,

X% 1-27 ESEEORBRT —Z 1 oIcB T 240 EREK - £8 - EE) ~0F#

Oy FRPE e

G R OECD TG 301 A TR *ﬁiJm
LB D iR B BR % & de) OECD TG 302 ’

<20% <20% 10,000
- 20%~70% 100
20%~40% =70% 30
40%~60%(70%) %1 — 10
=60%(70%) 31 (BoyfErk) — 5

%10ECD 301 A, 301E, XiZZNBHITHYETLRBROLEIZIE, 0% ZEA+ 5, Zh
1, ABFRIETO By Rl BB CAH 243 5 7Pass Level” N ikBRiE TRz > TV A 720
T& %. (OECD TG 301 “Ready Biodegradability”)

%2 JREOYREHNL 4] % FEROROMEICHE U CTESMBOFREM LT 5,

@ DB T — 2 35 5 RV EEIZiE. BIOWIN (EPI Suite) OHEFHERIZHES &,
#* 12810t » T, REAKIZBT 2K EDSIRIC L D R 2 5% ET 5.
BIOWIN (34759 M ORI ZRAE T D& 7 Vi I E O L3 i D T eeME & 7 FE O HEFHE T

1 Interim Guidance for Using Ready and Inherent Biodegradability Tests to Derive Input
Data for Multimedia Models and Wastewater Treatment Plants (WWT) Models, U.S
EPA(2000) X v 5| H
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N HWTHERNT 2 b DT, BONDMRITENRIED B Z TEMN R D Th L, AF
ETHWA X TBIOWIN 3 Ultimate Biodegradation] DfEH T, &40 fRICH
T HREED 8 DFRITKATIT SN D AT T L ICXFE 128 IR TEZ A RO B & L
THWDL,

XZ 1-28 BIOWINS #ERICES /KMICRIT AL (k- 13 - [BE) ~0X#k

At BIOWIN 3 D7 7 7 > k) A [H] 3%
hours 0.17
hours — days 1.25
days 2.33
days — weeks 8.67
weeks 15
weeks - months 37.5
months 60
longer 180

X OEEHONRINT 2] 2, KEOEREMIE [9) 2 LRLOROMEIZFR U TESMONEH &3 5,

@ O~@n 7 mt X THHMFEDOHKRNGLNRNGEITIE, CATABOL2 THERF S %
BOD sz o 1553 fiRtalliR ) OIS XD — % L2,
® EFRRO~@USOHEIT, AoON-INL 75— L) L35,
(A1) Ik 5y
LN OFNAT, RIEKTOMKGIED NP E DR EZIT O, 72, MAKGIRIL, KPP OELF
REDOAICHEHT 5,
@O OECD 7 A h#A K74 > 111 THydrolysis as a Function of pH] . EPAT A F A K

®

@

Z 4 > OPPTS 835.2120 Hydrolysis] . [f] 835.2130 [Hydrolysis as a Function of pH and
Temperature] XIZZINHITHYTDEHA BT A AZHER L -HBRT — 2 Db, i
S L, pH 7 O 20CUT ZAUTEWVIRED T — & 28 5,

TARNIA RT A RS 238 T — 2 D37 5N R WA T, B OEH T
L7 =2 PEREEORETH LN HEITIE, ZnalT 5,

Z OB, pH6~9 OHFIFHIZH 25 20°C U ZAUTEVIRED T —# 8- L, pH iz
W7 — 21355 pH #iFH X NRE DT — 2 Th d L REL TH D,

5 WIS 2 A L7 R. IK 3 iR 0 i 5 OFRBR T — 2 235 D L2 WG AT,
HYDROWIN (EPI Suite) %4 vy, #EGF L72fER 28T 2,
LREO~@LS DG L, MUKDEDOHRINL 17 —272 L) &T 2,

1 BIOWIN Ok 54 080112 413 5 H1E1E. EPA DY —L 0T % PBT profiler
(http://www.pbtprofilernet/) X v 5|,
2 7Y T Prof. As. Zlatarov” KEECHIZE SV A0fETRl Yy 7 v =7
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Photolysis|,. EPA 7 &2 k%1 KZ 4 > OPPTS 835.2210 ! Direct Photolysis Rate in Water
By Sunlight | XIXZAUTFEY T DT A KT A ANZHERL L 7-3BRT — & 285 L CERAT 5,
TANTA RTA AR 25T — 2 DR 6N WEEITIE. SRS OE#H T
L7 = PERFEOME THOLNLGEITIL. ZNEEMAT 5,
FROKCQUADEL A, ORI 5 —272 L) &7 5,

(m)Zofth

KABZH T DS & Ui, Ao, MK, i BE L TnD s, Znlistosy
Rt (Bl 202, B LR KMBICBIT DHRICTHE T2 B2 0N5LAICIE. ZORRIZED
PR A EET D,

(3) £i&

HCE T BARRIEIC DT L RIS SRR CEAR, KSR 10401 OB — 4
DI iEE T

(7) #e ooy
IFOFNAT, fHHIAEZHRA L T, BEP TORMEIMONEIE 2 RET D,

@O OECD 7 A F#HA K74 304A TInherent Biodegradability in Soil] . [ 307 [Aerobic

and Anaerobic Transformation in Soil |, EPA 7 X s %4 K7 A4 > OPPTS 835.3300 I Soil
Biodegradation] . [il OPPTS 835.4100 [Aerobic Soil Metabolism | . [f] OPPTS 835.4200

[ Anaerobic Soil Metabolism | X (X2 HDH A KT A AL TZlBR S N TORERT
— 2N LHGEEITIR, EDKAIRERT — & & 158 T ORREE /3 il B E O IR TE o0 filg
BHFEOT =2 L LTEELTHWD, ZN6DT X M UA F7A OB, HHRICE
\F 2 0 SRR i S OSHEAE R rfi OINK G3 fOBRAb) % & ot il o0 i oD 3l BE TE B 13
B EDT — 2 2R T 5,

- IR E ORI B\ S S 2 AT iE GRS B O HERE S TR Y | MO

BRIV EBEZ DDA, MESNRESNEMU ETh o 2 & & iHT 5,

- TS SHEERMEOWEICITE A TE RV e, R R OVIERE S, BRI 2

ThHhoHZLuERT 5,

« TEEOARL) M HEIMAEY ~DREFED D BRI S O RN H DT

LT OB RER AT L, 2 L CREFMAIIC 570 M S 2 e TX 5

56



© 0 N & Ot kW N -

L W W W W N DN DN DN DN DD DN DNDNDNHH B 2
AW N B O © 003 0 Otk WNH O © 0000w N = O

®

I 5P D A i
Ver.1.0 “F-hk 26 4 6 H

DIRENFONTND Z L A MEGE LT, S ZIRET 5 Z EREE L (RSB
[ % 48 % % B O B O B A),

FFREOT A NTA RTA 0 UFZFNHICHE LR TO I E O T — 2 3G L0
AT, TXANR—= IV ¥ v VA MEICES S HEGMOBTT B OGEH TE 57—
DIEBRFEOFE TR/ OLNLIGEITIT. ZhERAT 5,

s BRICER L TiE. BUT OBEFRRl O oy i 22 2512 . R o7 — 2 3%y Th 5o 2

EEMEGRT DI ENHEELY,
FREOKROCQUADEEL, #IESHON-RHIL [T—272 1) LT5,

(A1) 531
IFOFIAT, HROESMIELR D R FEOREEIT 5, ks, Ao, HIEREEKH
DIEAFRE & EHR A ERRO W T I 5,

O FHERSEZHAEL T, HEICBT 2 HRNENRO S OEH T 57— 2355
DAL, ZThERAT D,

@ HHERSEZAEL T, BRI A2 HRESIRIED S DT — 2 B3R LT, Kk
(2B B AR OF — 2 MR B TWABEITIE, KIS I8 1T B A g D eI 5]
ERETHD LIEL, MUEZHMAT L,

@ FHWMEFLZHRAL T, HEESMOYEINEDT — 213G N0, FHRIFES T OECD
T ANHTA KZ 4> 301 [Ready Biodegradability| (545 fEttatBR). [ 302 [Inherent
Biodegradability] (AR AEMERER) L 2N SIS T 5T X h A FT A CHELL
TERBRT — 2B d H5A1E, TORBEMEEE AV, AiHOXRE 127 126> T, HE8EIZET
D UFRVE R L D B 2 3 ET 2,
cTARTA RTA L OREBRT — 2 20555100, BBRTIEIC LD RA LNV RERR S
7o, REBRGIEEWRT D,

@ +EE KECBT B ESBEORBT — 2 DT LE LW, (2) Kk (FE
AN L7z 1-28 D BIOWIN OH#EFHRE R HD < i T2) % 3% U7 B2 1
2B DAL RONEI L+ 5,

(7)) oK 5y it

T T DMK RRITAR D Ay s B SO 1, R K O pH IZRFRA T, 200C T

v ite

ITWVIREDOT —ZBEE LW, 2O XD RT —FBRWIEEIE, KT T 2 o fitid

TEBCUTHRI & FHETH 5 LAUE L, KIBITIRIT 2B 7 — 2 2 V2, 7236, MK iRiE,
TR T OWEFRRIC OB 5,

1 Interim Guidance for Using Ready and Inherent Biodegradability Tests to Derive Input
Data for Multimedia Models and Wastewater Treatment Plants (WWT) Models, U.S
EPA(2000) X v 5| H
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JEECIS T 2RI OV T, T L OBRFERI] (R, IR 53 1) T 55 o8 E 7
BEERd,

(7) #edEoyfiR
LIFOFNET, HHRIAEZHE L T, KE TOREDMRON-EIEOREZAT ).

@ OECD 7 A M#HA K712 308 [Aerobic and Anaerobic Transformation in Aquatic
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Sediment Systems | X(ZZDHA KT A ANZHECTZBRSEME T CORBRT — 2 13 dH 55
IZi3. TORBERAELELTANS, ZOF R A R4 v ORI, KEICBIT 5
BRI AT BRI A 0 i & FEAEI 53R UK 3 PR L SN & 2 K FE 43 il D 3R B TE £
IO T — 2 28T 5, REE MO EHCUX RSO T — 2 ARt 5,

CEREIE IS, HEBAEE AR FRIRIE DA R 2 R & SR SR IRAR OB 22 TR E 0> S A

BEID, ZDTS, EGEPRIE SRR E T 5N REVGE . BRBRMBEE TOHR
IS T UTHER IS T TITHON TS DA iR L., EE T ORISR 3 T
(kdegsed) # I-6 THIIETH2MERH D,

kdeg,., = Faer,, - kbio—aer,, + (1 Faer,,) - kbio—anaer,, +kabiq,, XI-6
Rl wt B T 7 4V ME {lied
kdegsea JEEL T D2y R R TE R d?! gt
Faersed JEEFRIC 31T 2 AIRFRIREDEI A — 0.25
kbio-aersed JEE C DA SR AR Sy iR R P TE 2K d?
kbio-anaersed JECEE T DB S 2B O il ok 7 4K d?
kabiosea  JKE T DI 70 53 R TE R D F d!

- IR ORI E S S 2 T iE GRS B O HERE S TR Y | MO

EZFICNEEZBND 0, MENRE SN L THD 2 L 2R 5,

s EHREYEOWE I TE i), MR ORERES, MBRREAZYTHDH 2

& E2MERT D,

< JEE OARE)—HERIEEMAEN ~DREFED D WEBHERNL S O RN H D T2

A TORBRERZREMIHI L, & L CHEFAIMIC 0B E TS 2 ETE 5
SRRENELNTWD Z & 2R LT, BN EEZRETHZ ENEE Ly BRI
248 % 2 B O - D),

@ EROT A MHA RTA 2 ULZR D ICHE U723 C O 5 0 7 — 2 333 5 e\ 8

1 JPA. Lijzen and M.G.J. Rikken (eds.) EUSES Background report. RIVM Report no.
601900005/2004, Bilthoven, January 2004 @ Page 1-90, [1I1.4.2.7 Biodegradation in soil
and sediment] »x(113)
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BT mX A= DUy DA NEICES EEARORIT IO [T 57— 4
B EIREOMECHLNSHAIIE, TNERAT 5.

SRR LT, WRETHIL. BT ORFROAREEINE I, RIE R 07 — 4 5

REATHDLIL2MERTDHILBEELY,
EROKRTCOUANDEH AT, MIESMOERIT 7 =272 1) &35,

(1) A5rfik
IFOFNAT, WEOAEDRIEAR LD RS ORE LT O, 7ok, Ao, EERBKS
DIEAFHRE & BRI A WAERRO W T I 5.

o)

HHRRELFE L C, KEIZBIT2ESGMOEEDOEH TE 5T — 4B G o556
WZiX. ZhERAT 5,

» RS FEERIR DN B T O AR RIS T UK T TITON TV D DA L, EE

TOEGIROEEEE (kdegsed) %3 16 THIETHLENRH D,

HHREE LA L C, IKEICB T DB ESRIED NI ED T — 2 3 56T, Kk
T BT A4S O T — 2 RGO TV AEAITIE, AKEBCUTHEICE T 54
SRt DM T4) 23 U8l %2, JEEICHB T DA K2R L L CRET 5,
TR 2 A U CUEEICRIT D RO RHNE D DG b2 WA fF#Ji% C OECD
T ANHA RKZ 4 301 [Ready Biodegradability| (5 23fi#tab#), [ 302 lInherent
Biodegradability | (AE )RR L Z U HICHY T DT A M TA KT A4 AZHEILL
TR T — 2 0o 2551, T ORGSR ZH W, BIHOXE 1-27 1218 > TH AL D Y-
B T4) 2R Uiz, JREICBIT DESRIC LD FEH & LTRIET 5,

T ARTA RTA L ORBET — 22 HOD5A11E, BEGIECL D SR LU R 5

T, R R B,

KIg. LHEL EEICHIT DAL ORRT — 2 AV TR B BLNAVEAICE, () K
B (EEANR L7-RE 1-28 @ BIOWIN OHFHE RIS 830 [9) % U7
Holi % BB 450F B A0 R0 i & T 5,

() K5y i#
JEBE SR D MRS RITAR D 53 MR FE ST, B RBRK O pH IZHFERRY T, 20CUT

v ite

ITVIREDT —ZBEE LW, 2O XD RT —FBRWIEEIE, /KT T 2 o fitd

EHCUTERM & AETHD LMUEL, KIBIZBIT 27 =22 M\25, ek, IKGRIL, KB
IR K 1 DESAFREIC D AE 9%,

1 Interim Guidance for Using Ready and Inherent Biodegradability Tests to Derive Input
Data for Multimedia Models and Wastewater Treatment Plants (WWT) Models, U.S
EPA(2000) X v 5| H
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1.4.6 BEMHEHROBEDRDICZRDIERDHFE

Eix, R EDO U 27 iz 5 ETHETHILT, EHE 10 K15 1 HICASZ,
BRI LA E ORIE - d ASE3EE Tx L CAEMES IR 2 B & fifl L 2B Bt o &
ROHZEBRTED (LT, AFEREFROBEDORD] L1 ),),

AT, WEALTFRIMEIR, R R OFE MR 5 A FHEE RO BME DR OIZHOWT, it
ZIHA ORFEDE ZT7 RO EAT O BROBBRIZHOWTRET 5,

1.4.6.1 BEMHRHROBEDKDHIZIRDIEH

B BROE ORDEATH 2 L 157C % 2 MBI ITAAUTIED SIVTE D | WLt
B SIHERCERIECHE 3R ICH LTEETFO (7)) ~ (9) Tha, (1) & (7) (i
(I DB 10T, I CORRRYE & AW ~OERIINR B 21T 5 7001 LEAR
BRI H LA L CH 52,

(7)) B EPERIR I B9 2 3R

(A1) TR K DAL E O 53 fif FE IR

(7) AN FEDENICI T DAL FWE ORMEBR T ——F 27 % 7 — LK E DR O ERE
AR

(7)) B IR D BARRY e 0 B & BBRIEIZ DU TR, A5 41 54088 3 THIC S < A EMENG
HOMENCET 2EH T L UHAEA TR RREMIET LN TODLHMEANREITRD,

U HTHAL S B AR 2 BB ONTABE S ML 2 K OV AR D 8 E O EDIH H
BHETODLES
2 2 G OMERIZOWT, BRI L FWE ., B WE ., 5 MR E b E UL b
W ORI T AFEFT L, UTFTOME BEmAZERS) 25875581003, EF 41 5F 1H
WLV EICREDOEERH 5,
- PR X D RSB IC I W TG o E Tl e Vb o
- BT DIERNIZ BT DALY O ¥fE BRI B\ TEMRER Y 1000 LLETH D H O
s ——F T K )= LK EDOROEAREERER I BV THOERE ORI 3.5 LLETH D
bHo
8 JEEH 10 558 1 HOAEMEIE MO E ORDIL, ENFEHF IR L THEFROEEHZRDDH Z &1
BT oBETHY | 1EF 41 55 3 HOAFEMRIEHROFRE L, FEEHENL A EMICEICHEREZRE
THIEIETAHETH D,
¢ HEMEFROBREICET LIEDTICBN T, EBEHILTHE O RE - A FEET DEICHE %
T B EIEDRL TUER LRV EED HAL TV DWE LA AR K ORI AR 5 A
o BEAmRZBRS) IZBLTo@EY, FEINIEFRESICET 2 /EESN (BEEEHROHRE IR
T HEHIZONT) ICRH SN TWDHRBRIETH D,

@ (OECD TG102 (ZH#E U T e S 7= iR B AE )
W (OECD TG103 (ZH#E U C i < 7= R8RS 5
7RKZJE (OECD TG104 (248 U T i & 7= 3B fE 5)

@O
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A TS0 0 O (i IZ 1) D IF @S ORIR, B (7) ~ (V) OHBEIZHSOWTUTFOWNT
NPDGEIT, £ OB E OA EVEFROMRE DOKRD ZIT 9 IO TR 2,

TH#Z A LVmE
HEMEARON TS HaREEME A LRV UTF—AZ 7 ¢ 3 8E LEVWIE
HERHECERHEE 20 SHIEEAS D W E

AEVERROBE DR D EAT 9 NOBFHIB W TIE, LFDORIZOWTEET D,

B DT G E D RE S N DB E (1.2.2 2H) ([2oWTiE, FHERESY
B Lo bid (7) ~ (V) OMERIGEROAE
WMEORDEITE D & LTWHHEA ORE DA

WEORDEITE S & LTV HHEH ORBEMNAE R 5 RO E

ZHBIZHOWTLET, JEICHHT 5,

1.4.6.2 EHOTHEARMEZHRE LGS

Al IZ BV T, FHEI S E 2 EERET 228850 95 (143 BR), WThroFRE
i SR E OPERTER PG SN2 GEE. ®RidT 5 [1.4.6.3 MEMLERIMERFEORED L] &
[1.4.6.4 ZFERHIFIRFISNTORBORE] 2 5B LT, AFEHROBMEDRDZIT I IS
DN TEBNCBRRT 21T 9,

PERIE I, BREETIREE ZHEG T 28T T VDO ANME L 725, SR SWE D HiECmR
HETHNTEETH %), ThONLEA LN LA ZBIZR L T, EEREA 28 ET
Do

1.4.6.3 MEILFHERFOAEDAE

(LN K - T E O BYLZAOMIR B IO W THRIENMTZ W2 3D D, D=,
HEMFEROBREDRDEAT O DOBRFHIB T, BTV AEFEOFER S HW LT, &

—-F o & =)Lk EDOBOSESEE GRERGTIESBMICED LD TEL L X
OECD TG 107 T TG117 |24 U T EhE S 7= 3B it 5L)

HKIZKTT BERAEEE (OECD TG105 (2 U C FEHE S A 7= Bkt 5L

s (OECD TG112 (2% U C EHi S hu7- sBRfE 55

Yot (OECD TG316 (2% U C3EHE X - 3BRAs 52

kA fiEtE (OECD TG111 (24 U T 3 & au7- 3B o)

K& KR, B T RIS Hfdtg% (OECD TG 106 X% TG121 (2% U C3fE
SNERBAE RS L IXQ@ K UV®DOREBRAE B 24 ] L TH b= 35S 5

e GREBR 7R mac D b b ks L<iX OECD TG301A, 301B, 301D,
301E, 301F X% 302C ¥ U T HEhi & A7z iRk 5)

ApEsEte GRERTEESIBAICE D S D T1E TEM S - B 5

® OxXee ©

®
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BROEHA NSOV TEET 2D LT 5,
FRICEAPOWEREL X DN HEELEI LI,

B*E [-29 EHEZLORENRAXIIAELEZOLNDBAEE

HEBRAIUIANE LB X DN HE%

- AR X1

o RS 0°C L 0 RWVERIR %1

© LR —20C X D R VWIEL %2

< RRICET DR RCAHENE Z 2WHE 23

c Bl < —25C XL > 300°C b oIFENEN< —25°C, >3000C & @iE X4

- AR X1
© WhaLN B00°CLA By, WhRIZIET D RIS T 2 B R R MR (Z DB &1 BUE T TOWRA

- - BIY). BREKE. SOE. BCROSHEWEIT. WA OPREIT RIS FENE TE R0 (E R

© WE ORI 300°CLLED L O @l ERBR I LR L 2 D3

< BB I, BOSEREICYEEN S b O, BAIETIEFEENEZ S b

< PR < —B0CXIE >300C Db DEFEREN< —50C, >3000C &L ¥4
© B LW TG B, R, W AL DA, R Z 2WE DS &

c FEFICHTEORE NG ORIEFIZAMSOFEmNE D %6

REKEICTESNTHERT %), ¥1

BB TR O R W O O Y 78 E IR HE T4 X1

300°CLL ECRitfiEd 22, WhRIZEET DRI HRT 2 BEER(Z OBA L, BIE T TOWE % 3l
ET B HERTT B) %2

PSR 3 2 (A Ol B, 0. SO0 E L) T 2WE) %2

TR OTRIR X1 101.83kPa LU E T sUCEET NS0, H oS % 3 2|EIC o\ T
X, RIEVEA AT XILRE T COWSORE L, BIET COWREZE Z L3 HESRE %3

FERPENZ DN T, ARTEMEA A SUTRE T T ORBR D E i & a3 2) %3

it REUETHAISET DN RS 2WE(Z O X5 22856 WEQ0.2kPa £T)FThH
fR7e LICH R 2 BE CE 20 MR 5), X3

D, 0.2kPa LU F ORERE T b AUET DRSO DR 5%3

WIS ®mET 5 %4

1 REACH Annex VII Column 2 TiZ. @m2y -20C O FRERM ORI TERBHRE 23 2 L8
RNE L TWAN, THRAETEIT 208 9 0O HEHTREBRIC I W EfiSnbs & EH LTV 5H,
728, (QSAR T-H50CHRIMDHRITZENIZT CTEEAEL LT 5D,
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HH HEPR UIARELEEZ ONLDHEE
< R 360CEMA Y . ALRRIERICHMT Lo bD X1
© RS 200~360°COH AT b HEEHETL Y X1
c BHREICE D 25°CTORKIEN 105Pa & FlEID & & %1
BB MNITRWERUE & 7 D O G O S HET+4) %1
- WA <30C DIkEY X1
© RS 300°CEBE A D H D2
© R 200°C~300COME GRERIEICE S RME, 721k, RO LN HEFHIESHE
— NHEIV) X2
© AEHEF S S0OCKIHEDO L O(Z D L5 7e b OIFAEKIENMERR (105Pa) %tz 5) X3
- WEHICHET 20, REER GO IBREO SO, AAKUSMED SO, ARER kY Gl
ETE2Y) %3
HARFEAMED b ORIEHIRIETHIET 228, RIEMHIRIEZ MR CX 20 29 e b O
mAEHH) %3
- BIEMERAEET D X O B A E HEEHME AT 5) %3
c JEHERSN OCLLTO LD %4
- WESRMFETHET 2/bEY %51 TG 104
© KHPTRLZERDLD ¥1
1 pg/L OFFRE D OEEOREIT LI X1
+ pH4, 7,9 THKSR L TLRETRWVWE CERIY 12 RFRIARR) %2
P . ﬂ(tpﬁﬁé“ﬂzl/%b‘%’fé %2 ‘
% ke - S NITKICRER D OERAT A NOMENLE) %2
© KITAEILD EBIKRT DWE. KT TEIL LT WIS
BB 2NCHOKEMED b O(7 I v OMREIE . MiFE. WUk T =0 AMLEY) %6
o MEHZEKIED B D (log Pow > 7) 36
c BN Y w— %6
< KT A T F 7 = ATRRERIEIRYE DR G O MEWE A BRI T A b % FEi ST HEFHE T X
—-F 7 H W, 7272 L. Log Pow #:FHEN 6 &8 % 2 BHEREME IV %1
J =t < BN FEETE RV L OIFHERHME T LV X1
K& DR - LAY %2
Doy ESR - RERAREER DO (B REBRPICHM LY MOWREEEERZ R LD MULIKIEL
% Z0TBH, HDHNIE, KRF T F ) —IET RV, MEOFSTRONE D) %2
© XARIARRIEDS B g/LBOLEW (72720, AU <=—1XZDORY TRV X4
- FRBEMEEREE A R A WME A (B 2 0E, RALKTE) K1
© KHPTIKRRENALZE RSO CERH 12 R ARm) %1
. ) NIRRT S
R K el LS W %1

© RRAEZ AV T L RBRHTE RWVIEERER LD X2
© ROSHERRNS O, RLEERE D, KEFEMM LU TLREDO T A2 RET D5 HDX3
-+ KISKRFF DVEMRMEDY 200 pg/L A O A ORI EI 53 23 2% UL LR Y ~—ZFRr<) %4
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IHH HIERAR UIARE L E 2 b b 856%
o EAEREDMEVY (B 21E. logPow 2MEWY) #E, Log Pow <3 DIEA A ALWEL %2
s < B I EA L N RIS S RS B 56 UMK SR B VXN K 53 ) DO W R & I E T S
R IRE . . .
. DONRENWGEERH D) X2
e + log Pow=3 3, WHEREDOH v bATEE INTWAHMN, KA[EME T Pow O b OF4T L
B bW REDME < 13720363
< KW DEEMREVEDY 200 pg/L LT kG OKEIHE 2% 2% EOR Y <~ —%2FRr<) ¥4
. s AEEEREMEOYE (21X logPow = 32) X2
éE ‘4(\»—‘-
ﬁﬁm C BB S S %2
8 © KRA~OEHE - BEORBENE D ZHITRNH O X2
o IERIE 2
< KA pHT T 2% TFTORY v~ — (G Y arXixvrexd R <~ —XZORY
Ay Rt .
TiE7Zew) X4
o AU U —2E2Y 100 Pa-m3/mol DL EOFEFRMENE %5 TG309

%1 OECD HPV Manual Chapter 2.

%2 REACH 4:3C Annex VII Column 2

%3 REACH Guidance on Information Requirements and Chemical Safety Assessment R7a (V2.4)

%4 Canadian EPA(2005) Guidelines for the Notification and Testing of new Substances: Chemicals and
Polymers

X5 %% 95 OECDREBRATA KT 14

%6 EPA (1997) Chemistry Assistance Manual for Premanufacture Notification Submitters.

1.46.4 HIKT—2 DREBEFTFEERFICHT 2ZEDEE

ARY AT TG A F— N TIEEBERBEHNCBERE T VEZRHT 2720, BHEETLVOATMETH D
WFA LR 5 — & DA R 1T, BBEE OV TIZ U A 7 #EEF ORE RO RS EE 1T 8 % K IFT (X
BB, A KT TREX BT T L 2 LI B FRIMEIRE 7 — 2 ORAE TR U TRk %
Thd,

RA K — L O RGN THWDEELE 70T, ZRKE. KEMRE KO logPow 23 BHERT &
BR B e BEHERH I C RIS BT B 72 (M5 1-3, X% -4 2R), JFAIL LTI 3HAZA
FEMEFROREDORDONRE L THET D, . ZHHLSOIEA OFEEFROBE DK
DiE, FFM O LR TR 2 5 ERE T /T U TR CREBICHRGT 5,

BEEFEROBEDORDEATIEM E RS TZHBIZOWT, REDORDZIT I OHIWHTE T
D72, BB WD EELE TV & o TREEFEANAE R D IR ERRNT 21T 5 . RREEREAT
S, HEET VO IIGERN, ATHMEOEENC L > CTEDREDEELZIT D0 ERD TIE
Thd,

SR FRHTIZLL T ORR 258147 9 Z &P ES N D,

U A F U AE TIKICRE L CRIEME T H UMK Log Pow THMAEREN RV A3 % 5 (ECHA
IR-CSR Capter R.7a R.7.1.15.4),

2 ALFIEORFEERBR NV L 25 D1X 35 U ETHD, 72720, KREiEEOH2WE, » &
DAEAT HIRAEY. AERBLLEY. MECKWWE (HPLCEZRLS) KUERILAWIC
I L ey,
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F— AL T AFEHOT —ZIZDONT,
(7) WEMHIEONTH R EEEEZ A L0, UIEEOREMRT —4 B RELIED
S LA
(1) HEEHE LG D2 nigs
() JEHEME LS D WA

DUF . RREMAT T O E 2 T(DREMIT oGk, Eie (07) & (V) O%a ORERT O
Sk TQIEEMEERA T2 EME, UTEHEM LG S 2 nGa OREMRT) 12, ()
D& DR O F5 5% TRHERHE L 25 DLW 5E ORREMRIT) 12587,

JERPERRAT OSSR, AEMEEROBEOROEZITOBEM E /2> TmHBOT —X OEEZ L ->TY
27 WERHRE RN AT B X 9 AL, JRAIE L THEMEEROBEDRDZITI> D ET 5,

(1) BREMFTDITE

TREERRNT O FEOME 2 TR R T, BUEMITIL, AA ¥ — A TREHHCHV 2 HHEET L
RO, AEEEROFEORDZITOFEM L Lo mHAOEEZEBHSE T, HHETTLOHT
FEROEB AR D, MREEOATMEOLEBE & LT EIRIE S FIRMEAZE L. HHHEIEED
BAITOMEEE S Y, MATEESOEFET L EHAWEHEHEZIT Y, MAdbEoEk
1T M2BAR) T 5, Bz, 3B ICOWTREMNT 2 £+ 5854, £ ERME - TRMEOM
HEDEIT23=8 B ORXEX = THEEZITI, HV 2 HAGDLEOHRT, U A7 BEEITH
ENEET D LD GA. AFEEEROBREOROOMLBEEREHNEEZ BND,

F2, TRICEF LSO BHIERSCHELE T L & WIS EERT S MBS U CREE1T 9,

UBZIE, CRIEEIC K D REM G S N BN RE OS2 L THOREMBH O TRWE 5 727
— S PHEMTHELN, GHLOELT 70 —FIC LD EMST ITARNWE I RGENEZOND,
2 TRECEFELDL) BLE LT, 105U EOERDH D &5 a2 HEL TS,
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K& 1-30 JRREEMEHT O FEOME
5 B R LB s o .
ymerL | (WBOREOWENS) | AW R
R EORELTY | B EME B | ADBEOLEEIE (LRI L FIRME) 23
o FOY A7 HEFHER DWEOKR | F5H {(2) & (3) TrRb),
i#ﬁ~k?ﬁ > MEREEOBAITY | » 2475 % | - HE S Lo ERMEE FRE GBAlcko~
BT ) AN ROWEEEIR, VA | WL ot | —RTA L LRE) AMETFA (BEC
JB 2 DRt U WD BTN WRUE., AW | 5 CHRL R 2 20) 1S A LT VA
IR I~10km | ) g oyin ook | fREE logPow | BOBEBETH~B,
PE—ANRY ) EICEVIEL | O VTR | - ADENEECER OBE . LRE L FIRE
*/VfE?/I/ EML) KRR | (BE O | OMAREDE I LICHNEROES %~
x1 N ST YERES
%) C MR R R L ORI 1L 00 U B (i
\ Y eT— ; (PRTR #5672 &> PRTR 158, % 5 <
f;@%mﬁf ﬁ;uﬁhmi@ﬁw% 72 AU LRSS 0 i H T 5 < Bk
tablalidill I ——— HURERE L RN B0 5) T 5,

BT ATt
AT 25110
Z A T DL
=5 )L
X2

C BB SED A GREUE. KIS,

logPow) 76~ U —4%%%, Koc, BCF %
HeGt LTV BH|AITIE. T OB EHERIC
DD, U —REENREME TH S
NTWDEEIFEEME LTS,

%1 PRAS-NITE! (V#EZH)
%2 MNSEMS3-NITE (VIFEZ )

() BEMENT+ITBEME. RIFEHE L MG oNGEVIGEE ORERN

X — R T AR
fENTIC BT B ENE D%

(7) HE
E

() Al

£
TEBAHEE S AR DB D 5 &
P S DR OIED H 556

FEPERN A+ 2 EME SO TIEHERE L MG D Wia . Uik A ORRE
IE, BERLLTD 2 2D F =0 REZ B,

L (7)) OBAOEEEIL, BEBROF AT A EMHOEER—ZF 4L L, D 10

D1, 105D 3NF = OYRRT — 2 DA%

=y

AxX A&

L. B#ET VAT L TEMEHDOE

BEW~D, 2B, logPow IZOVWTHER T A — L THHIcbE1L &9 5, I2/ZL, HEZ LD
HEEIC LD MERELZE L. 2D 10 f5LL ETH D & 9 8813 R8iE 2 @B HET 2,
Eie (1) OBEOEBRIL, EEOX—2A X T ¢ MO LRE S TR (E6>% 0 LR

fi & FIRAE) 2R ES S,

1 PRAS-NITE : PACSs Risk Assessment System
http://www.safe.nite.go.jp/risk/pras-nite.htmlhttp://www.safe.nite.go.jp/risk/pras-nite.html
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(3) #EFHE L WMF o R LGS DR

F— X T GAHICHERHME LM DR WEE . Y% B ORREMTIC I B BIEIE, H#ES)
B2 HREMO IR Y 155 #PH 2 WHEE 25 Z LIS KV BRIET D,

LAFIZ, logPow ZBiiC L CZAENME DR O 7 27~

logPow OHEEIZ W FIEIOTLT —%  (BEOALFYE OJEM & HEFHEO B DO~T 7 —
&) Mol EER L, BRAEZRO TH (MK 1831 2H), Z 2T, WEMEFRIEL x,
HeRHEZ HROAEy & L& & 0D & D HERNERK y DEOFEHXETH L THIXHEZ HW 5,
IR 5% D THIKEIT TR L 212725,

(b, +b,x, ) £t(n —2,0.025) \/{1+%+M}ve A 17
()
bo : [ElF oY)
b: : [ER AR A
n A%~
t (n-2,0.025) : BHE 2 O t5AMIZBT 5 LAlFER 2.5 /X—F > bR
X D B x OFEINEY)
S(xx) s W=
Ve L PR R DREER A=

ZOXRERANT, HEEy BEOLNE XLV 5 DHEME x O (X 1-31 © xL & xU)
EWET D,

BEOEHOX—A X T ¢ FERBHEFHE CHIUL, FERICHEEHER H 255 ORIEMEA L Y 5
% EIRER OV T IRE 2R, AIEOICREHE Lz X 9 ICEBE R OMAaA b W THEEE T L
WAL, BEH (MF 130 2/) OLEZHET 5,

U HERHZ W BN
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6 I v=0.9736x+0.1828

s
N

i3

AENE

% 1-31 logPow DRIEME & HEFHEDBER & WHEEDH] (Fry b EKiFA A —D)

1.4.6.5 FHEEMAEN & DR

A S 3T, R R E O R E R 2k 5 AT S L BE 2R BRA LS OMEIR . e R OVER) 36
FEPED TS BGF DRV UTEFENT 02585 2, L4.6 [ZHR L2y | 155 10 545 1
HIZ RS HEEEROBREDORDEITH, O LIE, 5l T ORHEFEERATICB VT, XU
DIZFHli xS E DY) S & B LERIERIZ LR D RHESEMEORFI 24T 2 IS LT b
(X% 1-32 LMD A E AT 72553) .

Z D& D RIER 10 45 1 EIZE S S HT e EWMA G b GG £ 07 — 2 O E LR AT A
DU EATV, FHE D 2 HETY b LT 5,
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FEIOER

&I
Coxr )

PEPAES

OK

) D
L

Y BETIHEN

| A}
HOTHICRERE TS LR ? | '

.................. ’
»Y Ib Y BL

SFIE O~ ~
(ERirREo | crtmsso (R CE
HERE) || tERS) '

K& 1-32 RHeEMEMNT O BRERIHED 7

&L

(BERBSOD
1RIRMRIA)

=B OERS D RREEIERNT OIAIZLL F O Y T 5,

) Rl S E O AR
P RN DN T, AEEEZEOMRT — 223> TV Z LR THY ., 22
TIEEDT =2 X v v TOFEL | T =2 X v v T Nb 55T ENRNBNHEEZ 726
FTREONWTEET D, 7—FF vy 73BT, BEWTHLR. €D LD
DHDOHERTRESHE TV LHETH D, £OZ LB/ Z & 72 5T 02> TiE, A
W — 2R CTHIEr %,

i) BRI T — & OAHEFME
A TR 2RO R, B TE DR 5 b NS B LRIk T — 2 £z
TS OHERHT — 2 BRIEIZIE 5O IHEFT, BEE 7V 2 M TR #E Rl 2 S fi 9
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L BRI EIRAT b HoE THEMT 5, TOME, MROLHADOTNTHD, b LIITHE
BB OH 2 AT DI1E ETIERWIGEITIE, IRORFHERMEMST D AT v 7 ~iTe,
FEA S ST L RIPEIR DO WIS Lo Tl Nl DB i d 5 K 5 i 6
SR I-32 1R T K O ITHEARMITIZZ DI DO AHEFEMEMRITIIAT D22V, £T 200 O
EME T RNE ZOKITH D AHEREIEOHNRDS 3T bn2nizdTH 5,
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1.5 M D 1= 8 D #E (&

T OB, BRI ORI BINTE = 2 U L 2 T OfE BAE 0 1\ BB AR B
IS S A S L T Y A 2 R 21T D

H 0 L R O 0 SR S T FE o 7o S T O EEFE G . SR 12 T A MRS 2 ST
HBER R S L < A F IR ROBIE ORDIHES CHIFIC LV O TS LAEESND
(K% 182 B]). Zofo, KL LTHRIFRICET 5 & 672 2 MRERH PR EE Sh
Faus, 71 Lo TEE 41 SRITES < A EMEE S O M AT T ) B A FLNE B N B AT, 5
— 5 DR L Z OB ATEOINTE1T 5.

1.6 1) R4 FHf(ZR)D 1= 6 D #Eff

Z DOBPETIT LR 10 456 2 HIZE S AEMRA RICE ST HER L RE SN kE
PEICBIT B0 A ST WE 2RI, U AZRHEZIT S,

A EVETAE TR OHIWICE o 73l O 720y LR IO BERE T, RIS S B2 PRR T HRIZ DUV T
IXBER AR S L < IXAEMEBEROBEORDICESSHEICIVELN T D LBESND,
ZO7w, FAlE U THERBEHRICET 5 & 52 2 EREHCBEIBE SR, 72720, B
41 FRIZHES S AFEEEROBEEICL O FI= AN R ONTHGAICIE, T — X ORE L O
R ORI 21T 5,

VIRER 42 RICE D | EITEICFHI LR E UL F A ITX L, OB IRBUS DV Tl 23R
WHIENTELZEERS>TVD GEIIIVESR),
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1.7 HIEEF

1.7.1 IR ZHER - EVERERUSREET -2 ORERE

PEIRT — & OIEIZB O T, BN 2 CTF — & OSRNG0 B A 158 & O T
T2, HEZLITIET 2T HEFER 4 1 RICES AFMFBEE OFERK - 12T
WTOERE] 1 (BLF TEfE) Ln)H,) EERICRE#ESNTWASZ D, ZZTIEToMEs
LT 2,

MEFIECI T D B ROMEIR - B4 bt « AEWIRREME T — &2 ORI I C WV T 21
RSN TV A ENBEM A IET A ERIRL 0, TX% -3 EiHd a2 MEIREHROER LM H
B OEE (R, R, RJES) OERENET D, ZOBRICINET 2NEIL, @R, B,
RRUE, rﬁ&&/%wkmkmﬁ®“%%ﬁ KICKET BVEREEE, ~2 U —1%%k, AR FEM
IE TR AR DWW T RdtE L Tl . FRICAAOE 273, HESREIZOWTL, @
JRE BRI OWTIIEE N DN T, ZRUSOEBIZ OV TIREREZIZOWTINEST S 2
L TWg,

AEWIIRREYE & AR RPEIC DWW TR, FRIRTHH OIE), BBEHIERIEICRT 5 HE R
wO(MREAENE) 55 bUIUET 2.

IO OWENEIL, P 1 ISR AEENET 7T E T AT BE IR /ADRLE RN
KRELTHRESNTND,

Xz 1-33 HEHDOINENEZE (MEDESR)

IRERAEXI FC A5l BE
: . EHEMREXEICREHINT
'ﬁgg BHRIR B Mackay B SR IR D RE 2
BRI DEFEMAER. Ver., F) Second Edition
i E_ & TLISILE
MER | FHEE_CAS 100-21-0
EFHR | ABRYE LT TLIRILEE
ERYE CAS 100-21-0
p— HAFSAVDEH OECD TG 102 BIE RS LT HEEHE DR A
EEE"'% GLP MitEk yes (incl. certificate)
) EEMDEREH 1: reliable without restriction | {H¥RIRIZSEEE M HILILERED
~ | FRETAOEE key study BRI EHAHNISERR
AEE | EHEORS@ES. HER. FER. %) | Ba
DR | EOEFEOREHEER. HE. F) experimental result

—

AEMEBROBMERBITONT
http://www.meti.go.jp/policy/chemical_management/kasinhou/todoke/harmful_index.html
MEFIES 4 1 RIS A FEMEFRBE O1ER - ROV TOEH)
http://www.meti.go.jp/policy/chemical_management/kasinhou/todoke/harmful_manual.pdf
MbFED A V) —= ZFHl O 27 5l (—R) #Hl LIV PR T — & OfFHErERE
1% DAFIT SN T
http!//www.meti.go.jp/policy/chemical_management/kasinhou/information/shinraisei_kijun.
html

Do
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IRERE X1 LAY BME
AMRF LS < TESF
AR F EF-IXTRIE -76
AmE LRE
Al % fE DL

b S BT °C
Eh &S EEE
BIEE | EAEF-IETRIE 1013

HofE | EA LRE
E EN EDEHFH

EH B hPa
Lide, D.R., Editor (2003)
. o — S & 5
e . Handbook of Chemistry and HFHRBIZEEHINTLBIRE

Physics. 84th Edition, CRC =
Press, Boca Raton, FL.

W1 BT EE4 ) EafanTns, Zo T, @b, IEAS0OEALHEb LV ENLIENR L
L7, BB, ZITIE—EEEK LTV

W2 EHEMET v o T i MEMEMERIE S ) DA OFHR Y VS

1.7.2 YR - EYEBER VRSO EREDEREH
KRETTIIEAL2RMER, BRI Z Lo, S Iz I n -8 e

& O L AT 5,

1.7.2.1 BB ERMEIR - EVERBEORAEREZDEREH

(1) Bhs

Al s oRBRE S L TIZOECD 7 A2 A K74 2102 [Melting Point/ Melting Range |, EU
Al ZERH D, FSOREFETESRS . FREEORERE L ORIEREIX FiRo 80 T
b5, ESE, FECEEOMEEZRET 5,

M 1-34 BUROREE

S R4 BN i@ﬁﬁ%ﬁ%m
OECD TG 102 BEAEE®X) : 273 ~ 573
EU A0 Capillary/liquid bath gﬁzgwﬁﬁgi %4 D(OECD TG 102), FFen
(R BE L) ’
OPTTS 830.7200 BHTROWLDICHEATE28HA6b—#AY EBU
A01),
BISEE®) : 293 ~ 573 LI L
OECDTG 102 BIERE®R) : +0.5
EU A01 Capillary/metal block HER®E - mikcx 5H® (OECD TG 102)0
ER7 ey 7 HEBMEE) | BRBNES TRVWLDICEHTE 54 —EA Y .
OPPTS 830.7200 BT SRR B L 7ot AR F it
B, BOEVIEL ﬁzr‘m\i}%/\b%é(EU A01),
OECD TG 102 iﬁ)ﬂiﬂfﬂ‘(K) 293 ~ 573 L I
EU AO1 Kofler hot bar RERMEE) : = 1.0 ‘ e
(Koflor 1 o 1<) HRWE K b A= BRICRES 2 L BT X
OPPTS 830.7200 2H® (OECD TG 102), M TE DL 0, MNE
ZCinb 0" (EUA01),
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OPPTS 830.7200

kg4 7R R4 B it P e
BRE®) : 293 ~ 573 ULk
OECD TG 102 Melt microsope HERE®R : 0.5
EUA.1 VAR B HERAWE : L ROWEOREIHE LT\ D, BT
L0, PRAES TRV E O L —EAEE(EU A01),
OECD TG 102 Differential thermal BEHRBE®K : 173~1273
EUAL analysis and differential HEBE® : +0.5 (~600K), +2.0(~1273K)

scanning calorimetry
TR, REEAEE
Syt

BERWE : BARS TRWE O THHIETREEU
A01),

OECD TG 102
EUA.1
OPPTS 830.7200

Freezing temperature
TEE[E AL

BEREEK) : 223 ~ 573

HERE®K : £0.5

ERAWE : BHAES TRWVWE O THAIERE(EU
A01),

OECD TG 102
EUA.1
OPPTS 830.7200

Pour point
Vi Eh AL

BEREEK) : 223 ~ 323

HERBE®K : £0.3

HEWRAYE : ALSOERWIRYEIZHE L TV A (OECD
TG 102),

OPPTS 830.7200

Drop melting point

BRAEER) : il L

RIEREEE : Fidli L

WRAWME : vk, MEEREY v 7

OPPTS 830.7200 Thiele tube LR L
OPPTS 830.7200 Cooling curve LR L
OPPTS 830.7200 Fisher-Johns RLHZe L
OPPTS 830.7200 LR L

Freezing temperature

Method for the

T HIEE(CC) : —50~250

ISO 1392 determination of the HIEREE « fodi7e L
crystallizing point HWHWE : i L
Petroleum waxes - HEHWE . WEIRECE IR ENE 2 R
ISO 2207 Determination of
congealing point
Petroleum oils - HERWE . Amss, Rehl, EEEWE. KON
ISO 3016 Determination of pour FRIEIREL & By & L CE TR ORI B s O HE),
point
T AIREE(C) « #R~300
HIERE « ol L
JIS K 0064 LB ORI R ORES | ERE  ALSE D EO, WS & o~
FH E 5 W2, AREEEERE S TEADIE, B RS 2 R S 20
WEGHIE, Uy R, kY U ELRSDRS
HIR, TENT 7 AWERE),
HARECC) : -15~100
JIS K 0065 HIERE « fudlis L

(270 8 0D R R S 7

TERAWE PR S EEE R A R S 72 e R L
L7220,

FL SR B & U C IR B4 11 O B A BR800 JETRIC B B BRSO A R BT L\ B, BURSIC & o C A BRIA

5,

2 HFREA RN L TV D MU A ONEIC 2 TREH L7z, OPIZZ DR 0N O BUS IS WeRi#iTh 5 =
EaRY, PSR OB OFLHS, BB ORLR L BEE T 25613, M0, iz LkroT,

(2) # =

WEORREEL LTIXOECD 7 A A R4 108

74
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PR ORETIETELE LY . FRUEEOWEREITEO LB TH D,

M 1-35 FHRDOHEE

HIE A PR 4 Bl Tt P R
BHREECC) : -15~100
RIEHER : +1.4 (~373K), + 2.5 (~600K)
OECD TG 103 MWEDOBA ORI, —OREREET, ASTM D 1120-72 I
EUAZ2 Ebulliometer FLHOD KO RIEEIC L2 GE CUEENRE L L BITHEIX RN 5
T FA—F— | EWHD(EUA2),

OPPTS 830.7220

BRYE : Pha X VIRV CHBIERML - B50T - RSN D
WV S 22 (O, BIE T TORENEE LV)(OECD
TG 103),

OECD TG 103
EUA2
OPPTS 830.7220

Dynamic method

EOJiDIS

HEREECC : e L

BEREE (K : 0.5 (~600K)
WE D E O F DEAH,

BRWE ;. W L0 ROIRE THBIRML - i30T - SRS 2
BT S R WEORE, WIETTOMENRZEE LV
(OECD TG 103),

BRARECC) : iz L

OECD TG 103 ’

Distillation method WERME (K) : + 0.5 (~600K)
EUA2 P AR : W% 0 RVIREE T B BIRRML - R0 - MRS
OPPTS 8307220 | DWEICIEIE S 2V (2 O8 A, WE T CORENZE L)

(OECD TG 103),
BHIBECC : il L

OECD TG 103 HEEE (K : +2.0 (~600K)
EUA.2 Siwoloboff 1 WL 005565 D 2 AL

OPPTS 830.7220

BERYE - WS XV IRWEE THBERL - 507 - RS E
DT S W OHA, BE T TORENZEE L)
(OECD TG 103),

BAEECC) : Rtz L

OECD TG 103 HEEE K :+0.3(373K)
EUAZ2 Photocell detection | Hlidn'& DA D B DEE,
Yo VI E WYY : #b XV IRVIREE CHEIERL - i30T - RSN 2
OPPTS 830.7220 DT S A (Z OB WE FCTOMENZEE LV
(OECD TG 103),
OECD TG 103 iﬁﬁﬁiﬁg(oc) =L A
Differential BEREE K :+0.5 (~600K), +2.0(~1273K)
EUA2 thermal analysis TR - L 0 RV RS T B B - R0 - AR =
OPPTS 830.7220 IRZEBNSHT IR DYEITE S 2V OHE . BETF CTORENRLEE LY
(OECD TG 103),
) ) WAHEE : Z#A L
ORCDTG 103 Differential BIERE (K : +0.5 (~600K), +2.0(~1273K)
EUA2 “T@mi TR - L 0 RV R T B IR - R - AR =
OPPTS 830.7220 ?%ﬁég%y%%ﬁ DYVENITE S 2V DA, BE T CTORENRLEE L)
(OECD TG 103),
HHAEECC) : 30~350
JIS K 006611992 {2 o7 ER | ISO TiE. 30°C~300°C,
IS0 918:1983 ik HEEE K : +£0.5 (~600K), +2.0(~1273K)
BAWE : oL
Petroleum SE R : 55°C L
products —

ISO 3924:2010

Determination of
boiling range
distribution — Gas

HIERE . t& L
BERWE . H&BEDKEET 538 CLLT O L0/ /)12
HTx 5, W2 55 CLmnboIciTcE s, H VU v
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Hiks4 o ARERA F 0 FH o PR 2
chromatography BT Y U URGITIEE E 22, 55°CLL Lo S HIE T, iR
method TOY T TR I SBRWVRWARIEZ R b OICR
bbb,
Petroleum TERREE : A1 5% O°CHB TR M) 400°CEL T,
products — RIEREEE : fCdlie L

ISO 3405:2011

Determination of
distillation
characteristics at
atmospheric
pressure

HERAWE : FhP Ry S RIME S oBREHEORER, O%
RS OCHETHRAEDK 4000CLL T b D,

HSBRA PR E LTI RICAAT O RS A FRFI OSBRI & D Bk DA FRA TR L T\ D, BRI K-> THAPRESR

2%,

(3) ZRIE

ALDEOREREL LTIZOECD 7 A2 A K7 A 2104 [Vapour Pressure], EUA.4 %03 %
%o ARJEOWEFETEEH Y . FHEEOHELEHEF, MEREIX IO ThHhb,

K% I-36 ZAKEDOHIEE
HE A R4 BN Tt FH i PR 5
OECD TG 104 BHAASEPa) : 103 ~105
MR UREE(%) : ~25(2x103Pa LLF), 1~5(2x103Pa LA
EUA.4 Dynamic method F)
OPPTS ) 5k HHME%) : ~25(2x103Pa L), 1~5(2x 103 Pa LI E)
3830.7950%2 ERAYE : RERRE AR, Ik, RS TofiE L2 unbsEy
Bizo#A#A e (OECD TG 104),
OECD TG 104 BARSE®Pa) : 10~10°
102~108 (F v /33 & A~ ) A — 5 i )
EUA.4 Static method OB UBE%) : 5~10
OPPTS w7 15 M%) : 5~10
3830.7950 HAWE : ER, kIR, RS TOMLRVEEMEIZOR
i@ H 7T HE (OECD TG 104),
OECD TG 104 BHEKEPa) : 102~105
EUA.4 Isoteniscope method | B VIR UKEE %) : 5~10
EKTERHE J C B~
OPPTS * BHMEO) : 5~10 A
3830.7950 BFHWE - ER, R, B TOM L MEF W EIZ D2
# AR (OECD TG 104),
OECD TG 104 " e HAZRKEPa) : 103~1
Effusion method: s y . B
EUA4 o ! YR UREEE(%) © 5~20
pour pressure BEME%) : 50~
OPPTS balance BRAWE : Eik. E SRR S [ MR R )~
NIy 5 : VHEIR, FBRSRAE TO R L WMESEEIZ DA
3830.7950 SR R i aree (OECD TG 104),
OECD TG 104 ARSEPa) : 1010~1
Effusion method: R UBSEE(%) © 10~30
EUA.4 Knudsen cell = .
B 7 Xt BHHMHE%) - fiHliie L
BHE —tr . - - .
OPPTS " HRWE : [IE, R, R TR MEEREIC D5
3830.7950 i TEE (OECD TG 104),
OECD TG 104 Effusion method: BAAKSEPa) : 1070~1
isothermal B0 R UKEEE(%) : 5~30
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HIE A B R4 B 16 FH i P 5
EUA4 Fherr\nogravimetry FHEME%) : 50~
OPPTS BHIE SRBAE RSy o ‘
W BERWE : Bk R, BT LR WML RIC O A
3830.7950 @A ATHE (OECD TG 104),
OECD TG 104 BHASEP2) : 1010~108
EUA.4 Gas saturation VIR UKEEE(%) : 10~30
method FHMHE(%) : 50~
OPPTS SARERIEL AWM : R, ik, R CHIE LRI OB
3830.7950 i ArEE (OECD TG 104),
OECD TG 104 o BRAZEKEPa) : 104~0.5
BU A4 Spinning rotor R UBSE@®%) © 10~20
' O ey | FEMEC) - L
OPPTS o ERME : ik, Mk, BB TR LRI OB
3830.7950 R4 (OECD TG 104),
JIS K 22581 . .
FUh L OVE R S8 | ; .
. BERWY : HERMET, »o, D I EoamES, Mo
= - _
R0 B00TNMOD) | SEERD IB | S e AL S 1T B GEIRCB,
N Ny | B3
JIS K 2258-2 Eﬁ?iﬁﬁ_““" BRWE : FERET, 2o, D & O Mo, M2
;} o - 5 P | ETEIEMEIHE SN T 5 GBI,

5,

N O Ok W

KITxE T 2 TR B 2 BhE 3 23 ERIE L L TIE TOECD 7 A R A FJ A 105

@) KIZHT BAMRE

FLSRBRA B & U C IR B RO A AT O HUHs 4 A O Je 81T & 2 BURS OO 2 IR A BT L C U B0 BURIC & o C 46 iRl it

*2 OPPTS 835.7950 Clid, [MEHERSA 30CTKRIEDILFEHE IOV TIEARKERBR AL T2\ & LT\ D,
3 ISO/MEC Guide 21 1225 < [ASFMECHEDEER V) 2R d 22— B, 522U —BIDTITIZZ2 W ARG &8 723
b D, FERERIIFEATA RS,

[ Water

Solubility |, EU A.6 %238 %, KITHd 2 IEMREOHETFT LD Y | A RIETE OB I,
10 MEREIITROLBY TH D,

11
12 Kz I-37 KiZHT 28ME ORIEE
JRRES R B4 B L T s PR %
OECD TG 105 ﬁﬁﬁf’éﬁﬁg(mg/m : 102 ¢g/L LL'F
Column elution FBEER « HHEEN 30 %Ak
EUA.6 method RREER : 106 g/L K3
OPPTS 830.7840 BT AEHE BEHWE . K CTEE, FFHERE, FEOICHSE(OECD
TG 105),
OECD TG 105 AR E(mg/L) : 102 g/L Ll E
Flask method FEEER . BUUBED 15 %A
EUA.6 55 % RREEER 1 10° g/L Al
OPPTS 830.7840 BRAWE : KhCTRE, IERME. FEWITHYEOECD
TG 105),
\(;V:rtleeiﬁczlruggllzim iﬁﬁﬁ?’éﬁ@g(mg/m : 1 ppb ~ 5000 ppm
NSNS T% OPPTS 830.7840 7 5 A aiEIC L W lliET ~&x L LT
KRS = L — & — "z
VNS °
13 %1 HBRAFRE L I EANCEAT OB A THOEIHICH DB OLFREZET LTV 5, B KIC L > THARRTR
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2%,

B)Y1-AU %2/ —ILEKEDEDHDERFRE (logPow)

logPow Ol EEE LTk, OECD 7 A A K7 4 > 107 [ Partition Coefficient
(n-octanol/water): Shake Flask Method]. [f] 117 [Partition Coefficient (n-octanol/water), High
Performance Liquid Chromatography (HPLC) Method | . [A] 123 [ Partition Coefficient
(1-Octanol/Water): Slow-Stirring Method). EUA.8 &1 5,

FHEEOEPFMHEEFIL, LTIORTEB THD,

X% 1-38 logPow D H|EH:

HA KT A HEHE 1 FH P
OECD TG 107 Partition T & : -2 < logPow < 4
EUAS Coefficient BERINZFHM . SEOWPEMAH£0.3 logPow ATl
' ] | BB : 20~25°C. £1°CNTHER
US EPA OPPTS (n-octanol/water): \ i
830.7550 Shake Flask ERWE : REIEHEA, AR, K iR 2 S

JIS Z 7260-107:2000

Method
77 Aake Hk

B FLEw OFENN DS b 0), AREBILEY. K
MUEWE, BEREE S I3 A

OECD TG 117
EUA.8

US EPA OPPTS
830.7570

JIS Z 7260-117:2006

Partition
Coefficient
(n-octanol/water):
High Performance
Liquid
Chromatography
(HPLC) Method
EHIRR s v~ N7
77 4+ — (HPLC)
[ES

& FAE : 0 <logPow < 6

EREIN BV R UIBE : 20 0HEE23+0.1 logPow Kiiti T
boHZ b

HIERE - £1°CHNTEH

HERYE  REWEICOHEATRE, TREe, SRIEE, SBSEK
Wi AT

7 I A afge S ETOMEED+05NDENF LD

OECD TG 123
EUA.8

Partition
Coefficient
(1-Octanol/Water):
Slow-Stirring
Method

ST canis

T & : logPow =8.2

HIERSRIM O median standard deviationi%0.15~0.3
logPow Tdh 71

HIEIEEE : 25+1°C1°C

BRYE : BUKEORmVHEOHIEICHE LT\ 5

US EPA OPPTS
830.7560

Generator Column

ik

EHER : 1 <logPow < 6.0LL E

B E OPNEEAT 2 RS, e & b2EOSRYEIC S
WAL 2EIE L, AR EOREMDOIFELE A, HELE
logPowfED+0.1LINIZH 5 Z & % fifeid

RIEEEE : 25+0.05°C

(6) B R F4H1IE IR RE Koc

Koc |ZBE T 23RiLE L L TIL.OECD 7 X 7 A K7 A 1211 Estimation of the Adsorption
Coefficient (Koc) on Soil and on Sewage Sludge using High Performance Liquid

1 Tolls, J. et al. (2003) Slow-stirring method for determining the n-octanol/water partition
coefficient (Pow) for highly hydrophobic chemicals: Performance evaluation in a ring test.
Environ. Toxicol. Chem., 22(5): 1051-1057
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Chromatography (HPLC)). [F] 106 [Adsorption —Desorption Using a Batch Equilibrium
Method | %23 %, Koc ORNEFEITEHDH VO . AWEHFEOEMAFEE%E L, DLTIRT &80

Thb,
X% 1-39 Koc OHIELE
B T R ! i P
i logKoc: 1.5~5.0
HRRES2WE
HPLC v A7 ADORHAIRERWE, R o2 En+
5372 ¥E(OECD TG 121),
Estimation of the K AR
Adsorption Coefficient RN — 15 C 0 B AT RS FE O B MY ET. D 3B
OECD TG 121 (Koc ) on Soil and on TR < WS B WL
EUC.19 Sewage Sludge using BN LYY

US EPA OPPTS

High Performance
Liquid Chromatography

R & 2 VT IR IR ST I A A M E R TR A
E L, PERAVE U7 & 5129 % (OECD TG 121),

835.1110%3 (HPLO) ERETX2VWE
1S018749:2004 HPLC &6 L7 LEE | ypLe mma/E et & s, Moy & RIS, JoE
RSB 2RI | mpg, #e#(bo% (OECD TG 121),
(Koc) Dt KIC R R G, AR LT M A, HHRE T
B 3 R S NG MEFE . 0.01 mg/L THATFTE 7R
W'E (OPPTS 835.1110),
BREBRPICA Y o B 7R0%IaD X 5 RIEEWFHI T 1
Y 2T & DRI E OFRE Z T W, &M A R B Y
B, St E IS0 18749),
OECD TG 106 Adsorption -Desorption | EEANESWH .
BU C.18 Using a Batch KUK DRI > 104 g/L, WETRIE, HifEmE <
Equilibrium Method RN D, KRB OHEE 95%LL ESEEE LUy,
US EPA OPPTS PNy F VMG LW | BN LT -
835.1230 & WA s HKITKIT D IRMRIE < 10 g/L—m Gl 72 s Bh A o4 F . X
US EPA OPPTS i, Spiking IEOHEA,
95,1290 TN E— B O 1 2 2B <,

HORBRA PR E U CUIE RS AAT O RS A FRFI DSB8 D B DA FRE T L T\ D, B K-> THAPRESR

B,

2R ARSI L O DB A ONEIC A CREdi Lz, ONIZE 0Ll B30 OB ICE SV -E#H TH D 2
EERT, PALCREOBE ORI, KO L EET 25481, Moo, #iz Lk o7,
® ZDHA FTA > OPPTS 835.1110 1% 2014 4F 5 HBI/ED & Z A”public draft” THRA(L S TV,

(N~ —&E

AN —REATOWTIE, HEEART A R AA KT A 3720y, JIEICRE T 2585 11%
o RBTIEICHOW T A4T > TV % Staudinger, J., & Roberts, P. V. (1996)1Z X 4 iE 451
ERFEOBAFEHEIX, LTIORT B0 THDHL,

1 Staudinger, J., & Roberts, P. V. (1996). A critical review of Henry's law constants for
environmental applications. Critical Reviews in Environmental Science and Technology, 26(3),

205-297.
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Bk I-40 ~r U —fREDREE!

HIEE B SRR R Y (R e
batch air stripping | EEIZias P, FRRE T, Z L ED | 2.8%~21%
BEOFE [ N ‘yf%’f\x U ’i—kﬁi\ﬂl ck‘é 7k*ﬁb‘ 6%&5@%’%@@%01 Y
28] P v (bgbble 2. (ﬁﬁ%ﬁfg%iﬁﬂﬁéb FRIUTEES T A~
IR Ak column <) N tﬁ:%miﬂm b, \
}:7J<0>F'EEJ%@ &ah%ﬁi%liﬁﬁ@i%*f%bvk?@ EAPYE | 19%~52%
[UIEORX( Tiheb® concurrent flow ToRke @f’a‘ﬂ“(“@{hé}%@ﬂﬁ%%ﬁﬁ%i
ST Wi T, ﬂi/ﬁu\%%%ﬁﬂﬂ L\7L:7J<Limﬂﬁ.%i’§tﬂh
—RE R TE (wetted wall oL, iﬁ?j%?jﬂi‘{jﬁﬂéﬂjé}% %ﬁi &
5. column SFUEEES) VR & T B, ‘+?J\f£H§FHﬁ\ B s
5 & BORICKEENET HREE TITIE,
KR ET D, KM E KM E T 5,
Single e b WO s, gy | 2-8%780%
equilibration JKAR & &AH VJ‘? TS é?f MBI lbamE —
i [ S EBAI, FHIZEL L Z%’C“j e
DPE %R &6 S h—H XX iFE THIE,
Multiple HAY P E TR E LT BEKMEE | 1.5%
equilibration el AbEWEE R OVERIRICANEZ .,
. EAER s Z D= N — 7 DR & HIE,
%@ﬁ&‘;@% WREDORRD, BRALLT—OHEAE | 2.9%~19%
B L. I LIic, S~y Fx— | 0.1~2 D~ U —(R%
HPAEGTT | ppreg 2% HE. (A B0 LT 5,
TICES 2. = RGN C A 4
RREIINEL D,
Bie D~y RAN—ZA—IRERILEROE | 4.4%
BORERD DEER U T2 ¥R 0> B K3 % ) Sl
Variable headspace | RMHIREEZ T A7 u~ N7 77 4 HTER
Ba~y RAR—Z | LTITH, [AHREIIREHT 2 03 E<
KD GC B— 7 mE TR IN D XERE
DHTHRHTE D,

HLEE D SCRIZ LD < b D Tl R & i/ O FEEI R R UE R 72 4 L,

(8) B&fRRBETE 2 pKa

fiRieE AU BE S 23 BRIEICIT OECD 7 &2 b7 A K7 A > 112 [Dissociation Constants in
Water], EPA 7 A N 714 FZ 4 > OPPTS 830.7370 Dissociation Constants in Water |, EU A.7
ENDD, ZNHDOHA RTA 2 TlE, WEE, BEXUSERIEER O ELED 3 FORERE
PR STV D,
FMEEOHEAFHE L, LTIORT LB T D,

1 Staudinger, J., & Roberts, P. V. (1996) Dt b2 35 <,
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X% I-41 pKa OHIEE

FHAE 4 B RERA TR T P P 2
AR BRI - 0.01 M SUTAIFIKIERREE O 1/2 At (kM
Titration Method A= STi5])]
%gg”'e‘) TR &I DM 0 & LRSS « 3 [BIBL 1 o0 I8 (A8 5 R T0.1 ATl
HIEEE : 20°C+1°C
IRBNH 2 F e, U AV BISBTan A RORBELZRERT
T FREERE : 0.01 M SUTALFI/KISMEEE O 12 A GEKEMEYE
Al =& S5
OECD TG 112 | Onsager SAEBTE BEAICHE. HARMIE I TORE —HiH
OECD112 Conductometric AT DA DR 5\ b BT X A1 H 5
US EPA OPPTS gi??f;‘\ﬁu%% HER XN IEUBE : 3 [ELL EOBEIEE DS AL T+0.1 A
830.7370 FE, XL E%‘{\ JE @Uﬁ:’?ﬁg . 2Oociloclj§]
EU A7 DM BRI A AN E . FUAABS TanS RO ESE
HT 5
BERYE : JEMREEA & SRR T UV/IVIS N A7 ML/ b B
| aEICORERTE D, $i. IRBMEWE . BE— MR T
f;f}ffgphmmetm LIS DS b AT
etno
HIEIREE : 20°C+1°C
Z O« FRER OB LT 0.05 M AT
(9) EMiEfERE

AW PRI BEE T 5

ABRIAIE,

OECD 7 A FHA KT 42305 35, 2012 FEDLLETIT

&0 AWiRiEtRE BCF ZIE T 2 5k L AMERERE BMF 2 JIE S 2 HERTEH I LTV D,
HA RF7A4 2 OECD 7 A B4 R4 3056A~E 1% 1996 H\ZHA S /=14, 2012 4FICLGET &
Nieo ZOWET CIHEREHE SIENMAA TN, T OJEIE, RKEEMRIEAMK < KEFBE D FEhie
23R 22 BB BRK 20 D i A3 U CIEBEIRME S5 K0 B4 U CROEBNIZA D i S h
LB OFMICAE TH D, HAROHKE LTJIS Z 7260-305 3 & 54, ZiL OECD [HAA
RZ 42 305 ZHEMfEL LT 5, (LFIED THRIMFHDOENIZE T 2P WE ORMEERR) &5
TED L Z 5 OECD IHHA RT7A > 305 ICHYS T2 HDIZ> T 5D,

% I-42 AWREEFEE BCF CUIAMERAE BMF) OHIEE

Btk

AR P i FH #EDH S

OECD TG 305(2012)*2

305-1
3
EU C.13 Tost
JIS 7 7260-305:2000 IR R

US EPA OPPTS 850.1730

Aqueous Exposure
Bioconcentration Fish

HRAYE :

logPow: 1.5~6.0 TZE 2 AMILA AN Y CTH
L3, WEBWE OKF TOREMN DO ERTEIFIRE
BIEHND Z ERNREIND R BIE, WBKEWE
(log Pow 7% 6.0 1 2N bEMATRETH D,
BROHLWYE :

SREKMEE ., T h, logPow>5 2> KiTxt
T HUAME ~0.01-0.1 mg/Ls; FEIEMER; AL
BEHETRIR AW, SEKIEFRIED & b TRV E —EH
BHE 5L O EhE bR,

Uik sl iRk T,

PERE DRI 2 B D3 FIREPH L2 SV THARE e fediu I,

81




O©OJH T W+

=
= O

—
\]

13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29

30
31
32

I 5P D A i
Ver.1.0 “F-hk 26 4 6 H

Hirs 4 i R4 PR 1 e S
OECD TG 305(2012) o A b
30511 Minimised Aqueous
Exposure Fish Test
EU C.13%3 i Bk F gk
HAWE
OECD TG 305(2012) Dietary Exposure SR CLE R E
305-111 Bioaccumulation Fish KRB CREE R E, B2,
EU C.13% Test . Log Pow 5 LA I, SIKEEMEEDMEVN(~0.01 7205 0.1
' BB Gk mg/L), KBEBEORBKF CALERL O, R
IGPEAL RE

1

B3

3

q

HERL PR E L CILE TR EATOHRL B ORI H D OLFREZTRH LT\ 5, BIKIC L > TLMITR
75,

OECD TG 305A~E /% 1996 412 OECD TG 305(1996) & L T—Afb &t., 512, 2012 I E HITHET &
ARV

REACH #5# AI(EC) No 440/2008 ™ 2012.07.23 S IEMIZIE W T, OECD TG 305(1996) 3 £ 722 X T
[/\50

Z OFRBIE IR A ORI E 2 RINT 5 DIZk LT, D Z o> ORERIECKZT ) DK O KICx 81k
VB RN LTWD, ZORBOxT > FRA M dietaryBMFEEEHEMERIZE) TH - T, BCFUEWE
MREDTIZ RV, F£72. BMF 725 BCF ~ORNIZE F » - #E 13720,

1.7.2.2 HfEMORERE & @A

() RK]RETOOHZ AL, AV, BESDHILEDRIG

OH 7 UV hNEDRISEOHEEEHOMTEITIL, HxiE (absolute rate technique) & # %tk

(relative rate technique) |2 K & < PFEI N D FIEBNER S5,

- AfeiE : OH 7 ¥ 1 v EAGFVE O SOGIER B E R A BAERNCHIET 2 iETHY . OH 72
71 v D3 AT Discharge flow (DF), Pulsed laser photolysis (PLP), Flash photolysis (FP).,
Pulsed radiolysis (PR)% % v, OH 7 v W& dLigikivi: (RA), gt tiE RF).
Electron paramagnetic resonance 15 (EPR), B &/ (MS)%E CHIE LT, IGHEE
BaRDD, —MIZ, BERMEIZ FP-RF © X 912, OH @ 7 P VRAER L EOMAE D
e Lbicitfiangd, BRDIBETCOWUMENES ThHDZ LEPFEDO—2TH S,

- FEXHE C OH 7 Vv & ORISR EEER DB T 2 S RWE & R E 2 KO TF v N

—IZEAL, fixDOHIETOH 7 VIV eRAESYE, ZRWHE LW E OBRE 2 5308
EXRH A7 v~ N7 7 ZIETHE L, FXAY M IOE D YR E O OH 7 ¥ 1L & DX
ISIRETEH RO D, —RIC, FAxEIX. 1X101 cm3/molecule/sec LA D ELlHE it
HWEEBOWEIZTAN TH Y | R ~DOWAEDN & Y . FP 15 TIXEEE 2B A T E I
bAMTH D,

AR TE & AHRITAIL 1970 FFARLLRE, OB EROREIHET ST Y, OH 7 VU & DK

IR E EBONEREETII WA, JIEHIT —RICEHETE D,

S

F R OREEE T Vv E DRSO EER S, OH 7 2V & RRRISHEE & FRRHEIZ KA
N5 HETHE S NS,
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« AV L DRGSR EE B - RO RSO R
RH AT O~ N T T THY ORI E
VERAEIYE, WA a~w 7T 7 CHEBWE LS RYE 2 RE T DHEHNE THIE S vz X

JEHE RN HE STV D,

< R T 2 TV & DRGSR E EE
THHEE T ¥ )V & EAEEAIE T D faxtik & BV iRl
k27T 7 CHERE L S IRE

Do

TG OffEkE EAExHES 1970 AL, SOSHE EOHIE|
UMk 7 2 A1 v & O RGIEBEER DO N ERIETE TR,

(2) iR

S FRIEDREREE L, BESRERERE LT OECD T A2 N HA RF 1> 301, 310 X% EPA

7 A N4 K74 > OPPTS 835.3110,
FRBRIEOMEIL, LLTIORT LB TH D,

5 2 JE S 2 MHE THIE S 72 UGS IH

{ A EREINE S D s & E S B RIC

KEWESRERERE LT, 302 %013 H 5,

K% 1-43 BofEEORRE

koA v aERAIE, FINLIXEUA
oAy

BIRICKVEIE T DNV ERESE, L—F—Fa0on
XV T AN ERESYE, A~
HEERDEE ST

EHESNTBY, Yk
HEMIZ—RIZEETE D,

REAHESHEEE : 2242°CUN
RZ VYL 1 DOCKRZEFRTO%

JERAS A T PBRA B 0 R R
OECD TG 301 A DOC Die-Awayik FH . B AE (DOC) %= JIE
US EPA  OPPTS BRWE . KRS, EREYE I, WEE
835.3110 PRI ITER

US EPA OPPTS

BEWREE : 22+42°C

83

OECD TG 301 B COz2 Evolution JRHE O S R bR B DA MR EWIE
US EPA  OPPTS ’(Il‘\/[(ic()i;;ed Sturm BEHRAYY . HRMEYE IR EY)
335.3110 es REBRHERIE R : 22+2°CUN
2RZ YL s ThCO2060%
OECD TG 301 C MITI (D JE M BEHEE BOD) EHIE
835.3110 rﬁuﬁéiﬂ);% 1 25+1°C
R L 1 BODAMREE60%
OECD TG 301D Closed Bottlel® FH . R FREEDOC) % HlE
BEHRAWE  SKEEYE TR SN
US EPA OPPTS - - _ S
835.3110 FBRHESHERE : 22+2°CLIN
RZ L)L ThODD60%
OECD TG 301 E Modified OECD JFRHE : A KSE (DOCOHIE
US EPA  OPPTS Screeningik ﬁi%’ﬁ HOKAMEWE, RMEWE IR Y], WS
835.3110 WL IR 2
SREAHEIRIREE « 2242 CLIA
RZVL~YL : DOCKREFRTO%
OECD TG 301 F Manometric JEHE . iR NEE (BOD) CALMEZ HIE
Respirometryik BERAWE . EREYEIIXEES LT
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SRR A R HBRA TR 1t ) < P
835.3110 X2 YL BODSfRE60%
OECD TG 310 Headspace Testi: JFHEL . e D MR R 2R BRI o g IRE IC) L
LT
BERAWE KR ORI EICERATE, ~v U —
252350 Pa m3/molE TOFERBIEMEIZ b#EATE 5
RERHEIRIREE : 20:1°CLLN
SRR LYL : ThICH60%
Kz I-44 AERSFEMEORBRE
JRME 4 F EBRA TR T P i A
OECD TG 302A Modified SCASEE B R raxFE (DOC)EHIE

EPA OPPTS 835.3210

HERWE : HOKEMEWE (<20 mg-DOC/L), FRFEEMEMEIC
[TANE )

BB - =il

RAL~YL : DOCBRERN20%LL EDOBRE . B4 i#
PEDFERA & #72%, DOCKERNTO% LU EDBE, 524
RN S B Z & DFE & A7 EN D,

OECD TG 302B
EPA OPPTS 835.3200

Zahn-Wellens/EMPA
%

JRE - AR #E (DOC) & 7o i3k 7 Ay i 32 255K &
(COD) = &

BHRAWYE  HKEMEWE (<50 mg-DOC/L), HEREVEWEIC
R )

HIEEE : 20~25C

R VYL DOCKRZERE 72 1XCODAMAE A 20% LA L & 72
Sl E . REWNAESREDFE & B 7e 3, DOCBREEE
72IXCODRENTO% UL LB A w2 AENHIEN S 5
ZEDFERE RTINS,

OECD TG 302C

Modified MITT (D)

JRE : & (BOD) & JIIE

BHWE - HEMEYEITEEN L

HIERE : 25+2°C

2RA VYL : BODSGREES20%EL DG AE A4 i#
PEDFE & #7279, BODSMEEENRTO% L. EDGE, 5E47
RO & A7 END,

KPESHDY I ab—3 g

ARk L LTk, OECD 7 A M A K71 309 Aerobic
Mineralisation in Surface Water - Simulation Biodegradation Test] . EPA 7 X N A K7 A
> OPPTS 835.3190 [Aerobic Mineralization in Surface Water — Simulation Biodegradation
Test] %013 H 5,

REREOBENL, UTIORT L850 Th A,

B 1-45 KpAEDMEORBRIE
HR A BR R4 R 10 FH s PR
OECD TG 309 pelagic test: KB/ | R : REXEUE & B 5 EAREYR T CIHEEES &
MTHRMGEE N A | BEM 2R

EPA OPPTS 835. 3190

VX a_— T BN
v FRBR

suspended sediment
test :0.01~1 g/L (¥
) OBk 7R E

HRAYE

- RO T T A a3 TORBRIL, ~2 Y —1%EH31 Pa-
m3/molRTHOMEIZHATE 5

cEMROT T X aToORBRIT, ~ U —£REH100Pa-
m3/mol K OWEIZHHATE 5
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Btk Fr R4 PR 1 D 55

EteRIBAKTHA | BITEE : 20~25C, 2 CTEH

E‘j%'ﬁ:T/{ :/3’\"3-‘/\ - - 5 T = H
by g | MELRBRIC I 5 B : B (L ADHIT OB, 90

~110% ; FEEFAL A HE R OLEE. T0~110% 3L E

Z O S fEEN DY GREER. BN ZRET D720,
HEBRIRE K ~OEME R CTRITIE R BRI &
5. REBRBENMEWGA T, “CEMLAMER S D
b5

(4) Mk fig

K fROERE L L TIZ,OECD 7 A h 74 K7 4 > 111Hydrolysis as a Function of pH |,
EPA 7 A N A4 K74 > OPPTS 835.2120 Hydrolysis] . [f] 835.2130 Hydrolysis as a Function
of pH and Temperature] 2235 5,

ABRIE . PlEaER & S RERBR D Tier 7 7' 1 —F TREAMITHER STV 5, 3 BRIEOEE 1T,
DTITrRT B0 THD,

K& 1-46 HKofEORERE
A F RER A 8 P A
DREE ; JREE LR OEIRSATIC L 0, B RO S HE M &
YIRS DOEHEXEOFE A FREICT 5
BB M  95%LL 1

OECD TG 111 BRHWE . SEREE IR
EPA OPPTS 835.2120 | Hydrolysis as a BAEEHE : 0.01 MU EfI/KIEMEE O 12450 (KA
Function of pH™ PEMVEDIC I3 AR5 1))

EPA OPPTS 835.2130 HIEEEE : 50°C (Tier 1), 25C%57210~70°C (Tier 2).

BAR 1 3+0.5°C TR B

ANENNERERIZ BT HEIGER @ EH e EHO%E. 90

~110% ; IEREFAL AW OLE . 70~110% 23 LEL

*1 Tier 1: TiiakB (pH 4.0, 7.0, 9.0 ;5 A[D); Tier 2 : mkEBR (PiliaB CIA DD HEZR S 7= pH ; 90%
IR IRES NS D230 HO EH 52O HIR)

(5) K fiE

KGO EREEL LTiX, OECD 7 X A K71 316 [Phototransformation of
Chemicals in Water - Direct Photolysis]. EPA 7 A N #14 K7 1 > OPPTS 835.2210 [Direct
Photolysis Rate in Water By Sunlight| 3% %,

ABRVE, TR &SGR O tier 7 7' —F TEARMNIHERL S0 TV 5, sBRIEOEZE 13,
UTIRT B0 THD,
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R 1-47 KPR ORBRIE

Btk Fr

B

1 D 55

OECD TG 316

Phototransformatio
n of Chemicals in
Water — Direct
Photolysis

Tier 1: Theoretical screen BREHIA T Y —= 7

- W7 A RIK DR B AHE T OYERYE O BRI F R 53 R B B
% BRI 290~ 800 nm D E L AR LR & B F 0 KB U R
No, BTIEER1EE L THET S,

CEFHIN30B MOGE, S5 5HBRIIAE T, 30HLL FTOSHA.
Tier 20 %179,

- ZOFETHEM SN2 EHELSARIZ L 5 NI Lo/ MET
HDHTO, FRIPENGEICIE, FOEEFFATE RN LITHE
BERNLETHD

Tier 2: Experimental study E#£)t5fEEE EEORIE
T ANE IR ) T = T T HHER) K& 30 B UL LR
S U EWAR BRKOREA T OB ZKEET CTE U L2 WED
B R I TEEL & BN 2 JET 2,
PRI 190 H BOYE . & 67 D EE G FRABRIIRE T, 190
AL T OBRE W E & D10% % 18 2 % FEEHA KW % [
ETS (A7 ar  BFNEORE,

EPA OPPTS
835.2210

Direct Photolysis
Rate in Water By
Sunlight

Tier 1: UV/visible absorption spectra-estimation of aqueous
photolysis maximum rate constant and minimum half-life in
sunlight
MR AR R EES < KRBT & 2 KPHSREDRKR
HRE RS L B/ R OHEE

- B 72 B RK DFR AT T OHERAIE 0D B 0 foc KO 53 iR 2 TE 4
% WEBRWE D290~800 nm DT /A AR K & 22 GCSOLAR
program (US EPA, CEAM, URL : http://www2.epa.gov/
exposure-assessment -models/gesolar) Ti/N - 2 Z 6, fEE
KIEFEDOEE L LTEHET S

- ZOFEIC K 0B SN D EEORIC & D NI _ Lo K/
HTH DD, FRHPENEEITIT, TOFEEM TSRV L
WCHEBEDBNLETHD

Tier 2: Aqueous Photolysis in Sunlight

KEEHIT L DKL

< KT T, AGOEREZRET 2 720 Ot aE
(prnitroacetophenone/pyridine;®) & & & (23650 iRl B &4 & I E
T2,

o EEREBRIE. FEORED RV CREA K iuddeek i, .
5H. 6H. 7TH. 8H. 9AICE T 2

(6) TIRDAE

TEES M OREBRIE L LTiE, OECD 7 A 714 K7 A > 307 lAerobic and Anaerobic
Transformation in Soil] . EPA 7 A s A K7 A > OPPTS 835.3300 [Soil Biodegradation].
[7 OPPTS 835.4100 [Aerobic Soil Metabolism| ZMN & 5,

FRBIEOMEIL, U TIORT &Y TH D,
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X 1-48 +THHEORBRE:

HE A R4 B 1t FH P 5
OECD TG 307 Aerobic and JRBH R LR ORROATIC K 0 . iR OF HENE &R
Anaerobic EOEEXE ZFHET
EI;?% 4100 OPPTS Transformation in WRYIERE : 95%LL F
' Soil*! BRAWE . TH» S SEREMEOYE 130 A AT

BN SR  FSANEIGRER I B 2 [BIERIL, b &l 0
a. 90~110% ; IEEBILEWER OS54, 70~110% 723 L E

HESRHEIREE © 2042°CH T

FRBREIR : BE) & & b EESAM O/RMEOED N TR END
72, RBRIZEE. 1200 2T 5 & Tl

OECD TG 304A Inherent JRH . COBAERETHIE (WaEHEHT 5,
EPA OPPTS SBO?ﬁjgradabﬂity in | SRR : 2202°CH TEE
835.3300 o REVHAR : S K64A £ T

Z O 3FEHED 14 (alfisol, spodosol, entisol) Z{# 45,
1 flow-through apparatus, biometer-type flask DA ' F=2X— a3 « VAT L&A,
“2 biometer-type 7 7 A2 & HWT, 4CH#LEME A v FaX—a T D,

72%., OECD 7 A h /A K7 A > 304A [Inherent Biodegradability in Soil] X% TF EPA 7 &
cNHA K742 OPPTS 835.3300 Soil Biodegradation| (%, biometer-type 7 7 A = % T,
BCAEMAL M E A o F 2= a3 T 5 RSB CTH 203 MO ) FHT — % (REE
B OCERENESD Z LA THE LTV, LrLARL, BIET—2 NG5 TWAEE
WZITBRH 25 5,

(7) BB

EE o fRoRBIEE L TIE, OECD 7 XA R4 A K74 > 308 [Aerobic and Anaerobic
Transformation in Aquatic Sediment Systems| 2235 5,
FlBRiEOMEIL, LR T B0 Th D,

K% 1-49 KEEHEORBRE:

Hs R4 B 1 FH P
OECD TG 308 Aerobic and Anaerobic | JFUER : 2 L FERIOEIFOHIZ L 0 . SRR OEHENME &
Transformation in MEOEHEXMAEFEHET S
Aquatic Sediment B EME - 95% L0 I
Systems”! BEHA®E : KPP D ESEBMEOWE TR A

FMEIIRBRIC IS ) B EINER 3 LA A 054, 90~
110% ; IEREFHAL B R OEA . T0~110% 03 L HE
HESRRIEIRBE © 20 2°C N T

*1 flow-through apparatus <> biometer-type flask DA »F 2 X— g > « VAT A&
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1.7.3 YL Z 8y’

ik - EYEBEER VO EEOHEHEOME & @R
1.7.3.1 YELEMNMHR - EMESEHOHIHEOBE & EHAEHE
(1) b

Al OHEFE A1, Stein and Brown (1994)10 5152 Gold and Ogle(1969)20 5i£23% 1 |
ZHUZFES T MPBPVP (EPI Suite?) 3522 ST 5, OECD (Q)SAR Toolbox*C %, filS D HE
H23 T 5728 MPBPVPOR— g VAR LRI L b ONEE STV D5,

B 1-50 RROHEGE

L Fp MPBPVP (EPI Suite)®
R US EPA
N—T g v Ver.1.43 (2014 4F 4 A BI{E)

HE JEER MPBPVP (%, i, fm, KO BREEHEGT 5 EPISuite LicEESNZ—E T
7 — L ThD, HEHIZDIETITON SN, 2D 3 S>OMMERERICHES L TWS A
5 VH =T 2 —AE—DOTHY ., BIAITIHERME L T,
D
1E B RO I R E OREEIE WAL 5. BROEEIL. WG # A - CHEBEH
BZ THHIEE, oW SHEFHEE M > CRIEMICHEGT 2 5k 20T 5, BREOH

FHTIEOh R E R 2 D,

MPBPVP iz & 3Rl SH#Est 0 JFHE

MPBPVP 3 fE M OA 5o TR ZHERH T 5, FUiE Z o oHEd LA A
INTWD WA > CHERHT 2 HIE(TRE D&, B E M- CHEFH 2 HIE(T
Bt ETH D, %EOHER FIEITH A ED O B HEFHE 215 5 7o DI fEbil 5,
MPBPVP TiZ, (), GOOHEHMEL & b, 2D 2 DOHEFHED EEH 5 VL E AL
VT Y il S R 2 fE (Selected VP) & L CH /1457,

(i) BEERz > CRLRZHEHT 5 5% (Adapted Joback Method)

Joback 75(1982)8 K% U} Reid et al. (1987)9 5% WM L. $E9E L 7= Stein and Brown
(199)0D FHEIC X 5, #EEHR E U TR 7 7 7 A > MGroup Fragment, Ji-1
O E RS 5,

Stein, S.E. and Brown, R.L. (1994). Estimation of normal boiling points from group

contributions. J. Chem. Inf. Comput. Sci. 34: 581-7.

Gold, P. 1., & Ogle, G. J. (1969). ESTIMATING THERMOPHYSICAL PROPERTIES OF

LIQUIDS. 4. BOILING FREEZING AND TRIPLE-POINT TEMPERATURES. Chemical

Engineering, 76(1), 119.

3 http://www.epa.gov/opptintr/exposure/pubs/episuite.htm

4 http://toolbox.oasis-lmc.org/?section=overview

Dearden, J. C. and Rotureau, P. et al (2013). QSPR prediction of physico-chemical properties

for REACH. SAR and QSAR in Environmental Research 24(4):279-318

6 MPBPWIN & bicficsh T 5,

T ZONEE D DT ENT EIEEAT O KL FIEFIAFTE RN T,

8 Joback, K. G. (1984). A unified approach to physical property estimation using multivariate
statistical techniques (Doctoral dissertation, Massachusetts Institute of Technology).

9 Reid, R.C., Prausnitz, J M. and Poling, B.E. (1987). The Properties of Gases and Liquids.
Fourth edition. NY: McGraw-Hill, Inc., Chapter 2.

10 Stein, S.E. and Brown, R.L. (1994). Estimation of normal boiling points from group

contributions. J. Chem. Inf. Comput. Sci. 34: 581-7.

)

ot
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FRrHEFGEBEICESE S TFERTHER COF L, TOoHMICEA OREK
(Coefficient)! g;& ZOFEHOYE S +WNTOMHBRE n;, OREERFIL, FEWCH
1EF O REHCEER (6 IE A SEEADIC S T 2 4 EIE Corr2Z N2 T, @l T, (K)
RS

Tm = 1225+ X (n; X g;) + Corr

() AN L CRBUEZHEET % H515(Gold and Ogle Method OF )
Gold and Ogle(1969)3D 5 {ETiE, ¥ T, (K) - T, WOFHREIZLVELS T, K
DOHEFT 5 -

T. =05839 T,
MPBPVP TiE, ZORICL W #EEL D HEF SRz fi-o T, AR Z2HEET 25, W
DN > TORUHEEHIIT D,

A7 b

« CAS &%

- WE4

- #%% (SMILES. MDL MOL File, Xi%. &R0

WS (T v a v BUSHERHICIIEER S ey

RS (T v a v BUSHERHICIIEER S ey

IR GUEFTIEARL ., BEREO-ODO AT, BUSOHEITIIER ShR)

TRy b

EBRET — & ~X—AZ(EXP_MBVP.DB)IZ LI,
- BUREBRE GBI

- SMILES

- CAS

- fbF4

(=520

- MEE

T E

Hest

- BhEHERHE (Adapted Joback Method)
 BUSHERHE (Gold and Ogle Method)

o SRR R HERHE

< IR L Z DTN ST (eg. Mean Value, Weighted Value)

1 A

LAY, —RBicix, ey, &R, AHER I AR

— AN Z T AN S =B F VBRIV, FL—=2 2ty FOSTE, BlAEO
FHEBXIALFHE COHR CIIRBENE DS, 72, hb—=u7Fy Maiden
JEFHER 2 o2 E TOHEFHZOW T B RENED 5,
HHALFEDE NN RTH D,

MPBPVP #Efl I A7 V—= T HNTOREMNT 5 Z LRI TN D,

HEFTAH L

MPBPVP O hL—=V 75—ty NEUNY T =gty MIATTE R0,
PHYSPROP & —# ~X—Z 5 EPISuite IZH W IAFNTNATF A hF—Z 2O Tt
ARHRENTWD,

WYE¥ = 10,051, 41 & =16.04~1238.19 (£ MW 224.63),

A= -171.21C~349.84°C, HERE r2= 0.63, RS = 63.9°C, FHfaxtzazs =
48.6°C

1 Group fragment & Coefficient %t %, MPBPVP on-line Guide Of}§k F

2 MPBPVP @ on-line Guide D f}#k F D% — % O 1E A% &8 (Correction Factor, Melting
Point Coefficient & O 1E) D itab iZ MPBPVP O FEEEROFHHE 2 EfEICER L TR X H 72,

3 Gold, P. I., and G. J. Ogle. (1969). "ESTIMATING THERMOPHYSICAL PROPERTIES OF
LIQUIDS. 4. BOILING FREEZING AND TRIPLE-POINT TEMPERATURES." Chemical
FEngineering 76.1 1969: 119.

4 3 A #PFH (domain) X MPBPVP on-line Guide (28R & T 5,

5 On-line EPI Suite™ User’s Guide (v4.00 — v4.11) , EPISuite ###3 %5 SMILESCAS.DB
IITER LA B INE SN TV AN ZNICONT T e VT A& ETT 5 LT 3 55,
Results B (Z#E AN TH D 2 L 2R TEENRHLGENH D (Pt IS H),
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TOMERFESE | ERET —F—2X

FERET — % _X— 27 7 A W(EXP_MBVP.DB)IZ 1T 11,347 DILEWE N & £4. 8,948
WEORASREMBANE SN TWD(FD Y —RFEIC SRC ® PHYSPROP 57— # ~—
2)y Excel 77 A NVE LTHBAFARETH DL, AN LIEHEIZLY ZOTF—F_"—2
DOWBEEATH, HEFHZDOHLDIIZZDOF —F _R— R THE R,

BEHEE O T DOFIE

CAS BENMBEDASIMNATHY, £ H L7gnE MPBPVP [HLE L2, fEiED AT

(2%, SMILES, MDL MOL File, [E#:O#iE D 3 SO iR H 5,

1. CAS BEX ANT 5 &, ERET — & X— 2 |TFARNEER & 2 B4 132 ORER
#7195, CAS FHFDINENEWEEIZIX, "NO CAS Match Found” & FRrEh
%2, @SIEM 2 72 < T SMILECAS 57— # _R— (2 H 5 5413 SMILES 233R
ENFIE 2 ~7<,

2. EHEAN SN, XiE, FIE 1 THERE Sh7- SMILES ftik ¥ % v SMILECAS &
— B R=Z2 WL TRODS BB, T—F =2 2h B Em % 3
%, BT, F® SMILES %o T 7 a0 7 & O IEXE A O iE E O
R 2 R IR MR S, BIUSHKIIS T B4R A S L. BT o #EFH R G) 1
SNWTC, AR EA I S D,

F 7o, A OHEFHFE(1.7.3.1QF BT b & S WS HERHE b R ICHE S D, £
OB ITHEFHIE 24 > T, Bk OHEFHFEEEGD(Gold and Ogle NI FES W T 4 Bl A HE
Fans,

3. MDLMol File %1 >R — b L7cHa. HDHWIE, BEREZHEE L2552, 20
HHER2 5 SMILES 38 X T, FlE 2 ~MTE | REAICEEHEFHE & ST
HEBAHHEND,

4. WEAE)E AT LIZHEE, AH3ERT 5% LT\ 5% % NAMESEPI 57—
ZRX—=ZMBHH L, Y A RE LTERRL, O U R M ba—FREIR L7
B0 SMILES ZH459 5, T, FIE2 ~7&, RPN HSHEFHE & Sl
EMEHIT 5,

5. BREAS L CHRAROHEFHZ I A S e,

6. BLRZAA L CHRUROHEFHIIIME A S huien,

7. WEFAS L CHRLEOHEFHZ I A S,

HIZIB) — BSFEEFHIN DB A
LS NaNs 2 CAS &5 26628-22-8 2 MPBPWIN v1.43 A > 7~ F L THI S 5555,
HESHHUEDS T T . HEZHE A& (estimation domain)#Th A Z L IZEFEEZ L TBL LERN D
Do

1 http://esc.syrres.com/interkow/EpiSuiteData.htm MP-BP-VP-TestSets.zip
2 TRV CAS EBEF—IMETF =y 7 T ¥y hinGbiunw—%AJ19 5% L. "Incorrect last
Digit is CAS” & DR/ D,
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Experimental Database Structure Match: no data
SMILES : N{[Na])=N#N
CHEM : S3odium azids

MOL FOR: N3 Nal
MOL WT : £5.01
———————————————————————— SUMMBRY MPEPWIN wl.43 ————————————————————

4 3
ddhkh b hdd bbb b dd b db b bddd bbb dd b bbb dddhdbdbdddbdbbddddbdbdddddbdbbdddbhbdbddbddddd
*  WARNING - The entered structure is an INORGANIC Compound. *
& Inorganic compounds werese not included in the training data *
& set for the methodology utilized in this program. Therefores, *
& inorganic compounds are cutsides the estimation domain. *
T T T T T

", w

Boiling Point: 852.47 deg C (Adapted Stein and Brown Method)

Melting Point: 349%.84 deg C (Adapted Joback Method)

Melting Point: 349%.84 deg C (Gold and Ogle Method)

M=an M=lt Pt : 349.84 deg C (Joback; Gold,Ogls Msthods)
Selected MP: 345.84 deg C (Weighted Valus)

VWarnmy Praasanvre Fatimatamsna (75 Aac O -

(2) R

PR OHEFHTIZRIT Y MPBPVP (EPI Suite)ffl a5 Z L 3 T& %,

M I-51 WROHEHE

L Fp MPBPVP (EPI Suite)
TRl US EPA
N—Tg Ver.1.43 (2014 4 4 H HAE)

HE JFEL MPBPVP (%, EPISuite (2, @R, KON, ARLEOHFHOZDIZEEI N TN S E
B Va— A ThDHN, FOMEHEII T E Y 2 — LTIk A OHEE 2L DRSS
5 o TIT ),

D MPBPVP S HEFF N EE SV T 5 J5HE1%, Joback 75(1982)1 K Of Reid et al. (1987)20
i %z A LYEE L7z Stein and Brown (1994)30 J5# T& % (Adapted Stein and
E: Brown Method),

Z O TITETREEER A S, BENICIE, RAATFSECESEWE S 2R
%% (Group Fragment)|lZ4r#I L, & ORI ST 5155 (Coefficient)* g;
EHBBER ny OFERTIL, & HICENEZMIET 572 DICHE oo R G iE At
WEEINCHESSMIER Corr #MNx (FiR@). HW T, ZOHEFHBAEICE S FHE

475 (FFEGD),
MPBPVP (2 L B b sHeE ik, Stein and Brown DJFZE Tld e ny- 7 7 HIEER %8
ML TV,

1 Joback, K.G. 1982. A Unified Approach to Physical Property Estimation Using
Multivariate Statistical Techniques. Stevens Institute of Technology, submitted to the Dept.
of Chem. Eng. for M.S. Degree at the Massachusetts Institute of Technology in June 1984.

2 Reid, R.C., Prausnitz, J.M. and Poling, B.E. 1987. The Properties of Gases and Liquids.
Fourth edition. NY: McGraw-Hill, Inc., Chapter 2.

3 Stein, S.E. and Brown, R.L. 1994. Estimation of normal boiling points from group
contributions. J. Chem. Inf. Comput. Sci. 34: 581-7.

4 JRF- R PR BT 321X on-line Guide {1 F 0% 1 £ ThH 5,
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G) FFHHFEEIC L ¥R
T, =198.2 + Z(ni x g;) + Corr

ZITC Ty BN K, g;c REPER FofRE n  FRERER 7 oo
HBE%L, Corr : i iIF AR IERERIAH F 1,
JRT-RER & ZUCRIET 28 o3 e, KON #iE A GER AR & 2 s T
51%‘%(@xﬂpié il TE ARSEERA EE O 72 OFH AL MPBPVP  on-line Guide f
#TIC

() HEFHHRIZ L DHER
ATB: ) TOHERHMIET, 1L S HITROXUT LV HIES D,

Ty = To — 9484 +0.5577 T, —0.0007705 (T},)? [T, <700 K]
Ty = To + 2827 = 0.5209 T, [T, > 700 K]
AT b + CAS &=
- WE 4
- #%% (SMILES. MDL MOL File, Xi%. &R OHHE)
W v a v BRARHERHCIE R S ey
bR (P a v WRHERHCIER S
CRE GodF i<, (mf%ﬁ&%ﬁmtzsf)@)\mﬁo PR OF BT S
TU Ty b | EREF—F~N—R (EXP_MBVPDB)IZH LT,
- PR EREGB D)
- SMILES
- CAS
- AbF4
(===
- HEiE
/\%E
Hest
- W HERHE (Adapted Stein and Brown Method)
1 FH o LAY, —RBocix, Ay, SR, AEeR I HTEs2
c SEAREORMERERITILVS, FL—=r2ty MNCHWLNT-WE DL T EDOf
(R #ANDHERRTFRHITZ 5 7 A v MIEA DREDGRE SNRVVEREE S
HI 585670 80%, #HEREME 25,
c DR ELT AN T X O TR, AR RIER B,
HEFHAG B MPBPVP O hL—=V 75—ty NEUNY T =gty MIATTE R0,

PHYSPROP 5 — & ~_— 275 EPISuite IZI D AENTWETF A hF—Z 2O\ TCiE
ABEERTWS

W $5= 5,890, \%%: 16.04~959.17CF-¥ MW 156.19),

= -83.29°C~612.91°C, HEMRE r2 = 0.935, HEUE(FE = 22.0°C, FIHxiiaze =
14.5°C

Z O EFIHE

ERET —Z_—2X

EEE T — % _X— 2 7 7 A W(EXP_MBVP.DB)IZ 1T 11,347 DL E & £ 4. 6,381
WE OBSREMESIE STV AB(ZFD Y — A3 FIC SRC » PHYSPROP 57— & _X—
Z), Excel 77 AN ELTHOBAFAETH S, ANLIEREECLY ZOF—F_X—2
OB EAITH, HEFHZDOHLDIIZZ DT —F _R— R THBE R,

1 on-line Guidance (ZFE# DO & (3404 B 5B H| Z’)l/\f . BOPHER A I A S,
2 On-line EPI Suite™ User’s Guide (v4.00 — v4.11) , @S o5 AEFEOMEE S S M,
3 http://esc.syrres.com/interkow/EpiSuiteData.htm MP BP-VP-TestSets.zip
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WEHEF OO DOFIE

CAS ZBEZPHEEDANBMLATH Y, 95 LA E MPBPVP IHGE LV, HiEDA

F3i2iZ. SMILES, MDL MOL File, #1EX D 3 >DHENRH 5,

1. CAS BE5&2 AT 5 & FEBRET — F _X— R ZEp S EMED & 5 856 13F OB EME
#7195, CAS FFDINENENWEEIZIX, "NO CAS Match Found” & R Eh
B, W AHEM ) 72 < Th SMILECAS 7 — % _— 22 H 5 HA 1T SMILES 23 Eig
SHFNE 2 ~T<,

2. E#EAN SN, T, FIE 1 THRE Sh7- SMILES ftik ¥ % v SMILECAS 5
— A R=ZEH L TCRODS B BIIE, T — 2 =2 H D ARENE T
5, X5, £® SMILES %{#-> CREFHEMOGRR 28 E L., ZhUcxhsd 2
(B EE T, AR OHER RIS\ T, MMl Z T 5,

3. MDL Mol File % 1 > 7/R— F L7=A. SV, EBEREHE L-5A12X. 20
b SMILES #8 & (L, FlE 2 ~T&, R s HEFHE & HuXiEE
5,

4. WBELED E NS LIS, AHNEET 55 LT 5 HE % NAMESEPI 5 —
AR—=ZNBHIH L, U A RELTERL, TOV A MDD 2—Y 3R L7
B0 SMILES ZH459 5, T, FIE2 ~7&, RPN HSHEFHE & Sl
EfEZEH T 5,

5. PREATILTHUROHEFHIITFEH S,

BURZ AT L CHUROHEFHIIIFEH S,

7. WEEFAS L THIAOHFHIIRA SN,

o

72

FEEODIZFHHE L TV D EHEX T, MPBPVP @ on-line Manual (ZFE# L CU 72 W E R
¥ Corr TE(correction factors for specific types of compounds)Z 1z T\ 5 DT, & FiHA
WETEA S,

Z ® Corr IH|X, on-line Manual DR DOFEHELD TR A2 BT 5 -
“MPBPWIN incorporates additional extensions to Stein and Brown Method such as ... and (2)

correction factors for specific types of compounds (e.g. amino acids, various aromatic nitrogen

rings, and phosphates).”
Z OIEIL on-line Manual Offek F OF Ko HEEREIER(H 21X, =N-NH- (ring), -F
per,aliphat )IZ3&SW T Coef ZHfG L. TNERFILTHDL Z LN TX D,

0]

MPBPVP V1.43 T Octafluoropropane (CAS RN:
76-19-NER)OFEAZFRE L, 2O IFE RO A OF
HRZ LD E Corr HAM D03 Wih LIV,

nm——mn

F F

) F F
MPBPVP v1.48 TOFE#RHRE (TH)

D Type Corr 177, HEEREHIARM FHTH 5, 8k F O I Correct Factor FIZFCiR

+ & LT, Z0f7® BOIL DESCRIPTION O FI||Z 5t X 41TV 5 -F per. Aliphat & %, & 512,
% MDiE Note 1 (2 regress 7 Coef = 10.4 #Fluorides) — 54.5 3% ¥ . AFEH|TEHE I 5 &, Coef

LA TRWCAS FEF—1HTBEF =7 Ty b3Ebrn—% A3 5 &, “Incorrect last
Digit is CAS” & DR 5,
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=104x8—-54.5=28.7 L7V FRETH-T=AEET—XMD 31TH Value FDEEED Z &2

T&EL,

Experimental Database Structure Match:
Name : OCTAFLUOROPROPANE
CAS Num : 000076-19-7
Exp MP (deg C): -147.6
Exp BP {(deg C): -36.6
Exp VP (mm Hg): 6.63E+03
(Pa ): 8.84E+005

Exp VP (deg C): 25

Exp VP ref : DAUBERT. TE & DANNER.RP (1989)
SMILES : C(F) (F) (F)C(F) (F)C(F) (F)F
CHEM

MoL FORE 3 F8
MOL WT : 188.02

Boiling Point: -36.85 deg C (Adapted Stein and Brown Method)

Melting Point: -137.61 deg C (Adapted Joback Method)

Melting Point: -135.18 deg C (Gold and Ogle Method)

Mean Melt Pt : -136.39 deg C (Joback. Gold, Ogle Methods)
Selected MP: -136.39 deg C (Mean Value)

Vapor Pressure Estimations (25 deg C):
(Using BP: -36.60 deg C (exp database))
(MP not used for liquids)
VP: 6.01E+003 mm Hg (Antoine Method)
: 8.02E+005 Pa (Antoine Method)
VP: 4. 66E+003 mm Hg (Modified Grain Method)
© 6.22E+005 Pa (Modified Grain Method)
VP: 4. 79E+003 mm Hg (Mackay Method)
© 6.39E+005 Pa (Mackay Method) ) .
Selected VP: 5.34E+003 mm Hg (Mean of Antoine & Grain methods)
: 1.12E+005 Pa (Mean of Antoine & Grain methods)

LT O R A AR PR BRI
TYPE | NUM | BOIL DESCRIPTION | COEFF | VALUE
Growp | 3 | >C< 4.50 13.50
Group 8 -F 0.13 1.04
Corr 8 -F per,aliphat regress 28.70

* Equation Constant 198,18
+ + +
RESULT-uncorr| BOILING POINT in deg Kelvin 241, 42
RESULT- corr BOILING POINT in deg Kelvin 236. 31
BOILING POINT in deg C -36.85_J
T — + -+
TYPE I NUM | MELT DESCRIPTION | COEFF | VALUE

- B + o
Group 3 >C< 46. 43 139. 29
Group 8 -F -15.78 -126. 24

* Equation Constant 122.50
==+ + +

RESULT MELTING POINT in deg Kelvin 135. 55

MELTING POINT in deg C -137. 61

ARLKEOHERHZ MPBPVP (EPI Suite)fthz 5 = £ 23 T& 5,

1 7eds, HMERICH 5 Result-Corr [HIEE ﬁﬁfﬁﬁ$ TChDH, o, [T F Ol IE—%

F-4> TR MPBPVP CiThi TV 5 MR 452
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HF 1-62 FHRREDHEFHAL

B MPBWIN (EPI Suite)
L US EPA
N—Ta v Ver.1.43 (2014 4F 4 J BI7E)

HE SRR MPBPVP (2 X B ZBKIEDOHEFHI =2 D FIEIZE SN TN 5, () #&1E Grain ¥%. (i)
3 Anotoine %, (iii) Mackay ¥,

5 MPBPVP (32 ® 3 SOHEFHEZFHE LH 1T 523, BIREKE (selected VP) & LT
) HAT200%, BEIRIZOW TR, BIE Grain JETH Y . IRIKIZOWTIHELE Grain 4
Ui & Antoine {EOFHMETH 5, Mackey {12 L 2 HINTERAKIEOBEICITEBE SN
L2 AN

1. {EIE Grain
FEHE R % i o CIRIRDOZARE R CEBOATIE L HE T 5 (FR0)-1, ©-2 &),
MPBPVP 123 SN TWAEIE Grain #13 Lyman et all. (1985223858 & T\ 5D

-1 BEDEREHF
HE TERIC I DA DIRGIEP gy (atm)id, FRHEWR AT, K2 5RO &0 HEFE S
o,

KeIn(RT,) [ (3-21,)"

m-1
AZ, - 2m(3 - Tp) InT,

In P(l) =

m = 0.4133 — 0.2575 T,
&R+ K

= Lyman et al(1990)3D % 14 Tt Dl
HAEH R =82.057 cm3 atm/mol K,
JEREFREL AZ =0.97

()-2 BHROEIEAZ

RE T KIZBTHEEG25CIZBNTO)DOEREP (atm)i, @sT, KE@-1 T

1B NI IR SR GRIG ER IR A RUE) Poy (atm) &> THRO K 512 LCHERHT 2 -
In P(s) =1In P(l) +In AP(S)

INAP( = 0.6In(RT,,) [1 G2Tom)” _
Tpm

2m(3 = 2T,,)" 'In Tpm] :
Tom = T/Tm

m = 0.4133 — 0.2575 T,

HAEH R =82.057 cm? atm/mol K.

I T, APy IFEARAGE LB AR AR S O % (atm),

2. Antoine ¥

Antoine 5T, HEHEM S 2 L CTEAKIEZHEGFHT 5, B1F Grain EOWRIRZEKTHE
TR A 2 HEFH (P RRGD-DE AV 5, BROEKEIC W TIEL, MPBPVP Gl
EIE Grain &R URE AV GRMEATRARLREN S, BRERIEEHEFH35 (Fid
(ii)-2),

1 MPBPVP (Ver.1.43) on-line User Guide D Ftal |2 FE-5 <

2 Lyman, W.J. (1985). In: Environmental Exposure From Chemicals. Volume I., Neely,W.B.
and Blau,G.E. (eds), Boca Raton, FL: CRC Press, Inc., Chapter 2.

3 Warren J. Lyman, William F. Reehl, David H. Rosenblatt (1990). Handbook of chemical
property estimation methods : environmental behavior of organic compounds, American

Chemical Society
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(i)-1 W DESEHAET
Antoine ETIE, RE T (K) (CB1T 2MIEDEKSE Py (atm) Z AR T, (K)
o T, ROKIZKVHEFT 2 -

AHy (T, — C,)? 1 1

AZ,RT,? T, —C) (T—-Cy)
C, =-18+0.19 T, (Tomson Hlic X »)
AZ, =097 (E)

AH,
T— = ASb = KF(875 +RIn Tb)
b

In P(l) =

7T AEE R =1.987 (cal/mol K).
Fishtine FE#X Kr= Lyman et al(1990)1D % 14 D F

I T ABEAGRRE A —Z(L) AH,

()2 B ORRENR
HIf0)-2 £ LRIC LY | )1 CHERF S RIS O AR £ 1 - <. BIRORAES
HEAH T 5.

3. Mackay ® ¥k
Mackay OHETIE, BE T K ICBIT2EKE P, (atm)Z, HHEHRA T, K &
T &M > TR LD HER 5 -

InP, =
—(44+lnTb)[1803<——1> 0803ln( )] (T )

Z T ALEWENEEROS AT, BT 2 G B2 BT D,

A7 v b CAS i

- WE 4

- #3%& (SMILES. MDL MOL File, &= 4imm)

W (KT ar, ATT D ENEROT — &2 OHEFHMEICHE e L Cb A HERH ST &
ns)

cElE BT a . AT B EREOT —Z OHEHMEICE S LT EHERHICE R S h
%)

JREE Gl Cidle v, ANREXIC @mwﬁbxmﬁ Ehb, F7x0 1 :25C)

TNy b | EBREF—FR—2 (EXP_MBVP.DB) P

- RREEBREG T

- SMILES

- CAS

- b4

- b

- fEiE

TR
Heat

A Ty MRETO Z SR FIEENE R OHEFZRSIE (Antoine 7%, Modified Grain
Method, Mackay Method)

c A7y MRE COHEFHBIRAERIE(E E OHEF 51E)

BB EANREERE (EHEE TR

it AHIEAEY., —BROICE. BREAY. &, aWEeE I BN,

1 Lyman, W.J., Reehl, W.F. and Rosenblatt, D.H. 1990. Handbook of Chemical Property
Estimation Methods. Washington, DC: American Chemical Society, Chapter 14
2 On-line EPI Suite™ User’s Guide (v4.00 — v4.11) ., @S o AHFEOEE D S M,
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AP O ERITR VA, FL—= 7y MW SNT-WE D5y F 8O
(RE) 2N 2 LERIR 7 Z 7 A 2 MZEA OBREPRE SN RWEREE BT

DG LR, HEIRENMEL 85,

DI EBT A NT — X O FEFE, WA ZRTIUER B R,

REUEOREFHTFE R & B ST T, JEE 2 WU B RE EE X < HERF T
DN, S L IR OHERHEDREEIL L < 2V TRl IR OHEEHEE AV CRRE
EHET2HEIIIRENLETH D, Al PRI OV THEFHE L2MVE S 2056
WIIARREOREDENLE LWGEERDH D,

HEFHIE B MPBPVP D hL—=2 75 =%ty NEONT T —v gty MIAFTTE VN,
PHYSPROP F—# _X— 275 EPISuite ICH W IAENTWAHT A M F—Z 2OV TIE
ANBREITWD,

WE %L - 3037, sy : 16.04~943.17 (F¥ 194.22), K%L : 2.1E—4 mm Hg ~
1.55E+8 mm Hg (F#J): 5.1526E+4 mm Hg)l. HREFRE 12 = 0.914, HEHEFEZ:E =
1.057. R = 0.644. 7&X%JE 1E—6 mm Hg UL F TIIHEFHC L AREENKRE A
éo

LEEOWE 3037 D5 B il B OREMEDOH HWE 1642 IZ 2V TOHEFHFEIL
REFREL 2 =0.949, fEHREZE =0.59, FHYEZ =0.32

ZORERIL, Bls, WhAEREMAERWIZ O, HEHEENE WD LA EKRT S,

T OMEEFESE | ZRET —FX—2

ERET —F _X— 27 7 A W(EXP_MBVPDB)IZ1Z 11,347 DLW ENE £, D
2, BREICOWTIT 2,857 MEOREM/AINEL SN CWE(ED Y —AI1F SRC @
PHYSPROP ¥ —#_X—2x), Excel 77 A /L& LTHAFARETH 52, AN LitErE
LD ZDOT —FRXR—=2ADKRBREITH, HEEDOHLDITIXZ DT —F X—R TN ER
AN

WARHEHDOZDDFIE

CAS BEMEEDANBMATHY ., £ 5 L7 E MPBPVP (354 L, #HiED

ANZi%, SMILES, MDL MOL File, E#:OH D 3 >DFENH 5,

1. CASBEE X ANITB L, ERET — & X— 2 CEKEREMER & 5 B3 ORE
B2 H713 25, CAS BEOIHNEWIGAIZIE, "NO CAS Match Found” & /R &
n53, AKEMEMMR72 T SMILECAS F—# X—X1ZHh 5461% SMILES
NEE SN, Bl&FE itz EiEd 5 (FIE 2 2R),

2. EEEAA SN, XL, FIE 1 THEE SN 7= SMILES itk + %\ SMILECAS &
— A R=2Z2E WU TRODSTZHEITE, T2 =R H D ERKTEREEE H
T 5, FERC, Bl & B EOHEER Y 7 F Y o — I L 0 RS & A OHER N FE0E &
n51.7.3.10), @), ANMERS HHEITTNE/ ST, RWIGEIE, HFHE
Ao C EEiHERHRIEIC L 0 AREOHEHENRH T a5,

3. MDL Mol File %1 > 7R— b L7254, H oWk, BEEHEE L-5B41CE, 20
&> SMILES 2838 & SN T, FIE 2 ~MT& | KM REHEGHE L Hhix
NEMRHIEN D,

4. WBLEED E NI LIEAE, AHBNEE T 5% L WA E % NAMESEPI 5
— A R—=ZINDHE L, Y AR E L TERRL, TOY A DL —FNEIR L
7=HE D SMILES #5725, B\ T, PlE 2 ~MTE, RKMICESEHTHE S &
EHEMBE BT 2,

1 http://esc.syrres.com/interkow/EpiSuiteData.htm MP-BP-VP-TestSets.zip

2 MP-BP-VP-TestSets.zip

38 TRV CASES—1 BT =7 7Yy EREDRW—% AJ1T % &, "Incorrect last
Digit is CAS” & DR/ D,
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5. REANT B L ATMBEE > THRKEZHEG L, BpRfEEHEIIE D20,

6. ALEEANT D L. LRRKEOHRFEHICE ST, BlAHERHME 2 b2 dhus
ASMEZAE > CHRKIEEHE T 5,

7. BEEANTDEGT 7401 25°0), ANWBEICBTRKEEHI1T 5,

N—=T g NZoONT

MPBPVP iZNN—a v 7 v 7 e & ICHHADRHEBINTWHDLIDOTAA—Va Tk
TEIMFHEE 52D L2725, TELETH LWA—Ta VEFERATLZ L Eiz,
EA L7 A—Ya e L, SISOV THEH L7z 3— 3 > @ on-line user

guide CHER T DM E R H 5,

FDRE K RO TR L7z D LA T <. OECD OREFRIZ LAVTHE - &) - AieElb
B, SRS 1000 22 DWHE, SOGHE « IKRSEIEWE. 1 - 2 BROBA A o Hiba Lt
DYVEIZ SOV TAHERMEN TE 5,

4) KIZxtd BB HRE

AN KT B IRMEEE OHERHIZ 1 X WSKOWWIN(EPISuite) X/Z WATERNT (EPI Suite) i 9 = & 23
TZ 5,
Xz 1-53 sKiZxtd B AR D WSKOWWIN (2 & B #EE1E!

AR WSKOWWIN(EPI Suite)
et US EPA
N—D g Ver. 1.42 (2014 4 4 A BI7E)
HE siil WSKOWWIN X, 7KIZxEd 2 i ORIz s 3 2 I fEEE) & #EfH9- 5 72 0 EPISuite
B Rl EEINZEMOEY 2 — L Th D,
% WSKOWWIN DKIZxfd 2 IR OREFHE.
) G) HEYENE D B fili > THERHT % ik &
1E (ii) MG & AlHEE & 2 > CHERF9 2 ik &
W KEINLTW5B,

HEEHT Pow 2/ L THEEF &%, Pow 1Z[A U EPISuite @ Pow % #3925 KOWWIN
Y 2=/ K O REERERIZT 0 OHER ATREZR D T, RSS2 o T D
MBS TR RS < BlUSHERHE b - O/KICx B IEMRE 2 i+ 25 T& 5 bir T
H 5,

Pow 7> 6 DG

LUFTIE, Pow & B OFHEIIICTOWT ORI T 5,

G) HEETERZ T 25 Hik

logS =0.796 — 0.854 log Pow — 0.00728 MW + Y Ci - [1]

(D) s E 6 5 71k

logS =0.693 — 0.96 log Pow — 0.0092 (Tm — 25) — 0.00314 MW + Y Ci --- [2]

Z 2T S KITHRT D IAREE (mol/L), Pow: A7 % ) — /L K43ERE. Tm: s (C),
MW:5y &, Ci 1T, HBiED ¥ A 7S < MiiEf%f % (on-line WSKOWWIN User’s
Guide Oft%k F), 2] O EEIZBE RO RTEH S, Tm < 250OKA50%5 3 18
1% 0,

FABIEES A SR s iR RIZ#EA L, 25 v e skl zERT 5,
A7y b - CAS

- #%3& (SMILES. MDL MOL File, X%, #&E=oHEm)

1 WSKOWWIN (Ver.1.42) on-line User Guide D itab iz 33 <
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- WE4

cEhE FT v ay)

+ LogPow (47> 2 )

T N7y b | ERET —ZX—Z(EXPWSOL.DB)IZ H i,

- KITHES 2 USAR BT LA

- SMILES

- CAS

- bF4

===V

- ffE

c TR

Hest

- {3+ Log Pow (KOWWIN (Z X %)

- HHX. Log Pow FEER{HE

KIS D USIREEHER I V2 Log Pow

< KITxH ARMEEHAE (RO, #HX, EEOE

1 FH i BRLEY, —MiL, W baw. &R, SR I3 RSN,

AN T AN D T2 T VARV, hL—=v ey hOyTE, KITH
T DR LogPow O#iFA % 8 2 I (LW E COHERF CIXEEN %D 5, £/-, bL
—=r 7y MIERWE RBECHIE N 2R RS A FF L F W E TOHEFHZ DWW T b I
EREDL D,

c S TEI27.03 ~ 627.62

< KK DEMRE: 4 x 107 mg/Le ~ 52 IAMR

+ Log Pow: -3.89 ~ 8.27

HERTH RS <hb—=27%v b>

WEEL = 1450, REFREL r2 = 0.970, EHERFZE = 0.409, F¥RAE =0.313

(REFREL r2 = 0.934, MR = 0.585, TR =0.442)

OMIER 2 IC X 2 HEFtOHBA, 2 0 ALEZ b3y R0 2> THERF L2354,

<NRNJF—v gty b>

WYE S =817, REMRE r2 =0.902, R = 0.615, ¥R =0.480

('8 %%= 85, e r2 = 0.865, HEHE(FZE= 0.961, F¥F%E =0.714)

OMER 2 IC X 2 HEFTOHA, 2 F 0 ALEE b3R5 20> THERF L2354,
ZOMBEFEE | ERET—FX—2

FEEE T — Z _— 2 7 7 A JW(EXPWSOL.DB)Z 1T 69~ 2 Vi B ) il 2 e
6,200 DALFEWENE EN TV D, ERET —F X— R IHHZO L DIIAETH 5,
Pow (CFA3 % EBET — % X— 2 (EXPKOW.DB)IZ & % Pow EBfE b G S5, E
BRIET — & _— A ZHIBR T AUEHERHC B E T — & _— A3 L7, EBRET — 4
~— 2|3 WATERNT & 3£ ThH 5,

WSKOWWIN (2 X BKIZx 4 2 BRE DOHEFIE

CAS BEMEEDANBYBATHY, £ LRNWET TV r— g UIRE LRV,

& AJ7icit. SMILES, MDL MOL File, HE:OHE D 3 2O FERH 5,

1. CASEEZ ANT B &, EBET — & ~— R ZKITH T D RMEHEEN S D56
XEOMEMEH T 5, CAS FEOWIEHMP N EIZIE. "NO CAS Match
Found” & /R & 52, KITHT D EMRERIEM Y 72 < TH SMILECAS 57— & X —
225 H8E1E SMILES A&7 SN FIE 2 ~7<,

2. HEEAIE N2, T, FIE 1 THEEG S 7z SMILES fiak 1 &\ SMILECAS 7
—HR=2F LU TRON TG, T —F =R DK T DM
EEEHE DT 5, RIS, R 7r—F 2 ThHs KOWWIN (2L - T SMILES
&8 % {# - C Log Pow D HEET % i35, Log Pow D AEN HAVIEE L& M- T,

1 On-line EPI Suite™ User’s Guide (v4.00 — v4.11) . @5 o3 &P o B & 2 0,
2 HTHRVWCASHFESF—IMATF v 7 ATV Yy B AEDLRW—%2 A9 % &, “Incorrect last
Digit is CAS” & DR 5,
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7207 Ui Log Pow HERHIE % - CTHEFHRERIZHE » THERF 2 0 L, Kizxhd 2 iafR
EOHEHMEL . HIUTHEMEZ ST 5,

3. MDL Mol File %1 >R — kL7254, H5 0, BEERHE L-H4AI0E. 20
&> 5 SMILES A& & HH X C, PIE 2 ~MTE | HAEANZAKITRT T 2 IR EHERT
il & HIUTREMENH IS D,

4. WBLGE) 2 AT LIBA1E. L4FAELET 5% L TWAWE 4% NAMESEPI &
— A R=ZNBHH L, Y A RE LTERRL, TDOU A ML —PRNZIR L
728 D SMILES #5332, Hit\ T, FIE 2 ~MT X BfEaIKICR 2 IR E
DOHEEHME L . HIUTHEMZ H AT 5,

5. BEEANT D L. Hifli Pow 226 D#EFFCCRed Lz figt (2] &2 - T, HEFE
BUCESW T, KISk B IRMREHERHE & HIUXREEE H 35,

6. LogPow Z A3 % &, KOWWIN IZ L % Log Pow #ZHE 2 312, ASIE % 1E
ST, HEFHFEHRICE ST, KICHT 2BEMEHGHE & HIVIREMmE H 1T 5,

BlsIZoONWT
DB WEIEN 3 D BB DOB AT LT,

M I-54 7KIZX§ D¥MEED WATERNT (2 X 5 H#EFHEA?

B0 WATERNT (EPI Suite)
TR US EPA
N—T g Ver. 1.01 (2014 4 4 A Bi(F)

HE JFEL ATk B ERAREE OHEG % HEEHEMOLEE > TTH, MaEE®RE LT, RTEE
7 Al L Z O OREE EOREER G IE A EEA) & 2R LTES,
ik WATERNT (2 X % /K% 5 AR O HERHE, Maylen and Howard (1995)250# 0 JF +
) M7 77 Ay MECESHNTWD, ZOHETIEHEEZF UL E Y K& 2FEFHoB
K FIZHELTHE LN AR FHERICKHET 5155 f; &% ORT-HEROHBEE n;
o OFEOMFIE | fHERI LFYE ORSECH S | O FHEORET (B £ A RS ETDIC RIS

TR ¢ & OMIEMABERMLO B ny OFORFND FED X 51 LTK
X9 DIRMEEE S (mol/L) & HERHT 5 -

log S =Z(ﬁ- X n;) + Z(cj X n;) + 0.24922

I,

Y(fi xn) = R EREEE ORI f; &% OIRFMEET ORI R 551 T O MR
n; DFEDFFN,

Y(g x ny) =HHIEFAMEEERI 5T 2 MEREG & 2 OEROMEBLEL n; OO
.

fi X ¢j = WATERNT on-line User Guide O f}4% D ®FE DfH,

Iz L B AR

EVA &

WATERNT (213 Experimental Value Adjusted Method & FESJFVE T, AKIZkT 2 Vi
JEDBEA DALA W 70> BIELLOALE W DRI KT DIEMRE 28T 2 FENA 7 v a v
LLTHESA TV,

A>T b ANA o #—T7 = —AIT1% Baselnput &— K & JEHEC L B HERHTHHST 5D ExpValAdj
E—FRdH 5,

Baselnput — F
- CAS &5

1 WATERNT (Ver.1.01) on-line User Guide ® gtz £:-3<
2 Meylan, W. M., & Howard, P. H. (1995). Atom/fragment contribution method for estimating

octanol-water partition coefficients. Journal of pharmaceutical sciences, 841), 83-92.
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- #& (SMILES. MDL MOL File, X%, t#E&=RooHim)
- B4
ExpValAdj £— F
BTV WE O
- CAS &=
- #& (SMILES. MDL MOL File, XiZ%., t#E&=RooHimH)
- B4
HEHEO IR DB D
- CAS &=
- f5iE (SMILES)
- B4
- KIS DR

TNy b

Baselnput £— F
EBET —FZ _R—Z(EXPWSOL.DB)\IZ H L
« AKIT I 2 Vi SRR
- SMILES
A4
AR
- R
TR
HeFt
© AKIZ 9 B IR R HERHE
ExpValAdj F— F
* KU KE 3 2 W P - CRE )

1 A

HRALEWE R RTH 5,

AR ORI ERITLWVA, FL—=7ty MCHAWLNTWE DS T EDO B
(R 24N 556 CEA OREPRESN T RWERT/IRTR 77 7 A N eFT
LB Eix, HEERPREMEL 72 B,

DI EBT A NT —H ORI, AKITHT D EREEEE ORI 2 T TR B A,

HERHHSRE

<hlb—=vT%v k>
W E = 1128, REMREL r2 = 0.940, fEHEFZE =0.537, ‘FHEFA =0.355,
SFE . 30.30~627.62(F%) 187.73), KIZx3 2 EMEE= 0.0000004~EF1ME mg/L

<NYF— gty >

W = 4,636, EMREL r2 = 0.815, HEHE(RZE = 1.045, EHFZ =0.796,

sy & = 16.043~1,356.40((3F 1y 227.52), KIZ %4 % I FE= 0.000000044 ~
6660000 mg/L

ERET —F_X—2X

EBET — 2 X— 27 7 A JL(EXPWSOL.DB) (T 12 /K 1 53 2 Vs fil B2 1 & i & & do
6,200 DILFEWENE TN TWD, EBRET — & ~X— 21X WSKOWWIN L i@ Th 5,
EBRET —# X—27 7 A VEHIRT 2 & ERIEOEEMT OV, #Hit2zobo
(s 2V AVATAN

WATERNT (2 & % KIZx9 DM E O FIE

Baselnput £— F

1. CAS BEHZANT D L, FEBRIET — X _X— R TKICH T DIEMEREEN H 556
13 ORIEE % H 7795, CAS % 5 DU A EEA 121, "NO CAS Match Found”
EFRRENBL, KIZHHT BEMEREME2? 72 < TH SMILECAS 7 —# X—R(ZdHh
%A1 SMILES 28 Bif &, FIE 2 ~7<,

2. E¥EASIENT, i, FIE 1 TS E N7z SMILES ftik 1- % SMILECAS 7
— A R—=2AE ML TRONSTIGEIIE, T — F =R H B KISk B Ui B E
WE2HNT 5, —F. HEEEIZHE > T SMILES A4 - THERH 4 3250 L, AKICkd

LA TRWCAS FEF—1HTBEF =7 Ty b3Ebrn—% A3 5 &, “Incorrect last
Digit is CAS” & DR 5,
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DV EHERHIE & HAVTREM 2 H T 5,

3. MDL Mol File % > &R — h L7zA, H2 0L, BERHE L-5HE51213, Z0oM
&S SMILES BNE & H I T, FIE 2 ~MTX . BEMITKICR T 5B EHERHE
EHIVTEMNIH IS5,

4, WBELGED 2 NS LIGAE, £FBNEET 2% LT\ 28 % NAMESEPI 57—
BR_R=ZANBHIH L, Y A P E LTHERL, 20U X b ba—FR@R L7
B SMILES #HUfS9 %, W\ C, FIE 2 ~T&, HRIEINTKITKH 2 I EHERT
L HIVUTREME 135,

ExpValAdj £— F

HHEA AT WO oW E BT 2 T E A& 2 CAS. SMILES., X, #&Hm CHrE

L. FEHED I L T 2 E O TR D FiE TER#E 2 5E Lz 5 2T, FEftEmE D

BEAI O KIZHT T DIEMREE AT 2 2 L2 X - CREENATREIC 2 B,

) CASFEEZ ANT D L, FERIET — & ~— 2K 2 MR EER H
LA IFFEOREME 1T 2%, CAS F ' OULEE A A 121X, "NO CAS Match
Found” L &R &N AL, KIZxHd 2EMEREMN 72 < TH SMILECAS 7 — & ~—
22 H DA TE SMILES #7152,

(1) X%, E4E SMILES # A Jj4 %7, MDL Mol File A v & — k., &L <%,
s 2HE L < SMILES 158415 %,

() T, WEALGES)E AN LT, NAMESCAS 57— % ~N—2HZdHh 2B D
LB L T ET 2MED Y A KR T D, ZDU A b —F SR L
7GR T %5 SMILES 2584 %,

(=) 1~3 OFNEEFEHE L7 WE, FEHED FRIZ 72 AW DWW TV, AT,
HHEO R DWHEIZ VT, BEOBRWKIBREEZ AT S,

FHEEZETT L L. FEHORKIT 2WE JEHE L W O T & R EEEA & A IE
FAMBSRHERNC YR L, W E OEBESIZ oW T, BT HERIC G 9 B 4R5k &
WIE RS MER ST 585k L &2 SIEEPLBIGE L, ThZhofks 2o
B ORISR CO BB E O ORTIZ, FHEREYE O KT T 2 BRI
DT LIk ST, EHE LTV DK EE 2 HEZHT 5,

NR—=T g 2N T

WATERNT (33— a > 7 v 7 e & BICHRIARHZEE N TNDHDTN—=T g /&
STEIWIMEZ 52D L2 D, TEXHRETHLWA—Va v EFATLZE, £
oo FERHLEA—Ya VAR L, EARKEICOWTHEH L2/ N— 3 @ on-line
user guide THEGRT DB H D,

Z DA

A D% 1T on-line MPBPVP Help {4k FiCit#i ST\ 5,

WATERNT & WSKOWWIN O#fdt XA E X (Hg Dbz —4 &y MIFRIL b
Thb,

GV 1-AD B 7 —ILEKEDREDHERZRE (logPow)

logPow D#EFHZIZ, KOWWIN (EPI Suite)F 23 b2, KOWWIN (&, iz, & A
EDREFD Kow HEETE LD bHEFHREDR R W E ST 52,

LHEN TRV CASEF—IMETF = Z7HT VY bR ADLRV—% AJ1T 5 &, “Incorrect last
Digit is CAS” & DR D,

2 US EPA Science Advisory Board (SAB) Review of the Estimation Programs Interface Suite
(EPI SuiteTM). (PDF, 60 pp., 484,315 bytes), EPA-SAB-07-011 (2007).
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Xz I-55 logPow DHEEH¥E

B KOWWIN (EPI Suite)
et US EPA
N—T g Ver. 1.68 (2014 4F 4 A H{E)
HE eiil LEMEOREER 7 T 7 A b (RERX 0 KRERERL) ToEIL, 7774
7 kN OEREUE % G5 L T logPow 2 #8ET 5, 77 7 A v MEEUL, 2447 @ logPow il
% FEMEICX LT 2 O EMIF O Z21T-> CTHEIHEN WD,
%)
i) HEEHZA WA HILL T B0 TH S,
B logPow = (£ n) + X(¢ ) + 0.229
ZIZT, £ 7T A MR, ni: 7T A OB, o MIERE (fEFHE
HEMOZEZE BN T 2720 0F%E), nj: fiEAENEA SN B TH 5,
7 Z 7 Ay MREUE, 1120 EE AW TCER S, fEREI 2447 WE A VT
HEnTna,
A7 v bk UTo3EBEOWFNNnE AT 5,
- CAS &&=
- fE3E (SMILES. MDL MOL File, H&x&=ooHii)
- B4
79 K7y R + logPow
1 F s AR B A,
HERH R G2 B O &P
HERENAT— &ty FOS TR/ MW =18.02, ik MW = 719.92, ¥ MW
=199.98
KEEHT — 4%t > OS5 T /b MW = 27.03, fick MW = 991.15, %) MW =
258.98
HEGHRE <hlb—=2%v b>
777 A MEECEHAT— 42 v b
WS = 2,447, RERH r2=0.982, EEERFE =0.217, HRZE = 0.159
FeEHEERESE © 0.10 LA F= 45.0%, 0.20 LLF= 72.5%, 0.40 LL F= 92.4%, 0.50 LA F=
96.4%, 0.60 UL F=98.2%
BEEHT—4%% v b
WVEH = 10,946, HEMREL 12 = 0.943, BEHERZE = 0.479, #ExHmZE = 0.356
FeEHEERESE © 0.20 L TF= 39.6%, 0.40 LL F= 66.0%, 0.50 LL F= 75.6%, 0.60 LL F=
82.5%, 0.80 LA F=91.6% 1.00 LA TF=95.6%, 1.20 LA F=97.7%, 1.50 LA F=99.1%
MEEM T — 2ty MaZ, #EREHAOWBE TD T T 7 A v MRS T B DR KE
AL SI2MENEENDL, IO OMEICHT 2HEREILL TOLBY TH D,
<7 T T Ay NHBENREREE B X D5E>
W $5= 372, P ELRER r2=0.939, IEHEFZE = 0.731, HixHwZE = 0.564
< fTEBRKEE B D%5E>
WEHK =103, FERE r2=0.879, IE¥ERZ = 0.815, HiktmzE = 0.619
<TFT A NHBEE LS TFRENE IR KNERZBZ 556>
WSk =75, EMRS 2 = 0.879, EHERZ =0.90, xRz =0.706
T DOt SIS ERET —FZ_—R

FERET — % N—2 7 7 A JL(EXPKOW.DB)IZI1Z# 13,700 DHIEMEN G EN TV S,

HFHDOTZDDFIE

1. CAS B EBAZANT DL, ERET — & X—RZEERH 5 5E51TFOREMEE
45, CAS H LS DUWHNENEAIZIE, "NO CAS Match Found” & #FR&h
52, JEMEA 72 < TH SMILECAS 7 — % X—X{ZH 54613 SMILES 2N HUfS S

1 KOWWIN (Ver.1.68) on-line User Guide @ Appendix D |27 7 7' A o M&EH & A IEARE D 60

NEEHINTWD,

2 HTHRVWCASFB—IMET = 7 HT VY BADRW—%2 AT)9 2% &, “Incorrect last
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. FlE 2 ~7<,
CEBEADSNZ, XE, FE 1 Tﬁiﬁ%éﬂt SMILES it % v SMILECAS

7 ER=A ML TCRODPSEHEICIE, T—F_X—2CH L HEMEE H T

%, —F. HEFEHFEBEICHES T SMILES Zfilio THEGH 2 SHE L, HERHIE & HAviEHl
ElEHIT 5,

3. MDL Mol File % 1 > "~"— b L7235 oDV, BESHE LG EIKX. 20

R 7> 5 SMILES 7338 & éhf\ %’ZIIIE 2 ~MTE . M #Euﬂ‘é‘}: &)hci‘?ﬁﬂﬁi
[EVN ARV N

4, MEBL @) AN LIZHAE, 4B EET 5% L WA WHE % NAMESEPI 5
— B R= 2B L, FEHY R RE LTERL, 20U R b —FR8I L
“W'E O SMILES #5795, i\ T, FlE 2 ~MTE, HMEAICHEEHE & Hivud
WEMmE 175,

/\\‘—‘./\‘3 NZHOWNWT
HEFHZIX, B N—Va v a2 AT22&, £2, ERALEAA—Ya 2L, i

JAEFAIZ DWW T HH L7e/3— 3 > @ on-line user guide THERTHVLERH 5,

(6) Ak FHHIETIERAERI Koc

B IR FE A IE TR A (R O HERTIT1X KOCWIN (EPI Suite) Z21ffi 5 Z L3 TE 5,

XZ I-56 Koc DHES L

L KOCWIN (EPI Suite)
et US EPA
N—D g v Ver. 2.00 (2014 4 4 A BI7E)

HE JREE KOCWIN 1% Koc Z G E MO L%l - THEITX 5, ZOFEIZZS5H 5
E @) REEEH D I % > THEEE Koe ZHER T2 HEMCIIE) &
% Gi)  Pow N L CHERFT 2 HIETH D,
D DO ODOFIETORAEKREER 2 IZH 1T 5,
1E
L () MCI &

HEIE T D I 2 ffi > THEFHT 20
®-1 MBI ONTIE, BERE®E L T— RS S 12 (Molecular
Connectivity Index: MCD20D 7 Zffi > TR OZUZ L W #EFHT 5 -

log Koc = 0.5213 MCI + 0.60

®-2 —J. WG TIE, #iEEHRE LT MCIL &2 OfofE LoREIZHE-S<
AR E Gl IE RS R IEARH0) 2 > ToD & D ITHERTH % -

log Koc = 0.5213MCI + 0.60 + Z PN

Z 2T, X PN FATIEM OREE LR E AR A IE T D W IERR K Py

ERGUEEY TOX O ER RO HBLR¥ N DR D ,’ﬁf ThHs, ZOMIEM

Digit is CAS” & DR D,

1 KOCWIN(Ver. 2.00)? on-line User Guide M itk iz 5E-5<

2 MCI 2 X2l 51EEZ O HEIZ OV TIE Meylan, W., P.H. Howard and R.S. Boethling,
"Molecular Topology/Fragment Contribution Method for Predicting Soil Sorption
Coefficients", Environ. Sci. Technol. 26: 1560-7 (1992). (2% 5, % 7=, Mackay, D., & Boethling,

R. S. (Eds.). (2000). Handbook of property estimation methods for chemicals: environmental
health sciences. CRC press. [(ZIZEARA 725 R HHINFLHEH S LTV D
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R L Z st 5 462%%1% KOCWIN on-line user Guide O ¢ D »—>H®
RTRDHZEMTE D,

(i) Pow A L CH#HERHT B i

ZOFETIEG E B Y | #EFIX Pow 24 L THES S5, Pow 1Z[F U EPISuite ©
Pow ZH#EFH9" 5 KOWWIN £ ¥ = — /LI & O AEETEWRZ T 0 HHEF ATREZR O T, #5 7
S T 2> T Koec 23 TEX 5T TH D, Pow D2 —F Al %> Z &
HTE 5,

LLUFClE Pow 2> 6 Koe & HEGHT 2 JHBLIZOWCRHBAT 5,

Pow 75 Koc #7577 SIREE
(i)-1 FERBMEAELEWE Tk, A Sz Pow bz n & i~ T, 22,
KOWWIN CH#EFt S 7z Pow 2> T, AU L Y Koe BNH#EFF S D -
log Koc = 0.86791log Pow — 0.0004

()-2 BIEABILEWE ClX, Pow 2V, S512, D07 —ALRL LI LTH
IE A SRR RS T DA BRI & 2 Off IE A EER O MBI A2 F > T, ROKX
\Z LV HERHT B,

log Koc = 0.55313log Pow — 0.9251 + Z PN

Z O IE SRR & 2 sk T 2 i EAR %R KOCWIN on-line user Guide Of}
FDDO_HOHDOETRAZ ENTE D,

A7y b

- CAS &%

- K% (SMILES. MDL MOL File, X!, &R oHim)
- WE4

+ Log Pow (473 3 V)

VAVZZA

EEBEFT — & _X— 2 (EXPKOC.DB)IZ H LT,
- Koc EBRE

- SMILES

- b4

(% =20

- SR

R

et

« MCI (2 & B3 Koe

- LogPow %" L 7z ##t Koc

- LogPow %/ L 7= HEGHZ i M L 72 Log Pow D1

i A P

ARILEY, —MRIE, RS, @R, ARRSIE I3 RIS,
—MRENCZ T AN DN E O ERITRV RO KD REEHEHREENE S D,
- h—=v7%y hOSFEERN SN TN D,
b=ty MCEERMF RO R o TR THOHE T T 7 A v R ESH
DIEIE R LAY,

HERHREEE

MCI i

<kl —=2rtvw k>

IMmIEE LAY

W =69, WELREL r2=0.967, EHEFE =0.247, FHFZE =0.199
WAL EY

MBS = 447, JERRE r2 = 0.900, EYERZE = 0.340, FHIRZE =0.273
g

HRERE 2 =0.916, FEHERA =0.330, FHRAE =0.263

1 On-line EPI Suite™ User’s Guide (v4.00 — v4.11) , @S oo A& O 208,
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<NRNJF—vgrty b>

WES =158, FEFRE r2 = 0.850, E¥ERZE = 0.583, FHIRZ = 0.459

Pow 41 L CERAIC L W BIEBR 26> Ot 5 5k
<khlb—=v7%v k>

AL E Y

WE s =68, IREFREL r2=0.877, IEYERZE =0.478, FHFE =0.371
A A

MBS = 447, FERREGD) = 0.855, EYERZE =0.396, FHIRZ = 0.307
g

REFRE r2 = 0.86, HEHE(RZ = 0.429, FHRZE =0.321

NYF—=v gty b>

WEH =150, JFEFRE r2 = 0.778, IEYERZE =0.679, F¥IREZ = 0.494

Z OB S

ERET —F _X— R
FEERET — # ~_— 2 (EXPKOC.DB)IZ BT 2 372 i IZA T TE 2o 7,

Koc #5072 > DFIE

CAS BENMBEDANBUETHY, £HLRNWET TV r— 3 VIRE LAV,

HiED AJ2iZ, SMILES, MDL MOL File, O D 3 >0 FENRH 5,

1. CAS BREA AT L, FEBET — & ~— 212 Koc HIEMWEN & 5 5a 3% ORE
fEx2H 145, CAS HFEZDOINENEWIEAEIZIZ,. "NO CAS Match Found”?:?fz/%
Eh 51, Koe HIEMA72< T SMILECAS 5 —# ~N— 2|2 541 SMILES
NFERENTFNE 2 ~T7<,

2. EfEAENTZ, XiE, FE 1 Tﬂiﬁ%éﬂt SMILES itk 1-%ffivy SMILECAS
T =B R—=2E WL TRODS AT, T—F_X—21ZH 5 SMILES #H
T 5, &b, £ SMILES, HlJi@TﬁﬁEﬁ \ZHKSNW T, Koe #FHE L, HE
HEMEE N HEND, HET KOWWIN (2L Y Pow ORIEEA &H AT EM
VI EMEH 1T 5, 2o Pow AIRIIE OHEFHFEE Tl H é%ﬂ o

3. MDL Mol File %1 > R— s L7ZBE, HDHWIE, BELZHELZSEAICE, 20
s 5 SMILES 7288 X Hi & T, %Ilé 2 ~MTE | I Koc ?EPH”EJ: Hh
IEHEME R EN5,

4. B ERD) 2 AT LIEGEE, 4R 5% L T\ 2 %WE % NAMESEPI 5
—HZR=ZNBHH L, Y A RE LTERL, FOU X bbb —F 8RR L
7-W'8 » SMILES Z# 8BS+ %, H\ T, FIH2 ~MT&, HKAIZ Koe #EFHE & &

FULHEE & %Hjjﬂ“?'o

5. Log Pow % A7) L7284 1%, KOWWIN (2 & 5 #7+ Log Pow OfUh v I ASIEDS

b s,

N—=T g NZoONT

KOCWIN (IN—=V a7 v 7 e L HICHET AR LB SN TV LD TNN—=V g UL
TEIHFMEA 52D L1075, TEDHETH L=V a v aHTL L,

Flo, FHLEAA—Va v EEfiL, EABEAIC O W THERA L= aro

on-line user guide CHERT A ME N H 5

Z Dt

KOCWIN TIZKOCHIET — Z 122\ T < BNEFRTOZER) SR THEFF 2N E vy
TWb, KOCHIET —ZIZHoWTIHIESH2&E N L, BHEENS T+ TRWT—203bh
D2 EPMONTOD O THFRERIZ b7 — X OB LEEA 5,

LA TRWCAS FEF—1HTBEF =7 Ty b3Ebrn—% A3 5 &, “Incorrect last
Digit is CAS” & DR 5,
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(7) ~N2)—1RE

AU R OHEEHTIT ., RIKIEMREE DS 1 mol/L R D & & . 7KEE & KT T 2 IR DK
ERETEZ O —oDEOE L THEFT 5, 2 Lg Tk, HENNRYWIN (EPI Suite)ft %
iy Z & MTE D,

B I-57 ~ U —AREDHEFHEGERTE & X KEMRELL)

SR HRKUE & S KBRS
i)
N= g
HE R VP
2 Henry = (Wj)
fEs
D — = TR
o iRea A HANL
= Henry ~ U —1RE [Pam3/mol]
VP FRAE [Pal]
WS KEFK AR [mg/L]
MW R —
A A SEKEARRIE < 1 mol/L
HERTIGEE HENRYWIN @ on-line guidance (& XiuiE, ~> VU — Rk % EENEM & MERRILE/
TE K REE b & % LE#R (120 8D L7 RE R, R ISk 2 158 Ok E 4R k01T 0.997,
Moxh RS, EmZEI Log fETENZE4 0.05, 0.07 TH Y | KA I X
D) — R ORI EE O R E N E T AURIER I B EEZ B N TED EL
TW5,
ZOMBEEHEESE | ~2 U —REIER RS LTHLERV b D, BORHE©ff 5 BREETEMGO O DT
FILTHER SITRORIT L B 5,
Henry
Henry gimensiontess = R-T
I AESL: R =8.314 Pa-m3/(mole - K)
BT [K]
AV a—ET7 7V r— gl LTUIRIER Ty,
K& I-58 ~ U — R OHEFHEHENRYWINYD)
£ HENRYWIN (EPI Suite)
PR US EPA
Ne—Tg Ver. 3.20 (2014 4 4 A HFE)
HE JFEE HENRYWIN TiI~> U — R B A BEEROAZHEH L THETE 5, o0 HIEKZ
7 L O HERF ZAT V., HERHEZ B4 I 13 5,
% Q) EEERE L CORFHAER 26 5 B H% 595 (Hine and Mookerjee 1975)2/C
D F#:3 < J715(Group Est) & |
15K Gi) #EEEH & L TREAERIZ MV, T OMEICHESE EoBEOEE G EREGE

1 HENRYWIN(Ver. 3.20)® on-line User Guide DRtk & FEEEDOEAEDRE RIZFES<

2 Hine, J., & Mookerjee, P. K. (1975). Structural effects on rates and equilibriums. XIX.
Intrinsic hydrophilic character of organic compounds. Correlations in terms of structural
contributions. The Journal of Organic Chemistry, 4(3), 292-298.
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B % 9 45 A 7% 5% (Hine and Mookerjee 1995) D J5 %% Meylan and Howard
(199D ASEIR L 72 TN E5 < J7{5(Bond Est) Tdh %,

() FFEH%E5¥% (Group Est)
~v ) —{R ¥ Henry (84550) OHEFH DO T2 DI DX MEDID -

1

Henry = T St@owo)

T 2T, G JRTFEIER L OJRTRE S, N ORI L O GALFEWE S TN
T HELEE, - FER &R RSB O SRR U 7 R R R - [0 % Skt
Jinz%1Z HENRYWIN on-line user guide Of18 F TR5 Z E N T 52,

(i) #5554 (Bond Est)
HENRYWIN TiX, Meylan and Howard (1991) DfE&F LK ST, ~r U —
Rt Henry (B4 OHEFOTZDIZROXBMEDND -

1
102(@D+(c))(m))
ZITC, B REAERICKH L TN EEN TV DA T, N T ORE ORGLEY
Gy FINTOHBLIREL, G FrE ORMIERBIERE 2 RO (LA E R3S A EME, M;:
& DA IE PSSR 00 B[R
FEG R &G 5E 00 IS B O IE AR &S & Al IEAE O st & Fiak L 7= A
2 T IE F A s RO — 37 S5 U EE 53R X, HENLYWIN on-line user
guide Ok D~E 25 53,

Henry =

A7y b

AJJHHEIZ 13 Baselnput &— R & FEHEZ K D H#EFHIXIG T 5 ExpValAdjE— R3d 5,
Baselnput =— F

- CAS &%

- K% (SMILES. MDL MOL File, XI%. ##3&0¥m)

- WE4

ExpValAdj £— F

ZOF—RNTIE, AN LIZEHOKIZ R 2B OEHREE - T, BHEEZITW2WEO
~2 ) R A ERET S

HHEZ AT W2 W E D

- CAS &%

- K& (SMILES. MDL MOL File, XIZ. ##3&0¥m)

- B4

HREDO T 72 2 'E D

- CAS &%

- #5&% (SMILES)

- B4

s — 1R

1 Meylan, W. M., & Howard, P. H. (1991). Bond contribution method for estimating Henry's
law constants. Environmental toxicology and chemistry, 1(X10), 1283-1293.

2 HENRYWIN @ on-line guidance TIi¥, Z((Gi)(Ni))ZaE LWAPC(log Water-Air Partition
Constant) & FEA TV D, ZALiE~ > U —(RE(IE4 50 O W B Oz B 7= 5,

* HENRYWIN  on-line guidance Ti%, X ((B)(V;) + (¢;)(M;))% LWAPC(log Water-Air
Partition Constant) & FA TN 5,
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TRy b

Baselnput €— F

ERET — Z X— R (EXHEN.DB)IZ HAvix,

-V —RECERE

- SMILES

AbF4

bR

TR

- MEE

HEFH

~U ) — B HE

“Incomplete” HEEFEM X ITFE SR & F 58 SUIAH MR OISR 72 WO REEFRRL R
BN BILAEWIZE EN D5 A 13 Incompete” DELE N 5, 2. FFERIC
I1¥"Missing Value for ...”0D A v B —UREN T, EOMEER, HaEotd 2% 5
EXIIHIEENEZ 5N T RnWNZE T 5,

ExpValAdj £— F
-~ Y — R CEHEE)

i A P

ARAEEY, —pIIE, BRI EY. &R, AR 30 HEIHAMN,

e MR BT Yath i\ i

fo—=7%y NOSTERHAIINE > TNDH I &,

AR, FL—=0 2y MT X YIRS ARG RSO E ARSI LIS O ffis
RS ALFWE TIE BRI RS/ E T MM EMED 2 7o OHEFHE ORI R
PEZIDZ L BETOLEND D,

DX D RREA RSO E ARE R & oI OV TIE, “Incomplete”. K
X, "Missing Value for ...”®H 13 T 5,

R T H & 5150w &

Fo—=07ty FOSFERIAICNE>TND Z &,

AR, P L—=0 2y MC XY R S5 R TR EER R Ol F A R L
S OEEFR 2 FF AL FWE CTlid 2RI &R F S P D 2 7o O HEFHE
DORSEICHENR Z 2 2 L2 B/T HLERS D,

ZOXEI B THMEFEMCH EAMEREMN ZRFSOMLFEWEIZ O N T
¥, ”Incomplete”, & UF, "Missing Value for ...”DH )73 T3,

HERHHSRE

HAFLE LR THEEORBEDEN

FriE OIS EORFIIC X D HIERNTT O DA BEREIC O W TR BT HEIC X D ¥
FHOREE B EIRIE O, L LR BZE 5 TIERVMEEWEREC DWW IR TR % 595
DIE ) BIEEIZENL TN D, &35 OO, T %515 TR E O 2 Frofk
&#. HlziX, hexachlorocyclohexanes TIIEENENZ ERHOLN TN D,
HENRYWIN O~==27 /L TlL, EVWAKIWEE, ZOOHHEOELYE L -7 F
NDENEERHDL L LTND,

~2 U — 1R 8.0 x 107 atm - m3/mole & D /NS WAL, KD OFRITZNH O &
LTV,

WEEHEEEOHEE

<hlb—=2T%vy k>

WYEH 442, RERE r2 = 0.977, BEERZE = 0.400, FHRZAE=0.249 ; ~2 U — %K
DX EAEOFEL TEYF L TN D,

Mo—=2 7%y NOWEIZIF~V Y —REERE Lz 120 WE &, ZRLSMNIHE
REUEIKIZH T DMERMRE S L CTEEBE LW EREEND,

AIE X 2 5% F OWEREIE 0.997, Mk EBiRE, FHFEZET Log fEiTENEN
0.05, 0.07 TH Y, RLREMRMELIC L 5~ ) —REOMEILHEEORENE T
IEFERICIEREREEZSHZ LN TE S,

1 On-line EPI Suite™ User’s Guide (v4.00 — v4.11) , @S oo A& O 208,
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<NRNYF—v gty b>

WEH= 1376, IRELRE r2 = 0.79, BEHERZE= 1.54, FHRA= 1.00 ; ~> U —FRHoD
WO EAE TRYFE LT\ D,

R 723822 1T~ U — R D W DX EAE A 5.0 BL (-~ U —(RE A 50 C 1x10°5
PIF. 2.45%107 at-m3mole) CTH. 515, 108 at:mmdmole Z#H v A T7flEL T3 L.
1077 {LEWNFEY . = OERERAIL 1.31, FHRAET 042 L7 5b,

BETHERSEOHHEE

<hrlb—=v7%v k>

WEH= 318, REMREL r2=0.956, IEYERZE =0.397, FHRZE=0.223 ; ~2 U —{R¥K
DOXRFAE D HETHs LT\ D,

<RNJF—v gty b>

WEH= 1031, REHRE r2=0.85, {E¥ERA = 1.05, ‘FHRAE=0.85 ; ~> U —fR#D
WO REAE TEYF LTV 5D,

BN T =g 7 A N TR EBER R IZ 2O E T (“Missing fragments”) % £F
D798 EAMIZTONTIINT T =2 arnbH b UOERIA L TN D,

Ot R F % EBRET —F RX—2

FEEET — % X— 2 (EXHEN.DB)IZ 1650 D~ V) — 2T — % 245> T\ 5%, ZDOF
— IR RE EBRMENOHEB SN T— 4 ERBRICE D IRES N~ U — 1R
N5, ERMT —F X—2AZHIRT VUL, EREOTSEOLMNMEIEL, HiFFZDO LD
IR A 5 2 700,

AU —RFREOERMIZA VX —F Y P ETTF =4 _R=2 L LTABRENTEY,
Excel 77 AV LTHESGTE A1,

HENRYWIN iz & B~V — & ¥ oHEFIE

Baselnput =— F

1. CASEEAZANT AL ERET — & X— 22~ U — R ERIEMR & 2 B5 137
OWNEMEH I35, CAS HFESOIEHNEWEAIZIE, "NO CAS Match Found”
EFRIREN D2, ~2 U —REEMN 72 < TH SMILECAS 7 — % X—RZdh B8
A1 SMILES 2R SN TFIE 2 ~T7<,

2, EEAS SNz, XX, FE 1 THEIN7z SMILES fiil 1%y SMILECAS

F—=HRXR=2 L TROD > IR ICIE. T — 2 _R—R(2H 5 SMILES % H /19
%, 55 7- SMILES #%f#i-~ CHEFHFER CRil L 72 i CHERF 9 5, RTPEIHE
ETIX, £ SMILES % ffi » CHFH¥ERIC R L, T OHBEEKE R 5, KT
MHERNC T B R F IS S EA S FES T L L, OICiE# L= hiE T~ ) —
R AR B,
EWEEFLSETIR, 130 SMILES A4 TRAEMA Y H L, 2o HHHREHE
2%, EHEANCHGET AT HEEMEETH LH LY, &5, s S
HIEABEEAGE A FSMEICL 2/ 2 M ET 28BS Lo ERmR Lz b))%
MY L, oM ERABEEEEICIHET M EEE 3R CHE LTS5, #ULH L
FEAFSMEEMEME. RO, FhEnoHEREE# > T, ok
~v U — R B HERT D

3. MDL Mol File % > 7R— h L7254, H oDV, HWEEHE LS4, 20
HIEE @S SMILES M8 XH I T, FlE 2 ~TE, REMIC~2 U — (2%
FHE & HITHEMEZ T 5,

4, MEAED)E AN LTESEE, AFBNEPSE LTV 2% E % NAMESEPL 7 —#
NR=ZpbHH L, BE/MY A RELTERL, £TOU A MDL—V N8R L7
B o SMILES ZHf54 5, VT, FIE 2 ~T&, R~ U — (R HEGHE

L http//esc.syrres.com/interkow/EpiSuiteData.htm HENRYWIN_Data_EPI.zip

2 HNTHRWCASHF—IMET = 7 HT VY B AEDRW—% AJ)9 2% &, “Incorrect last
Digit is CAS” & DR 5,

3 JE A MER—R 5506 261X HENRYWIN @ on-line User Guide /4% F # F-1~3,

4 FEAHR—R o 21X HENRYWIN O on-line User Guide {18 D # D-1~3,

5 A I A S R a2 S i 22 1 X HENRYWIN @ on line User Guide 1% E % E-1~3,
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EHITREMEZ BT %,

ExpValAdj £— F

AU —REC AR X 0 ST W CEHE B M EDIC BT A T E M A CAS.

SMILES, i, &=l carE L, EHE0 I T 2 E oM < b RO ETYE

WEEFFE L, BB~ Y 7 E AT1T25 2 LI L > THENAREIC 2 5,

1. HHEHOE D CAS BH5a2 AT 5L, FERET — Z _N— R RS RIEMN H 5
BAEEZOWEME H T 5, CAS FBEOIHAMAMNEEIZIZ, "NO CAS Match
Found” & #R &N 51, @AIEM72< T SMILECAS 5 — 4 ~N— (2 54
A1F SMILES 73R ShFIE 2 ~7<,

2. i, E#E—97) SMILES # A /14 %7, MDLMol File &4 > &R— b, #L<
X, BEEWE L C SMILES 2755, i, WEA®D) %A1 5% L. EPISuite
DFEF> NAMESEPI 7 — % _R— 2% 5B DL FHOEL LB D U A R iR
L, TDOU A RMNL—WNEIR L= o SMILES 2455,

8. LFETFIE 1,2 2 FHEORKIC 2 2MEICHOWT S FEH L&D 1% SMILES 12 &
LIFETET), S5, FEHEOKIC R Z2WEORBEDOE WA~V ) —REEANT 5,

4, HEEFITTH L. EHEO I 2 WE CEHE WD) & EHE A R O T & A
FEEEER & SRR S W TR L, W E O EbEES LD
BB A ST 5, B OBRBHI O W T ERENOERIC 3G 556 T 5-E &
MIEEGHSNFR23D LI & T En o HE RS ORI EZ, ElEEDEO~ U —
RTINS 5 Z LIS Lo THEHEB B O~ ) — 155/ D Z ENTE B,

“Incomplete”. “Missing Value for ... H A HTZBEICIE. FNE26 O BFREMERT
LI ENEZ LD,

HENRYWIN {2323 & T 5 lHER 51 TOHERHEDS 1.0 x 1012 atm* m3/mole LA T
DI FRFEMTERMAEL 2D 20N H 5, 3.0x 107 atm - m3/mole LA F TIIAKMNHEER
(IR L Rirand,

HENRYWIN [ZN—2 a3 07 v 7L & HICHFRADUEBI N TNWDEIDTR—TV 3
Ko TEIMWIMEEZ 52D LD, TELRTHLWWAA—Va 2T L,
Fl AL RN—T g UERHE L, EHREIC O THEEH Liz/3— 3 > ® on-line
user guide THERT D HELH L,

(8) BAFZEETER pKa

it £ 4 (pKa) OHEF 1213, ACD/pKa (ACD Labs), SPARC (ARChem)%5: % iV 5, —fRIZ,
ACD/pKa %, SPARC (ZHE_RTHEEHEEIZE W E STV 5,

X% 1-59 pKa OHEHE (ACD/pKa)

2 ACD/pKa
PRt ACD Labs
Ne= g 7 Version 2014 (2014 4 6 H #H1E)
HE JREE ACD/pKa I3 bW E OWEEN S A AV EE v, 25°COKF TOHEMLFHE D pKa
i T WVE T o S fREEE RISk L CHERF 95 Y — L ¢, Classic 5 & GALAS (Global,

L TRWCAS F—I1 BT =7 HT Yy b3Ebrnw—% AJj3 5 &, “Incorrect last
Digit is CAS” & DFERMPH D,

2 A HM—RHo 21X HENRYWIN O on-line User Guide {18 D # D-1~3,

3 &AM IE A S R E R — R Hoe 52 X HENRYWIN @ on line User Guide 4% E 3 E-1~3,
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5 Adjusted Locally According to Similarity){E® 2 DOHEFH 7 /L IV X ANEEH ST
D 21,
i)
53 Classic #E1E, A< HWHGNTWD pKa #E 743U XA L. % Hammet
OR & BHIETE (o) % pKa OHEEHIH WS, £7-, BZERM VA, LEFKEMED
KFO, a. B—AREIFIR TOIEZ pKa HEFHERHZEE T 5,
GALAS i3, GALAS 713U XA ZAV, MBS F DA A AN D H0HR
H7e pKa fEOHEE . M pKa EOMIE, A A ALDOBEEEA A AL L ~DFEED
ZEBEDR R ZAT 5, HEFHTIX, 4,600 DA FALHLOT —F =2 K 500 DAFE
MEEREEE N4 BMOMAEEREXEZERA L, £22 pHEETOSFO7Ta v
b Ial—rvaryIal—arib,
A7k - % (SMILES, #5800 i)
VAZANAYR - FRfiEREE £ pKa
it A fiRBEE DI A I DAL EWE I E A,
HERTH RS <hb—=27%v b>
Classic {EOW b L—=2 2% v MZiE, 15,932 W'E. 30,000 #LL LD pKa fif & &
HEN7- 8,000 L EDOBEBIEELENEEND,
GALAS LW FL—=2 2 v ML, 17,693 W'E. 20,000 2L LA A AL
LNEEND,

ZTOMBEEFEESLE | I, BB EWmitEA A2 (witterionZEE T, D pKa EOHEEHT, BEOm T
LB H Y . S5, BFEEDO TN ML FRNKEZEEZIBRT DA 4 o Hn
oA, MEZELIMEMOHD I EIIRENT VDS, HFtoEEEZm LS5
72%. ACD & SPARC Difi )7 OHEFHE Z A AT, HEFFOREFMEE KR S 5
ZLEDBERENTVD L

K% 1-60 pKa OH:FHE (SPARC)
LR SPARC
PRt ARChem
N— g Web-based calculator (2014 4 6 H H(E)
HE JER SPARC @ pKa E7 /L Cik, HEFHRIGME O 5 1118 % OGS H L & BB 1 & FREIL 5 8%
i FEHALIZAEI L, AKH T pKa ZH#FHT 5,
%
D FOSHLIE, A4 b L, BT e b 25T st es a3 s/ 72=v I
i Th5D,
o
Bl OGP EN o rEETH Y il HFELOREMOREZ ZE
T AHEEET ML O RISTLO pKa ZMIEL, SEWE O pKa a1 5,
A7 vk - f5i& (SMILES)
7 N7 b - RfiRBEE 4L pKa
it A fRBEIE DI E A9 DAL EWE A,
HEGHAG FL—=27% > MIiE, 2,500 DEEES & T, 4,338 D pKa 2OV THRIES

TW5,

fEl 2 D43 F12%kF LT SPARC THEGH SV ED IEMERIRHERZEZ 52 Z & IT#E L Vs,
SPARC (F—%iZ, +£0.25 pKa HA7 (b Nu X% U@L ONEMIEORE L ) . £0.36 (filt
DEERT I VDI E A EHHY) . £0.41 (=N LOBRIRO N, #HiE7efEiE) ©pKa %
HRETHZLENTED, A A MDHEN 6 2B 50T DA, SPARC DFE7(3+0.65
pKa HNL & HEE ST 53,

1 ACD Labs &~— 23— (URL: http://www.acdlabs.com/products/percepta/predictors/pka/)

2 ECETOC, Environmental Exposure Assessment of Ionisable Organic Compounds, Technical
Report No. 123, December 2013..

3 US EPA, Verification and Validation of the SPARC Model, Office of Research and
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Z DO B S

S

e

—fRIZ, BE LML A (ewitterion)iZEE T, HH A pKa fEOHEFHX, FEEDH TS
LEMBHY . I BT, HEHEDOA IV MLTH THKBER/EETRT DA A DN
HHGE, BEFELDIERNOH DL Z ENRENTNS L, HEFOE#EEZ N LS5
7%, ACD & SPARC Dilif OHEFHE A MAA T, HFHORHEELERIED
TEPHERINTWD L

[\

w

(9) EVRMEREK

NITE #7 2V —7 7' r—F KO EPA ® BCFBAF (EPISuite)fti 3 EH CTX 5,

% 1-61 AMRMEHREOHIE NITE A7 ) —7 Fa—F)

£ Fp NITE #F 2 —7 /1 —F1
R NITE
NR—Tg v

(i JEE NITE 5 2V —7 Fu—F Tk, EIC@DLogPow & logBCF & OHHBEBEKR., @
g Read-across (JE#E) . @M D 3 >DOFE%E VT, LogPowBCF #7475,
5
D ETILFEEORD L 5 efH I L > THET S .
1% D HTFIV—I»bV: EEBE~OIR Y AN ZEILEICL S S0
L2 G) A7V —VI: ERFE~OIRY AL ZEHEE TRV O

(i) 72V —VIL: KFPCTEZHET D H D,

Q) CyEEINTALEWE L, ERNTRISEOE N DI T 2 ) —1IV, VZEERNT,

WD 4 DITHBEIND -

I AEEOBBIZBNT, 77 T T — L AR EEL S FRFEAEERO L LT
< b o

II-A  AEREOFERBICE T, PR BEA RS EE ey FEMHEERAD & L
TE b KEREET 787X —%FF>H0)

II'-B AAEOBEICBW T, KEMAMEMEHNTE R SFRMEEEHO L LTE<
LD (KFFEES R F—HFF2H D)

I  AREOTHBIZENT, A A MEHEERNZE RS FRMEERO & LT@<
HD

BT —TLICRTEHWE
®LogPow & logBCF & OBIRIE % L /= BCF Ot
log Pow % i - C&k=(), (i) % - T BCF # #3795,
@ »7 V-1 OWETIL, FEMEOE LogPow HIEMLMG b2 5E1TIE, KD
K2 L Y 1ogBCF ZHERFT 5 :
log BCF = 1.05 log Pow (I Ef#) — 1.71

log BCF = 1.05 log Pow(FHIfE) — 1.71

() BCF O#EHIfE 2 5 LogPow HIEMEA S HNRWIEAITIE, LogPow HEEHEIZ A
SNT, RRUIT LY 1ogBCF #5175 -
log BCF = 1.03 log Pow(#E#HE) — 1.48
Z Z°C. NITE (2009)? (%, log Pow(#7HiE) 13, KOWWIN ver.1.67 (2 & 0 37
ELTVD,
(QRead-across (JE#t) # A\ 7/ BCF Ofi5)

Development, EPA/600/R-03/033 March 2003

L NITE ¥Rk 21 4F A7 Y —7 7 a—FIZ LD EMRMHEETRNCRE T 2 s E&
http://www.safe.nite.go.jp/kasinn/gsar/category_approach.html

2 NITE(2009) W7 2V —7 70 —F 2 X 2 LW IRHGETE TN B9~ 5 s & DR Shino 7
= —] http://www.safe.nite.go.jp/kasinn/qsar/category_approach.html
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5173V =128 % BCF BNEEA OB E (5 115 1%, WELERIMEIR DL 2 ')
7 1logBCFEM) DMz HH L. BCF 2 i %,

H7IY—II—A BT 30

(®DLogPow & 1ogBCF & O ARIBIHR A v 7= BCF D#Ed

FROXITAEDTH S, —FH . DRUTREEN K Z WAEMEN H % 0 T, Jfi#f(read-across)
AT %,

(@QRead-across (Jg#f) % Fv 7= BCF OH#tdt

73V —II-A I8 T % BCF MEER OELIE Gy 14 1E , MELZAOMER S EE 22
'B)D logBCFIEM) DO F¥EE R L, BCF &#3t4 5,

HF Y —II-BIZBT5WE
DLogPow & 1ogBCF & OFHEIRILE % v 72 BCF O E MR
logPow (HIEE F 7213 HEFHE) 2 HA8E S5 logBCF D KMl logBCFmax % H H
(NITE(2011) P.15 scheme 2 ® 7 1—),
(@Read-across (Jg#E) % A 7= BCF O#EEt
(a) JEHEIC L D logBCF #tit (NITE(2011) 5.3 ([CFE# 0 ¥EHE: (read-across)iZ L 5),
HEHEZAT O T2 ORERWE ORI, & OMELEIENITE2011) 5.8.1(A)) &
BREHF ONZ Dmax, logPow., KHUZEIT DA 4 FEEIGD 5 D L 23V T
FhE3 % (NITE(2011) 5.3.1),
B ZIE, 72U —II-BI2JE L. logPow < 6 OIE T, logBCF #E= (LT M), (i)
D 95%EHE RS D L [RE(ogBCFmax) L W {ERWETH 5 & EMHAIICHER T 5,
logBCF a4 E &M HERTT D720, B FEEZEAT 5, 173V —1I-B¥WHE
OFHEFIEIZ OV T, NITER011) 10 5.3 122D FEFINFEHRH I N TS,

HFIY—IIZEBTI2HE

(DRead-across (JE#E) % v 7= BCF O#EGt

(b) HHEIZ X 2 logBCFHEFH(NITE(2012a) 25.3 (27t OFHEYE (read-across)iZ & D),
@B % A\ 7= BCF O EMERIREAM

WEIALRE T S L E K OB LW E O T — 2 o 7 =4 W
BRONT A HEMEICH ST 5P EE logBCF < 3 & EMEMICTHIT 5,

ATFIV—VIZBETHVWE

DLogPow & 1ogBCF & OFEBERILE % AV 72 BCF O EM:AIEAM

logPow (HIEfE F 72 13H#EFHE) 2> HAEE &5 logBCF Ot KA (logBCFmax) # &

ll:HO

(a) @Read-across (JE#ff) % H\ 7= BCF OH#EEF

(b) JEHEIZ X 2 1ogBCF #3+ (NITE(2012b) 3 5.3 [ZFf D EHEE (read-across)iZ &
%),

P EoFE#E, NITE LV 5 B0 CARSN=H T 2 —7 7 a—FHEE(2009
~2011) OFE#HICIESL,

1 NITE (2011). #7 2V —7 70 —FIC X 2 EWIRMEETRICEET 2 @& E DRERKE F—IC
K D KEREAPEF BAEH DS ZBEHU 2 % 5 2 2 W ERE]L
http://www.safe.nite.go.jp/kasinn/gsar/category_approach.html

2 NITE(2012a) 7 3V —7 70 —FIZ X 2 EWiRiGEE TR B3 2 Mt o A o MEE R AL
DA A N EAEH N ZBEH S B % 5 2 D6 E ]
http://www.safe.nite.go.jp/kasinn/gsar/category_approach.html

8 NITE(2012b) 7 2V —7 7' —F |2 X 5 AW IHEME TR B9 2 WS E RN TORENIC
o THEH S G < EERNIZIRME ST W I &R STV ALY ERE]
http://www.safe.nite.go.jp/kasinn/qsar/category_approach.html

it
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AT b + LogPow Il fiE 3 I 34 & fiEl
< AT 2 Y —OFBRERBEIL Y IABTE— R, KFTOREME, BHERIZE < 7). Dmax,
R, KR TOA AU AFEEIL)
77 7> b | logBCF (X SUIIERED PERIC X )
8 JH K@), Gz X 2 FHEAREN
BT AY —TITET2WE T, FREZE 5 5413 logPow EIfE=6, & L <X, #EE
8 % 5 3451 logPow HiFHE=6. XiX. Dmax = 11A (logPow & f# 1%
KOWWIN v1.67 ®ff, Dmax (% Database Manage 4.3 ver.1.3 Of#),
HEFHIG <kl —=ytvy b>
{LBREBEAT SR K D IBME BB R AFK ST D4 783 WE (A 20 4F 8 H 12
AET)OHFT, UFOEMEERT 371 WE,
1) AHIES TSR ERRIMEA WA TIT bR TV 5 H 0
2) X AKEEMEEE S HIE S LTI Y S /KIS I 0 ARV i B TR iE B BB M T o
=HD
3) WERENBRHERMLLT T2 <, BCF ENHMEICHESNTEY . MEWEDOHD
BEERHIE SN TVD LD
logPow FEiflfEilic E-3< BCF o#EE ()
WE#=48, FERE r2 = 0.905
logPow #EEHiE 12 33 < BCF 0#EEFGi)
WE =54, PLEMREL 2 =0.890
T DANRE IR A Ea—F T =gk LTS TWhARN,
HERWER YRGS, [TRTE Ry ST &G54 H 5 (NITE(2012b) 7).
K% 1-62 AWEfEtREkoO#HET (BCFBAF)
B2 BCFBAF (EPI Suite)
R US EPA
N—Tg Ver. 3.01 (2014 4 4 A BifE)
15% B BCFBAF (. logPow & #i {4 M\ T BCF ##3t+ 5, A Ao Ao
i LA Tl BCF OHEEHEEIA B2 0 6 A A DL AT logPow & ALAM DI/
fi & ik 1~ & L7z logBCF OHERt A W CTHERF 24T 5 (Meylan et al. (1997)2), F7=,
i A A MEDILEWIX. logPow DIEIZE > TS5 2OA 7 IV —IZHEIN, BEINE
i BT 2V —FOEAOMEMN BCF #HiHENSE L THWLND, Zhb I,

KOWWIN 7> 5 345 &1 5 logPow #EFHEZS WV 54 5 28 logPow I E# % fiV T BCF
DOHEZITH Z L B ARETH 5,

logPow 1%, [F U EPISuite IZ/&#1 &N TS KOWWIN 320 = —/LiC & 0 #E&FHS
T BHERHFIREZe DT, 58 BCFBAF (3M§:&H 721 2 - T log BCF 25 T& %
DI THHUog Pow = 1.0 DIEA A LA TIHEEMOFRBIEIC L DM IEBAT
bihs),

A A DILED
log Pow = 1 T, logPow & UMbEW O3 1233 < M IEE A W, log BCF
DOHEFL AT 5 BRI, RO L 9 BRHEEHUCE SV THERH T 5 -

log Pow<1.0: log BCF = 0.5
log Pow1.0~7.0: log BCF = 0.6598 log Pow —0.333+ Y. Ci
log Pow>17.0": log BCF = —0.49 log Pow —0.70+ } Ci

1 HENRYWIN(Ver. 3.20)® on-line User Guide D7k & FEEEOFAEDOFERIZ IS

2 Meylan, W. M., Howard, P. H., Boethling, R. S., Aronson, D., Printup, H., & Gouchie, S.
(1999). Improved method for estimating bioconcentration/bioaccumulation factor from
octanol/water partition coefficient. Environmental toxicology and chemistry, 18(4), 664-672.
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Z I T, CUMEEOE I S-S MIIEH T, BCFBAF © HELP 7 7 A /L O §k
E THEGE T 52 L TE D,

A A EOED
log Pow DAEIZ L > T, D K 5 e edHRUT S THERN 5
log Pow<5.0: log BCF'=0.50
log Pow=5.0~6.0: log BCF=1.00
log Pow=6.0~8.0: log BCF=1.75
log Pow<8.0~9.0: log BCF=1.00
log Pow>9.0: log BCF'=0.50
AT b + CAS &%=
- 3 (SMILES, MDL MOL File, 3%, #&E=XoHE)
- WE4
+ Log Pow (A7 3 >)
TSR EEET — Z ~X— Z(EXBCFKM.DB)\Z & AUiE,
- LogBCF Bl
- CAS
+ SMILES
(=4
- b
. /\¥§
- HE
Hest
+ #7+ Log Pow (KOWWIN (2 X %)
- BCF #3HE (BCF #5112\ 7= LogPow, HERHIMH L 7= H#EFH=0)
16 FH o BRLEY, —Mi, W baw. &R, AR I3 RSN,
JRS ZITF AN TS5 AT 2 VBN RO RO L ) RGEICITHEENE LD Z &
B BN X
Mo—=27%y DT 2L log Pow OHFiHA
FML—=r 7%y hTEEDNT S RO OEEICESHIERFREZ b
TV,
Mo—=r7%y FOHBEITKOEY
/N ?i 68.08
HeRSyF5: 991.80 (f A UMb B W), 959.17 GFEA A L HEALEH))
ﬂ?t@ﬁ\%i 244.00
fe/ls logPow: -6.50 (f A L %Ab&#), -1.87 GEA A L 1%(LEH)
K logPow: 11.26
HERIRSEE <hb—=27%kv >
WEE = 527, PUEMRE r? = 0.833, IEHERAE = 0.5602, FHFEA = 0.382 GFA A M
=)
RNJF—2 gty b>
W = 1568, PIEMRE r2 = 0.82, IEHEFZA = 0.59, FHFAE =0.46 GFA A LS
)
Z OB EFEES | BCFBAF 2 & % Pow #FH D 7- 0 O FIE

& AAI2iE, CAS % 5. SMILES. MDL MOL File, # &, WE4 D 5>

DIERD D,

1. CAS BE%# AN J19 % &, SMILESCAS Database 127%49 % CAS F 5 DG E RN
b HLGEITIE, 0 SMILES EWEA %M 1795, CAS HF5 O NENGEIC
IZ. "NO CAS Match Found” & &7~ 34152, SMILES & WEA BERSNTHEIC
1. FME2 ~7<,

1 On-line EPI Suite™ User’s Guide (v4.00 — v4.11) , f@f S o5 A& FH O 2 M-,
2 HTHRVWCASHFESF—IMATF v 7 ATV Yy B AEDLRW—%2 A9 % &, “Incorrect last
Digit is CAS” & DR 5,
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2. BEEEA SN, XiE, FIE 1 THRE S SMILES 24> T, RiROHERHFERAIC
HANTLEM O/ HEEICHS < MIEIE & logPow #EFHEZ H H S 4. log BCF HE
FHE & HAITHEMA B EN 5, T, KOWWIN (2 & Y Log Pow OHERHE & |
HIEMEDSHIVEHEM S 1 X5, Log Pow HIEMN & D 5A121%, £ OHIEMZ
D&~ T, log BCFHFHENRH &SN 5,

3. MDL Mol File %1 > 7R— F LG4, HDEWIE, BELZHE L25A10E, 20
EH 6 SMILES 288 & HH &N T, PhE 2 ~MT7&, BKMIC log BCF #AHE & vt
WEEsEhEn5,

4. MBS AT LTEGE, AFH 0 EL% LTV 28 % NAMESEPL 7 — 4 X
—ZAMBHH L, BV A RELTERL, OV R MM H2—WRER L=HE D
SMILES #Hf$9 %, %\ T, PIE2 ~MT&, KHEAIC log BCF #iaHE L. Hiud
HWEMmZHIT 2,

5. Log Pow = A1 L7=61%, KOWWIN (2 & % #F Log Pow O D I AJIEHME
bbb,

N—=T g 2N T

BCFBAF (3= a7 v 7 e EHIHFADRLES N TN LD TNA—=Va itk -
CEIHFHMEE 5252 LT d, TEDRETHLOINA—Ta v E AT L, Fim,
ER LI AA—Va vaid L, mAFKEIC DWW TCHEEHA Lz/3—Y 3 > ® on-line user
guide 72 & CHERR T D LD H 5,

Z DA,
BCFBAF TiZ. BCF offiic, BAF., kM & f8TH SN DL,

X3 1-63 £WEHEREDOHEEBCF base-line &7 /L)

£ BCF base-line &5/ (OASIS Catalogic)
TEft Bourgas Prof Assen Zlatarov K%
N=Pg ¥ Ver.2.07 (2014 4= 6 A Hi1E)
HE JRER BCF base-line &7 /1%, Bourgas Prof Assen Zlatarov K%%® Laboratory of

Mathematical Chemistry & P&G 73 3L[FIBH%E %247V ., Bourgas Prof Assen Zlatarov K
FeHREh TV,

AETINL, ALEE OBk (logPow) & logBCF OAHBIRIFR (FEUERFR) 12 &SV,
logPow 7 H AR E S 41 2 EWIRAE R D Je K (1ogBCFmax) ZH#EFTT 5, Z O
logBCFmax DEIZ, {LFWE DT A X A A1k, EENRET & DLW Z
355 HFEFNIR T (Mitigation factor) % ffiiE LT, logBCF # #3395,

EENRENT., 7 > FORFBIZEB T 2O ERT — & 2 RICER SR I 2
—HERCTTHESND, ZORHY I 2 L—FIiL, 505 DEMIG & GHER THERK X
NTEY ., AN LT E ISR 2 A RN & o, BY &R %2 TH
FTHZENHRETH D, Flo. DFHA XA FUMIFIAAFT AL T EY T 4 ZIRE
TOHREERNTE L CHASND, T4 XE, HTO7 VX e T 0 — &SRl
JE 7 B G Ulo B et CRRRBRIW > TH0EE) OFFERREN OGS, bW
DT A XOEERIZAE S AR BB AR OFEIRIZ X EIRBEES AV 6D,

KOWn
lOgBCFMAX = lOg W+ FW

1 BAF, kM % #% O BREL A £ 7 /L ORI £ D X 5 12 5 2MIBEE TH 5,
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logBCF = log (BCFmax HF,-)

i

2T, RIEEMERTT, UTDEEY TH 5,

DA X

1

Fus = 1 = 3 = Onar ave=Drrar 0
EaZ 9
Facias =1 — bacias - Ac
Fpnenots =1 — bphenots * Ph
D\P
Fionization = (F)

(AW

Fy=1-P
T ZC. DMax aver [F T F /L F— BT 22 TE R BLHE ALK D Duax (57 F Dl RAFE) DIFEH,
DMax the {30 N BE B8 OB D 539 A X ORI, Ac (T ANVR RRITI VR RN EER O
TOT NI VEOEEIT 1 TEOMIZ 0 0EE, Phida PV ErRN4o07 =)/ —
NOEEE 1 TZOMIE 0 DEE, P (1 A4 1b) 1T ERE, DITEREZ B8 L=
FfRd, P () 3B E S ARJEO I TR S DR E £ T,

A7y b

- R (SMILES. #ENo#iE, MOL file %)

TNy b

- logBCF #:5H

+ logBCFmax #£7HE

- IR

- Log Pow #&HE (KOWWIN (2 X %)

- AR O EROHEHE (Km)
RN TOEEH (Km & WV CHERD

Fo—=v27%y b : 705 WE (LFEF L PERZENSMOT — X% 2 510)

A eEm e (ERLEMmy TeAdmERLS), AL, LITO3FED KA A >
DEBNOWENFERL THITE2MEE S THD

O/RF A—=H KA A logPow, &8, RKEMEN ML —=2 7%y FOHFFHN,
OfERAA Y FL—=2 78y MZEEN TV DGO LB D LS %
FFoWE,

@AN=RLRAL v ZEWEHOMEE CTE 2 WE

i A #iPH (domain)#F TIFHEF DR E R DL B 72 \‘m“lmf®ﬁ%ﬁZE

HERTHSRE

log Pow fl % ftik 1 & U CHERF 21T 5 728, log Pow (ZHEFHE & AV 2 3541213 log Pow
DOHEFHEE DB ONWTERB T HLERD D,

Z O EFEHF

1.7.3.2 NFEMOHIHEDOBE & S

(1) KRHFETOOHZ DAL, AV, HESDHILEDRE

REAHFTOOH ZVHN, FY & DROSHEEELOHEZHTIZ, AOPWIN (EPI Suite) % v
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%o KR TOMEET ¥ H L & ORIIEE EHIZHOWTIL, AOPWIN Z U THIEE O A 5 2 1
B35, AOPWIN LAz T & B v & O i H FE w4 i?&.ﬁrbf;b\z): SRS o h v & O RSN
BEWREAIC, TOEOaX Ly e, HEEND 2 HE/ TN ERRT D,

X% 1-64 OH T HNE DRIEEERDOHERE

B AOPWIN (EPI Suite)
Rt US EPA
NS Ver.1.92 (2014 4 4 H Bif¥)
HE JRE AOPWIN (33 FENC AR L= OH T ¥ h v & HHAC AW D KRZH D H A BED I ik
B R EHHT D, £ LT, #HEH LAEKGHEEREZEH LT, OH 7 Y /VOFER
5 KIBEIZE S HABILAEORK T O 2 HHT 5,
D
18K AOPWIN T+ 2HEF1E1L. Atkinson S 23BA% L /=S MBI FIEUZ S W
B TW%, £7-. Kwok and Atkinson (1995)2 [ZHEH SN TW5, 777 A v b EHEE
BOT—2EEWMDAATWD, AT, Syracuse Research Corporation 73375k
HALT—FERDIAATND,
OH 7 Vv & ORIGHEEEBIILL T O TRICKE T 2 G E ES A G5 L TGS
%
(D) KFESEHE G
Q) BEDER W7 T A L MEDRIGROT L a—A7 =/ —LD X 57 OH
TIT AN EDORIE
(3) =FERHAE~DFHN
(@) V7 4 UG ~DOMN
(5) FFEBA~OFHN
(6) MiABR~DfFHn
F7o, RERFO¥EMFKOXIZ LV RIS,
t1/, = 0.693 /Koy [OH]
ZZ T, koulx OH 7 Vv & OKIGEEES [em3/ molecule-sec], [OHli% OH 7 v
HVIEEE [molecule / cm3l,
A7 vk + CAS &=
- #31% (SMILES, MDL MOL File, #i&zCo i)
- B4
TRy b «OH 7 Vv L O EEEE
o K& O -5
- TR O RGHE B
16 FH i T8 A FEE I DWW T OEFITAFIE LRV,
HEGHHRG <hL—=2rtvy >
WEE =667, PEfREL 2 =0.963, IEHE(RAE = 0.218, FHHExiaAAE =0.127
Z DM EEESE | AOPWIN (Ver.1.92) (37 7 4/ h® OH 7 ¥ I VIR E A 1.5%10 molecule / cm3 & 72
STWADT, Y 2 HFH 4 BRI 5%x105 molecule / cm3 Z3&IRT AL N H 5,

1 Atkinson, 1985, 1986, 1987, 1991; Atkinson and Carter, 1984; Eiermann et al, 1985; Kwok
et al, 1992; Kwok and Atkinson, 1995; Kwok et al, 1996 (5|/HCERO /X AOPWIN
(Ver.1.92) on-line User Guide % %)

2 Kwok, E.S.C. and Atkinson, R. 1995. Estimation of Hydroxyl Radical Reaction Rate
Constants for Gas-Phase Organic Compounds Using a Structure-Reactivity Relationship:
An Update. Atmospheric Environment 29: 1685-95.
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Kz I-65 FY v & DORSEEEROHEEE

B2y AOPWIN (EPI Suite)
et US EPA
N— g Ver.1.92 (2014 4 4 HBI/E)
HE JRE OH 7 VHh N DOGHETH L RIS, AOPWIN i34 Y v F L7 4 0% - TEF
& LU RIEEMDORZN O T ARED SUGEE T & HEFHT 5, £ LT, HEEF L2 SUGEE
% EREFEH LT, 4 O RKIEE IS < HELAY O RK T -8 %2 B4
D Do
HE
b AOPWIN Tl 4 2 HER FikIC oW TIENE I-XX 23,
Fo, RETOXEHILOH 7V h L b DRIEOE L R UEMRAIC L v BEiHEh 5,
ATy k - CAS &5
- f3E (SMILES. MDL MOL File, #&i&=ooH)
- B4
79U N7 b s AV b DR EK
PN B
1 F s — BT, AL T 4 VR TEFLURIEEMICH L THEDITH D, T, B FTY
U, T )= TARAMMEEY, 750 EDRLNTZ T T ROV THENTH
%,
HEGHRE <hlb—=22%v b>

WEH =112, IREFREK 12 =0.88, FHERZE =052, FHMxAZE =0.35
ZTOMBEEFESE | AOPWIN (2L 54 v & ORISIEE EEHEFHEIL OH T ¥ B L & O SR B E 5k D HE
FHEIE SHEFHRE N B 202, ATEEThIUE., BRWESEWE OB M T — & % CTHER!
DEZBMEHERT D ENEE LY,

728, AOPWIN (Ver.1.92) 135 7 # /v DAY IR A 7X 101N molecule / cm3 & 725
TRV, RVAITFMPIETHNWDZ L ELTWDIAY VRELRILTHD,

(2) £ EHE

o3 FRVE DHERHEIZ1E, BIOWIN CK[E EPA), CATABOL (7 /v 4V 7 Prof Assen Zlatarov X
FVEBHOTIENRDH D, BIOWIN (21X 7 FEOHEFHET A3 B D0, Ao o R HICH
WA DL TBIOWIN 3 Ultimate Biodegradation| T %, CATABOL (2 & #HEDOHEFET LN
BB, AR OB NI HEARIZ TCATABOL 301C) % v 5,

X% 1-66 A4ofEitEDHEE (BIOWIN)

SR BIOWINS3 Ultimate Biodegradation (EPI Suite)
fEft US EPA
N—V= Ver.4.11 (2012 4 11 A BiAE)

HE JREE BIOWINS 35 #&i7n b0 CBALEW D CO2 Lk, MHER LY. Bii= e iiaiE ~
7t DEAL) (T DR EZ TS 5,
5
) ARET N, 200 {LAMICKT D CO AR, BRRTHE R, & D \VWIXIETFA IR R I
il B LW o TmEBRITRAL KO 50 LAk 2P FRAE 125, FEICRITS
e b BERE (Refil, H, . A, ZhBlb) g o R e RS R4 Ik Lo §

1 Boethling, R.S., Howard, P.H., Meylan, W., Stiteler, W., Beaumann, J., Tirado, N. 1994.
Group contribution method for predicting probability and rate of aerobic biodegradation.
Environ. Sci. Technol. 28:459-65.

2 Boethling, R.S., Sabljic, A. 1989. Screening-level model for aerobic biodegradability based on
a survey of expert knowledge. Environ. Sci. Technol. 23:672-9.
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—fE L, 36 OFRT. FTFEEHNT, EESRE~ MU 7 2L L, ZhEHFER
JEH LT BT b,

A7 b - CAS &=

- #& (SMILES. MDL MOL File, # &= #iE)
- B4

TNy b < A fRIZEEd 2R (hours, hours-days, days, days-weeks, weeks, weeks-months,
months, longer O EMM) 72 8 /35 CTHAT )

it A &P IOV T OERITIFIE LRV,

HEGHAG L [ o3 W AR
WES =200, RERE 2 =0.72, T (HixHE) = 0.206
SEY) T RERRZE - 0.10 AR =29.5%, 0.30 LLF =77.5%, 0.50 LL'F =93.5%
O3 HER
B = 167/200, B9 E = 83.5% (FEMP IV Buvv= 93.5%, EM LV E=
71.7%)

ZOMBEFEE | ZEAEDOINVRUEE, 7 x /) —VEOT v a— Lo REiTEE (b L <29
ELTOHEDIZ I BRENR LW L2 D, Na, K, Li 2 fE05E, 77 40 b
TIEHINHORRTRIN IR IND,

Bk 1-67 A5fEtEnH#EEHE (CATABOL)
4R CATABOL 301C =5 /L (OASIS Catalogic)
) Prof Assen Zlatarov K%
N= o Ver.2.06 (2014 4F 6 J BifE)
HE JREE CATABOL 301C & 7 /L i%., Bourgas Assen Zlatarov K “ @ Laboratory of
B Mathematical Chemistry & P&G 23 L[FIFHF %217\, Bourgas Assen Zlatarov K% T
% MRS T,
D
18K RKET LI ARH L I 2 —H L RARA 2 FET AN D Rule-based approach
= (Z& Y OECD TG 301C i£5:MF F COMRMENRE THT 5, R# 1= L—2i3,
WAEMNRBOBET — & 2 IRITHER SN 620 OFE & ZF DORBHHERN DK S
TRV, ABNLIEAEEWEICH LT, 2RO ORMSEFRMICEF#EA L, BOD X
OVES R O TR & [REIC 95, BOD OFMEIL, &b alREMED @ W ES R & W)
BUNSCAEFIA LI R3 U —I2 -5 <,
FEMERN R T AT 4 TICLONRT A= (L INTET VI T D@D,
N
min RSS = Z(BOD,?”S — BODS%¢(P))>?
n=1
Z 2, RSS 13 J5Fn, BODObs & BODCle (2t b L—=r7"% v s OHE
6 L HEEME, PR O EMREY ML TTHD, bL—=v71y MIMEEFEESF
L2 A SR D T45 WE.,
A7 b - i3 (SMILES., ##i&E=Coo4ifim, MOL file %)
79U N7 b + BOD, %
- AR
- BB K O DR %
- AR
+ logPow
1 FH &P UTOEMEEW-T & &, TOMFWEITEATIRNICH 5 L H2Ihb,

- logPow & MW NEEEFFHICH D
- ACFs(atom-centered fragments)’® h L —=2 7% v FNIZH D
c U a L= PRI EONHEE T
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HEGHE <hL—=2Tkv >
B =745, IREHRE r2=0.7
3 (5 S RIE) = 85%, HYTR(G A RIETLY) = 91%
= O B F IS
2 (3) hKD RS fR
3 WK G5 iR D 045 o HEEH 21X, HYDROWIN (EPI Suite) & W5,
4

3 1-68 AKIIERDHBHE DOHERHE

AR HYDROWIN (EPI Suite)
R US EPA
N—T g v Ver.2.00 (2014 4E 4 J] 3iE)

#E i HYDROWIN [Z=2F /L, HANRA— K, ZRFV R, ~a 2 ¥ BEO sy AL
i TF N, Y ACEB ORI ROSHEE E5 Kb 2 HigHd 5, £ LT, #FkL
% T ORGEEE B A LT MK iR it , & 5,
)
o = 25/l : R1-C(=0)-0-R2
= wOKIZEVEHENS,

logKb = 0.92 Es{R1}+ 0.31 Es{R2} + 2.16 sigma*{R1} + 2.30 sigma*{R2}
+ 2.10 sigmaX{R1} + 1.25 sigmaX{R2} + 2.67
Z 2T, EsIKK T, sigma*id Taft OEHILEL. sigmaX i Hammett OO #i
E (LR

XA —} : R1-N(-R2)-C(=0)-0-R3
NN-"E# AN A — MZOWTIE, kOXZEVEHENS,
logKb = 7.99 sigma*{R3} + 0.316 Sum[sigmaX{R1 + R2}]
+3.14 Sum[Es{R1 + R2}] + 0.442
ZOMD I NN A — RMMZONTE, ROKITL W EHENS,
logKb = 2.3 Sum[sigma*{R1 + R2}] + 0.96 Sum[sigmaX{R1 + R2}]
+7.97 sigma*{R3} + 2.81 sigmaX{R3} — 0.275

THRF Y K : (RDR2)-COC-(R3)(RY)
iR ¥ RiZonWTik, kORI LvFEB IS,
logKa = 0.359 Summation[Es{R}] — 2.15 Summation[sigma*{R}] + 1.015 Co — 1.765
EolTEE Y R, BFHEKRTES Y FlconTE, kORI L vEHSRh 5,
logKa = —0.88 Summation[Es{R}] — 4.18 Summation[sigma*{R}]
+0.63 CT+0.47 Do—1.36 Co—0.98
Z Z ., Summation [Es{R}] X R1~4 O AR T DA, Summation [sigma*{R}] 1%
R1~4 o Taft OBEHILEHOAEFE. Coldiko L =iz 1, iAo L %z 0, CTiXv
AEOE EIZ0, bT U AERD L XIZ-1, Do (TR F TV BRUSNOMEEBR O,

raAFy  X-CYDY2Y3 Xidnnmsy, Y3i3kHE, Y2 & Y3 iZZEDWFhos,
7 b Iom A F AR, )
KON LV HEHIND,
logKb = 2.99 sigma*{Y2} + 2.83 Summation[Es{Y1 + Y2 + Y3}] + 0.995 fx — 0.633
T, I E0FEETE=0.00, C1=1.33, Br=2.60, 1=2.02 (LA F[H
(=N
N AET vFE L R1-CR2) RIH (N KR, HfEE DIEHIBRRE A 5L
5HDICRS,)
ROXIC LV HEHIND,
logKb = 2.09 Summation[sigma*{R1 + R2 + R3}]
+ 0.491 Summation[Es{R1 + R2 + R3}] + 3.20 fx— 15.49
A8V ke : R1-PE0)(R2)R3. R1-P(=8)(R2)R3 (R1~3 i1iRF. MHE. Mk, &
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B, NBFUTHELBHRECRS,)

7T AL KGR 2 13 o EIRFAHE SN TVWAL, £ CToEFIL ProStat™
(PSI, 2005) #AW=ZEHERIZTH 5, MIRROMEBEEITEE T O TH Y |
ST BT IR 70 Hammett OEBHILER X Th 5,

TR S5 R D 388 D B

WO X0 MMAKSREE KD B Wl B FHH S 5,
t12 = 0.6931/(Kb)(1.0E — 7)

ZZ T, 1.0E-71XpH 7 OKRFOKEIA A RE, pH8 O bHEHIND,

A7k + CAS &=

- K (SMILES. MDL MOL File. &)

- WE 4

7 N7 b « AR G313 D B E BE e 4K

* WIAK Gy R D -8

Tt P Rt B TRAFIL, HANA— R, TRFV R, ~"arAX EEO A ALT A, Ak

U ALED

HERTS B <hlL—=v2tvy ;>

T AT )L

WEE =124, PEFREL 12 =0.965

JEMiE =R B

WEE =14, REMREK r2=0.80

[ O Nl NN 3/ = N wl

WIEH =20, PUERRE r2=0.94

N XK

WEH =12, ERE r2=0.996

~a B AT LV F L

g =17, REREK r2=0.98

UG S a4

WVE R =37, WERRE r2=0.925, YRS =0.372 (HIE)

WVEH =13, BERE r2=0.977, YR =0.352 ()

RAR DT AT )L

WVE R =23, BERE r2=0.975, YR =0.347 (HIE)

WVE R =20, BERRE r2 = 0.986, FEYE(RZE = 0.408 ()

Z O EHHE

1 HYDROWIN (Ver.2.00) on-line User Guide: Phosphorus Compound Hydrolysis Update for
the HYDROWIN Program
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