TH2EEESHES - BERBEFTRREETIHRER
NEREMEKMRCEVERER. FHN2EELENE
BERRF 2RREXRBR. B 207 EhRIRFEZRIR
f“ﬁﬁ?‘BAm%%ﬁ%E/l\%E%

- AR -1
SHM2£10H23H spig ot pERDY

BEFMEIEEHDED ) XV FE (—R)
NERFZEICRAHE D
MELFHIERF OFMEER

1, 3—VAVTFHFRAFIL)REY

10
11

12
13

14
15
16
17
18
19
20
21
22

N\
\

BEFImLFNEELES 129

Y
/

CH;

TS24 10 A

REEXRE
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27
28
29
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35
36

1T EFERTERIDEE D TELR .ottt en e 1
1-1 BB EL D RRIE coooveeeeeeeeeeeeeeeeetee ettt sttt 1
1-2 BT B EL OIBIE oottt 2
1-3 WAL FAOMEIR B OEHENE oottt 5
1-3-1 TDILIEEY OB IR B OURFENE oo, 5
1-3-2 TDIIRBBAMIDITIRIE oottt 7
1-3-3 2,4-TDA OB IR B OPEAEPE oo 9
1-3-4 2,4TDA DIFIRME oottt 12

P22 Q=== ) (OO 15
2R BBt 2= o oy 7 TP 15
222 FE DM oottt 16



37

38
39
40
41

42
43
44
45
46
47

1 FHEXRMEDIEIK

ARFETIE, B L E 1,

3—TVA VTR (AFN) X8 (LLF, [TDIY

LW D) OU AT FHIZ W DB FEHINEIR T — & | BREEHICEBIT D R b T —

%’f/j——\‘j«o

1-1 FENEMEORE

1, 3=YA4YYTF K (FAFn) Ny (BF ITDL & 9,) 1E, A F VIO EHR
N DOEWZ X0 EH O BMEE R OEN S DREVMINGET D, %475 CAS BEE 5.
AR, HEIER ONERL 28 4R RS - I A SSE OB HEHR 2 R 11577,
& 1 BAFMELZYE 129 D CAS 2R HSHIELEWMAKE (AL 28 F5)
CAS &R&ES 2 #R(CAS Index Name) s BEEMASE[
91-08-7 2, 6-UAVYYTFEILTIY L 16,155
(Benzene, 1,3-diisocyanato-2-methyl-) L, - P_,,J;M MG
- o
e
584-84-9 2, 4=SAYYTFRILTY BN A0 66,736
(Benzene, 2,4-diisocyanato-1-methyl-) |
H'\-\.H .-'__'."-"-' H\\M\':H:
1321-38-6 CALIVVTF R (AFIL) RUEY HEC O —
(Benzene, diisocyanatomethyl-)
MCO
14219-05-7 3, 5—=CAYLTFTFRRLTY — —
(Benzene, 1,3-diisocyanato-5-methyl-)
26102-02-3 2, 4 (RF6) =AY T7F MR 1‘ -
v [H'a f”%}f’m:
(Benzene, 1,3-diisocyanato-2(or 4)-methyl-)
EH\\-.\_H’.-_:,'-'-".-‘;
QCN o NCD
SN gy,




48
49
50
51
52
53
54

55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79

26471-62-5 1, 3=SAYSTFE (AFIL) Ry OON. oy N0 16,612

| =
£
“‘H«;;%’n i

(Benzene, 1,3-diisocyanatomethyl-)

TDIIZIE2, 4—YA YT FFH Mz (BLF 12,4TDL £0WH,) L2, 6 -4
7k vy (LR 12,6-TDL &5, ) OEMKIEED R & Y | (LT3 A #41(2008)
W XAu, WA T 2,4-TDIT : 2,6-TDI=95 2Lk : 5 LA, 80 : 20, 65: 35 O 3FHNH
5L INTWD, £72, NITE(008a) Ti%, 2,4-TDI : 2,6-TDI=80 : 20 DIEAW A b —
7l e ST

1-2 FHEXRMEDZETE

TDI 1%, ZOHEENOEZIIKERIET D, 72720, ZORINHEE & KRG TELET 5
BERE 2 77— L & ORRIZ O W T %IRRT 5,

MITI(1988) DEEAF S IV Tk, 2,4-TDI Z kRt 7L & Lz 28 H MO/ iR e iR
MEMES I TND, ZOFER, BOD OZ{LIZ/eh o723, GC IEIC X 2 EEDHT ORGSR,
UK+ BB E) RO GBI+ HEBWE) R & HI2 2,4 TDLITWHA L, HiiolcalBrig i
FADOREEE OAERB A LN TEY, R LT OERMEE S TS, S6IT,
TOC it DFER. K 26%DKEMWE N RSN TEY, 2, 4—Y7I/ by (LL
T 12,4 TDA)] &\ 95,) DOERRDPHER, RFEEDERBHEE SN TND,

TOM, KEDIEEITIRE BB L > TH R . TDI 2A&ERE (10,000 mg /
L) D4 TDA ~DZEHI 1% A TH > 72012k L, 10 mg / L RO #E T TDI %+
BT D & B0O%EBZDHZ ENH D E VI HEL H 5H(Yakabe ©5,1999),

AU DZADOFNIEIZONTIL TDI OREEIZ LY #7220 | TDI BA#ERGEITIE, o
DA VT F— b EETOINKSREZ LD TDA OAERSER L TEZ D, TDI AR

BIE, A YT = EO—2DBNMKGREIINT I 17D EEHIZH]O TDI & EA
FIGL, AV IFoL7y, AU o Lr7icZb 07 0(TARC,1986 ; Yakabe ©,1999 5 H ALY
£2,1996),

o 55, AU 7 L7k, ECHAR2013)®D CoRAP (235 T, — I ARIEME TR
PEDOBERTH Y . EWFINFIHRATRETH D - OBRESDEEN NSRRI ~—Th 5D
LInNTns

NITE(2008) & Ot U.S.EPA(2011)1%, TDI & /K&K & ORGE% HIE L 7 #F 78 (Dyson
and Hermann,1971)#4R#LE LT, ZEPOBEIZ L5 TDA OARKD AlHEM: 2R~ LT
W5, L L7H 5, Dyson and Hermann(1971) CTid, TDI D& IEE DR 2 #HE LT
WHHEDOD, B ERIEL TWRWZ L, TDA ARkO A HE & O TDI ) ORI




80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107

RHTH D,

7, B 2WE LM To TDI O KL OVE{eH TH 5 TDA %HIE L 7= Holdren &
(1984 DHF7ECTliE, TDA i3 S 3, TDI KT T v > " —DBERWAFITRINT 5 H O
EEINTW5D, —H TR TIX, TDI PKRAEREIGT DR Z PR TE e & Hak~
HbITWD,

Becker ©(1988)/%, TDI & U TDA Dyl 26 Ke#] X O 1 Kff#]TH v . TDA @ OH
Z I HNEDRUSIEEE D TDLIZ T 20 fi5Lh BV 728, TDA IZOW T RA T TIlEA
BT RT 5 LR TS, L Lea s, TDA O, b#kEY 2 7 sl oHMH o
ABAD 21D OH 7P HNVEEOL LTI ESNTEY, AEA2EZELTH, BE
RS Tl LU O TR T D TR R B 2 b D,

B, ERMXESEIZT HIChIz o UL, ST FIEIZ L - Tid, TDI & TDA # XHIT
RV AELH L RICERBNLETH D,

ZO LY, KEHIZE T D TDI OZ b & LT, TDA NMF(ET 5 IS oW Tidk, HTE,

FRRIZEE DN I I X 2 I 2 D ARG HivZe o Tz,

TDI (2,4-TDI: 2,6-TDI=80:20) OZ{t# L L Tix. AV 7 L7 TDAENHESND,
ZDH2H, RV UL TIIAERFRINFIARATRETH 5 e OBREASDOEEN NS NAR Y ~—
THDEVWZD, TDAIZOWTIE, 2,4 TDA ) 2,6-TDA NEESNEMB, ATFTE %
BHHEEOX—RA X T ¢ — & g LI fE R, 2,4 TDA OFPWTROBmEEBIZEBWN TS
EFMEREDMEN 2 & D3RR ST,

LLEDG, AEICBT DY X 73HIE, BWE TH D TDLIZOWTIE, &b —Mkiy72
i Cd 5 2,4-TDI : 2,6-TDI=80 : 20 D& (LLT ITDLIRAEW] &\ 9,.) &, 2k
ZOWTIE, AFHOBLENG S XV ZRMIIo7ciMli /e B2 b 2,4 TDA %
AT S E & T D,

AT SR E GBI E) OGS 2% 2 | FHE S E (Ze) OfE%EZ £ 31077,

®2 FHEXNFME (BYVE) OBESF

s CHy
OCN : :NCO OCN NCO

80 : 20

SERNEMELT | 2. 4—SAVSTFRRLIVER, 6-SAVSTFRRL
IVOERKEEYW(TDIEEY)
PFR CoHgN202




CAS B8%%E 5 26471-62-5

108
109 =3 FHIXNRME (ELh) OBEESH
H,N NH,
CHs
B RME R | 2, 4—CF3I/RLIV(2,4-TDA)
¥ C-HioN;
CAS BiFES 95-80-7
110
111 B ALEEICBWO T, BSER 298 LLTHY LA YU T R — MR EEESNRT
112 W5,
113



114

115
116
117
118
119

120
121
122
123
124

125
126
127
128
129
130
131
132
133
134
135
136
137
138

IR K ViRfENE

1-3-1 TDLEEYDYELFRMERE ViRMENSE
TRIZEM LB ARV e OV EMIR MR 27~ T, Jeds, R o TR IL, FFAfH T
ICRWTRA LR, Tl T A E L72fEZ R L TV D,

1-3 ¥/

&4 BALEYELCEHNERET —SDFLD

e - - Bt EETD)
1EH BAfiL FAE EE 0| Py
NFE — 174.16 — 174.16
B °C 212 BIEE 212
il °C 2532 1013 hPa [Z& 1+ 5 BIE B 253.142
®EE Pa 212 20°CI= & 1T 2 B E B D H i F )12
HiE
WSKOWWIN [Z & 2 #EHE
KITxd 5 iRfRE mg/L (115.99) (BERAR Y Tl TEtDf- 115.99
HAEART LDEEHEAEAY)
1-195/-h & K & DRE —
D5 E K (logPow) — 3.43% RIEE 3.439
V) —&RE Pa-m3mol 0.82% HENRYWIN [Z &k 2 #5HE 0.829
gggiﬁff EER ) 947.39 KOCWIN [Z & 3 He5tHE 947.39
EYRMEREBCE L/kg 1809 EmESRRICHITDAIERE 1809
EMEBZREBME) — 1 logPow & BCF H 5% 5E 9 1
FRBETE $(pKa) — — BEEOEFASLLVYE =N

1) 29 FESE 3 RBEFMIEPHED ) R 7FMEICAVSMEBLEFMEIR, HFEE. TEEFOL
Ea—RE (FR29F 11 A28H) TTRIN-E

2) IUCLID(2000) 5) MITI(1977)
3) EPI Suite (2012) 6) MHLW, METI, MOE(2014)
4) ECHA 7) B IICHEVTITHHETHIERE LA

FIRNEETILEBN T -ODSEETHI_EETT,

ERMERERBIZOWT, A Z LU TIRT,
Ot

FEAME T CERA L72f(21 °C)ix. TUCLID (2000)(ZfC# & 7172 GLP ##Lo> EEC O F A k
A RZ A4 (A.1,Directive 84/449/EEC, A.1 "Melting point/melting range")Z L % 2,4-
TDI Z By 7L & LZHEE TH D, 2,4 TDLIZOWTIE, £ DOMOFEHRIKICHE N TH
19.16~22 CO#iHTH 5, 2,6-TDI (2> T, CRC., HSDB. PhysProp (ZHW\Tix
18.3 CoF#in & 5, TDI IRAMIZOWTIEEMED H 2 REMBE LI TN RWTZ®,
FEAM I IZ BV TIE 2,4-TDI Z 3B 7L & Lz llEE(©21 C) #Hv 5,

O R
P T CEEA L7 fE1L, TUCLID(2000) |ZFt#k S 47z GLP %#fiko> EEC 7 A A K
7 A »(A.2,Directive 84/449/EEC, A.2 "Boiling point/boiling range")(Z & % 2,4-TDI:2,6-



139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174

TDI=80 : 20 DREGEW# R T > 7L & U HEE 77 (1,013 hPa) 2 35 1) % Ml 7E i
(253.0118 C) &, GLP #4#Lo> EEC 7 A h # A KF A (A.2,Directive 84/449/EEC, A.2
"Boiling point/boiling range"Z & % 2,4-TDI Z kg Y- > 7 /v & U7 AR YEE I B80T 2 H)E
fif(253.262 C)DHEIFLIFE(253.14 C)Th 5, sHli M2\ ClE TDI IRAE M &R
Té L 253 C 25,

@#FRE

B T CEEA L7-fE1L. TUCLID(2000)(Z70#k & #17= GLP Lo EEC 7 A A K
7 A > (EU Method A.4,Directive 84/449/EEC, A.4 "Vapour pressure"iZ X % 2,4-TDI %
B e L 20 Cick T 2MEMRL Pa)Th 5, 2,6TDL (IZOW Tk
TUCLID(2000)(Z GLP ##L> EEC ®7 A k474 KZ 4 > (EU Method A.4,Directive
84/449/EEC, A.4 "Vapour pressure")(Z & 5 20 CiZH 2 HEME1.6 Pa)3dH 5, TDI iR
BWNCONTOREEIESE DAL TV W2 OFHI D23V ik, TDI IREW D ER5y
% 2,4-TDI Z#kBgrth > 7 v & L7 fE(2.1 Pa) %V 5,

@OKIZX T D TR iR

FEAM T CERA L7, WSKOWWIN(v1.42) % v 7z 25 ‘ClzdsiT % 2,4-TDI @%EDH
(124.2 mg/L) % 20 “CIZHIE L7-E(115.9 mg/L) TH 5, EIMATH 5 2,6-TDI RS
BOTHEETE 2HERFICHEMBZ 2N NS, FMITICBWTHLEEEE LTI
i (115.9 mg/L) % AW 5%

®logPow

FEAf T CERA L72fEIE, ECHA I2%46% Sz GLP #EHL T2\ 28 OECD OF A R H A
K742 1171285 2,4TDI : 2,6-TDI=80 : 20 DiRAM &R BRY 7 /v & L= HPLC ¥
(22 O L 2WEM(B.43)TH 5, WEXMRIT TDIRAWE LTEY ., 45.7 %A EIN S
Tnb, FHMIIICHBNTH ZOfE (3.43) A5,

®~ Y —15%k

FEAM T CERA L72ffilL., HENRYWIN(v3.20)% i\ 7= 20 Cl2d1F 5 2,4-TDI OHEZFHE
(0.82 Pa:m3mol) TH 5, BEMEAKTH D 2,6-TDI° TDL IREMICEB W TCILEIE TE 2 1F#H
BUSHIEMEIZ RN 0D, FHMETICBWTE Z0fE (0.82 Pa-m3/mol) %5

(MKoc

S T CEEAH L7 fE1Z . KOCWIN(v2.00) & FV 7= 2,4-TDI OH#EFHE (947.3 Likg) TH 5,
FMARTH % 2,6-TDI L TDLEAWICE W TITEHE T X 2 HRIEICHIEM@IZ /AN &0,
FEAM IICBWTEH ZOfE (947.3 Likg) 7 AV 5



175
176
177
178
179
180
181
182
183
184
185
186
187
188
189

190
191
192
193

194
195
196
197

®BCF

FEAT T CHERA L7z fEiZ. METI(2003) DREAF R F 32 381T % 2,4-TDI 23kt 7L b
U 7o L5515 00 Yt BE sl S C L AR E O HIE I W B L HIEE Th 5, EHIRREIC
F17 5 BCF I35 1 IRFEX 7Y 180 Likg, 5 2 REX 2 130 Likg THH Z b, HKRMET
&5 180 Likg #HV T35, ZOMOEHRP & LT TUCLID(2000)iZ OECD 7 A k' A
K74 305C (nonGLP) |2k HHIE(G R OFLH N & 503, SRR o 7 /W32y <
B2 2,4 TDA R B> 7L & LB TH 5, 2,6-TDI O TDI ROV CIidllE
ERFF LI TR END ., FHl 2BV T HaHE T CERA L72E0180 Likg) % v 2,

©BMF

A T CELH L72MEIE. logPow (3.43) } 0" BCF (180 L/kg) 7> HALZRIEIC I T ST
ML EICBET 2 U A7 MO A 22 CUF, i A Z 2 Lo, ) 1IThE
STRELIZHDOTHDH, BMF OWEMIIHE LN o770, FHITICHEWTH ZOfE
1) A5,

1-3-2 TDIEEYDHHEHE
THRICEA LSRR DT —F 2Rt

RE DRITRIT—EOEED

EHH (B) =30
ARICHE T D BFED BRI B NA
RIGEREEHOBRIEMRE 295, OH 5
OH S PhIL DRI 2.2 SHILEE % 5x10° molecule/cm® & L
AR ([ #E D TEH
A [ rvveoris NA
S ChILEDRIS NA
KPIZH T D EEFE PRI R NA
Keb | g | O NA :
e k5 i 0.071 HBIEE Y
P AN: NA
TIEICHE T HRIED RS RE NA
TiE |0 | £E9F NA
3R EA K5 R 1.7 BIEME >
EEICH T HRED BRI B NA
BE (#EAO | £EE NA
3R EA ks fE 0.071 KepinKs fEDIES R

1) FR29 FEE 3 BELTMIEFEMED ) X FFMICAV MBI FEHMEIK, 2@EE. EEEZEOL
Ea—2% (FE29411 828H) TTRSII-E

2) ECHA 5) HSDB

3) NIST NAERARONEN -2 EERT



198
199

200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233

4) NITE(2008a)

FREAMRERIZOWT, MAEMEZ L TIORT, 2B, o) Lix, oo
B Fr 2 Xl L7 WERBEIUA Z & 0 b —Z VO 0 Z & 20R T,

DOR=

KA TORIE RN T 2B RIT/ O N ole, 7o, BT OFEHNZ O
Th, AV U ROMHER T V0 & OFROSICET 215RIFE 6 Ro T,
O-1 OH T YL & DG D -]

RAFIZE T S OH 7 V7w & OROSHEERUZEE LTk, ECHA, NIST (2 7.4X1012
cm3/molecule/s DFE#2 D 5, Z DOfEi%. Becker et al. (1988)1Z & 5 TDI IR&W % ikt
TNl LTAEHEIC K D HEM CTh 5, RIS EE & LT, 7.4 X 1012 cm3/molecule/s
ZERM L, K& OH 7 P U NVRE 2 Bdfi 7 # > A (MHLW, METI, MOE(2014)(Z 1€
VY 5X 105 molecule/cm? & LT, iz 2.2 HEHH L, fMEO TiXZ0fE 2.2 H)%
And,

@k

KT ORRIE IR RIC B 2 IS DAL o 73, A5 & MoK G i DR FE R
ORI BE T 2 HERBE STz,
@1 5RO

(b3 1E D BETF sSRR D43 fR BERRBR FE L Tl GC 1B X D E DT OfE R, Ok +HBRm'E)
RMOY (B +HERmE) R E ivéf%IJ\ il _aisﬁﬂ&tP ZHEDORENEME O
ARBRLNTWD, £z, W EOEIZ1I BHE 28 HETENRRWI Enb, K
OHEMIZ X0 | NS DREATS E S TW5, Llbnn, 2,4 TDI BIRO A fiEMEC
B 28I D 2 LN TE o T,

@-2 KGR =R

TDI X, £ DHEENOEZITK EIET D, A L DEHDOEIEIZ OV Tid TDI @?;;%F?
WLV EARY | TDI AAERBAIC @\:o@4yv7%~h% TOMAKSG R
TDA OEMPER L TEZ YV, TDI BMRERGAEIZIE, A V¥ T — MEo— O#M7“
fRSnT 272 B EEBICHO TDI &EAEFE\L FVITLT, BRI TLTCR)Re
JUIARC,1986 ; Yakabe ©,1999; HA{L5243,1996),

Yakabe (1999912 & % & TDI /KT 2 FIEZ OFFE K& OYF#RH f ZREL
%@%xfékéﬂf%@ TDI iREH 28 mg/L ZHIRTM L <H#L: L7245 IIA
i, Do VB LEZSEEIE 3~5 4y, TDIREA %1omngL%27CTﬁL<##Lt

aﬁ&&ﬂﬂ'Gi07ﬁﬁf%0\z&ﬂH'GiL7ﬁ%@ﬁﬁ#%éoMOMﬂmﬁ_



234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263

264
265
266
267

13, K EEET D LMK IRER Z URER T A Z2364E4 5 L oit#ind 5, ECHA (213,
27 CIZHBWT 10 mg/l TiE<0.5 . 1,000 mg/L Ti% 0.7 B[, 10,000 mg/l TlE 1.6 FF
MOFEHEN D D, PLED L0 | TDI IZERE-CHFRE R OE WA RN 2T 5, 3 1T
TR bHREVME (1.7 K] =0.071 B)ZHW5,

@+

THEHINEE ORE R, T TOREE SR OFRITE S e oTe, o, BFHID5)
fRBOSIZBE T DR b b e h o7z,
@1 AL RO

HSDB (1%, 5kg @ TDI % 50 kg Db & 5kg DK THE-I-HEIT, 24 FEE#£ I 5.5 %,
8 H&IZ 35%%rbtk®£ﬁ@%5 L2y L, Bk OKHTOMAKDZEEIZ DOV T OREH
D EFY . TDI 1dKEDEMIZ LV IECHONTIKDIRENE Z B 728, 2 ORI fE
ié%%ﬁk%W&%%éméo%_?\Eﬁ%®#ﬁ%Lﬁﬁé%%i%BME#ok&
T 5,

@2 KGR D -

HSDB (1%, 5kg ® TDI % 50 kg Db & 5kg DK THE-I-HEIT., 24 FEEEIZ 5.5 %,
8 H#IZ 8.6 WikAF LI L DFEHNH D, ZNLNOEEMITENZH 0.2 B, 1.7 B L7
50 Z DRI ii/\ﬁm>£yffb‘(b\6_f EMEHLH DN, AR LY TDI 13K & Ol

BRI EN I Z D72 DRI R L D TGN RE WD EHERl S
%, €T, ﬁmk\Mawwiﬁklxtﬁﬁﬂr6117Héﬁm\é

@IEE
JEE T ORRFE RN BT A E RIS S e oo, Eo, BRI O RN BE 3
HIERBE LN T,
@-1 5RO
PN T 27— 213G o N o T,
@-2 IR fR D 35
PR 2 7 — 2 13 N o 7o 7o, W TOMKS R, B h 1 &
Y RNE S T KPR SRR & R C 0.071 H &35,

1-3-3 2,4-TDA O EZRIMER R U EHETE
TRIZEA U7 BM b 00k e O fate Eoe R~d, 7ok, RBEP O NI, FHE T
WCBWTHE LR, GMEI 0L F LA RLTWD,



268
269

270
271
272
273
274
275

276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294

®6 HALECYELCEMERFET —FDFELD

i

1R BAfr RAE S LV fE (B
%)
nTE - 122.17 - -
B °C 9923) HBIEE -
e °C 28829 1013 hPa IZH T B BIEE -
BRE Pa 0.01223 20°CIZE 1+ B HIEME -
Kicxtd BBMRE mg/L 3.5x10423) 20°CTDRIENE -

1-195/7-h &K E DR N
DS EFE logPow) - 007429 | RIEME -
AV —&E Pa-m3/mol 5.46x10" 9 BIEENMEEHENMEETETS -
ggg{fﬁmiﬁw Likg 9763239 HETOREE —
HEYEMEREBCE) L/kg 50 EEERERICHITHAIEE O -
EMEBREBMD) — 1 logPow & BCF M S ERTE 7 -
R E B(pKa) — 2.7, 5.252 HIRE B -
1) Frk 29 £E% 3 BEEFHMIEEMED Y XV F@ICAL 2 MEBEZMEIK. SB%. EEEFOL

Eai—£E (FHR294F 11 A28H) TTARSI-E

2) ECHA 5) HSDB
3) OECD(2008) 6) MITI(1978)
4) EPI Suite(2012) 7) MHLW, METI, MOE(2014)

ERMERERIZOWT, BEMELZ LI TIORT,

Ot L

ECHA 21 GLP #4iLo> EU 7 A hH 4 K7 4 (EU Method A.1 (Melting/Freezing
Temperature) |27t > T Efis SN REMOFEN H 5, F7=. OECD(2008)D SIDS (235
WTHE CEORELNH 5, s TICHB N TIEZ O (99 C) 2HW5,

@i AL

ECHA (21X GLP ##L» EU 7 A s #H A K7 A > (EU Method A.2 (Boiling
Temperature) (ZHE > T FhE S 72 E (288 C)oit#ndH 5, £7-. OECD(2008) D
SIDS (IZBWT bR LIEDORL# A H D, —F, CRCIZIT 292 CHRHMSNTEY | BREH
O UMb EOBREE Y 2 7 FIEHE ) (2B WWTH ZOEN R STV 5D, sl T IZFBW\T
I, GLP ¥l CTT A M HA KT A IZHE - THEME S - RIEEQ288 C) & v 5,

@FRE

ECHA 213 GLP ##L> EU 7 A k4 K7 A > (EU Method A.4 (Vapour Pressure))
Wit » CHEhi Sh7z 25 CIlTB T 2HIEM0.017 Pa)Dit#inH 5, £72. OECD(2008) D
SIDS IZBW TR LEORRENRH 5, sHMBIIZBWTIEZ Ofiz 20 ClZi i) 2 EICHIE
L7-1#(0.012 Pa) %%,

10
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297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315
316
317

318
319
320
321
322
323
324

@KIZKET D g

ECHA (2% GLP Lo EU ®7 A h H 4 KZ A »(EU Method A.6 (Water Solubility))
- CHEES N 256 CliB T 2WEMB.8X 104 mg/L)DL#indH 5, Fio,
OECD(2008)? SIDS {28\ C b Al UMED R H 5, FEM I IZIH W TIZZ OfEz 20 Clo
B DMEICHHIE L2 E(3.5X 104 mg/L) % A5,

®logPow

ECHA (21X GLP #4iLo> EU 7 A b A4 K7 A4 »(EU Method A.8 (Partition
Coefficient)|ZHt - T I S 7= HIEME0.074) DFE#Ei A 5, £72. OECD(2008)?> SIDS
IZBWTHR TEOREAH 5, FHl T2 T Z OfE0.074) % AV 5,

®~ ) —fR%

HZIZE D L E2a—%2 R T D IEHRIFETH 25 OECD(2008) D SIDS 1214 5.46 X 105 Pa-
m3/mol DL H 52, TOHMNAHTH 5, ZOMOFEHRIZBNTHRIEMEILED
TR, BHl 2R W T Z OfiE(5.46 X 105 Pa-m3/mol) & VN 5,

MKoc

ECHA & HSDB (1Zi%. Cowen et al. (1998) D EERIC L 2 FKMISIEIC L A 7T A 0E
HE9763 Likg) KO 8 B o S2iAIE (1339 Likg)lf ONIHEKAISMIC L 2 7 B oS H1E
(4454 L/kg) KO 8 B[ 0 F2iIE (884 L/kg) DEt#i N d 5, HHEDOVERAFK 7 1R T,

%7 Cowen et al. (1998) DR THLIWGh=-DLIEDOHRK

i Washing‘Ef)n Free}g)ld
Vv MBS+ YT

pH 5 5.8
HEEME &, % 1.3 1.6
WEw, % 21 53
AR, % 19 7
IV NER, % 60 40
HFF R HBR
B meq/100 g 13.6 17.7
SR KE, % 23.05 31.46

OECD(2008)? SIDS 128\ CIFEHFRMEMHIC L D 7 B O FERE9763 L/kg) M- S
NTWLZENL, AMETIZENTIXZOEEHW 5,

®BCF
(LR EO ARt OHEICH WS-, MITI1978) DL ED N FHOENIZE T 5
(L E OEFEERBRICB W T, F1RERLOE 2EEX E HICAERPEE T OHTIR

11



325
326
327
328
329
330
331
332
333
334
335
336
337
338
339

340
341
342

343
344

RUTFCTHY | 1K T 5 EF, 2 BEIX T 50 550 FTh -7, IO T
TR OF 2 RIEXOME (50 Likg) 25,

©BMF
BMF OREMIIE DAL ho 7720, 3-l 2350 Tid logPow (0.074) K O BCF (50
L/kg) 7> HALSRIEIC BT DL E B+ D U 2 7 SO T4 & 2 (LLF,
(T A 2] LD, ) IZfE> CiE LT (D) W5,

pKa

ECHA (Z/% GLP ¥l OECD 7 A M A KT A 2 112 129 - T HEla S A7 EIEIC
X DWEMR.7, 5.1) KOG IENEEIC L DREMR.7, 5.)NFHLHMESNTND, ZDD,
ML T, 2 ORMCEAE (2.7, 5.25)F FW 5,

pKa 728 2.7, 5.25 &4 pH 5.0, 6.0, 7.0, 8.0, 9.0, 10.0 D/KHF TIL, EL LI 44 %,
89 %. 99 %. 100 %. 100 %KX 100 % ASFEfREfERE & L CIFEET 5,

1-3-4 2A4TDA O fEME
THRICEA LSRR DT — X 2Rt
5®8 HNBRIZERDIT—EIDFELED

LR
HE |) =30
RRIZH T B LIRS R R NA
R REEHOBIEE >N, OH 5
— OH S PhILEDR 0.084 SHIVEE 7 5%10° molecule/cm® & L
A= | #F 3D TE
A [ rvveoris NA
WES ChILED R NA
KAPIZE T B IR iR 4 B EA NA
43 262 ii%@ifﬁ@(:&é#ﬂﬁﬁﬁtlﬂ%’@
P BEH O RS PEETETIEEAT L
FEH ks R - Rz &
ME
o fiE NA
TIRICE T B EE S R E R NA
L\ g7 = 5 Nk = N
.y S ofiR 262 #?mﬂ‘]iﬁ\ﬁia)nﬁﬁﬁT RIOMSEH
s 4 K5 g MK EEZTOTNVEREFILGL
H A — o,
EEI(ZH T HBIEN R NA
EE | %5 5 o K0 1,048 ii%@iﬁ:‘ﬁj’tiﬁiﬁ,ﬁ.ﬂ@ AfELRE D
T Mk B ~ MARBEZTOTVEERS AL
H A o,

1) FrE29 FEE 3 EEEFELELEMED ) RV FHEICAV S YEBIEEMMER, HEME. SEEZEOL
Fa—<E (EH29%F 11 A28H) TTERIIT-{E

12



345
346
347
348

349
350
3561
352
353
354
355
356
357
3568
359
360
361
362
363
364
365
366
367
368
369
370
371
372
373
374
375
376
377
378
379
380
381

2) HSDB 6) PhysProp

3) MOE(2008) 7) NIST

4) ECHA 8) MHLW, METI, MOE(2014)

5) NITE(2008b) NAESHRA/FONEN -2 L ERT

FREAMRERIZOWT, MAEMEZ LU TIORT, 2B, o) Lid, oo
B Fr 2 Xl L7 WERBEIUA Z & 0 b —Z VO 0 Z & 20R T,

DOR=

REAH TORIESIEEREN BT 2 BRI/ O N ole, 7o, BT ORI O
TH, AV ROGHEEE T ¥ v & OROSIZET 21 HITRm b hotz,

O-1 OH T YL & DG D]

KEAHIZE TS OH 7 ¥ h v & ORISIEEEEIZE LTIk, HSDB,MOE(2008), ECHA,
NITE(2008b), PhysProp. NIST (Z 1.9X 1010 cm3/molecule/s DFE#NH 5, = DIEIL,
Becker et al. (1988)iZ &% 2,4-TDA # &kt o 7L & LIofIxHEIC K D HEMTH 5, K
JOEE TS L LT, 1.9X 1010 cm3/molecule/s ZE-H L. K&H OH 7 ¥ 0 ViR & Hifti 7
A 4 > 2 (MHLW, METI, MOE(2014)(Z€\ 5 X 105 molecule/cm3 & L C. -4 0.084
HEBEH L7, FHMBT Tz ofE (0.084 H)Z W25,

@k

KT ORRFE DR RIIZ BT 2 8IS DAL o 73, A5 fiE & K S fif DR FE R
ORI BE T 2 HERBE STz,
©@-1 5RO

b3 15 D BEAF s D 4 iR FE R B 5T, BOD R FE 1% 0 %, TOC 2R 1% 3.0 %, GC
WZKDREILT.9 % THY | HEITT A & 220> THBHIE 10,000 H & 725, F7o,
Bk D LA RERMIL 262 HTH 5, 3l I Tk 0T 5 4E 0 IC X 5 1
LRI THD EIEL 262 H LT 5,
@-2 KGR =R

2,4 TDA I IR R % 52 TR0V E A LTy,

OER:

THEHINEE OFE R, T TORIE MR OFRITHE Do To, o, TR0 5)
fREOSIZ BT D IER bF bR o T,
@1 SR

ECHA Tl Cowen et al. (1998)iZ Xk % 14C #&i#% 2,4-TDA % f\ 7=, Washington silt
loam, 365 H. 25 CIZB T D2 HRMENMROREMORLHES H S5, HMRET 0 H 2 1 %,
1H:13%, 3H:1.9%, TH :4.0%, 14 B : 57%&17.9%, 28 A :10.8%, 56 H :

13



382
383
384
385
386
387
388
389
390
391
392
393
394
395
396
397
398
399

14.8%., 210 H : 36.8%, 365 [ : 34.2% T -7z, 728, 210 A& 365 A OFEFRIT~ A
NG UAPENZ DY) TN E LTS, 22T, 3 B G 56 H £ TOHREDN D
W 262 A & 70D, B CITAESRIC X5 R Z2 262 A &7 %,
@-2 ARG iR D -

2,4-"TDA I3MKS R ZZ T RT WHEAEH L Ty,

@IEE

JEE H C ORRIE RN BT A TS D e hr o e, £, BRI ORI RS
HIEM LN,
@-1 5RO

PN BIT 2077 — 2 IIE bR o T T8 JEE T T O AR, B
A B AN ST, HEEOAESFEEM O 4 5 TH 5 1,048 H LT 5,
@2 INAKGED =R

2,4-"TDA I3RS R ZZ T RT WA H LTy,
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400

401
402
403
404
405
406
407
408

409
410
411

412
413

414
415
416

417

418

419
420

421
422

423
424

425
426
427

428

2 [ftBEH

2-1 YEEFMEKRE—EZ
IEE L 7= PR R L X BT E B 2 2 R,

i)

Becker et al. (1988): K.H. Becker, V. Bastian, Th. Klein, The reactions of OH radicals
with toluene diisocyanate, toluenediamine and methylenedianiline under simulated
atmospheric conditions, Journal of Photochemistry and Photobiology A: Chemistry,
45(2):195-205, 1988.

Cowen et al. (1998): W.F. Cowen, A. M. Gastinger,C. E. Spanier, J. R. Buckel, Sorption
and Microbial Degradation of Toluenediamines and Methylenedianiline in Soil under
Aerobic and Anaerobic Conditions, Environ. Sci. Technol., 32 (5):598-603, 1998.

CRC: Haynes, W. M., ed. CRC Handbook of Chemistry and Physics. 94th ed., CRC
Press, 2013-2014.

DYSON, W. L., & HERMANN, E. R. (1971). Reduction of atmospheric toluene
diisocyanate by water vapor. American Industrial Hygiene Association Journal, 32(11),

741-744.
ECHA: Information on Chemicals — Registered substances.
ECHA (2013): Substance Evaluation Report. Ver. 0.2, CoRAP, 2013.

EPA (2011): U.S. Environmental Protection Agency. Toluene Diisocyanate (TDI) And
Related Compounds Action Plan [RIN 2070 -ZA14]

Holdren et al. (1984): M.W. Holdren, C.W. Spicer, R.M. Riggin, Gas phase reaction of
toluene diisocyanate with water vapor, Am. Ind. Hyg. Assoc. J. 45: 626— 633, 1984.

HSDB: US NIH. Hazardous Substances Data Bank.http://toxnet.nlm.nih.gov/cgi-
bin/sis/htmlgen?HSDB, (2017-10-03 [4%E).

TARC (1986): International Agency for Research on Cancer. Some chemicals used in
plastics and elastomers. IARC Monograph on the Evaluation of Carcinogenic Risks to
Humans, 39, 287-323, 1986.

IUCLID (2000): EU ECB, IUCLID Dataset. m-tolyidene diisocyanate, 2000.
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429
430

431
432

433
434

435
436

437

438

439
440

441
442

443

444

445
446

447
448
449

450

451

452

453
454

455

METIQO09): 2, 4— YA Y57 F b b GRERIETR 5 K810 = 1 123503 5 el
FERER. BEAA L7908 SR, 2008.

MHLW, METI, MOE(2014): (L35I BI1T 2 BT W E (B9 2 U A 7 Gl O 54t
HA XAV, BB Hti~YeHE =L o RFE 7 ) 4 ~. Ver. 1.0, 2014.

MITI(1978): 4 —AF LT x=L > —1, 3—U7 I OEMERBRRSE, BEFE LY
B AR, 1978.

MITI(1988): 2, 4—A V7T F h Mz (HEWE RS K-311)DOMAEM I X 5 050
FERBR. BEAA L8 SRR, 1988.

MOE(2002): {bFWE DBV A7 3l 56 14, bl A V¥ 7 %— k. 2002.
MOE(2008): {b¥#/E OEEE U A 7 7Hl 56 6 &, 2,4- ML= 27 2. 2008.

NIST: NIST. Chemistry WebBook. http://webbook.nist.gov/chemistry/, (2017-10-03 [

5.

NITE(2008a): {LFWEDOWI U A 7 5HliEE, A FN-1,83-T7 ==L T4 VT x— b,
Ver. 1.0, No. 113, 2008.

NITE(2008b): {L* 2 E D4 U 2 7 5 #,2,4- b b2 7 X 2. Ver. 1.0, No. 43, 2008.
OECD (2008): SIDS Initial Assessment Report, 4-methyl-m-phenylediamine. 2008.

PhysProp: Syracuse Research Corporation. SRC PhysProp Database. (2017-10-03 [¥]

5.

Yakabe et al. (1999): Yakabe, Y., Henderson, K.M., Thompson, W.C., Pemberton, D.,
Tury, B. and Bailer, R.E. Fate of methylenediphenyl diisocyanate and toluene
diisocyanate in the aquatic environment. Environ. Sci. Technol., 33, 2579-2583, 1999.

(b7 T2 B #14E(2008): 15308 DAL5-pd ik, 2008.

H AL 2m(1996): (L7 Bh S FaetERk, 38, B, 1996.

2-2 ZDih
Bz L,
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BITREEH

15 ERIIE PR s

ECHA Information on Chemicals - Registered substances

EHC WHO/IPCS: 85k 747 V7 (EHC) |

EPI Suite U.S.EPA EPI Suite

HSDB Hazardous Substances Data Bank (HSDB)

TUCLID EU ECB International Uniform Chemical Information Database
MOE#] 341 3 BRI B ) R 7 i bW BE OB U X 7 3 )

NITE#IHA U = 7 ZFAh &

(b)) Sin SPA B AT AR A B E O U R 7 5HliE )

PhysProp

SRC PhysProp Database, Syracuse Research Corporation, 2009




AEARIER

PACS F & 129004
PACS_Name & 1, 3=UAVIYTFE GAFL) "By
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZDMES
Z DB
SMILES
4
B
T —4 _
#—%n | . . . ‘%iﬁiﬁl:@(‘f% . (5 j’——é’;“ _f\’——i(@ . .
EHRA EH & ro | HEBAE#F | o reliability | F—RHT1D | {EOER EOEEADCHE | >V | T4—#F | T4k % 3Tk R—SEEE
%Ik Pl 1) | (EF4fi 1) G 1)
1|EHC R 47~6° |5.35 - 2.2. Physical and
C[65:35 2B X X Chemical Properties
mix]
2[EHC RhA 12.5~135[13 - B N N 2.2. Physical and
°C[80:20 Chemical Properties
3|HSDB HEER 11~14°C |12.5 - Kirk-Othmer Encyclopedia of Chemical CHEMICAL/PHYSICA
2B o o Technology. 3rd ed., Volumes 1-26. New |L PROPERTIES: >
York, NY: John Wiley and Sons, 1978- MELTING POINT:
1984., p. V15: 790 (1981)
4|MOE#IH#AET (RbS 20°C 20 - SRC, Syracuse Research Corporation p.1
fil 2B X % (2007): SRC PhysProp Database,
(http://esc.syrres.com./interkow/physdemo
.htm)
5|INITE®HRY (FhsR 19.5~21.5(20.5 - Merck (2001) The Merck Index, 13th ed., |p.2
R EHEE °C[2,4-TDI] 2B x x Merck & Co., Inc., Whitehouse Station,
NJ.
6|NITE#D#A ") | %R &= 7.2°C[2,6- [7.2 - Verschueren, K. (2001) Handbook of p.3
R EHEE TDI] Environmental Data on Organic
2B x x Chemicals, 4th ed., JohnWiley & Sons,
Inc., New York, NY
7|PhysProp  |BEm 20°C 20 - 2B x x Melting Pt
8|REACHZ £% [%E = 9.5~10° [9.75 EU Method yes 1: reliable key study experimental study report, 1995, 1995-05-31 Exp Key Melting
1EER C[Sublimati A1 without result 1A X X point/freezing
on: noj restriction point.001
9|REACHZ 8% [%E = 4° 4 EU Method yes 1: reliable key study experimental study report, 1995, 1995-11-01 Exp Key Melting
[ C[Decomp A1 without result point/freezing
osition: restriction point.002
ambiguous
|Sublimatio 1A X X
n:
ambiguous
1




BEAEHR

PACS F % 129004
PACS Name & 1, 83=SA4AVSTFH b (AFL) AvEy
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZDMES
Z DB
SMILES
4
B
RET—4H
] . gi—zeza [101325KPal gy | ] e HERISHTH ] - 2% .
1ERIR%A B B H| HBAEE [ o reliability | F—RET4D | {ENTEEHE | EOEHDFME TA—8Fk & Xk R—UESH
el | ara | E2 P 1)
1|EHC 121°C 121 156.4706 |10 mmHg - WINDHOLZ, M., ed. (1983) The Merck (2.2. Physical and
Index: an encyclopedia of chemicals and |Chemical Properties
2B X drugs, 10th ed., Rahway, New Jersey,
Merck and Company, p. 1363.
2|EHC 251°C 251 251 760 mmHg - 2B x 2.2. Physical and
Chemical Properties
3|HSDB 125°C 125 - ITC/USEPA,; Information Review #231 CHEMICAL/PHYSICAL
4A x (Draft) Toluene Diisocyanates p.2 (1981) |PROPERTIES: >
BOILING POINT:
4(MOE##AEF [251°C 251 - SRC, Syracuse Research Corporation ~ [p.1
i (2007): SRC PhysProp Database,
4A x (http://esc.syrres.com./interkow/physdem
o.htm)
5(NITE#I#Y) [251° 251 251.0118 [1.013E+05 - Merck (2001) The Merck Index, 13th ed., |p.2
R EHEBE  [C[2,4-TDI) Pa 2B x Merck & Co., Inc., Whitehouse Station,
NJ.
6(NITE#I#1Y [129~133 °|131 166.9825 |2.4 kPa - IPCS, International Programme on p-3
Ry EHE@E |C[2,6-TDI] Chemical Safety (1999) ICSC,
International Chemical Safety Cards,
2B X Geneva.
(http://www.ilo.org/public/english/protectio
n/safework/cis/products/icsc/dtasht/index.
htm A\ i5 51 )
7|PhysProp _ [251 °C 251 - 4A X Boiling Pt
8|REACH% #% [253~255 °|254 254.0119 |1013 hPa |EU Method |yes 1: reliable key study experimental study report, 1995, 1995-11-01 Exp Key Boiling
HR C[Decomp A2 without result point.001
osition: restriction
ambiguous
|65/35 TDI 1A %
has a
boiling
point of
252 - 255°
Cat
9|REACHZ §} [252~254 °|253 253.0118 [1013 hPa |EU Method yes 1: reliable key study experimental study report, 1995, 1995-05-31 Exp Key Boiling
[ (¢} A2 without result 1A (e} point.002
restriction




EAHER

PACS F % [129004
PACS Name & [T, 8=SA4VITFE FFN) RUEFY
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZMES
Z Dith & H
SMILES
4.
ARE
RETF—4
i P e HHRIZ515 _ fEmfES| ¥—2%2 .
THERRE ERE |° Pal o aEAE B - GLP reliability | ¥—R2T740 | EOTER | EOEROHME | >0 | T1—HF e Xk R—CESF
Pa = Ik R 1)| (FF{fi 1)
1|EHC 1.9 mmHg |253.3125 (4.0543406 |94 °C - WOOLRICH, P.F. & RYE, W.A. 2.2. Physical and
(1969) Urethanes. Engineering, Chemical Properties
4A x x medical control and toxicologic
consideration. J. occup. Med.,11(4):
184-190.
2[EHC 0.01 1.3332237 (1.3332237 |20 °C - 28 x x 2.2. Physical and
mmHg Chemical Properties
3|HSDB 0.5 66.661184 147.256289 |25 °C - American Conference of CHEMICAL/PHYSICAL
mmHg[80 Governmental Industrial Hygienists, PROPERTIES: >
% 2,4:20% Inc. Documentation of the Threshold |OTHER
2,6] 2B X X Limit Values, 4th ed., 1980. Cincinnati, |CHEMICAL/PHYSICAL
Ohio: American Conference of PROPERTIES:
Governmmental Industrial Hygienists,
Inc., 1980., p. 401
4|HSDB 2.3E-2 3.0664145 (2.1737893 |25 °C - Hann RW Jr, Jensen PA; Water CHEMICAL/PHYSICAL
mmHg quality characteristics of hazardous PROPERTIES: >
2B X X materials. Texas A&amp;M Univ., VAPOR PRESSURE:
College Station Environ Eng Div.
NTIS-PB-285946: p. 1751 (1977)
5|MOE#I#isE |[2.3E-02 3.0664145 |2.1737893 |25 °C experiment Hann Jr, RW. and P.A. Jensen p.1
fii mmHg al result (1977): Water quality characteristics of
2B X X hazardous materials. Texas A&M
Univ., College Station Environ Eng Div.
NTIS/PB285946.
6|NITEXI# Y [1Pa2.4- |1 1 20 °C - Verschueren, K. (2001) Handbook of |p.2
Y FHMEE  (TDN Environmental Data on Organic
2B x x Chemicals, 4th ed., JohnWiley &
Sons, Inc., New York, NY
7|NITE#DEY) 100 100 3.0639164 (80 °C - Verschueren, K. (2001) Handbook of |p.2
ZYFHEE  [Pa[2,4-TDI] Environmental Data on Organic
4A x x Chemicals, 4th ed., JohnWiley &
Sons, Inc., New York, NY
8[NITEFIR U |2 Pa[2,6- |2 2 20 °C - IPCS, International Programme on _ |p.3
R EHEE  [TD] Chemical Safety (1999) ICSC,
International Chemical Safety Cards,
2B X X Geneva.
(http://www.ilo.org/public/english/prote
ction/safework/cis/products/icsc/dtasht
/index.htm A\ 51
9|PhysProp 0.023 3.0664145 (2.1737893 |25 °C HANN,RWJR & JENSEN,PA (1977)  [Vapor Pressure
mmHg al result 8 x x
10(REACHZ & (0.014 hPa |1.4 1.4 20 °C EU Method A.4|yes 2: reliable  |key study estimated study report, 1995, 1995-11-01 Calc Key Vapour
Lt with by 4c x x pressure.001
i calculati
11(REACHE & (0.015hPa |1.5 1.5 20 °C EU Method A.4|yes 2: reliable  |key study estimated study report, 1995, 1995-05-31 Calc Key Vapour
Lt with by 4c x x pressure.002
i calculati




EARIEH

PACS F % 129004
PACS_Name & 1, 83—DAVITF b GFI) "oty
CASRN 26471-62-5
CA IN Benzene, 1,3-diisocyanatomethyl-
ZOMES
Z DA T
SMILES
4
KBRRE
EF—4
: g—xR [OCEETO| s s ST g | TRED| X2 T %23 . s
1ERERR IKBHRRE Ime/L] IKIBHRRE = pH HEBRAEE GLP reliability | 2F¥—R27 ¢ | {ENEH | EOEHADHE V9 | Ta—B3E | T4—E3F %% Xk R—UBESH
[me/L] = DEHIE (GR{Ei 1) (GR{Ei I)
EPI Suite 124.2 124.2 115.9415|25 °C WSKOWWIN (Q)SAR
mg/L[2BEL £
DEZEMAL 2C (@) x
THEE
(20) |
HSDB [Isocyanates | IR EH T - Six C, Richter F; Ullmann's CHEMICAL/PHYSICAL
hydrolyze ] Encyclopedia of Industrial Chemistry. [PROPERTIES: > OTHER
readily in 3 % % 7th ed. (1999-2012). New York, NY: |CHEMICAL/PHYSICAL
water] John Wiley &mp; Sons; Isocyanates,|PROPERTIES:
Organic. Online Posting Date: 15 Jan
2003
MOE#)#AsF [3.76E+01 37.6 35.0998421|25 °C estimated Meylan, W.M., P.H. Howard and R.S. [p.1
fii mg/L by Boethling (1996): Improved method
calculation 4C x x for estimating water solubility from
octanol/water partition coefficient.
Environ. Toxicol. Chem. 15: 100-106.
PhysProp 37.57 mg/L 37.57| 35.0718369|25 °C estimated MEYLAN,WM ET AL. (1996) Water Solubility
by . 4C X X
calculation
REACHZ % (124 124| 115.754798(25 °C WSKOWWIN  |no 2: reliable key study (Q)SAR WSKOWWIN publication, 2008 QSAR Key Water
E®R mg/L[moder with (v1.41) solubility.002
ately soluble restrictions 4C X X
(100-1000
mg/L)]




BEAEHR

PACS F % 129004
PACS Name & 1, 83=SA4AVSTFH b (AFL) AvEy
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZDMES
Z DB
SMILES
4
logPow
IRETF—%
\ o | mEge etss S o | B . s
HERIRA 8 R [ pH RBA RS GLP reliability |5¥—R%7¢| (EOEE | EOEEOEM | >~ T4—%3 hE Xk R—CESE
= DI GRE1)| GFHi1)
1|EPI Suite 3.74 3.74 KOWWIN (Q)SAR 2C X
2(MOE#I#EF [3.74 3.74 estimated by Meylan, W.M. and P.H. Howard [p.1
i calculation (1995): Atom/fragment contribution
4C X method for estimating octanol-
water partition coefficients. J. Pharm.
Sci. 84: 83-92.
3|PhysProp 3.74 3.74 estimated by MEYLAN,WM & HOWARD,PH Log P (octanol-water)
y 4C X
calculation (1995)
4|REACH%Z$% |3.43 3.43 22°C 7[pH not [OECD TG no 2: reliable|key study experimental publication, 2000 Exp Key Partition
1H#R stated (117 Wit'; ot result coefficient.001
but value restriction
around 7 s 1B ©
presume
d]
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PACS F & 129004
PACS_Name % 1, 3=VAVITFE GFL) AoEY
CASRN 26471-62-5
CA IN Benzene, 1,3-diisocyanatomethyl-
ZDMES
Z DR
SMILES
Koc
RET—4
H—%n  |mEss _ TRERRI=E T B EEns| ¥—24 ¥—24
1EHRG HE f& ! Y s pH TiREM | BBAEE | GLP reliability [2F—R47<| (EDEEH EQEBEOHME | >V | T TA—#%Ik w5 Py R—UBSH
[L/ke] BE 2
DsE (EFffli 1) (EFifi 1)
EPI Suite Koc 947.3 L/kg[2B |947.3 KOCWIN (Q)SAR
HUEnfEzm
NTH#E 2C [e] x
(20) 1
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PACS F 129004
PACS Name % 1, 3=SAVITHE (AFI) RoEY
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
TOMES
ZDHEF
SWILES
AU —1REk
RET—4 o
S == e S35 ¥F—X4% *—24
R ) Gimede  |HEZS || s EOWE | BOMEORE | Lv | T8k | Fa—8dk e B R—UEES
R (Parm’y/moll | ER GHED| GFMED) | GHED)
1[EPT Suite 0.82 Pa-m*3/mol _ [0.82 (QSAR 2C [ x
2|PhysProp 0.0000111 atm- 1.1247075 estimated by MEYLAN,WM & HOWARD,PH Henry's Law Constant
mA3/mol calculation 4C x x (1991)
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PACS F % [129004
PACS_Name & 1, 3—CAJTTFTF SFI) ~oBY
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZDMES
Z Dt
SMILES
E2iE3
IRETF—4
. mER | wEmE B RIRI=H T ] ERiES] ¥—2% [ ¥—2%
HERRE HE |"gs | pepp [REWM BE BEOER f& HEBAEE GLP reliability |2¥—R&2T¢| {EOER ENBEOHME | >7 | T—8BF | T2k w% ik R—CESE
= DEE GRE1)| GREI1) | GREI)
1|EPI Suite 1 BCF <=85.14 85.14|BCFBAFWIN (Q)SAR
L/kg
(wet)[2B1L
tofEzm 2C x x
WTHRE
(20) ]
IUCLID 1 0.3 mg/L EBCF <5 5[OECD TG 305C 1B o) X p.33-34
NITE#DH Y X 2 0.08 pg/L Z Dt EERE 130[2,4- 130[{LEETG experimental BREIEES (1977) BREAEELR [p.9
© FHEE TDI] result (1977 €£12 A 1 B), WRFHEEK
1B x x TR PN EEHER.
(http://www.nite.go.jp H\ 5 51 )
NITE#DH Y X 2 0.08 pg/L Z Dt 25~ 202 5L EETG experimental BREIEES (1977) BREAEELR [p.9
7 EE 380[2,4- result (1977 &£ 12 A 1 B), WEFF@ERK
TDI] 1B x x TR PN EEER.
(http://www.nite.go.jp H\ 5 51 )
NITE#DH Y X 1 0.8 pg/L Z Dt EERE 180[2,4- 180[{LEETG experimental BREEEE (1977) BREEELR [p.9
© FHEE TDI] result (1977 €£12 A 1 B), WRFHEEK
1B o o TR PN EEHER.
(http://www.nite.go.jp H\ 5 51 )
NITE#DH Y X 1 0.8 pg/L Z Dt 43~ 126.5|{LTETG experimental BREIEEE (1977) BREAEELR [p.9
5 EE 210[2,4- result (1977 €12 A 1 B), WRFEEK
TDI] 1B x x TR PN EEER.
(http://www.nite.go.jp H\ 5 51 )
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PACS F & 129004
PACS Name % 1, 3=SAYITFE FAFN) RUEY
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZOWES
ZOMET
SMILES
4
FRBETE R
HET=2 RRRETS
3 FHRIZHI =,
WeRE | AE E giome | MEE | on | mEEs | o | relabiity Fo2870| BOWS | EoRHOWE hral W ik i
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PACS F & [129004
PACS_Name & 1, 83—SAJYITFF GFIL) AVFY
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZOMhES
Z D fta % F
SMILES
4
REHER
RET—4 e —
; 3 SSALE %= 3 = RICETSH —RBT4—F
wams | iy | ARERE | RRAER| VIR | gy | ame | JOER WEEER o lpmoncs | sown | olp | ety | $—R6740 | omE | Gomsors| i ik R—TEDE
- o 3 (BHfi 1)
HSDB KR OHZ T h 7.07E-12  |5E+5 20 B 2.26945879 - Atkinson R; J Phys Chem Ref Data Environmental Fate
L EDRIE cm”3/molec|molecule/c Monograph No. 1 (1989) (RF5:#RE) |& Exposure: >
ule/sec m"3 Environmental
Abiotic
x Degradation: (and
Other
Chemical/Physical
Properties:)
HSDB ki KSR experimen Sopach ED, Boltromeyuk LP; Gig Sanit [Environmental Fate
tal result 7:10-3 (1974) & Exposure: >
x Environmental
Abiotic
Degradation:
HSDB KK EEES# - SRC Lyman WJ et al; Handbook of _|Environmental Fate
Chemical Property Estimation Methods. (& Exposure: >
x 'Washington, DC: Amer Chem Soc pp. |Environmental
8-12 (1990) Fate:

HSDB ES3 BIES R 3.3 Bfd experimen [Experiment Duff PB; Proc of the SPI Tech/Mark Environmental Fate
[The loss tal result |were performed Conf 29: 9-14 (1985) & Exposure: >
rate of in the Environmental
toluene environmental Fate:

i ate chamber to

in irradiated assess the

clean air importance of

was first toluene

order with a diisocyanate's x

half-life of photolysis,

3.3 hrs] reaction with
free radicals,
and adsorption
onto particulate
matter as
atmospheric
removal

HSDB TH KSR 178 experimen [Brochhagen, F.K., Grieveson, BM., _ |P.13

tal result Environmental Aspects of Isocyanates
o in Water and Soil, Cellular Polymers
3(1984)
NITEZIH#Y [X& OHZ Uh 7.07E-12  |5E+05~ 1~2H 1.561297252 |25 °C experimen SRC, Syracuse Research Corporation [p.6
RS LEDRIE cm”3/molec|1E+06 tal result X (2004) AopWin Estimation Software,
ule/sec molecule/c ver. 1.90, North Syracuse, NY.
m"3
NITEZIH U [KEL KRR 17 5 experimen [Brown, S.L, Chan, F.Y., Jones, J.L, |p.7
2 §HliE [2,6-TDI|i% tal result Liu, D.H. and McCaleb, K.E. (1975)
L < i8] Research program on hazard priority
o ranking of manufactured chemicals
(chemicals 21-40), NTIS PB-263 162,
Stanford Research Institute, Menlo
Park, CA.
NITE#IERY [/Kist KRR 0.5 #[TDI] 7 experimen Brown, S.L., Chan, F.Y., Jones, J.L., [p.7
R T tal result Liu, D.H. and McCaleb, K.E. (1975)
Research program on hazard priority
x ranking of manufactured chemicals
(chemicals 21-40), NTIS PB-263 162,
Stanford Research Institute, Menlo
Park, CA.
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PACS_Name %

1. 8=SAVLTFE AFNL) RUEY

CASRN

26471-62-5

CA_IN

Benzene, 1,3-diisocyanatomethyl-

ZOMES

Z D fta % F

SMILES

REEPE

S
an

IRETF—4

HRRS

W

SERREE
#

RIGRERE
#

AR
E

SERIE

#H—RE
i day]

REEHE
E

ph

HEHES

BIOWIN

reliability

RRRABT5
*—25740
B

EEED A

FRETA—
3
GHED)

"%

pay

NITE#)H
RY HEE

£S5 (4F
KH)

0 %[2,4-TDI|
E20hdc:0)
BMRHEE
(BOD) 5]

[[&31¢]

exp
tal result

REEES (2003a) BHEEELR
(2003 £ 10 A 14 B), WRFMEEHTR
B LPMEEER

#R. (http://www.nite.go.jp H 551 )

NITE#)# )
2 HEE

E e
S

100 %[2,4-
TDIHR Y
av ~g35
7(GC) HIE]

LEETG

experimen
tal result

BFEXSE (2003a) BFEXLR
(2003 £ 10 A 14 B), W@FFMEETE
B LR EEEE
#R.(http://www.nite.go.jp A\ 5 51 F)

p.7-8

NITE#)# )
R

E e
S

15 %[2.4-
TDI[{E38
[ZES0E
(COD)3I%E]

2Rz
HIES R

experimen
tal result

Matsui, S., Okawa, Y. and Ota, R.
(1988) Experience of 16 years
operation and maintenance of the
Fukashiba industrial wastwater
treatment plant of the Kashima
petrochemical complex-I.
Biodegradability of 37 organic
substances and 28 process
wastwaters. Wat. Sci. Tech., 20,
201-210.

NITE#)H )
2 HEE

TIrED
R

Brown, S.L., Chan, F.Y., Jones, J.L.,
Liu, D.H. and McCaleb, K.E. (1975)
Research program on hazard priority
ranking of manufactured chemicals
(chemicals 21-40), NTIS PB-263 162,
Stanford Research Institute, Menlo
Park, CA.

p.6

NITE#)5
RY HEE

ks

IARC, International Agency for
Research on Cancer (1986) Some
chemicals used in plastics and
elastomers. IARC Monograph on the
Evaluation of Carcinogenic Risks to
Humans, 39, 287-323.. Yakabe, Y.,
Henderson, K.M., Thompson, W.C.,
Pemberton, D., Tury, B. and Bailer,

E. (1999) Fate of methylenedipheny!
diisocyanate and toluene diisocyanate
in the aquatic environment. Environ.
Sci. Technol., 33, 2579-2583. AA{L%
&R (1996) LI KIEEHER, AE, T
R

NITE#)H )
R

ks> R

experimen
tal result

Sopach, E.D. and Boltromeyuk, L.P.
(1974) Gig Sanit., 7, 10-13.
(http://toxnet.nim.nih.gov/cgi-
bin/sis/htmigen?HSDB A5 51 )

p.7

NITE#)H )
R

ks> R

<1 HEML
<)

[E35]

experimen
tal result

Yakabe, Y., Henderson, K.M.,
‘Thompson, W.C., Pemberton, D., Tury,
B. and Bailer, R.E. (1999) Fate of
methylenediphenyl diisocyanate and
toluene diisocyanate in the aquatic
environment. Environ. Sci. Technol.,
33, 2579-2583.

p.7

NITE#)5
RY HEE

ke

ks

3~5%}
oK Y&
B4

exper
tal result

Yakabe, Y., Henderson, K.M.,
‘Thompson, W.C., Pemberton, D., Tury,
B. and Bailer, R.E. (1999) Fate of
methylenediphenyl diisocyanate and
toluene diisocyanate in the aquatic
environment. Environ. Sci. Technol.,
33, 2579-2583.

p.7




PACS F & [129004
PACS_Name & [1. 83=SAVSTFF FFNL) RUEY
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZOhES
Z D fta % F
SMILES
4
REPER
WRET—4 e —
3 3 SShLE _ = | g = RIHB1TD —RATA—5
wams | iy | ARERE | RRAER| VIR | wpy | ame | JOER WEEER o lpmoncs | sown | olp |l | $-R6740 | omE | Gomsors| i ik R—TEDE
- o B3 (BHfi 1)
17(NITERIH ) [Kist K5 R 0.7 B5RA expt 'Yakabe, Y., Henderson, K.M., p.7
RS [2,4-TDI|i# tal result Thompson, W.C., Pemberton, D., Tury,
L <@g B. and Bailer, R.E. (1999) Fate of
x methylenediphenyl diisocyanate and
toluene diisocyanate in the aquatic
environment. Environ. Sci. Technol.,
33, 2579-2583.
18|PhysProp KK OHZ Uh 0.00000000 2.26945879 (25°C experimen ATKINSON,R (1989) Atmospheric OH
LEDRIE 000707 tal result Rate Constant
cm*3/molec x
ule/sec
19|REACHZ % | kit £S5 (3F 0 %[02 OECD TG no 2: reliable with |key study experimen study report, 1986, 1986-05-31 Exp Key
&R H9) consumption 302C restrictions tal result x Biodegradation in
128 d] water: screening
ts.001
20|REACHZ % |7kisi AKSME  |O[1/BFRE] 27°C z0 no 2: reliable with |key study experimen publication, 1984 Exp Supporting
Th4R 1, Specific restrictions tal result Hydrolysis.005
study
protocol for s
this test
material.
21|REACHZ 8% | K& Z Ot 4 0~21 27°C 0 no 2: reliable with |supporting experimen study report, 1993, 1993-05-05 Exp Supporting
Th4R SR v 1, Laborator restrictions study tal result Phototransformatio
ser (for time 1 h] y study of nin air.002
indirect degradation
photolysis): of TDI in air,
other: NO2, photolytic
03, NH3, decompositi x
Triethylene on.
diamine,
(NH4)2504
Sensitiser
concentrati
on: 4 mg/l]
22|REACHZ % | K& OHZ T h 6.3E-12 1718 2.54683708 AOPWIN no 2: reliable with |supporting (Q)SAR publication, 2008, 2008-03-01 QSAR Supporting
154 L EDRIE cm*3/molec| restrictions study x Phototransformatio
ule/sec n in air.003
23|REACHZ % |7kl K5 R 0.5~1.6 B |50~90 27°C 6.3 mEmaL no 2: reliable with |key study experi d- study report, 1989, 1989-08-31 study _|Read across Subs
154 féi[4-methyl- | %[ Total restrictions tal result  |from supporting report , 1991, 1991-11-17 study report, [Key Hydrolysis.006
m- recovery substance 1994, 1994-02-10
phenylene |degradation (structural
i ate|at pH 6.3 analogue or
1 and 27 °C: surrogate) 72
Degradation JANISE 37k 10 X
(in %): = 50 HENHEaES
... 90 after LTW3
2hour(s)|4-
methyl-m-
phenylene
diisocyanate
24|REACHZ % |LiE ENR 0 %[4 mo] 22°C 0 no 2: reliable with |supporting experimen study report, 1981, 1981-01-01 Exp Supporting
Th4R 1t laboratory| restrictions study tal result x publication, 1981 Biodegradation in
50il.001
25(REACHZ§} [1iE ENfR 0 %[4 mo] 22°C E30) no 2: reliable with [supporting experimen study report, 1981 publication, 1981 Exp Supporting
4R 1, laboratory| restrictions study tal result x Biodegradation in
s0il.002
26(REACHZ§} [1iE ENR 0 %[4 mo] 22°C Z Ot field no 2: reliable with |supporting experimen study report, 1981,1981-01-01 Exp Supporting
154 trial restrictions study tal result x publication, 1981 Biodegradation in
50il.003
27|REACHZ % |7k K5 R 0.5 4% [Ambient] R#aL no 2: reliable with |key study exper 1 publication, 1999 Exp Key
154 restrictions tal result x Hydrolysis.001




PACS F & [129004
PACS_Name & [1. 83=SAVSTFF FFNL) RUEY
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZOhES
Z D fta % F
SMILES
4
REPER
WRET—4
PRBEE | REREE | SUNLE %R | WEEE . IS . E ;
HRRE | W # P o HEH ARE | wigwatian| o ph HERES | BIOWIN GLP reliability | F—22740 | EOTEE |EOEADEM 3 % pay R—TBEE
- 14 3 (BHfi 1)
28(REACHZ % (XS OHZ Th 0.00000000{100000000 1.08E-02 25°C no 2: reliable with |key study exper publication, 1988 Exp Key
4R LEDRIE 00074 molecule/c icti tal result Phototransformatio
cm”*3/molec|mA3[Sensiti nin air.001
ule/sec[Rat |ser (for
e constant |indirect
(for indirect |photolysis):
photolysis): |OH e}
= Sensitiser
0.00000000|concentrati
00074 cm?® |on: up to
/(molecule* | 100000000
sec)] molecule/c
m?]
29|REACHZ % |7kisi KSR 0~0.4 %[0 27°C 7 mEAZL no 2: reliable with |supporting experimen study report, 1980, 1980-01-31 Exp Supporting
Th4R to 0.4% restrictions study tal result Hydrolysis.002
degradation
after 30 days| *
at pH 7 and
27°C]
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PACS F % 129004
PACS Name & 1, 3=SA4AVSTFH b (AFL) AvEYy
CASRN 26471-62-5
CA_IN Benzene, 1,3-diisocyanatomethyl-
ZDMES
Z DB
SMILES
4
R
WRETF—4
1RRRI<HB1T
1EHRRE SR SR HiHAE DERERY RBA RS GLP reliability éa:—g;is—w EDEE EDEED M % ik R—UEEE
0)5
1[luCLID Z 0t 0% OECD TG 302C  [no p.33
2|REACHZ £x1% 0%|O_2 consumption OECD TG 302C |no 2: reliable key study experimental 1986,1986.5.31. Exp Key Biodegradation in
with result water: screening tests.001
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Aldrich Sigma-Aldrichit3E 7 & 7 77

CCD Hawley’s Condensed Chemical Dictionary, 16th, John Wiley & Sons
CRC CRC Handbook of Chemistry and Physics, 97th, CRC-Press
ECHA Information on Chemicals - Registered substances

EHC WHO/IPCS: [8EifRfE 747 V7 (EHC) |

EPI Suite U.S.EPA EPI Suite

Howard FATE Handbook of Environmental FATE & EXPOSURE

Howard Deg Handbook of Environmental Degradation Rates

HSDB Hazardous Substances Data Bank (HSDB)

MOE#] 341 3 BRI B ) A 7 i bW BE OBRE U X 7 3 )

NIST NIST Chemistry WebBook

NITEAJH U % 7 3l & (1) S REAT B I B R b E oI ) X 2 SRl )
PhysProp SRC PhysProp Database, Syracuse Research Corporation, 2009
SIDS OECD: SIDSL A" — k

SPARC SPARC Performs Automated Reasoning in Chemistry




AEARIER

PACS F & 129006
PACS_Name & 2, 4—SFE/ MLIY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z Dt 4—AFJN—1, 3—Tz=LTFTZ
SMILES Nciccc(c(c1)N)C
4
B
WETF—5 _
#—%n | . . o ‘%iﬁiﬁl:@(‘f% . (5 j’——é’;“ _f\’——}@ _ .
EHRA EH & ro | HEBAE#F | o reliability | F—RHT1D | {EOER EOEEADCHE | >V | T4—#F | T4k % 3Tk R—SEEE
%Ik GGPfi 1) | (EF4ffi 1) G 1)
1|Aldrich B 97~99 °C 198 - 2B x x p.868
2(CCD Bl 99 °C 99 - 2B X X
3[CRC A= 99 °C 99 - 2B X % (P)hysiclal Constants of
I
4|EHC R 99 °C 99 - 2B % % 2.2. Physical and
Chemical Properties |
5(EPISuite _ |Bhm 67.32°C 167.32 MPBPWIN (Q)SAR Weighted Value 2C X x
6|HSDB L= 99 °C 99 - Haynes, W.M. (ed.) CRC Handbook of ~ |Chemical/Physical
Chemistry and Physics. 91st ed. Boca Properties: > Melting
2B x x Raton, FL: CRC Press Inc., 2010-2011, p. |Point:
3-486
7|MOE#IH#AET (RhsR 99 °C 99 - IPCS (1998): International Chemical p.1
i} 2B x x Safety Cards. 0582. 2,4-Toluenediamine.
8|MOE#)#AsT (R 99 °C 99 - Lide, D.R. ed. (2006): CRC Handbook of [p.1
i Chemistry and Physics, 86th Edition (CD-
2B x x ROM Version 2006), Boca Raton, Taylor
and Francis. (CD-ROM).
9|MOE#HASE (@hm 97~99 °C (98 - Howard, P.H., and Meylan, W.M. ed. p.1
fil (1997): Handbook of Physical Properties
of Organic Chemicals, Boca Raton, New
York, London, Tokyo, CRC Lewis
Publishers: 126. Verschueren, K. ed.
2B x x (2001): Handbook of Environmental Data
on Organic Chemicals, 4th ed., New York,
Chichester, Weinheim, Brisbane,
Singapore, Toronto, John Wiley & Sons,
Inc. (CD-ROM).
10[NITE#IEAY [RbR 99 °C 99 - Merck (2001) The Merck Index, 13th ed., [p.2
R4 EHEE 2B X x Merck & Co., Inc., Whitehouse Station,
NJ.
11[PhysProp  [gs 99 °C 99 - 2B X X Melting Pt
12|REACHZ$} (Rb= 99 °C 99 EU Method  |yes (incl. |1: reliable key study experimental study report, 2000, 2000-05-30 (JS Member) Exp Key
&R A1 certificate [without result 1A o 1) Melting point/freezing
) restriction point.002
13|REACHZ $} (Rb= 99 °C 99 EU Method  |yes (incl. |1: reliable key study experimental study report, 2000, 2000-05-30 Exp Key Melting
&R A1 certificate [without result point/freezing
- 1A [e] O .
) restriction point.001
14|SIDS A= 99 °C 99 - - - key study experimental [DSC LLI. (2000): Determination of physical ([p.12
result 2A o o properties of 2,4-TDA. International
Isocyanate Institute Inc., Manchester, Il
Project 146, part 2 from June, 2000.
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PACS F % 129006
PACS Name & 2, 4—CFS/) MLTY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z Dt % 4—FAFN—1, 3—Jz=LUITFT=Eo
SMILES Nc1cce(c(c1)N)C
4
B
RET—4H
. . iz |101320KPal geepe [ C|EERIRISETS ; - )
1ERIR%A B B H| HBAEE [ o reliability | F—RET4D | {ENTEEHE | EOEHDFME % Xk R—UESH
el | ara | 22 e
1[Aldrich 283~285 °|284 284 760 mmHg - 2B p.868
C
2|CCD 280 °C 280 280 760 mmHg - 2B
3[CRC 292 °C 292 292 101.325 - Physical Constants of
kPa[760 Organic Compounds
mmHg 2B
(101.325
kPa)]
4|EHC 280 °C 280 - 4A 2.2. Physical and
Chemical Properties
5|EPI Suite 270.43 °C |270.43 MPBPWIN (Q)SAR Adapted Stein 2c
and Brown
6(HSDB 292 °C 292 - Haynes, W.M. (ed.) CRC Handbook of Chemical/Physical
Chemistry and Physics. 91st ed. Boca Properties: > Boiling
4A Raton, FL: CRC Press Inc., 2010-2011, [Point:
p. 3-486
7|MOE#D#iFF |292 °C 292 - IPCS (1998): International Chemical p.1
i 4A Safety Cards. 0582. 2,4-Toluenediamine.
8(MOE#I#EF (292 °C 292 292 760 mmHg - Lide, D.R. ed. (2006): CRC Handbook of |p.1
{ii Chemistry and Physics, 86th Edition (CD-
2B ROM Version 2006), Boca Raton, Taylor
and Francis. (CD-ROM)..
9|MOE#N#AET [283~285 °|284 284 760 mmHg - Howard, P.H., and Meylan, W.M. ed. p.1
{ii (o} (1997): Handbook of Physical Properties
2B of Organic Chemicals, Boca Raton, New
York, London, Tokyo, CRC Lewis
Publishers: 126.
10(MOE##ASF |283~285 °|284 - Verschueren, K. ed. (2001): Handbook of [p.1
{ii (o} Environmental Data on Organic
Chemicals, 4th ed., New York,
4A Chichester, Weinheim, Brisbane,
Singapore, Toronto, John Wiley & Sons,
Inc. (CD-ROM).
11{NITE#D#4Y |292°C 292 292.0127 (1.013E+05 - Merck (2001) The Merck Index, 13th ed., |p.8
Ry EmE Pa 2B Merck & Co., Inc., Whitehouse Station,
NJ.
12[PhysProp 292 °C 292 - 4A Boiling Pt
13|REACHZ % |288+2 ° 288 [Stated as |EU Method  [yes (incl.|1: reliable key study experimental study report, 2000, 2000-05-30 (JS Member) Exp Key
HR C[Uncertai atmospheri|A.2 certificat [without result Boiling point.002
nty of +2° ¢ pressure] e) restriction 4A
C]
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PACS F % 129006
PACS_Name % 2, 4—CF2/ LIV
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z Dt % 4—AF)—1, 3—JT=LITF=I
SMILES Nc1cce(c(c1)N)C
4
R
IRETF—%
] Gz [101325KPal o [ I ] BRiES| ¥—2% | ¥—2% i .
RS | A o (atam| MESR | smmas | olp | relebity | ¥—2570 | EOWE | MOWSOHM | Y | T8k | T—BH % ik R—UES%
=[C] 23 GHAI1)| GHHI) | GHfiT)
REACH#Z§% |288+2 ° 288 [Stated as |EU Method  [yes (incl.|1: reliable key study experimental study report, 2000, 2000-05-30 Exp Key Boiling
R C[Uncertai atmospheri|A.2 certificat [without result point.001
nty of 2° c pressure] e) restriction 4A x x
C]
SIDS 288 °C 288 - - - key study experimental [ DSC - LLI. (2000): Determination of physical [p.12
result properties of 2,4-TDA. International
4A x X Isocyanate Institute Inc., Manchester, Il
Project 146, part 2 from June, 2000.
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BEAEHR

PACS F % 129006
PACS Name & 2, 4—CFS/ RLTY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z Dt % 4—AFN—1, 3—Jz=LUITFT=Eo
SMILES Nc1cec(c(c1)N)C
ERE
RET—4H
] PR 20°CIZH 1T s | . ] - |EEmREEES B o B> ¥—24 | ¥-—24 .
1HHRIRA ERE [Pal HEKE = BRI EE GLP reliability | #—Z274D | EOHEE | EOBHEDOHM | > TA—#%I | T14—#&F w5 p i R—UESH
[Pa] o= )3 GHffi I)| (GPfi1) GE#i T)
CRC 100 Pa 100 1.208882 (100.4 °C - TRCVP, Vapor Pressure Database, [Vapor Pressure
Version 2.2P, Thermodynamic
4A X X Research Center, Texas A&M
University, College Station, TX .
CRC 1 kPa 1000 2.148558 |145.3 °C - TRCVP, Vapor Pressure Database, |Vapor Pressure
Version 2.2P, Thermodynamic
4A X X Research Center, Texas A&M
University, College Station, TX .
CRC 10 kPa 10000 3.77513 202.9 °C - TRCVP, Vapor Pressure Database, [Vapor Pressure
Version 2.2P, Thermodynamic
4A X X Research Center, Texas A&M
University, College Station, TX .
CRC 100 kPa 100000 6.55364 279.5°C - TRCVP, Vapor Pressure Database, |Vapor Pressure
Version 2.2P, Thermodynamic
4A X X Research Center, Texas A&M
University, College Station, TX .
EHC 1.47 kPa |1470 2.692384 |150 °C - 2.2. Physical and
4A x x Chemical Properties
EHC 2.27 kPa |2270 2.994654 |160 °C - 2.2. Physical and
4A x x Chemical Properties
EHC 4.80 kPa 4800 3.431088 |180°C - 4A M M 2.2. Physical and
Chemical Properties
HSDB 1.70E-4  10.022665 |1.61E-02 |25°C - Daubert TE, Danner RP; Physical Chemical/Physical
mmHg and Thermodynamic Properties of Properties: > Vapor
2B X X Pure Chemicals Data Compilation. Pressure:
Washington, DC: Taylor and Francis
(1987)
HSDB 1mmHg |133.3224 |1.244356 |106.5 °C - Lewis, R.J. Sr. (ed) Sax's Dangerous [Chemical/Physical
Properties of Industrial Materials. 11th|Properties: > Other
4A x x Edition. Wiley-Interscience, Wiley & [Chemical/Physical
Sons, Inc. Hoboken, NJ. 2004., p. V3:|Properties:
3481
MOE##i:F [0.13kPa [130 1.213347 |106.5 °C - IPCS (1998): International Chemical |p.1
i) 4A x X Safety Cards. 0582. 2,4-
Toluenediamine.
MOE##A5F 0.0227 0.0227 1.61E-02 |25°C - Howard, P.H., and Meylan, W.M. ed. [p.1
{ii Pa[1.70x% (1997): Handbook of Physical
1074 Properties of Organic Chemicals,
mmHg 2B x x Boca Raton, New York, London,
(=0.0227 Tokyo, CRC Lewis Publishers: 126.
Pa) (25°C)]
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PACS F %

129006

PACS_Name %

2, 4A—UF3/ LIV

CASRN

95-80-7

CA_IN

1,3-Benzenediamine, 4-methyl-

ZDMES

Z D%

4—AFIIL—1,

3—J7I=LYPFEY

SMILES

Nc1ccc(c(c1)N)C

ARE

WRETF—4

TEHRRE ERE

H—RiE
[Pa]

20°CI=HB I+
BEIE
[Pa]

MEEH

mi=

HEBAEE

GLP

reliability

HRRIZHB1TD
F—RETAD
23k

EDESHE

EOEBEDFME

EHEES
B2
GHE 1)

NITE#I#1Y [0.13kPa [130

R EHlE

1.213347

106.5 °C

4A

x5
FA—HE
G 1)

=27
T8
(B T)

%

pay

R—CESH

IPCS, International Programme on
Chemical Safety (2000) ICSC,
International Chemical Safety
Cards,Geneva.
(http://www.ilo.org/public/english/prot
ection/safework/cis/products/icsc/dtas
ht/index.htm m 5 5| F)

PhysProp

0.00017  [0.022665
mmHg

1.61E-02

25°C

experiment
al result

2B

DAUBERT, TE & DANNER,RP (1987)

Vapor Pressure

REACH& & 0.017+ 0.017

154

0.002
Pa[Uncerta
inty of £
0.002|The
vapour
pressure of|
the test
material,
obtained
by
extrapolati
on, is
0.017 Pa
at 25°C]

1.21E-02

25°C

EU Method
A4

yes (incl.
certificat
e)

1: reliable
without
restriction

key study

ME (H
4+)

4C

study report, 2000, 2000-05-30

(JS Member) Calc Key
Vapour pressure.002

REACH& & 0.017+ 0.017

154

0.002
Pa[Uncerta
inty of £
0.002|The
vapour
pressure of|
the test
material,
obtained
by
extrapolati
on, is
0.017 Pa
at 25°C]

1.21E-02

25°C

EU Method
A4

yes (incl.
certificat
e)

1: reliable
without
restriction

key study

ME (H
4+)

4c

study report, 2000, 2000-05-30

Calc Key Vapour
pressure.001

sSIDs

0.017 Pa [0.017

1.21E-02

25°C

0
1, effusion
method

key study

experiment
al result

This value is
derived from an
experiment using
the effusion
method.

2A

LIl (2000): Determination of
physical properties of 2,4-TDA.
International Isocyanate Institute Inc.,
Manchester, Ill Project 146, part 2
from June, 2000.
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PACS F % 129006
PACS_Name & 2, 4—SFI/ FLTIY
CASRN 95-80-7
CA IN 1,3-Benzenediamine, 4-methyl-
ZOMES
Z D% FH A—AFI)—1, 8—Txz=LUIOTFTS
SMILES Nc1ccc(c(c1)N)C
4
KBRRE
EF—4
: g—xR [OCEETO| s s ST g | TRED| X2 T %23 . s
TERRE IKAHRE Ime/L] IKAHRE aE pH HEBRAEE GLP reliability | 2F¥—R27 ¢ | {ENEH | EOEHADHE V9 | Ta—B3E | T4—E3F = Xk R—UBESH
€ [mg/L] s FE (GEfi 1)
mg
1|ccb [Soluble]  [BEfTRE R - x
]
2|CRC [very gﬁﬂﬁ%?‘ - 3 % % Physical Constants of
soluble Al Organic Compounds
3|HSDB 3.18E+4 31800( 29685.5047(25 °C estimated US EPA,; Estimation Program Chemical/Physical
mg/L by Interface (EPI) Suite. Ver. 4.1. Jan,  |Properties: > Solubilities:
calculation 2011. Available from, as of Nov 9,
4C x x 2012:
http://www.epa.gov/oppt/exposure/pu
bs/episuited|.htm
4|HSDB [Very soluble| BT E T - Haynes, W.M. (ed.) CRC Handbook [Chemical/Physical
in water] ] of Chemistry and Physics. 91sted.  |Properties: > Solubilities:
3 x x Boca Raton, FL: CRC Press Inc.,
2010-2011, p. 3-486
5|HSDB [Soluble in  |ELIRETR - Lewis, R.J. Sr.; Hawley's Condensed |Chemical/Physical
water] a Chemical Dictionary 15th Edition. Properties: > Solubilities:
3 x x John Wiley & Sons, Inc. New York,
NY 2007., p. 1251
5 (774 9L 7740 - A « « HSDB (1998): US National Library of [p.1
Medicine.
&t [5.0E+04 50000( 46675.3219|25 °C - European Chemicals Bureau (2000): |p.1
mg/L IUCLID (International Uniform
2B x x Chemical Information Data Base)
Data Set.
8|MOE#)#AsF (3.5E+04 35000 35000(20 °C - European Chemicals Bureau (2000): (p.1
fii mg/L 2B < < IUCLID (International Uniform
Chemical Information Data Base)
Data Set.
:F |3.78E+04 37800 37800|20 °C - European Chemicals Bureau (2000): (p.1
mg/L 2B x x IUCLID (International Uniform
Chemical Information Data Base)
_ Data Set.
& |4.07E+04 40700 37993.712|25 °C - European Chemicals Bureau (2000): (p.1
mg/L IUCLID (International Uniform
2B x x Chemical Information Data Base)
Data Set..
11{NITE®IH# Y [74.8 g/l 74800| 69826.2815|25 °C estimated SRC, Syracuse Research p.2
R EHEE by Corporation (2002) PhysProp
calculation 4C X X Database, North Syracuse, NY.
(http://esc.syrres.com./interkow/physd
emo.htm A5 51 f)
12INITERIER Y [[Bi5] BAMETR - IPCS, International Programme on  |p.2
R EHEE a Chemical Safety (2000) ICSC,
International Chemical Safety
3 X X Cards,Geneva.
(http://www.ilo.org/public/english/prot
ection/safework/cis/products/icsc/dtas
ht/index.htm A5 51 )




PACS F % 129006
PACS_Name % 2, 4—UFS/ FLITY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDHES
% D o 75 4—AFN—1, 83=Tz=LIIFIL
SMILES Nc1cce(c(c1)N)C
IKIBRRE
T —5 _
. Gi—% 20°CI=$B1T% BIEEH ) . TERRIE T . . EmS| F—24% F—2Z . .
1E#IRE KERE | [mg/d’ KERRE | Mg pH HEBAEE GLP reliability | ¥ —R27« | EDERE | EOWEADHM | U | T14—&F | T4k w5 Xk R—UBS%E
[mg/L] o= DIk (GFfi1)| FFfi 1) &
13[PhysProp  |74820 mg/L 74820| 69844.9517|25 °C estimated MEYLAN,WM ET AL. (1996) Water Solubility
b 4C x X
r:lrulnﬁnn
14|REACHZ#% (38 g/L 38000 35473.2446(25 °C [No details [EU Method A.6 |yes (incl.|1: reliable key study experimenta study report, 2000, 2000-05-30 (JS Member) Exp Key
E®R of pH certificat |without I result Water solubility.002
measurem e) restriction
ent are 1A o) o)
included in
the study
report.]
15|REACHZ#% (38 g/L 38000 35473.2446(25 °C [No details [EU Method A.6 |yes (incl.|1: reliable key study experimenta study report, 2000, 2000-05-30 Exp Key Water
E®R of pH certificat |without I result solubility.001
measurem e) restriction
ent are 1A o o
included in
the study
report.]
16(SIDS 38g/L 38000| 35473.2446(25 °C Z D fth, flask - - key study experimenta| This value is I.L.I. (2000): Determination of p.12-13
method I result derived from an physical properties of 2,4-TDA.
experiment using 2A x x International Isocyanate Institute Inc.,
the flask method. Manchester, Il Project 146, part 2
from June, 2000.
17| A REE(KICTE])  |BABRET - 3 N N
]
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PACS F % 129006
PACS Name & 2, 4—CFS/ RLTY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z Dt % 4—AFN—1, 3—Jz=LUITFT=Eo
SMILES Ncicce(c(c1)N)C
4
logPow
IRETF—%
\ o | mEge erEaa S g | RS . s
HERIRA 8 R [ pH RBA RS GLP reliability |5¥—R%7¢| (EOEE | EOEEOEM | >~ TA—%3F %3 hE Xk R—UEBE
= DI GREAI)| GFfi1) GE# T)
1|EPI Suite 0.1563 0.1563 KOWWIN (Q)SAR 2C X X
2|HSDB 0.14 0.14 - Debneth AK et al; Environ Mol Chemical/Physical
o8B x x Mutagen 19(1): 37-52 (1992) Properties: >
Octanol/Water Partition
Coefficient:
3[MOE##EF [0.14 0.14 - SEFBEFHEMA IS5 LCLlogP [p.1
i 2B x x TR LRY ).
4|MOE##AEE [0.14 0.14 7.4 - Hansch, C., Leo, A., and Hoekman, |[p.1
{ii D. (1995): Exploring QSAR
2B X X Hydrophobic, Electronic, and Steric
Constants, Washington D.C., ACS
Professional Reference Book: 33.
5|MOE#I#A5F (0.14 0.14 - Debnath, A.K. et al. (1992): A QSAR (p.1
i Investigation of the Role of
Hydrophobicity in Regulating
Mutagenicity in the Ames Test: 1.
2B X X Mutagenicity of Aromatic and
Heteroaromatic Amines in
Salmonella typhimurium TA98 and
TA100, Environmental and Molecular
Mutagenesis, 19: 37-52.
6(NITE#IZAY) |0.14 0.14 experimental SRC, Syracuse Research p.2
R FHEE result Corporation (2003) KowWin
2B x x Estimation Software, ver. 1.66, North
Syracuse, NY.
7|NITE#IZRY 0.14 0.14 estimated by SRC, Syracuse Research p.2
R FHEE calculation Corporation (2003) KowWin
4C x x Estimation Software, ver. 1.66, North
Syracuse, NY.
8|PhysProp 0.14 0.14 experimental 8B x x DEBNATH,AK ET AL. (1992) Log P (octanol-water)
result
9|REACHZ$} |0.074 0.074 25°C 7.36~ EU Method |[yes (incl. |1: reliable [key study experimental study report, 2000, 2000-05-30 (JS Member) Exp Key
&R 7.61 A8 certificate) [without result Partition coefficient.002
restriction 1A o) 0o
10([REACHZ$% (0.074 0.074 25°C 7.36~ EU Method |[yes (incl. |1: reliable [key study experimental study report, 2000, 2000-05-30 Exp Key Partition
154 7.61 A8 certificate) [Without result 1A o) o) coefficient.001
restriction
11|SIDS 0.074 0.074 25°C 0 - - key study experimental [using the shaking L.L.Il. (2000): Determination of p.12-13
fth,shaking result flask method physical properties of 2,4-TDA.
flask method 2A x x International Isocyanate Institute
Inc., Manchester, Ill Project 146, part
2 from June, 2000.




PACS _F % 129006
PACS_Name % 2, 4A—UF3/ LIV
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z DB 4—FF)—1, 3—JI_LYJFZIY
SMILES Nc1cee(c(c1)N)C
4
logPow
RETF—4 -
. | s B EHRRISH T B L S| ¥—22 | ¥-24
&R f& #H—RE | T pH HBRAESF GLP reliability |2¥—R47¢| (EDIEHE EQEEDFHM | >V | T4—#dF | 71—k "% P R—UES
o= DEEIE GIfi 1)| GPfi1) GE{#i )
12|SIDS 0.34 0.34 20°C - - - key study estimated by 4c x x Leo Hansch. p.12-13
calculation




HEAEH

PACS F % 129006
PACS Name % 2, 4—VF73/ bLTY
CASRN 95-80-7
CA IN 1,3-Benzenediamine, 4-methyl-
ZOMES
Z DR 4—FAFIN—1, 3—TIZLVITIY
SMILES Nc1cce(c(c1)N)C
Koc
IREF—4 =
y H—RE |WELM e N — [EEES —
1EHRG =HE f& 3 = pH TiREM | BBRAEF GLP reliability | 2F—RAT 1 EDESH EQEADHME | >V % Xk R—UEBE
A || 2% o @ D
EPI Suite Koc 9.106 L/kg 9.106 - KOCWIN - - key study (Q)SAR KOCWIN v2.00 26 - -
February 2009
HSDB Koc 1331 1331 5 21% sand; experimental Environmental Fate: Tl&. [Cowen WF et al; Environ Sci  |Environmental Fate &
60% silt; result XakhMeylan WM et al; Technol 32: 598-603 (1998) Exposure: > Soil
19% clay 2B Environ Sci Technol 26: Adsorption/Mobility:
1560-67 (1992)& & TLY
%
HSDB Koc 1346 1346 5.8 53% sand; experimental Environmental Fate: ©l&. |Cowen WF et al; Environ Sci  |Environmental Fate &
40% silt; result X#khMeylan WM et al; Technol 32: 598-603 (1998) Exposure: > Soil
7% clay 2B Environ Sci Technol 26: Adsorption/Mobility:
1560-67 (1992)& S TLY
%
HSDB Koc 713 713 5 21% sand; experimental Cowen WF et al; Environ Sci  |Environmental Fate &
60% silt; result 2B Technol 32: 598-603 (1998) Exposure: >
19% clay Environmental Fate:
HSDB Koc 1054 1054 5.8 53% sand; experimental Cowen WF et al; Environ Sci  |Environmental Fate &
40% silt; result 2B Technol 32: 598-603 (1998) Exposure: >
7% clay Environmental Fate:
MOE#)#A5¥fi |Koc 120 120 KOCWIN estimated by U.S. Environmental Protection [p.2
calculation 4C Agency, PCKOCWINTM
v.1.66,
NITE#I#i") R |Koc 120 120 estimated by SRC, Syracuse Research p.2
JFmE calculation Corporation (2003) PcKocWin
4C Estimation Software, ver. 1.66,
North Syracuse, NY.
REACHZ %1% |Koc r[ln the case of z0 no 2: reliable key study experimental study report, 2002, 2002-07-25 |(JS Member) Exp Key
il TDA, 12, Measuring with result Adsorption /
measured Kd the sorption in restrictions desorption.004
or Koc values soils, under
may be of little anaerobic
value as the conditions
sorption of using 14C
TDA is labeled 2,4- 3
dominated by TDA.
an irreversible
chemical
reaction which
is governed by
chemical
kinetics.]
REACHZ %1% |Koc 9763 L/kg[7 9763 z0 no 2: reliable key study experimental study report, 1996, 1996-07-31 |(JS Member) Exp Key
il days Koc = 12, Measuring with result Adsorption /
9763 I/kg] the sorption restrictions desorption.005
and
desorption in
soils, ynder 4A
aerobic
conditions,
using 14C
labeled 2,4-
TDA.




PACS F % 129006
PACS Name % 2, 4—SFS/ FLTY
CASRN 95-80-7
CA IN 1,3-Benzenediamine, 4-methyl-
ZOihES
Z Dt Z 4—F*F)—1, 3—Tz=LUITIY
SMILES Nc1cce(c(c1)N)C
4
Koc
iR 7 — 4 _
. HEE MR ; : —— e e .
1E#RRA HE & g | = pH LiRGH | BEBRAEE | GLP | reliabilty EOEE | EOMEOHM | >y | Ta—8k | T2k w5 ik R—UEBFH
o= (GRMfi1)| (EF4ifi 1) (GFH{ffi 1)
10|REACHZ £%1% |Koc 4454 L/kg[7  |4454 z0 no 2: reliable  |key study experimental study report, 1996, 1996-07-31 |(JS Member) Exp Key
i days Koc = 1, Measuring with result Adsorption /
4454 1/kg] the sorption restrictions desorption.006
and
desorption in
soils, under 4A X X
anaerobic
conditions,
using 14C
labeled 2,4-
TDA.
11|REACHZ %1% |Koc 4454 L/kg[7 4454 z0 no 2: reliable key study experimental study report, 1996, 1996-07-31 |[Exp Key Adsorption /
il days Koc = 12, Measuring with result desorption.001
4454 1/kg] the sorption restrictions
and
desorption in
soils, under 4A x x
anaerobic
conditions,
using 14C
labeled 2,4-
TDA.
12|REACHZ £%1% |Koc 9763 L/kg[7  |9763 z0 no 2: reliable  |key study experimental study report, 1996, 1996-07-31 |Exp Key Adsorption /
i days Koc = 1, Measuring with result desorption.002
9763 I/kg] the sorption restrictions
and
desorption in
soils, under 4A x fe)
aerobic
conditions,
using 14C
labeled 2,4-
TDA.
13|REACHZ %1% |Koc 1339 1339 z0 no 2: reliable key study experimental study report, 2002, 2002-07-25 |Exp Key Adsorption /
il L/kg[Under 12, Measuring with result desorption.003
aerobic the sorption in restrictions
conditions, soils, under
Kocvalues anaerobic
were conditions
determined to using 14C 4A x x
be 1339 |.kg- labeled 2,4-
1after 8 hours TDA.
and 9763 |.kg-
1after 7
days.|after 8
hours]




PACS F % 129006
PACS Name % 2, 4—SFS/ FLTY
CASRN 95-80-7
CA IN 1,3-Benzenediamine, 4-methyl-
ZOihES
Z Dt Z 4—F*F)—1, 3—Tz=LUITIY
SMILES Nc1cce(c(c1)N)C
Koc
W T—5 _
. HEE  |WE ; : —— e e .
1EHIRS RE f& [L/kg]n B pH THREM | HBRAEF GLP reliability EDTES {EDFEFEDEH VY | Ta—#E | Ta—EF #& ik R—CFSH
o= (GRMfi1)| (EF4ifi 1) (GFH{ffi 1)
REACHZ £%1% |Koc 9763 9763 0 no 2: reliable key study experimental study report, 2002, 2002-07-25 |Exp Key Adsorption /
i L/kg[Under 1, Measuring with result desorption.003
aerobic the sorption in restrictions
conditions, soils, under
Kocvalues anaerobic
were conditions
determined to using 14C 4A x o)
be 1339 I.kg- labeled 2,4-
1after 8 hours TDA.
and 9763 |.kg-
1after 7
days.|after 7
days]
REACHZ %1% |Koc 884 L/kg[Under|884 z0 no 2: reliable key study experimental study report, 2002, 2002-07-25 |[Exp Key Adsorption /
il anaerobic 12, Measuring with result desorption.003
conditions the sorption in restrictions
Kocvalues soils, under
were found to anaerobic
be 884 |.kg- conditions 4A % %
1and 4454 using 14C
1.kg-1after 8 labeled 2,4-
hours and 7 TDA.
days
respectively.|af
ter 8 hours]
REACHZ £%1% |Koc 4454 4454 0 no 2: reliable key study experimental study report, 2002, 2002-07-25 |Exp Key Adsorption /
i L/kg[Under 1, Measuring with result desorption.003
anaerobic the sorption in restrictions
conditions soils, under
Kocvalues anaerobic
were found to conditions
be 884 |.kg- using 14C 4A 3 X
1and 4454 labeled 2,4-
1.kg-1after 8 TDA.
hours and 7
days
respectively.|af
ter 7 days]
SIDS Koc 9763 Lk 9763 - - - - key stud: experimental - - .28; p.202
{¢] y y reslim 2A o o P.28; p.
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PACS F % 129006
PACS Name % 2, 4—JFS/ FILTY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z D% 4—AF)—1, 3—Tz=LUIFTI
SMILES Nc1cee(c(c1)N)C
4
AV — R
P S TERRI<HB 1T (53 *—245
Sl == gyl £ FHRIZH! [E3E1ES —2R
R g o B IMERR o | bty (2%—2574| momm | mommom@ | v | F—E#E i it R—UERE
i am &/me mE 2] GHi )| GFi1)
EPI Suite 5.19E-005 Pa- 0.0000519 0
m*3/mol 4th,Experiment
al Data from 2C x
PhysProp
Datah
EPI Suite 7.52E-005 Pa- 0.0000752 (Q)SAR Bond Estimation 2c X
m*3/mol Method
HSDB 9.52E-10 atm- 9.64614E-05 estimated by US EPA; Estimation Program Chemical/Physical
mA3/mol calculation Interface (EPI) Suite. Ver. 4.1. Properties: > Other
Jan, 2011. Available from, as of |Chemical/Physical
4C x Nov 9, 2012: Properties:
http://www.epa.gov/oppt/exposur
e/pubs/episuitedl.htm
NITE##i) X [8.02E-05 Pa- 0.0000802 estimated by SRC, Syracuse Research p.2
Y HE m*3/mol[8.02x10A-5 calculation Corporation (2002) PhysProp
Pa-m*3 /mol (7.92x 4C x Database, North Syracuse, NY.
107-10 atm-m"3 (http://esc.syrres.com./interkow/p
/mol)] hysdemo.htm A5 5| F)
PhysProp 0.000000000792 8.02494E-05 estimated by 4C X MEYLAN,WM & HOWARD,PH  [Henry's Law Constant
atm-m”3/mol calculation (1991)
SIDS 0.0000546 Pa- 0.0000546 - key study - 2A [e) p.12
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PACS F % [129006
PACS_Name % 2, 4—SFS) FILIY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZOMmES
Z DAt # 4—AFN—1, 3—-Tz=LYIFI>
SMILES Nc1cec(c(c1)N)C
B
WRET—4
mER | wEmE H—%5 TERRIEBT EmiEs| ¥—2% F—245
HERRE HE 'é‘.: B RELM EE HE DR f& [L/k i’ HEBHEF GLP reliability [ &% —R&T ¢ fEniER EQEREOHM | >y | T4—83F | T3k w% ik R—UESH
= = & DI GEfi )| GREI) | GHEL)
HSDB 1 1 mgl/L BCF - 1.9~3.3 2.6|{LEATG experimental Chemit ion and Envi Fate &
result Testing Institute; Biodegradation |Exposure: >
and bi ion data of i
existing chemicals based on the |Bioconcentration:
1B x x CSCL Japan. Japan Chemical
Industry Ecology - Toxicology
and Information Center. ISBN 4-
89074-101-1 (1992)
MOEZIRAFEm 2 |0.03mglL |6@  |BCF s <50 50 experimental TR T GE N W S s 0 |p.2
result Wik BE EEMER et AR
T4,
28 x o (http://www.safe.nite.go.jp/japan/
Haz_start.html, 2005.10.21 I
).
MOE#) #A5F4f 1 ]0.3mg/L 68 BCF - <5 5 experimental R ATBCA AR R IHER TR [p.2
result i B rER et RR
28 x x 7%, o
(http://www.safe.nite.go.jp/japan/
Haz_start.html, 2005.10.21 &
7).
NITER# U R [EREE] 2 [0.03mglL Z Ot <50 50[{L&ATG experimental BEERSE (1977) BEEXLR [p5
5 FHEE result (1977 #£12 A 1 B), WS FEE
1B x o TR LR EEER
(http://www.nite.go.jp H\ 5 51 )
NITE#IHY X [1ER#EHE 1 0.3 mg/L ZOt <5 5|{LEATG experimental BEERE (1977) BEERAR |p.5
2 ST result (1977 £ 12 A 1 B), MR
1B x x HEAHAE P MEEEER.
(http://www.nite.go.jp 551 F)
REACHZ %1% 2 0.03 ppm BCF <50 50|OECD TG 305C [no data 2: reliable key study experimental publication, 1992 Exp Key
# with result 1B x o Bioaccumulation:
restrictions i I
REACHZ %1% 1 0.3 ppm BCF <5 5[OECD TG 305C |no data 2: reliable key study experimental publication, 1992
# with result 1B x x Bioaccumulation:
restrictions aquatic / sediment.002
SIDS T [0.03 mgiL BCF <50 Likg 50 key study _|experimental CITI (1992): Biodegradation p.30-31
result and bioaccumulation data on
28 x ¢} existing chemicals based on the
CSCL Japan
SIDS T [0.3mglL BCF <5 Likg 5 key study _|experimental CITI (1992): Biodegradation .30-31
result and bioaccumulation data on
28 x x existing chemicals based on the
CSCL Japan
[ZEEE S 2 [0.03ppm |2 RawF—% |- <=50 50[{LBATG experimental 1A « °
[ZEEE S 2 [0.03ppm |2 RawF—% |- <=50 50[{L&ATG 1A « °
[ZEET S 2 [0.03ppm |3 RawF—% |- <=50 50[{L&ATG 1A ° °
[ZEEE S 2 [0.03ppm |3 RawF—% |- <=50 50[{LBATG 1A ° °
[ZEEE S 2 [0.03ppm [4@ RawF—% |- <=50 50[{LBATG 1A ° °
[ZEET S 2 [0.03ppm |4 RawF—% |- <=50 50[{L&ATG 1A ° °
B RRE R 2 [0.03ppm 6@ RawF—% |- <=50 50[{LBATG 1A ° °
B RRE R 2 [0.03ppm 6@ RawF—% |- <=50 50[{LBATG 1A ° °
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PACS F & [129006
PACS Name % 2, 4—SFS/ FLTY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZTOMES
Z Dt 4—AF)N—1, 3—TJx=—LUISFT=
SMILES Nc1cec(c(c1)N)C
B
A BEES| ¥—22 | 2%
3 _— 15! = —2A —2A
wwms | e |BEE| BRUE \pum  mm  |meomm| | BOER | awonas aLe relabilty BoRE | EomEoRE| vy | Fuk | T % it R—UEEF
il = € R D] GRED) | GHET)
BERAREE 1 0.3 ppm 238 Raws—% |- <=5 5|{LEETG experimental 1A N N
BERRER 1 [o3ppm 238 RawF—% |- <=5 5[{EEETG 1A « «
BERRER 1 [0o3ppm 38 RawF—% |- <=5 5[{EFETG 1A « «
BERRER 1 [o3ppm 338 RawF—% |- <=5 5[{EFETG 1A « «
BERRER 1 [0o3ppm 4538 RawF—% |- <=5 5[{EEETG 1A « «
BERRER 1 [o3ppm 458 RawF—% |- <=5 5[{EEETG 1A « «
BERRER 1 [0o3ppm 638 RawF—% |- <=5 5[{EFETG 1A « «
BERRER 1 [0o3ppm 638 RawF—% |- <=5 5[{EEETG 1A « «
OECD: SIDS
sIDS iy




BEAEHR

PACS F % 129006
PACS_Name % 2, 4—CFS/) RLTY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z DB 4—FF)N—1, 3—TJI=—LISFIv
SMILES Ncicce(c(c1)N)C

4
BT
IRETF—%

: ERRATS I
WeRE | AE ﬂs giome | MEE | on | mEEs | o | relabiity Fo2870| BOWS | EoRHOWE hral W ik i

1(HSDB pKa 5.35(HHFRA SPARC estimated by SPARC; pKalproperty server. |Environmental Fate:
calculation Ver 4.5., Sept, 2009. Available
x from, as of Nov 8, 2012:
http://archemcalc.com/sparc/

2|REACHZ % [pKa 5.1:0.1[the |BEHEAT] OECD TG 112 |yes (incl. 1:reliable  |key study experimental The titrimetric method is  [study report, 2000, 2000-05-30 |(JS Member) Exp Key
[ titration certificate)  |without result the preferred method and Dissociation constant.002
method|pKa restriction is regarded as more

#1] accurate where two end-
points are less than 3
units apart. The titrimetric
O results are therefore
regarded as definitive,
but the
spectrophotometric
results provide
corroboration, particularly
for the second pKa.

3 pKa 2.7+0.2[the |EHFAT OECD TG 112 |yes (incl. 1:reliable  |key study experimental The titrimetric method is  [study report, 2000, 2000-05-30 |(JS Member) Exp Key
titration certificate) |without result the preferred method and Dissociation constant.002
method|pKa restriction is regarded as more

#2] accurate where two end-
points are less than 3
units apart. The titrimetric
O results are therefore
regarded as definitive,
but the
spectrophotometric
results provide
corroboration, particularly
for the second pKa.

4 pKa 5.4[spectroph | B A 7] OECD TG 112 |yes (incl. 1:reliable  |key study experimental The titrimetric method is  [study report, 2000, 2000-05-30 |(JS Member) Exp Key
otometry] certificate)  |without result the preferred method and Dissociation constant.002
restriction is regarded as more
accurate where two end-
points are less than 3
units apart. The titrimetric
o) results are therefore
regarded as definitive,
but the
spectrophotometric
results provide
corroboration, particularly
for the second pKa.
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129006

PACS_Name %

2, 4—UF2/ LIV

CASRN

95-80-7

CA_IN

1,3-Benzenediamine, 4-methyl-

ZDMWMES

ZDHhEH

4—AF)—1, 83—TI=ZLUIPTFTIY

SMILES

Nc1ccc(c(c1)N)C

4 =
R E 2
REF—4

1&#IRA

HH

&

g-zm | PEEM L o | smoss e

reliability

EHRRICE S
F—RET4D
23

EniEEH

EDEHDFME

F—RETF—Bi
BHET)

"=

R

R—UBEE

pKa

2.7[spectroph
otometry]

ETE OECD TG 112 |yes (incl.

certificate)

1: reliable
without
restriction

key study

experimental
result

The titrimetric method is
the preferred method and
is regarded as more
accurate where two end-
points are less than 3
units apart. The titrimetric
results are therefore
regarded as definitive,
but the
spectrophotometric
results provide
corroboration, particularly
for the second pKa.

study report, 2000, 2000-05-30

(JS Member) Exp Key
Dissociation constant.002

pKa

5.1+0.1[the
titration
method|pKa
#1]

HHAT OECD TG 112 [yes (incl.

certificate)

1: reliable
without
restriction

key study

experimental
result

The titrimetric method is
the preferred method and
is regarded as more
accurate where two end-
points are less than 3
units apart. The titrimetric
results are therefore
regarded as definitive,
but the
spectrophotometric
results provide
corroboration, particularly
for the second pKa.

study report, 2000, 2000-05-30

Exp Key Dissociation
constant.001

pKa

2.70.2[the
titration
method|pKa
#2]

ETE OECD TG 112 |yes (incl.

certificate)

1: reliable
without
restriction

key study

experimental
result

The titrimetric method is
the preferred method and
is regarded as more
accurate where two end-
points are less than 3
units apart. The titrimetric
results are therefore
regarded as definitive,
but the
spectrophotometric
results provide
corroboration, particularly
for the second pKa.

study report, 2000, 2000-05-30

Exp Key Dissociation
constant.001




PACS F & 129006
PACS_Name % 2, 4—UF2/ LIV
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
ZDHhEH 4—AF)—1, 3—JT=LITF=I
SMILES Nc1cee(c(c1)N)C
4
fREEE R
T — 5
wHAE | EE fi gz | PEE® ) o | smoss | op | relebiity woms | wommoma | T oo EF i <k R—UESE
8 pKa 5.4[spectroph | B A 7] OECD TG 112 |yes (incl. 1:reliable  |key study experimental The titrimetric method is  [study report, 2000, 2000-05-30 |[Exp Key Dissociation
otometry] certificate) |without result the preferred method and constant.001
restriction is regarded as more
accurate where two end-
points are less than 3
units apart. The titrimetric
o results are therefore
regarded as definitive,
but the
spectrophotometric
results provide
corroboration, particularly
for the second pKa.
9 pKa 2.7[spectroph | B H A&l OECD TG 112 |yes (incl. 1:reliable  |key study experimental The titrimetric method is  [study report, 2000, 2000-05-30 |[Exp Key Dissociation
otometry] certificate) |without result the preferred method and constant.001
restriction is regarded as more
accurate where two end-
points are less than 3
units apart. The titrimetric
o results are therefore
regarded as definitive,
but the
spectrophotometric
results provide
corroboration, particularly
for the second pKa.
10(SPARC pKa 2.19|HHFA] 7[SPARC - - key study (Q)SAR SPARC v4.6 - -
October 2011
release x
w4.6.1691-
$4.6.1687
11 pKa 5.43(HHFA 7[SPARC - - key study (Q)SAR SPARC v4.6 - -
October 2011
release X
w4.6.1691-
54.6.1687
12 pKa 2.19~543 |HHFA SPARC (Q)SAR SPARC X
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Z Ot

=

Z Ot

% #

4—FFN—1, 3—Tx=LVIFTIY

SMILES

Nc1cce(c(c1)N)C

4

RIEPED
RET—4

THHRE ¢

W

SHIVIRIE|  HEH

i

DIERETE | RIGEEE
B B

ARE

#i—RiE
A day]

BEEHE
®

BIOWIN

GLP

reliability

HHRRIZH 1D
F—RIT4DH

fEniEs

fEDEEDHE

F—RITA—H
3

(GFfi )

=

ik

R—TESE

1|EHC kg

3|

EZ:X

45
%[observed
total organic
carbon
removal was
45% in 4 h]

treatability
study for 2,4-
DAT using
acclimated
sludge

experiment
al result

MATSUI, S., MURAKAMI, T., SASAKI,
T., HIROSE, Y., & IGUMA, Y. (1975)
Activated sludge degradability of organic
inthe of the

3.4. Release into
the Environment,
Distribution, and

Kashima petroleum and petrochemical
industrial complex in Japan. Prog. Water
Technol., 7:645-659.

EPI Suite K&

OHZ 2%
L EDRIG

200.1360E-

cm*3/molec
ule/sec

8.02E-02

25 °C

AOPWIN

(QSAR

EPI Suite  [/Kis

EZ:X

[BIOWIN

Weeks—
Months

(Q)SAR

Biowin3 Ultimate
Biodegradation

Howard Deg | L1k

4320 B¥F

0

s, Scientific
ljudgement
based upon
estimated
unacclimated
aqueous
aerobic
biodegradatio
n haif-life.

302

5]

7

9

Howard Deg | L1k

672 B5fil

0D

s, Scientific
ljudgement
based upon
estimated
unacclimated
aqueous
aerobic
biodegradatio
n haif-life.

302

Howard Deg | X5

2.7 B

0

1, Based
upon
estimated
photooxidatio
n half-lie in
air.

302

Howard Deg (K&

0.27 E§RA

0
fth,Based
upon
estimated
photooxidatio
n half-life in
air.

0302

Howard Deg | /K15,

1740 B5RE

32

1, Based
upon
estimated
photooxidatio
n half-lie in
water.

302

Howard Deg |7kis

31 B

0
fth,Based
upon
estimated
photooxidatio
n half-life in
water.

0.302
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CASRN

Ig. 4—CFS/FLTY
95-80-7

CA_IN

1,3-Benzenediamine, 4-methyl-

4—FAF)—1, 83—Tx=LYIOFTIT

SMILES

Nc1cee(c(c1)N)C

WET—%

4
RETER

ThERRA

e

CHIVIRE|  #REH

i

NRRET | RIGEEE
4 4

SHERE

#fi—RiE

B day]

REEHR
: 3

REBAEE

BIOWIN

reliability

WERRIZH T
*——ZZ;T-«DE?

fEowEs

EOEBDFHE

F—RETA—H

3
[€139)

%

PO

R

0

Howard Deg

K

£ (B
)

4320 B¥F

0D

s, Scientific
ljudgement
based upon
unacclimated
aerobic
aqueous
screening
test data
which
confirmed
resistance to

n (Sasaki, S
(1978)).

Sasaki, S. The scientiic aspects of the
chemical substance control law in Japan.
In: Aquatic Pollutants: Transformation and|
Biological Effects. Hutzinger, O. et. al.,
eds. Pergamon Press, Oxford, UK. pp.
283-98. 1978.

302

1

2|

13

Howard Deg

ki

ER (BF
S)

672 5

0

4, Scientific
liudgement
based upon
unacclimated
aerobic
aqueous
screening
test data
which

resistance to
biodegradatio
n (Sasaki, S
(1978)).

Sasaki, S. The scientific aspects of the
chemical substance control law in Japan.
In: Aquatic Pollutants: Transformation and
Biological Effects. Hutzinger, O. et. al.,
eds. Pergamon Press, Oxford, UK. pp.
283-98. 1978.

0.302

Howard Deg

ki

£ (I
)

17280 B

0

s, Scientific
ljudgement
based upon
estimated
unacclimated
aqueous
aerobic
biodegradatio
n haif-life.

302

Howard Deg

ki

ER (b
S

2688 BFH

0

4, Scientific
liudgement
based upon
estimated
unacclimated
aqueous
aerobic
biodegradatio
n half-life.

0.302
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95-80-7

CA_IN

1,3-Benzenediamine, 4-methyl-

4—FAFI—1,

3—JI=LYITFTIL

SMILES

Nc1cee(c(c1)N)C

4
RETER

WET—%

ThERRA # e

DRRERE
4

RIGEREE
4

CHIVIRE|  #REH

i

SHERE

#fi—RiE

B day]

REEHR
: 3

REBAEE

BIOWIN

reliability

WERRIZH T
*——ZZ;T-«DE?

fEowEs

EOEBDFHE

F—RETA—H

3
[€139)

%

PO

R

5

6

Howard Deg |7Kisi By

1740 B5RE

0D

s, Scientific
ljudgement
based upon
estimated
hatf—life for
reaction of
aromatic
amines with
hydroxul
radicals in
water (Mil, T
(1989),
Guesten, H
etat.
(1981)). Itis
assumed that
24-

reacts twice
as fast as
aniline.

Mill, T. Structure-activity refationships for
photooxidation processes in the
environment. Environ. Toxicol. Chem. 8:
31-43. 1989. Guesten, H., Filby, W.G.,
and Schoop, S. Prediction of hydroxyl
radical reaction rates with organic
compounds in the gas phase. Atmos.
Environ. 15: 1763-5. 1981.

5303

Howard Deg |7Kis S iR

31 B

0
fth, Scientific

based upon
estimated
hatf—iife for
reaction of
aromatic
amines with
hydroxul
radicals in
water (Mill, T
(1989),
Guesten, H
etal.
(1981)). Itis
assumed that
2,4-

reacts twice
as fast as
aniline.

Mill, T. Structure-activity relationships for
photooxidation processes in the
environment. Environ. Toxicol. Chem. 8:
31-43. 1989. Guesten, H., Filby, W.G.,
and Schoop, S. Prediction of hydroxyl
radical reaction rates with organic
compounds in the gas phase. Atmos.
Environ. 15: 1763-5. 1981.

303

OHZ 2 Hh
L EDRIG

Howard Deg

300000 2.7 B

"3

32

1, Based
upon
estimated
rate constant
for reaction
with hydroxyl
radicals in air
(Atkinson, R
(1987A).

Atkinson R Aschmann S M. Winer A.M.,
and Pitts, J.N., Jr. Kinetics of the gas-
P112186 f ¢ 11CliOn$ Of NO3 radicals
with a series of dialkenes, cycloalkenes,
and monoterpenes at 295 K. Environ. Sci.
Technol. 18: 370-5. 1984A.

5303




PACS F % [129006
PACS Name % |£ 4—CFI/ PATY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z Dt 4A—FF)N—1, 8—JT=LITFSY
SMILES Nc1cee(c(c1)N)C
4
RETER
WET—%
5 5 - = HRRIZE T2 F—RETA—H
wERE | 18 wy | OREEE \REREE oohipm| wmm | amm | JURE \RERER| ) gmas | mown | olp | sty |$-R47(0H| BomS |@oumowE| % s ik R-UERE
- > * (HE 1)
17|Howard Deg | K5 OHZ T Hh 3000000 0.27 B5f 32 - Atkinson R Aschmann S M. Winer AM., |p.303
L EDRIG fth,Based and Pitts, J.N., Jr. Kinetics of the gas-
"3 upon P112186 f ¢ 11CliOn$ Of NO3 radicals
estimated with a series of dialkenes, cycloalkenes,
rate constant and monoterpenes at 295 K. Environ. Sci.
for reaction Technol. 18: 370-5. 1984A.
with hydroxyl x
radicals in air
(Atkinson, R
(1987A)).
18|Howard Deg |/KEk AR [E#EGL - x .303
19[{Howard B OHZ T Hh 7.99 B estimated GEMS; Graphical Exposure Modeling 1p.501. 502
FATE L EDRIS by System. Fate of atmospheric pollutants
calculation x (FAP) data base. Office of Toxic
Substances USEPA (1985)
20[Howard K EZx 45 periment Matsui S et al; Prog Water Technol 7: | 1 p.501
FATE %[TOC|after al result 64559 (1975)
4-hr exposure
to activated
sludge in a fill x
and draw
apparatus]
21|HSDB E3=] R (5F 0 L EETG experiment Chemicals Inspection and Testing |Environmental Fate
E1:0)) %l[theoretical al result Institute; Biodegradation and & Exposure: >
BOD in 2 bioaccumulation data of existing Environmental
weeks using chemicals based on the CSCL Japan. Biodegradation:
an activated x | Japan Chemical Industry Ecology -
sludge  Toxicology and Information Center. ISBN
inoculum at 4-89074-101-1 (1992)
30 mg/L]
22|HSDB E3=] R (5F 45 %[in the estimated |activated sludge Matsui S et al; Prog Water Technol 7: _|Environmental Fate
E1:0)) theoretical by in a fill and draw 645-59 (1975) & Exposure: >
organic Environmental
carbon of Biodegradation:
toluene-2,4-
diamine after
4 hr exposure)| x
to activated
sludge in a fill
and draw
apparatus]
23|HSDB E3=] ERR (5F experiment Freedman DL et al; J Hazard Mater 49: 1-|Environmental Fate
S89) al result 14 (1996) & Exposure: >
Environmental
x Biodegradation:
24|HSDB E3=] kR - Lyman WJ et al; Handbook of Chemical |Environmental Fate
Property Estimation Methods. & Exposure: >
[Washington, DC: Amer Chem Soc pp. 7- [Environmental
x 4, 7-5 (1990) Abiotic Degradation:
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CASRN

Ig. 4—CFS/FLTY

95-80-7

CA_IN

1,3-Benzenediamine, 4-methyl-

4—FAF)—1, 83—Tx=LYIOFTIT

SMILES

Nc1cee(c(c1)N)C

WET—%

4
RETER

8|
fii

ThERRA

#

e

NRRET | RIGEEE
4 4

SHIVRE

i

HEA

SHERE

#fi—RiE

B day]

REEHR
: 3

BIOWIN

reliability

WERRIZH T
*——ZZ;T-«DE?

fEowEs

EOEBDFHE

F—RETA—H

3
[€139)

%

PO

R

HSDB

AR

EEXDE

SRC

Environmental Fate
& Exposure: >
Environmental
Abiotic Degradation:

HSDB

OHZ 2 Hh
L EDRIG

1.92E-10
cm*3/molec
ule/sec

8.36E-02

25 °C

[Atiinson R; J Phys Chem Ref Data
Monograph 1 (1989)

[Environmental Fate
& Exposure: >
Environmental
| Abiotic Degradation:

HSDB

L EDRIG

1.9E-10
cm*3/molec
ule/sec

8.44E-02

25 °C

estimated
by

US EPA; Estimation Program Interface
(EPI) Suite. Ver. 4.1. Jan, 2011. Available
from, as of Nov 9, 2012:

ChemicallPhysical
Properties: > Other
Chemical/Physical

http://www.epa.
pisuitedl.htm

pe

EZF ¢
)

0 %[BOD]

perime
al result

(RS 77 Bk X B oy 2 B LA

B EnEReERBRT—4,
(http://www.safe.nite.go.jp/japan/Haz_sta
rt.html, 2005.10.21 IR7E).

MOE#) 3%
fii

ki

EF ¢
)

3.0 %[TOC]

perime
al result

(RS 77 Bk X B i o 2 B LR

B EnEReERBRT—4,
(http://www.safe.nite.go.jp/japan/Haz_sta
rt.html, 2005.10.21 I]7E).

£ (B
)

OHZ 2 Hh
L EDRIG

192E-12
cm*3/molec
ule/sec

7.9 %[GC)

perime
al result

(RS Bk X B oy 2 B LA

B EnEReERBRT—4,
(http://www.safe.nite.go.jp/japan/Haz_sta
rt.html, 2005.10.21 IR7E).

3E+05~
3E+06

"3

0.33~3.3 B
i

2.53E-02

25 °C

perime
al result

Howard, P-H., and Meylan, WM. ed.
(1997): Handbook of Physical Properties
of Organic Chemicals, Boca Raton, New
York, London, Tokyo, CRC Lewis

I 1126, (RIS EEEH)
Howard, P.H., Boethling, R.S., Jarvis,
W_F., Meylan, W.M., and Michalenko,
E.M. ed. (1991): Handbook of
Environmental Degradation Rates, Boca
Raton, London, New York, Washington
DC, Lewis Publishers: xiv. (OH 5%
IVRE)

K5

Howard, P.H., Boethling, R.S., Jarvis,
W_F., Meylan, W.M., and Michalenko,
E.M. ed. (1991): Handbook of
Environmental Degradation Rates, Boca
Raton, London, New York, Washington
DC, Lewis Publishers: 302-303.

EF ¢
)

W& AR (1977.11.30)




PACS F % [129006
PACS Name & Ig 4-—CFSJ FLIY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZOMmES
% D it i 4—FF)—1, 3—JI=LUSFSY
SMILES Nc1cee(c(c1)N)C
4
RFEPEd
RET—4
; ; - P WERI=H TS FRETA—H
wERE | 18 wy | PREEE \RERER \oohimx| wam | smx | JURE REEEE | o mmras | sown | ap | relesity woEs |wommoNE| s ik
i lay] 3 (EFET)
34[NIST B3 OHZ Oh 1.91E-102 0.084005621 298 K z0 periment The reactions of OH radicals with toluene |1,3-
LEDRR 6.97E-11 ftt, Derived al result i and
cmA3/molec from fitting to methylenedianiline under simulated methyl- + -OH —
[ a complex atmospheric conditions, Becker, K.H.;  [Products
rence mechanism Bastian, V.; Klein, T. J. Photochem.
reaction: Photobiol. A 45, 195 (1988).
Cy
+-OH — o
Products|Pr
essure:
1.01
bar|Bath
gas: N2
35[NTEDM Y |K& OHS 7 19E-10  [5E+05~  |1~2 E5f@ 563E-02 [25°C periment [SRC, Syracuse Research Corporation  [p.4
R SRS L ED RIS cm3/molec [1E+06 al result (2003) AopWin Estimation Software, ver.
ule/sec o 1.90, North Syracuse, NY.
"3
36[NTEDH U | K& 2R3 U.S.NLM, U.S. National Library of pA
Ry HEE Medicine (2002) HSDB, Hazardous
x Substances Data Bank.
(http://toxnet.nim.nih.gov/cgi-
bin/sis/htmigen?HSDB 5 51 )
37|NTERH U |k EXy] - U.S. NLM, U.S. National Library of o4
R RS Medicine (2002) HSDB, Hazardous
M Substances Data Bank.
(http://toxnet.nim.nih.gov/cgi-
bin/sis/htmigen?HSDB #* & 51 F)
38[NTERM U | KB K5 - Lyman, W.J. etal. (1982) Handbook of _|p.4
R SRS Chemical Property Estimation Methods
NY, McGraw-Hill, New York, pp. 2-14, 7-
x 4,5, 14-13. (U.S. NLM: HSDB, 2002 #*
5351 /).
39|NITEAD#A ') |7Kisk ESEE (5F 0 %[EMiE LEETG periment EEERE1977)BEERLR(1977F |p4-5
RYHEE SHI) PRIBFEH al result 128 18), 3 &l BT B e 2
% (BOD)R x & EA . (http://www.nite.go.jph" 5 5|
] )
40|NITEZD#R ') |7Kisk ESEE (BT 3.0 %[&H#H LEETG periment EEERE1977)BEERLR(1977F |p4-5
RYHEE SHI) B3R (TOC)AI al result 128 18), 3 &l BT B L 2
] x # B2 (ttp://www.nite.go jpA" &5 51
A)
41[NTERR Y |KE 5 (B T9%ARY ERATG periment EEEEE (197 ) BEERAR(1977E |pab
RYHEE SHI) A%+ S al result 128 18), 3 &l BT B L 2
7(GC)RIE] x % IR, (http://www.nite.go.jpA 5 51
A)
22[NTERH Y |k EZ:Y] =50 %[7 = B periment Sato, H. (1987) Analysis of products in _|p.5
R SRS UYRY al result the biodegradation process of MDA and
24-bLT> TDA, Complete Report to the International
STIvE Isocyanate Institute. (GDCh BUA, 1998
ALTESE x 5 51A).
B E 220
BREIEIS
B f ]




PACS F % [129006
PACS Name % |£ 4—CFI/ PATY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z OB 4—XF)—1, 83— JI=-LoSF=>
SMILES Nc1cee(c(c1)N)C
4
RETER
RET—4
5 5 - = WERRI=H 115 F—RETA—H
wERE | 18 wy | OREEE \REREE oohipm| wmm | amm | JURE \RERER| ) gmas | mown | olp | sty |$-R47(0H| BomS |@oumowE| % s ik R-UERE
2 T E * D)
43|NTERM Y | KB ERE Zol Ex periment Bayer (1981) Interne Untersuchungen der|p.5
25 HEE ARV al result Bayer AG zum Einsatz von 2,4-
FATRLE Toluylendiamin in einem modifizierten
HokERL OECD-Screening Test mit
=RESE Belebtschlamm aus kommunalen-
HERBTH x industriellen Klaranlagen. (GDCh BUA,
%{EEOECD 1998 H 551 )
RAyN—=
CIRBR
44(NITE#DERY) [k SR 45 %[TOC Al ZDH,ET experiment Matsui, S., Murakami, T. Sasaki, T., p.5
2 FEE ElL& D LT KRR al result Hirose, Y. and Iguma, Y. (1975) Activated
AR (AR5 ) I5vbT sludge degradability of organic
[2ES - « substances in the waste water of the
Kashima petroleum and petrochemical
industrial complex in Japan. Progr. Water
Tech. 7, 645-659.
45|PhysProp B 0.00000000 8.36E-02 25 °C periment ATKINSON,R (1989) Atmospheric OH
I EDRIE 0192 al result o Rate Constant
cm*3/molec
ule/sec
46|REACHE & | K ENR (R 203 B5M |50 %[203 h] 35:1 °C 6.9 IEE no 3: not reliable experiment publication, 2001 |Exp Disregarded
&R E1:0)) [50% al result Biodegradation in
degradation water: screening
in 203 hour tests.001
that is t1/2 =
203 hour, x
based on
determination|
of 1st order
rate
constant.]
47|REACHZE S |X& OHZ U 0.00000000 [100000000 (1 B8 4.22E-04 25°C B no 2: reliable with ~ [key study experiment Becker KH, Bastian V & Klein T, 1988, Exp Key
i L E DRI 019 i al result | The reactions of OH radicals with TDI, Phototransformation
cm”*3/molec [*3[Sensitise [ TDA and MDA under simulated in air.001
[f atmospheric conditions,
constant (for [concentratio |J.Photochem.Photobiol. A 45: 195-205
indirect n: up to
. o
0.00000000 [*]
019 cm®
ec)]
48|REACHEER | K1 Ery EXE3 [E®GC yes 2: reliable with |key study periment study report, 1997, 1997-04-06 [Exp Key
Lt [Environment restrictions al result Phototransformation
al direct in water.001
photolysis *
half-life = >1
year]
49|REACHE & | K ENR (5 128 Bl |50 %[128 h] 35:1 °C 6.9 IEE no 3: not reliable experiment publication, 2001 |Exp Disregarded
&R E1:0)) [50% al result Biodegradation in
degradation water: screening
in 128 hours tests.002
that is t1/2 =
ca. 128
hours, based x
on
determination|
of 1st order
rate
constant.]
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RETER
WET—%
5 5 - = HRRIZE T2 F—RETA—H
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50|REACHE &R | K18 ENE (F 4 2212°C OECD TG yes (incl. |1: reliable key study periment study report, 2009, 2009-08-23 Exp Key
135 S8) 9%[Radioche 3018 certificate) |without al result Biodegradation in
m. meas.[4% restriction water: screening
biodegradatio M tests.003
n after
exposure of
28 days]
51|REACHE &R | K1 ENE (F 710.57 %[7% 2212°C OECD TG yes (incl. |1: reliable key study periment study report, 2009, 2009-08-23 [Exp Key
Lt S biodegradatio 301B certificate) |without al result Biodegradation in
n (standard restriction water: screening
deviation +/- tests.003
0.57%) after x
exposure 63
days.]
52(REACHZ §% |kt R (5F 0 %[DOC 2212 °C OECD TG no 2: reliable with  |key study experiment study report, 2005, 2005-05-30 Exp Key
&R E1:0)) removal|28 d] 301E restrictions al result Biodegradation in
x water: screening
tests.004
53[REACHZ §% |kt SR 0 %[BOD|28 251 °C OECD TG no data 2: reliable with  |key study experiment study report, 1994, 1994-06-29 Exp Key
&R d] 301F restrictions al result Biodegradation in
x water: screening
tests.005
54(REACHZ §% |k SR 2 %[DOC OECD TG no data 2: reliable with ~ [key study experiment study report, 1994, 1994-06-29 [Exp Key
&R removal|28 d] 301F restrictions al result Biodegradation in
x water: screening
tests.005
55(REACHZ §% |kt SR 1.4 %[residue| OECD TG no data 2: reliable with ~ [key study experiment study report, 1994, 1994-06-29 [Exp Key
&R analysis|28 d] 301F restrictions al result Biodegradation in
x water: screening
tests.005
56(REACHZ §% |kt R (5F 100 %[DOC OECD TG no 2: reliable with ~ [key study experiment study report, 1993, 1993-02-15 [Exp Key
&R E1:0)) removal|6 d] 302B restrictions al result Biodegradation in
x water: screening
tests.006
57(REACHZ §% |kt R (5F 34 %[COD 25°C IEE no 2: reliable with  [supporting study |experiment Matsui S, Murakami T, Sasaki T, Hirose |Exp Supporting
&R E1:0)) removall4 h] restrictions al result Y & Iguma Y, 1975, Activated sludge Biodegradation in
degradability of organic substances in the |water: screening
x \waste water of the Kashima petroleum tests.007
and petrochemical industrial complex in
[Japan, Progress in Water Technol. 7
(3/4): 645-59
58(REACHZ §% |kt R (5F 24 %[TOC 25°C IEE no 2: reliable with  [supporting study |experiment Matsui S, Murakami T, Sasaki T, Hirose |Exp Supporting
&R E1:0)) removal|2 h] restrictions al result Y & Iguma Y, 1975, Activated sludge Biodegradation in
degradability of organic substances in the |water: screening
x \waste water of the Kashima petroleum tests.007
and petrochemical industrial complex in
[Japan, Progress in Water Technol. 7
(3/4): 645-59
59(REACHZ §% |kt ERR (5F 45 %[TOC 25°C IEE no 2: reliable with  [supporting study |experiment Matsui S, Murakami T, Sasaki T, Hirose |Exp Supporting
&R E1:0)) removall4 h] restrictions al result Y & Iguma Y, 1975, Activated sludge Biodegradation in
degradability of organic substances in the |water: screening
x \waste water of the Kashima petroleum tests.007
and petrochemical industrial complex in
[Japan, Progress in Water Technol. 7
(3/4): 645-59
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CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z OB 4—XF)—1, 83— JI=-LoSF=>
SMILES Nc1cee(c(c1)N)C
4
RETER
WET—%
5 5 - = WERRI=H 115 F—RETA—H
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60|REACHE &% | K1 ENE (F 100 %[After 35°C ) 2: reliable with |supporting study [experiment Internal memo, 1987 Exp Supporting
Lt SHI) 26 days of restrictions al result Biodegradation in
incubation at water: screening
35°C, 2,4- tests.008
TDA (at both N
50 and 100
mg/l) was
degraded to
100%.]
61(REACHZ § |kt R (5F 0 %[BOD|2 2542 °C OECD TG no data 2: reliable with  [supporting study |experiment publication , 1992 |Exp Supporting
&R E1:0)) wk] 301C restrictions. al result Biodegradation in
x water: screening
tests.009
62(REACHZ §% [kt R (5F 3 %[TOC OECD TG no data 2: reliable with  [supporting study |experiment publication , 1992 |Exp Supporting
&R E1:0)) removal|2 wk] 301C restrictions al result Biodegradation in
x water: screening
tests.009
63[REACHZ §% |kt R (5F 7.9 %[GC|2 2542 °C OECD TG no data 2: reliable with  [supporting study |experiment publication , 1992 |Exp Supporting
&R E1:0)) wk] 301C restrictions al result Biodegradation in
x water: screening
tests.009
64|REACHE & | K ER (57 |1.2E-201/8F IEE 2: reliable with |supporting study [experiment publication, 1995 |Exp Supporting
&R E1:0)) F][first order| restrictions al result Biodegradation in
rate constant water: screening
k=1.2"10(- x tests.011
2)per hour.]
65(REACHZ §% |Li§ ENR (K 0 30 °C IEE no 2: reliable with ~ [key study experiment study report, 1996, 1996-07-31 [Exp Key
&R E1:0)) %[Radioche restrictions al result Biodegradation in
m. meas.|73 x s0il.001
dl
66|REACHE SR | LI ENE (F 148 25°C [E®GC ) 2: reliable with |key study periment study report, 1996, 1996-07-31 [Exp Key
Lt S8) 9%[Radioche restrictions al result Biodegradation in
m. meas. |56 le) s0il.002
d
67|REACHE & | L& ENR (R 13 IEE no 2: reliable with |key study experiment study report, 2002, 2002-07-25 [Exp Key
&R E1:0)) %[Radioche restrictions al result Biodegradation in
m. meas.|364 x s0il.003
d|Soil No.#1]
68|REACHE SR | LI E5E (R 1 [E®GC ) 2: reliable with |key study periment study report, 2002, 2002-07-25 [Exp Key
Lt S8) 9%[Radioche restrictions al result Biodegradation in
m. meas.|364 x s0il.003
d|Soil No.#2]
69|REACHZE & |X& OHZ U 0.00000000 [100000000 (1 B8 4.22E-04 25°C B no 2: reliable with ~ [key study experiment Becker KH, Bastian V & Klein T, 1988,  [(JS Member) Exp
&R L EDRIE 019 restrictions. al result The reactions of OH radicals with TDI,  |Key
cm”*3/molec [*3[Sensitise [ TDA and MDA under simulated Phototransformation
[f atmospheric conditions, in air.002
constant (for [concentratio |J.Photochem.Photobiol. A 45: 195-205
indirect n: up to
is): o
0.00000000 [*]
019 cm®
/(molecule*s
ec)l
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3
[€139)

%

PO

R

REACHZ & |/Kist
LLE

By

Z14
[Environment
al direct
photolysis
haif-life = >1
year]

2: reliable with
restrictions

Key study

periment
al result

Study report, 1997, 1997-04-06

(JS Member) Exp
Key
Phototransformation
in water.002

i

REACHZ % |/Kkist

S iR

493 5

22°C

B

no

3: not reliable

experiment
al result

Em;i P, Angerhofer D & Parlar H, 2001,
Photoinduced reactions of selected azo
dye metabolites in water,
Fres.Environ.Bull. 10 (3): 245-56

(JS Member) Exp
NS
Phototransformation
in water.004

i

REACHZ % |/Kkist

S iR

80.4 5

22°C

B

no

3: not reliable

experiment
al result

Em;i P, Angerhofer D & Parlar H, 2001,
Photoinduced reactions of selected azo
dye metabolites in water,
Fres.Environ.Bull. 10 (3): 245-56

(JS Member) Exp
NS
Phototransformation
in water.005

SIDS

ki

ER (BF
S)

0 %[BOD]

OECD TG
301F

experiment
al result

Yakabe Y. (1995): The study of the
environmental fate of TDA, MDA and
oligoureas of TDI and MDI:
Biodegradability test of 2,4-

and 4,4’
diaminodiphenylmethane. Il report 11170,
project number 105-FE-ENV, part Il

p.24

SIDS

ki

ER (5F
S)

2 %[DOC]

OECD TG
301F

experiment
al result

Yakabe Y. (1995): The study of the
environmental fate of TDA, MDA and
oligoureas of TDI and MDI:
Biodegradability test of 2,4-
diaminotoluene and 4,4’
diaminodiphenylmethane. Ill report 11170,
project number 105-FE-ENV, part Il

p.24

[SIDS

ki

EZF ¢
)

14
%(residual
amount]

OECD TG
301F

periment
al result

Yakabe Y. (1995): The study of the

i fate of TDA, MDA and
oligoureas of TDI and MDI:
Biodegradabilty test of 2,4-
diaminotoluene and 4,4
diaminodiphenylmethane. il report 11170,
project number 105-FE-ENV, part Il

IEES

i

EZr

1.9 %[after 3
days]

Z0fE,using
14 C labeled
[ TDA

periment
al result

Cowen W.F. et al. (1996): Sorption
and microbial degradation of
Toluenediamines and Methylendianiline in
soil under aerobic and anaerobic
conditions, Il report 11230, Project
number 116-AM-ENV.

SIDS

T

EZ:X

4 %[after 7
days]

% DA, using
14 C labeled
[TDA

experiment
al result

Cowen W.F. et al. (1996): Sorption
and microbial degradation of
Toluenediamines and Methylendianiline in
soil under aerobic and anaerobic
conditions, IIl report 11230, Project
number 116-AM-ENV.

IEES

i

EZr

7.9 %after
14 days]

Z Oftb,using
14 C labeled
TDA

periment
al result

Cowen W.F. et al. (1996): Sorption
and microbial degradation of
Toluenediamines and Methylendianiline in
soil under aerobic and anaerobic
conditions, Il report 11230, Project
number 116-AM-ENV.

SIDS

T

EZ:X

10.8 %[after
28 days]

% DA, using
14 C labeled
TDA

experiment
al result

Cowen W.F. et al. (1996): Sorption
and microbial degradation of
Toluenediamines and Methylendianiline in
soil under aerobic and anaerobic
conditions, IIl report 11230, Project
number 116-AM-ENV.

p.26
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PACS F % [129006
PACS Name % |£ 4—CFI/ PATY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z Dt 4A—FF)N—1, 8—JT=LITFSY
SMILES Nc1cee(c(c1)N)C
RETER
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2 T E * @HED
SIDS E23 £ 14.8 %fafter Z DO ffh,using periment Cowen W.F. et al. (1996): Sorption  |p.26
56 days] 14 C labeled al result and microbial degradation of
TDA Toluenediamines and Methylendianiline in|
e} soil under aerobic and anaerobic
conditions, IIl report 11230, Project
number 116-AM-ENV.
SIDS B3 OHS U5 |5E5 PET] key study estimated Becker KH. et al. (1988): The .27
L EDRIE by reactions of OH radicals with toluene
3 calculation x diisocyanate, toluenediamine and
methylenedianiline under simulated
atmospheric conditions. J. Photochem.
Photobiol. 45, 195-205
SIDS E3=] R (5F 51 OECD TG key study experiment Kim M-N et al, (2002): Toxicity and p.24
E1:0)) %l[theoretical 301B al result biodegradation of diamines, J. Environ.
CO 2 yield x Sci. Health Vol. B37: 53-64
over 36 days]
SIDS E3=] R (5F 4 %[after 28 OECD TG key study experiment Caspers et al. (1986): Ecotoxicity of TDI, [p.24
S89) days] 3018 al result x MDI, TDA, MDA. Report to the Il by
Bayer AG, Leverkusen, Project E-CE-41
|sips K ENE (F 100 %[after 6 Z 0OHs,Zahn- key study periment BASF (1993): Zahn-Wellens-Test on 2,4- |p.24
S.8) days|DOC Wellens-Test al result and 2,6-TDA (1993), unpublished report
elimination] x
|siDs K ENE (F |93 %[coD] Z 0OHs,Zahn- key study periment BASF (1993): Zahn-Wellens-Test on 2,4- |p.24
S.8) Wellens-Test al result x and 2,6-TDA (1993), unpublished report
SIDS £33 E Y ¢ 100 %[After 35°C Z DOt With experiment Snyder (Air Products and Chemicals p.24
E1:0)) 26 days of an al result Inc.), (1987): Internal Memorandum to
incubation at electrolytic P.J. Usinowicz
35°C, 2,4- respirometer
[TDA in both x
concentration
s was
degraded to
100 %.]
|sips K ENE (F 34 %[After 4 Z OH,With periment Matsui S. et al. (1975): Activated .24
S.8) hours COD afill-and al result sludge degradability of organic
fell by 34 % draw type substances in the waste water of the
from 105 unit x Kashima petroleum and petrochemical
mg/l to 69 industrial complex in Japan. Progress in
mg/l.] W ater Technology, 7 (3/4), 645-659
[siDs K ENE (F 24 %[TOC Z OH,With periment Matsui S. et al. (1975): Activated .24
S.8) decreased afill-and al result sludge degradability of organic
within 2 draw type substances in the waste water of the
hours by 24 unit « Kashima petroleum and petrochemical
9% from 58 industrial complex in Japan. Progress in
mg/l to 44 Water Technology, 7 (3/4), 645-659
mg/l]
|siDs K ENE (F 45 %[within 4 Z OH,With periment Matsui S. et al. (1975): Activated .24
S.8) hours by 45 afill-and al result sludge degradability of organic
9% from 58 draw type substances in the waste water of the
mg/l to 32 unit x Kashima petroleum and petrochemical
mg/l] industrial complex in Japan. Progress in
Water Technology, 7 (3/4), 645-659
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£33 By

286 Afin
summer|mar
ginal
conditions:
pure water
from close to
the surface,
10th degree
of longitude,
50th degree
of latitude,
clear sky,
typical
ozone

s in the
atmosphere]

Z DHts,GC-
SOLAR
program

Key study

estimated

y
calculation

Bayer (1997): Determination of the
Quantum Yield and Assessment of the
Environmental Haif-lfe of the direct

of 2,4-Diami

in Water, Report HPO-141 of 7.04.1997

.25

SIDS

kg S iR

>1 £[in

winter|margin
al conditions:
pure water
from close to
the surface,
10th degree
of longitude,
50th degree
of latitude,
clear sky,
typical
ozone

s in the
atmosphere]

Z0Oih,GC-
SOLAR
program

key study

estimated

by
calculation

Bayer (1997): Determination of the
Quantum Yield and Assessment of the|
Environmental Half-life of the direct

F of 2,4-Di
in Water, Report HPO-141 of 7.04.1997

p.25

SIDS

kg S iR

44 H[in
[ June|margin
al conditions:
pure water
from close to
the surface,
stagnant
water,
(geographic
and climatic
conditions  of |
50th degree
of latitude,
no
contribution
of another
mono- or
bimolecular
elimination
process]

Z O, Frank
& Kiopffer
program

estimated
by
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PACS Name % 'E 4—CFI/ PATY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z Dt 4A—FF)N—1, 8—JT=LITFSY
SMILES Nc1cec(c(c1)N)C
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93|SIDS £33 H5 >1 £ [in the Z D, Frank estimated p.25
winter & Kiopffer by
months|marg program calculation
inal
conditions:
pure water
from close to
the surface,
stagnant
water,
geographic
and climatic x
i of|
50th degree
of latitude,
no
contribution
of another
mono- or
bimolecular
elimination
process]
94|BiTE iR K ET 0 %[EFRE LEATG experiment
* BEISLD al result o
R
95(EEFRRE  |KE SR 3.0 %[TOC&H L EETG experiment
E3 ISk BHR] al result le)
96|Bi7E MR K ET 7.9 %[GCI= (= F31] experiment
* £ BHER] al result x
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PACS F % 129006
PACS Name & 2, 4—CFS/ RLTY
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z DB FR 4—FAF)—1, 83—z =LVIFIV
SMILES Nc1cec(c(c1)N)C
4
R
IRETF—%
1RRRI<HB1T
1EHRRE SR SR HiHAE DERERY HBAEE GLP reliability éa:—g;sés—w EDEE EDEED M % ik R—UEEE
o)E
1|NITE#IE ) R [not readily 0%|O_2 consumption {LEETG - - experimental BEELEE (1977) BEELELR |P.5
o EHEE biodegradable result (1977 12 A1 B), & RHER
EBBECPYEERFER
(http://www.nite.go.jp H 551 F).
2(NITE#IHA ") R [not readily 3%]| TOC removal EHEZETG - - experimental BEELEE (1977) BEELELR |P.5
o EHEE biodegradable result (1977 12 A1 B), & RAHER
EBBECPYEERFER
(http://www.nite.go.jp H 551 F).
3[NITE#IHAY) R [not readily 7.90%|Test mat. analysis EHEZETG - - experimental BEELEE (1977) BEELELR |P.5
o EHEE biodegradable result (1977 12 A1 B), & RAHER
EBBECPYEERFER
(http://www.nite.go.jp H 551 F).
4|8IDS Z 0t 0 %[no - OECD TG 301E - - - p.23
biodegradati
on of 2,4-
TDA was
observed]
5(SIDS Z 0t 0 %[no - OECD TG 301E - - - Bayer (1981a): OECD Screening |p.23-24
biodegradati test with 2,4-TDA, unpublished
on was report.
found]
6/SIDS Z 0t 0 %[no - Z DO 4t,MITI (1) test |- - - Fujiwara (1982): Studies on the |p.24
biodegradati effect of TDA and MDA on
on of 2,4- plankton daphnia. Report to the
and 2,6-TDA 1l from 25.3.1982, Project FE-E-
was 26. CITI (1992): Biodegradation
achieved] and bioaccumulation data on
existing chemicals based on the
CSCL Japan.
7[SIDS 1.40%| % DAt residual OECD TG 301F - - - Yakabe Y. (1995): The study of |p.24

amount

the environmental fate of TDA,
MDA and oligoureas of TDI and
MDI: Biodegradability test of 2,4-
diaminotoluene and 4,4’
diaminodiphenylmethane. IlI
report 11170, project number
105-FE-ENV, part lIl.




PACS _F % 129006
PACS_Name % 2, 4—UF2/ LIV
CASRN 95-80-7
CA_IN 1,3-Benzenediamine, 4-methyl-
ZDMES
Z D% 4—AF)—1, 3—JT=LITFI
SMILES Nc1cee(c(c1)N)C
4
SR
RET—4H
TERIRE SRt PRE HHAE SMEERY HEBAEEE GLP reliability fEDiERE EDFERED % Xk R—TFE
8|SIDS 2%|DOC removal OECD TG 301F - Yakabe Y. (1995): The study of |p.24
the environmental fate of TDA,
MDA and oligoureas of TDI and
MDI: Biodegradability test of 2,4-
diaminotoluene and 4,4’
diaminodiphenylmethane. IlI
report 11170, project number
105-FE-ENV, part lIl.
9|SIDS 0%|O_2 consumption OECD TG 301F - Yakabe Y. (1995): The study of [p.24
the environmental fate of TDA,
MDA and oligoureas of TDI and
MDI: Biodegradability test of 2,4-
diaminotoluene and 4,4’
diaminodiphenylmethane. Il
report 11170, project number
105-FE-ENV, part lIl.
10(SIDS 51%|CO_2 evolution OECD TG 301B - Kim M-N et al, (2002): Toxicity ~ |p.24
and biodegradation of diamines,
J. Environ. Sci. Health Vol. B37:
53-64.
M(BEFERBREE 7.90%| Test mat. analysis {LEETG experimental K0200
sult
12(RFRBEE 3%|TOC removal {LEETG experimental K0200
sult
13(RFRBEE 0%|O_2 consumption {LEETG experimental K0200
sult






