)

(

10
11
12

159

13
14

Na*

15
16
17

18
19
20

30

21

22
23
24
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12

13
14

15
16
17
18
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22
23

! -1
0 0
cl e
R )k 1 "< )J\ P
N N N N
3H,0
/J\ /& _ /J\ + 2HCIO + NaOH
0 N o} 0 N 0
Na H
SoO00wL 7 VBRI L AT I
(BERATEEESH-1043) (BERATEEESE-1037) 2HCl + O,
-1
2
MITI(1991b)

22 4 23
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14
15
16
17
18
19

20
21

1Pa
10,000 mg/L
1
219.95 255.98
Pa (6.0><1073%)% 6.13>10732
mg/L 170,000% 35,865
1) 29 2
29 9 1
2) EPI Suite(2012)
3) HSDB
4) ECHA

3-2




o 01~ WN

10
11
12
13
14

15
16
17
18
19
20
21
22
23
24
25
26

2
( )
219.95 219.95
(240)? HSDB 240
240 250 640
20
-3)4) -3
Pa (6.0=<107%) 6.0><10° 6.0><10
mg/L 170,000? 20 226,400%
1- -0.0556° KOWWIN -0.0556
(logPow)
3Pa 3.14><107 ¥ HENRYWIN 314107
m3/mol
3) 3)
(Koc) L/kg 7.48 KOCWIN 7.48
(BCF) L/kg 3.1629 BCFBAF 3.1629
(BMF) 19 logPow BCF 19
(pKa) 3.752 9
1) 29 2
29 9 11
2) HSDB
3) EPI Suite(2012)
4) ECHA
5) MHLW, METI, MOE (2014)
6)
(240 ) GLP
3
HSDB (230 250 )
MITI (1991a) (240 250 )
(240 )
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(640 ) MPBPVP (v1.43)

240 250
REACH

(GLP ) 20
6.0x10-3 Pa MPBPVP (v1.43) 6.10
>=<10-13 Pa

(6.0x10-3 Pa)
(226,400 mg/L) REACH 25
(236,800 mg/L , 248,200 mg/L) 20
GLP HSDB
20 (170,000 mg/L)
MITI (1991a) OECD TG 104 20 25
100 g/L
logPow

(-0.0556) KOWWIN (v1.68)
(-0.0556)

(3.14x107 Pa ms3/mol) HENRYWIN (v3.20) Bond
Estimation Method
(3.14><107 Pa m3/mol)

Koc
(7.48 L/Kkg) KOCWIN (v2.00) (Log Kow
Estimation Method)
(7.48 L/kg)
BCF
(3.162 L/kg) BCFBAF (v3.01) (Log Kow

Estimation Method)
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(3.162 L/kg)

BMF

3.75

1)

HSDB

logPow

BCF
BMF

(CAS: 2782-57-2)
(pKa = 3.75)
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10
11
12
13
14
15
16
17
18
19
20

21
22
23
24

29 29 23
3 NPE
129.07
3302
458.3° MPBPVP (v1.43)
Pa 6.15>107°* 100 20
mg/L 2,520 25 20
1- 5
(logPow) 03) 0.3
E a 6.07><107103 HENRYWIN (v3.20)
m°/mol
18.79
37.49
L/k Franco
(Koc) g 3449
pH7.6
(BCF) L/kg (017 ( 01)
(BMF) 18 logPow BCF
(pKa) 6.88
1) 28 2
28 11 17 Koc pH7.6
2) OECD(1999)
3) EPI Suite(2012)
4) MITI(1997a)
5) MITI(1997b)
6) Franco and Trapp(2008)
7) MITI(1977)
8) MHLW, METI, MOE (2014)
330 GLP
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3.1
OECD SIDS

458.3 MPBPWIN (v1.43)

OECD SIDS Decomposed

6.15x105 Pa(20 )

OECD TG 104 5.0x103 Pa(25 )

2520 mg/L (20 )

OECD TG 105 2,700 mg/L (25 )

logPow

( 0.3)

k
0.3

(6.07x1010 Pa m3/mol) HENRYWIN(v3.20)

Koc
Franco (2008) (18.7 L/kg (
( )
BCF
0.1 L/kg (20 )

BMF

) 37.4 L/kg
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10
11
12

Edition).

pKa
43.1%

6.88
7.1%

0.8%

(1) logPow BCF
(

(6.88)

pH5.0 6.0 7.0 8.0 9.0 10.0
0.1%

10

THE MERCK INDEX (12th

98.7% 88.4%
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10
11
12
13

14

29

29 6 23

()

NA

OH

5.4%

AOPWIN (V.1.92)

5>10° molecule/cm?®

25
OH

NA

NA

NA

10,000

NA

NA

NA

10,000

NA

NA

40,000

NA

1) 28 2
28 11 17
2) EPI Suite(2012)
3 MITI 1975
NA:

Koc

11

pH7.6
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15
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19
20
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23

24
25

26

27

28

Aldlich: Sigma-Aldlich Product Number: 35915

ECHA: Information on Chemicals — Registered substances.
http://echa.europa.eu/web/guest/information-on-chemicals/registered-substances,
(2017-6-13 ).

EPI Suite(2012): US EPA. Estimation Programs Interface Suite. Ver. 4.11, 2012.

FAO(2004): SODIUM DICHLOROISOCYANURATE(NaDCC — anhydrous and
dihydrate)Chemical and Technical Assessment (CTA), 61st JECFA

HSDB: US NIH. Hazardous Substances Data Bank.
http://toxnet.nlm.nih.gov/cgi-bin/sis/htmlgen?HSDB, (2017-6-13 ).

MHLW, METI, MOE(2014):

V. . Ver. 1.0, 2014.

MITI(1991a): MITI. K, Na

K 748
80748K, ,1991.
MITI(1991b): MITI. K, Na

K 748
20748, , 1991.
MITI(1996): MITI. 1,3,5- ( K-103)

: , 1996.

12
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11
12

13
14

15
16

17
18

19

20

EPI Suite(2012): US EPA. Estimation Programs Interface Suite. Ver. 4.11, 2012.

Franco and Trapp(2008): Franco, A. and Trapp, S. Estimation of the Soil-Water Partition Coefficient
Normalized to Organic Carbon for Ionizable Organic Chemicals, Environ. Toxicol. and Chem.,
27(10):1995-2004, 2008.

MHLW, METI, MOE(2014):

V. . Ver. 1.0, 2014.
MITI(1975): MITI. 1,3,5-
, 1975.
MITI(1977): MITI. 1,3,5-
, 1977.
MITI(1996): MITI. 1,3,5- ( K-103)
, , 1996.
MITI(1997a): MITI. K-103
, 1997.
MITI(1997b): MITI. K-103 1-
HPLC . , 1997.

OECD(1999): OECD SIDS Initial Assessment Report Isocyanuric Acid. 1999

13
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CCD Hawley’'s Condensed Chemical Dictionary, 15th, John Wiley & Sons, 2007
CRC CRC Handbook of Chemistry and Physics on DVD, Version 2013, CRC—Press
ECHA Information on Chemicals — Registered substances.

EPI Suite U.S.EPA EPI Suite

HSDB Hazardous Substances Data Bank (HSDB)

Merck The Merck Index, 14th Ed, Merck & Co, 2006

PhysProp SRC PhysProp Database, Syracuse Research Corporation, 2009

SIDS OECD: SIDSLAR—k

B RRER
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AEARIER

BEFMEFVEELES 159
FrUDL=3, 5-/n0—2, 4, 6—-FUXFXY—-1, 3, 5-FUTIFU-T1—-AF

el T BIESHO0A LT IUES kUL
CASES 2893-78-9
4
AR
RET—%
PR FHRI-BT5 — [EEES
1ERIRE ®E & ! 5S " HBRAEF GLP reliability #—{;&;Z—'»fﬂ) BEnELHE EOFEEDEM (;;‘/ﬁ;J , T A "% Xk R—UESE
E SF i I
1|EPI Suite L 276 °C 276 MPBPWIN - - key study (Q)SAR MPBPWIN v1.43 2¢ x - -
September 2008
2 Bh e 276.00 °C |276 MPBPWIN (Q)SAR Weighted Value 2C x
3|HSDB Al 230~250 °|240 - - - - - - Lewis, R.J. Sr. (ed) Sax's Dangerous CHEMICAL/PHYSICA
(63 2B 10 10 Properties of Industrial Materials. 11th L PROPERTIES:
Edition. Wiley-Interscience, Wiley &amp; |>MELTING POINT:
Sons Inc Hohoken N.J 2004 n 3244
4 2400 °C__|2400 4A x p.10
5 240 °C 240 4A x p.10
6 é40~250 °|245 2A X p.10
7|ECHA 252°C 252 EU Method yes 1: reliable key study experimental study report, 2007 Exp Key Melting
A1 without result 1A X point/freezing
restriction point.001
S|HFRRE (S [RIETE |BEBRET|- - - - - - BELFIERIRHRTEN. K0748
E (240~ 7] 3 x
250°CTH
#2)1
9 DR 240~250 °|245 BEEFIEFRAHTAEN
C[RIZE A =T
(240~ 4A X
250°CTH
£2) 1




HEKIEH
BRRMLEDE B &S

159

mERH

FrIDL=3, 5=2700-2, 4, 6—-FJFFU—-1, 3, 5-FUT7OF—1T—-4F

ResoronA Y FRIVEF LY D L)

CASES

2893-78-9

4
WRETF—4

3|ECHA [Data EXTEES
waiving |
other

101.325 kPa

~in REEE
128515
S [°C EAh

reliability

ERRI=HTZ
F—RET4D | EOTEE | EOEEOFM

NS NS Boiling point.001




BEAER

B PMERLES 159
B LT FrFIJDL=8, 5—2700-2, 4, 6—-FJFFU—-1, 3, 5—FI7SFo—1T—A9F
Feoonnd4 Y FTRIVEFT FYDIL)
CASES 2893-78-9
ERE
IRETF—%
P 20°CI=H1T s | . THIRRICBTS ) Emits| F—2% F—2%5
HERIRR ERE | [Pal T BREE | Te REBRAEE GLP reliability | F—R4271D | ENEE | EDEEDOEM VY | Ta—#3F | T4 & 3k R—UBEH
[Pa] mlx %3 GRE1)| GFHi1) (GFffi 1)
EPI Suite 4.6E-15 6.13E-13 |[6.13E-13 [20°C MPBPWIN - - key study (Q)SAR MPBPWIN v1.43 2c o o -
mmHg September 2008
0.0000000 [1.74E-12 |1.74E-12 |20 °C (Q)SAR
0000174
Pa[2CIA T x
DEERL 4c
THE
(4) 1
PhysProp 1.46E-14 |1.95E-12 [1.38E-12 [25°C - - - - estimated |- NEELY,WB & BLAU,GE (1985). -
mmHg by 4C x
calculation
1.46E-14 |1.95E-12 [1.38E-12 [25°C estimated NEELY,WB & BLAU,GE (1985) Vapor Pressure:
mmHg by 4C X
calculation
ECHA <0.006 Pa [0.006 0.006 20°C Z Df,gas yes 1: reliable  |key study experiment study report, 1991 Exp Key Vapour
saturation without al result 4A (e} (e} pressure.001
|method restriction




EAXIER

EESmEENEBLES 150
WL FrIJDOL=3, 5—2700—-2, 4, 6—-FJFFU—-1, 3, 5—FIJ7DF—-—1T—9F
Gleaorong )7 IEF ) DL)
CASES 2893-78-9
4
IKBRE
AT —5 }
gz |OCEBIB] gm ) TEERRI=H T ] . EmS| F—242 | 2% K
EHRE IKFBRRE [mg/d KBRE | Tig pH HEBAEE GLP reliabilty | 2F¥—R874 | EOEE | EOEEOHM | >V | T4k | 74—k ] SCHR R—UESE
[mg/L] o= DEEIE (GFfi1)| (FFfi 1) (EFfi 1)
3|HSDB 227 g/L 227000( 211905.961|25 °C - - - - - Ashford, R.D. Ashford's Dictionary of [CHEMICAL/PHYSICAL
2B x x Industrial Chemicals. London, PROPERTIES: >
England: Wavelength Publications SOLUBILITIES:
Ltd.. 1994.. p. 810.
4 170000 170000 170000|20 °C = = - - - Wojtowicz J; Kirk-Othmer CHEMICAL/PHYSICAL
mg/L Encyclopedia of Chemical PROPERTIES: >
2B * o Technology. (2005). NY, NY: John SOLUBILITIES:
Wiley & Sons; Cyanuric and
Isocyanuric Acids. Online Posting
Date: June 18. 2004,
5 30g/100 g 300000| 280051.931|25 °C - - - - - UraY, Sakata G; Ullmann's CHEMICAL/PHYSICAL
Encyclopedia of Industrial Chemistry. |PROPERTIES: >
2B X X 7th ed. (2005). NY, NY: John Wiley & [SOLUBILITIES:
Sons; Chloroamines. Online Posting
Date: June 15. 2000,
6 227 g/L 227000| 211905.961|25 °C Ashford, R.D. Ashford's Dictionary of (CHEMICAL/PHYSICAL
2B x x Industrial Chemicals. London, PROPERTIES: >
England: Wavelength Publications SOLUBILITIES:
Ltd.. 1994.. p. 810
7 1.7E+5 mg/L 170000 170000|20 °C Wojtowicz J; Kirk-Othmer CHEMICAL/PHYSICAL
Encyclopedia of Chemical PROPERTIES: >
2B x x Technology. (2005). NY, NY: John SOLUBILITIES:
Wiley &mp; Sons; Cyanuric and
Isocyanuric Acids. Online Posting
Date: June 18. 2004,
8 30.0 g/100g 300000( 280051.931|25 °C Ura Y, Sakata G; Ullmann's CHEMICAL/PHYSICAL
Encyclopedia of Industrial Chemistry. |PROPERTIES: >
28 x x 7th ed. (2005). NY, NY: John Wiley  |SOLUBILITIES:
&amp; Sons; Chloroamines. Online
Posting Date: June 15, 2000.
15|ECHA 236.8 236800( 221054.324(25 °C EPAOPPTS |yes 1: reliable key study experiment study report, 2008 Exp Key Water
g/L[the 830.7840 without al result solubility.001
mean value restriction
reported for 1A o x
the solubility
by available
chlorine
titration]
16 248200( 231696.298(25 °C EPAOPPTS |yes 1: reliable key study experiment study report, 2008 Exp Key Water
g/L[the 830.7840 without al result solubility.001
mean value restriction
reported by " © *
the HPLC
method]
17|BEESBRE (=100 g/L 100000| 96590.0332|20~25 °C OECD TG 105 |- - - experiment |- 1B o x K0748
* al result
18, 2100 g/L 100000| 96590.0332|20~25 °C OECD TG 105 experiment 1B x x
al result




BEAER

B PMERLES 159
B LT FrFIJDL=8, 5—2700-2, 4, 6—-FJFFU—-1, 3, 5—FI7SFo—1T—A9F
Feoonnd4 Y FTRIVEFT FYDIL)
CASES 2893-78-9
4
logPow
RET—4H
e - THER=RT — |[EEES| %%
TERIRE & #—=E |55 pH RBAEE GLP reliability |2¥—R47¢| (EDTEFE BEDEHDFHM VY | Ta—#3E ] Xk R—UBSH
o= DEEIE GE#1))| GF#i 1)
1|EPI Suite -0.0556 -0.0556 KOWWIN = F key study (Q)SAR KOWWIN v1.67a 20 fo) =
Sept 2008
2 -0.0556 _ |-0.0556 KOWWIN (Q)SAR 2C [e)
3|PhysProp -0.06 -0.06 - - - - estimated by |- 4C % MEYLAN,WM & HOWARD,PH -
calculation (1995).
4 -0.06 -0.06 estimated by 4c x MEYLAN,WM & HOWARD,PH Log P (octanol-water):
calculation (1995)

5|ECHA -0.0556  |-0.0556 KOWWIN nodata |2: reliable[supporting [(Q)SAR KOWWIN v1.67 study report, 2007 QSAR Supporting
with — study 4c x Partition coefficient.002
restriction
IS




N

BRI ENEa e 159
MELH FFUSL=3, 5—-S500—-2, 4, 6—FJAXJ—1, 3, 6-FU75Fo—1—-4F
(BT OOL VST IIVEF FYDL)
CASES 2893-78-9
4
Koc
WETF—4
PR . BHRIBT BREMS| 25 | ¥—2%
THERA =HA & [L/kg:r aE pH TEEH | HBHEE GLP reliability | ¥ —RZT4 fEnER EOBBEOFEME | >V | T«+—8F | T2k "% Xk R—TEEE
= D GEE1)| GRE1) | GHBD)
1[EPI Suite Koc 7.438Lkg  |7.438 - KOCWIN |- - key study  [(Q)SAR KOCWIN v2.00 2c 1) x - X
February 2009




BEAER

BAFHEIEFNEBLES 159
WAL FFUSL=3, 5-Dp00-2, 4, 6-FUFFU—1,. 3, 6-FU7S5Fo—T1-AF
BlaroonqVFRIVEF Y DL)
CASES 2893-78-0

4
AU — R

. THRIRI<E Stk
) 5 3 FHRIRICHIT EEES
WA g o REER o | relsity |3%—x57¢| EomE | momsomE | v s ik KBTS
i m= DEEIE (G 1)
EPI Suite 0.000000216 Pa- 0.000000216 - key study (Q)SAR HENRYWIN v3.20 2c -
m*3/mol October 2008
2.16E-007 Pa- 0.000000216 D
m*3/mol {t,Experiment
al Data from 4A x x
PhysProp
Database
3.14E-007 Pa- 0.000000314 (Q)SAR Bond Estimation 2c o o
m"3/mol Method
PhysProp 0.0000000000031 3.14108E-07 - - estimated by I-_ 4c X X - MEYLAN,WM & HOWARD,PH -
atm-m”3/mol calculation (1991).




HEXER

EENEEHEELES [159
P FFUSL=3, 5-UJ00-2 4 6-FUFFU—T 38 5-FU7IFT-T-AF
BEooandYSFRVEF Y DL)
CASER 2893-78-9
4
B
F—4 -
¢ e RIZBIT BEts| ¥—2% F—24
wame | wx (REE| BEOH \pgem| se  |meomm| w | MUER | ameas ap by |§%-25%|  woma | @ommowH "oy | sk | T "% ik R-UBHE
E SR 1)| (GBI SH 1




SE1EH

BEFMIEENEELES 159
WE R FrFIJOL=3, 5—2700—-2, 4, 6—FJFFVY—-1, 3, 5—FIU7OF—-—1T—4F
BEHr OBV TIVEF FY L)
CASES 2893-78-9
4
R
IRETF—4
TERRIEB T
TERIRE R DRE HHAE SMEERY HEBAEEE GLP reliability 6#—;’5‘7—"4 fBEniEH EDFERE D "% Xk R—TFE
DI
1| FREEE 0%[O_2 consumption [(4 V7 X—ILE) [{LEETG yes (incl. - experimental K0748
certificate) result
2 0%]|Test mat. analysis (4 ¥V 7 X —ILE) [{LEATG yes (incl. - experimental K0748
certificate) result
3 0%|Test mat. analysis [(4 ¥V > 7 X—ILE) [{LTETG yes (incl. - experimental K0748
certificate) result
4 0%]|Test mat. analysis (4 ¥V 7 X —ILE) [{LEATG yes (incl. - experimental K0748
certificate) result
5 0%[O_2 consumption [(4 V7 X—ILE) [{LEETG yes (incl. - experimental K0748
certificate) result
6 0%]0O_2 consumption |(f ¥ 7 X —ILE) [{LEATG yes (incl. - experimental K0748
certificate) result




AEARIER

BRFMILFMEBLES [159
WERH FRIDL=3,5-900-2, 4, 6-F)FFY—1, 3 5-FTFIFo—1—aF
(BB TRIVEEF YD L)
CASE= 51580-86-0
4 oy
A
RETF—%5
pa——_ BRRIBTE _ RS ¥—2%2 [ ¥—2%
THRIRE EH & Tre | BBAEE | oe reliability | #—2%2740 [ {EOFEE EDREADHM | >V | T4—8%3F | T1—&3Fk % ik ~N—UBEEE
&I GHEEI)] G L) | GHfEiI)
1|Aldrich LY 240~250 °[245 - - - - - Product Number:
[o] 2 ° ° 35915
2|EPISuite  |Rksm 276°C (276 MPBPWIN |- - key study (Q)SAR MPBPWIN v1.43 2 % % -
September 2008
3 [Bhs 276.00 °C [276 MPBPWIN (Q)SAR Weighted Value 2C x x




BEAER

BEFMIEENEELES 159
WEEH FRIDL=3, 5—-900—2, 4, 6-RJAFV—1,3 5—F)TOFU—1—4AF
(Bl&2yna4Y T7IVEEF I L)
CASES 51580-86-0
4
R
IRET—4
P 101.325 kPa A | ERRIZHT2 ] F—24 | ¥—24%
ERRR HR ! [.,C]“ [y 1 I E5 HERAEF [ GLP reliability | ¥—2%710 | {EOIEE | EOEEDEME | Ta—#%3F | Ta—E3F % 3k R—UBEH
=[] %3k GRi1)| GMEI) | GHEI)
1|EPI Suite 635.72 °C |635.72 635.72 1 atm MPBPWIN - - key study (Q)SAR MPBPWIN v1.43 2 o o
September 2008
2 635.72 °C |635.72 MPBPWIN (Q)SAR Adapted Stein
and Brown 2C O x

Method




BEAER

BEHILENEELES [159
WEEH FRJDL=3, 5—-900—-2, 4, 6-~JAFV—1,3 5—F)TOFU—1—AF
Bl&>oanA4VSFRIVEF YD L)
CASES 51580-86-0
4
#ERE
UntEF—4
gi—zm |20CEBY | e [ ERRIZH TS ) fBRiES ¥—2% | ¥—2%
1EHRRE ERE | Vpa | PREE [ Tan HERAEEF | GLP | relisbility | ¥—RET/0 | EOEE | EOEEDFME | VU | Ta—#&F | T1—F 1% ek R—UEEE
[Pa] = %3E GRffi 1) | (G4 1) (G )
1|EPISuite  [4.6E-15 [6.13E-13 [6.13E-13 [20°C MPBPWIN |- - key study (QSAR  |[MPBPWIN V143 [ o o
|mmHg September 2008
2 0.0000000 [1.51E-12 [1.51E-12 (20 °C (Q)SAR
0000151
Pa[2CLLT
OEEAL R x
THE
(4) 1




EAXIER

BEFMLEDEELES 159
B FrUDL=3, 5—2/A0—2, 4, 6—+)FFY—1, 3, 5—FJTOFV—1—4F
(BE>HO04YSTXIVEEFRI D L)
CASES 51580-86-0
4
IKBRRE
PES SV
PR 20°CIZH11% P _ TR T F—24 F—24
HRIRR KRR [mg/lj‘ KiRfRE | aE pH HEBA®EE GLP reliability | 2¥F—R2T4 EDERDFM Ta4—#%F | Ta—#%F #E Xk R—CHEEH
mnu DI GEE 1) | GEE D)
2366 2366 2208.67623|25 °C (Q)SAR
mg/L[2CLL
ToEzRA 4c o) x
WTHE
41




BEAER

BRIFMEZHEELES [159
WEEH FhJDL=3, 5—2900-2, 4, 6—k)FFY—1, 3 56—FJF7OFU—1—AF
(B2 o004YS 7 XIVEEF R L)
CASES 51580-86-0
4
logPow
IRETF—4
. | e . | EERISEST . T (0 el et . .
ERIRE f& #—%iL | g pH HEARE GLP reliability |5¥—2%27«| (EOWEE | EOEEOHM | >V | T—BF | Tk w5 ik R—CESE
= DIk GEE1)| GEEI) | GHED)
1|EPISuite  |-0.0556 |-0.0556 KOWWIN key study  |(Q)SAR KOWWINV1.67a [ ¢ o o
Sept 2008
2 -0.0556 _|-0.0556 KOWWIN (Q)SAR 2C [¢) x




N

BREmLENEaLES

159

WEAH

Fr)DL=3,56—2y00-2, 4, 6—+)FFY—1,3, 5—FTIFU—1—AF
(Bl22oanA Y 7IVEEFR) L)

CASES

51580-86-0

Koc

TIEEMH | HBAEE reliability

TEDTBRED




BEAER

BEFMIEFVEBELES 159
WELT FRUDL=3,5—2900-2, 4, 6—rJFFY—1, 3, 5—F)TIFr—1—AF
(BlE2ya01YS 7 RIVEF R L)
CASES 51580-86-0
4
AU —RE
IRET—4
. e 5 TERRI<HT T—24
RS N pro e EER o | relebity |3%—x574| EomE | @omSORE 7AW W ik A
£ a-m”3/mol] mBE Dk GHET)
EPI Suite 0.000000216 Pa- 0.000000216 key study (Q)SAR HENRYWIN v3.20 2c o x
m*3/mol October 2008
2.16E-007 Pa- 0.000000216 D
m*3/mol {t,Experiment
al Data from 4A x x
PhysProp
Database
3.14E-007 Pa- 0.000000314 (Q)SAR Bond Estimation 2c o o
m”3/mol |Method




HEXER

EEFGEEAEELES [159
. FHIDL=3, 5-U500-2, 4 6—FIAFY—1, 3, 5-FI7OFo—1—4F
(B SH001Y S FIBFFYHL)
CASES 51580-66-0
4
EiE
75
- s REACAT BRES| 25 | %5
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1EHRIREB HE fi& °c " HEBAEE GLP reliability | F—Z2T4D EniEsE EDEFEDFHH VY| Ta—#3E %% Xk R—UEEEF
B3 GHMEI)| GH#EI)
1|CRC Ahs >330°C [330 - - - - Physical Constants of
2B % Organic Compounds
(Section 3)
2|EPI Suite b 193.1°C (1931 MPBPWIN - key study (Q)SAR MPBPWIN v1.43 2¢ % -
September 2008
3(HSDB Ahs 360 °C 360 - - - - layton, G. D. and F. E. Clayton (eds.). CHEMICAL/PHYSICA
Patty's Industrial Hygiene and Toxicology: [L PROPERTIES: >
2B X Volume 2A, 2B, 2C: Toxicology. 3rd ed. [MELTING POINT:
New York: John Wiley Sons, 1981-1982.,
n 2766
4[Merck REQ >300 ° 300 - - - - Monograph Number:
C[does not 0002698
melt up to
330°,
sublimes
and 2B x
dissociates
to
isocyanic
acid at
higher
5|PhysProp Bhe 360 °C 360 - - - - 2B X -
6|SIDS A 330 °C 330 - no key study - 2A o Organic Chemical Dictionary. p.222; SIDS Dossier
D.246
7|BERRE (R 330° 330 - - - - AR EMERGEMRA) | K0103Z4E 4
ES C[603K(33 4A X
0°C)l
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1ERIRHA priT r°cl BT RH| 7 Eh REBHEF GLP reliability | ¥—Z2740 | {EDEE | EOEAOHME | > | T4k #% Xk R—UESE
=[C] %3 GR@i1)]| GEEI)
CCD 320 °C 320 320 760 mmHg |- - - - 2B o decomposes to cyanic Cyanuric Acid
acid at 320C
EPI Suite 458.25 °C |458.25 458.25 1 atm MPBPWIN = key study (Q)SAR MPBPWIN v1.43 2¢ 52 = =
September 2008
HSDB >330 ° 330 - - - - - Neil, M.J. (ed.). The Merck Index - An CHEMICAL/PHYSICAL
C[330°CL Encyclopedia of Chemicals, Drugs, and |PROPERTIES: >
tTavY 4A x Biologicals. 13th Edition, Whitehouse BOILING POINT:
7 X—)LEE Station, NJ: Merck and Co., Inc., 2001., p
125 %] 469.
SIDS [not BBER - no key study - - MITI, Japan. p.222; SIDS Dossier
measurabl | ] 3 X p.246
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1BHIRG EIE | Tl amRE | Y52 HEAEE GLP reliability | ¥—Z2740 | EDNEE | EOEEDFHME | >U | T4—#&3F %% ik R—UESE
[Pa] BE A e =5
[Pa] #ZIE GR@i1)]| GFMI)
EPI Suite 0.0000000 |2.17E-09 [2.17E-09 (20 °C MPBPWIN - key study (Q)SAR  [MPBPWIN v1.43 -
000163 September 2008 2C X
mmHg
HSDB 0.0000000 |5.88E-09 [4.17E-09 [25°C - - - estimated |- SRC. CHEMICAL/PHYSICAL
000441 by 4C x PROPERTIES: >
mmHg calculation MOLECULAR WEIGHT:
PhysProp 0.0000000 |4.07E-06 |2.88E-06 (25°C - - - estimated |- MPBPVP. -
305 mmHg by 4C x
calculation
SIDS <0.005 Pa (0.005 3.54E-03 [25°C OECD TG 104 |yes key study experiment|- MITI, Japan. p.222; SIDS Dossier
al result 1A (o) p.246
BEF AR |<=0.005 (0.005 6.15E-05 |100 °C OECD TG 104 |- - experiment |- K0103Z 14
Pa al result 4A X
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IKIBRRE
RET—4H
; w—%w |OCERTS sy . . s F—25
THIRA IKIERREE i /LI]. KBRRE | B pH RBAEE GLP reliability EDIERE | EDERDFE T4—&E %% Xk R—UBSE
€ [mg/L] mx GEfi 1)
mg,
1(ccb [Soluble in  |B &R - - - - 3 % Cyanuric Acid
hot water] _|&]
2[CRC [slightly BABER - - - - sl hot H_20 Physical Constants of
soluble hot [&] 3 X Organic Compounds
H 20] (Section 3)
3 0.259 mass | 2596.72552( 2424.05999|25 °C - - - - - Yalkowsky, S. H., and He, Y., Aquarius Solubility and
% B x Handbook of Aqueous Solubility Henry's Law Constants of
Data, CRC Press, Boca Raton, FL, |Organic Compounds
2003 (Section 5)
4 2.59 g/Kg 2590| 2417.78167|25 °C - - - - - Yalkowsky, S. H., and He, Y., Aquarius Solubility and
8B x Handbook of Aqueous Solubility Henry's Law Constants of
Data, CRC Press, Boca Raton, FL, |Organic Compounds
2003 (Section 5)
5|EPI Suite 1994 mg/L 1994| 1861.41184(25 °C WSKOWWIN |- key study (Q)SAR WSKOWWIN - -
v1.41a September 2C X
2008
6|HSDB 0.2 wt% 2004.00802| 1870.75438|25 °C - - - - - O'Neil, M.J. (ed.). The Merck Index - [CHEMICAL/PHYSICAL
An Encyclopedia of Chemicals, PROPERTIES: >
o8B x Drugs, and Biologicals. 13th Edition, [SOLUBILITIES:
Whitehouse Station, NJ: Merck and
Co., Inc., 2001., p. 469.
7 2.6 wt% 26694.0452| 12104.2644(90 °C - - - - - O'Neil, M.J. (ed.). The Merck Index - [CHEMICAL/PHYSICAL
An Encyclopedia of Chemicals, PROPERTIES: >
4A x Drugs, and Biologicals. 13th Edition, |SOLUBILITIES:
Whitehouse Station, NJ: Merck and
Co., Inc., 2001., p. 469.
8 2.593 mg/L 2.593 - - - - - Yalkowsky SH, He Y, eds; Handbook | CHEMICAL/PHYSICAL
4A x of aqueous solubility data. Boca PROPERTIES: >
Raton, FL: CRC Press p. 48 (2003). |ENVIRONMENTAL
EATE:
9 10 wt% 111111.111| 31500.7891|150 °C - - - - - O'Neil, M.J. (ed.). The Merck Index - [CHEMICAL/PHYSICAL
An Encyclopedia of Chemicals, PROPERTIES: >
4A x Drugs, and Biologicals. 13th Edition, [SOLUBILITIES:
Whitehouse Station, NJ: Merck and
Co., Inc., 2001., p. 469.
10{Merck 0.20% 2000| 1867.01288|25 °C - - - - 2B X - Monograph Number:
0002698
11 2.60% 26000| 11789.5535(90 °C - - - - 4A X ° Monograph Number:
0002698
12 10% 100000| 28350.7102|150 °C - - - - 4A X - Monograph Number:
0002698
13[PhysProp 12000 mg/L 2000| 1867.01288|25 °C - - - experiment |- 2B % - BURAKEVICH,JV (1979). -
al result
14(SIDS 2.7 g/L[Of 2700| 2520.46738|25 °C OECD TG 105 |- key study - - MITI, Japan. p.222; SIDS Dossier
very high 1B (@] p.247
solubility
15(BEFRBRE (2.7 gLIEH 2700 2520.46738|25+1 °C OECD TG 105 |- - experiment |- - K0103Z1L#
ES %¥1.8%] al result 1B (@)
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- DEEIE GEfi1)| GFEi1)
1|EPI Suite 1.9525 1.9525 KOWWIN - - key study (Q)SAR KOWWIN v1.67a 2C % -
Sept 2008
2|HSDB 1.95 1.95 - - - - zh GEE |- US EPA,; Estimation Program CHEMICAL/PHYSICAL
) HEEE Interface (EPI) Suite. Ver.3.12. Nov |PROPERTIES: >
30, 2004. Available from, as of Jun |OCTANOL/WATER
4C x 25, 2007: PARTITION

http://www.epa.gov/oppt/exposure/pu | COEFFICIENT:
bs/episuited|.htm.

3|PhysProp 0.61 0.61 - - - - estimated by |- MEYLAN,WM & HOWARD,PH -

calculation 4C x (1995).
4[SIDS <0.3 0.3 25°C OECD TG yes = key study experimental |- 1A o MITI, Japan. p.222; SIDS Dossier
107 result .246
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% a-m"3/mol] SREE D%k T
EPI Suite 0.000000000607 Pa- (6.07E-10 - key study (Q)SAR HENRYWIN v3.20 2 o -
m*3/mol October 2008
HSDB 8.74E-15 atm- 8.86E-10 - - estimated by |- US EPA; Estimation Program CHEMICAL/PHYSICAL
m”3/mol calculation Interface (EPI) Suite. Ver.3.12. PROPERTIES: > OTHER
Nov 30, 2004. Available from, as |CHEMICAL/PHYSICAL
4C X of Jun 25, 2007: PROPERTIES:
http://www.epa.gov/oppt/exposure
/pubs/episuitedl.htm.
8.7E-15 atm-m"3/mol (8.82E-10 - - estimated by |- SRC. ENVIRONMENTAL FATE
calculation 4C x & EXPOSURE: >
ENVIRONMENTAL FATE:
PhysProp 1.36E-18 atm- 1.38E-13 - - estimated by |- 4c X MEYLAN,WM & HOWARD,PH |-
m*3/mol calculation (1991).
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HRIRS B & ! [L/kg]n ~a = pH &M | HEBAEE | oLP reliability | %F—R2T74| (EDIELE EOBEDHE | vv | T4k & pa R—TESE
- (5] GRME1)| (FFHi 1)
EPI Suite Koc 96.22 L/kg 96.22 - KOCWIN - - key study (Q)SAR KOCWIN v2.00 26 x -
February 2009
HSDB Koc 58 58 - - - - - Zzof EE |- 'Yalkowsky SH, He Y, eds; ENVIRONMENTAL FATE
&) HEEE 4C < Handbook of agueous solubility|& EXPOSURE: > SOIL
data. Boca Raton, FL: CRC ADSORPTION/MOBILITY:
Pre . 48 (2
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2 - 1 10 mg/L BCF - <0.1 0.1{OECD TG 305C [yes - key study experimental - - MITI, Japan. p.222; SIDS Dossier
result 1A x p.249
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fREEER
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1ERIRB HE & #F—RiE B pH HEBAEE GLP reliability #—7_;93;—40) fEDiEEE TEDEED M #% Xk R—UEEEF
8
CRC pKa 6.88|H A Al - - Dissociation Constants of
Organic Acids and Bases
(Section 5)
pKa 14| BEAT - - Dissociation Constants of
Organic Acids and Bases
(Section 5)
pKa 13.5|HE AT - - Dissociation Constants of
Organic Acids and Bases
(Section 5)
HSDB pKa 6.88|H A Al ® ® O'Neil, M.J. (ed.). The Merck [CHEMICAL/PHYSICAL
Index - An Encyclopedia of PROPERTIES: >
Chemicals, Drugs, and DISSOCIATION
Biologicals. 13th Edition, CONSTANTS:
Whitehouse Station, NJ:
Merck and Co., Inc., 2001., p.
469.
pKa 14| BEEAT - - O'Neil, M.J. (ed.). The Merck [CHEMICAL/PHYSICAL
Index - An Encyclopedia of PROPERTIES: >
Chemicals, Drugs, and DISSOCIATION
Biologicals. 13th Edition, CONSTANTS:
Whitehouse Station, NJ:
Merck and Co., Inc., 2001, p.
469.
pKa 13.5|HE AT - - O'Neil, M.J. (ed.). The Merck [CHEMICAL/PHYSICAL
Index - An Encyclopedia of PROPERTIES: >
Chemicals, Drugs, and DISSOCIATION
Biologicals. 13th Edition, CONSTANTS:
Whitehouse Station, NJ:
Merck and Co., Inc., 2001, p.
469.
Merck pKa 6.88|H A Al - - Monograph Number:
0002698
pKa 114(HEERA - - Monograph Number:
0002698
pKa 13.5|H AT - - Monograph Number:
0002698
PhysProp pKa 72| EHARTA - experimental BUDAVARI,S ET AL. (1989). |-
result
SIDS pK 6.88|H A Al key study - Merck Index. p.222; SIDS Dossier p.247
pK 14| HEAT key study - Merck Index. p.222; SIDS Dossier p.247
pK 13.5|H AT key study - Merck Index. p.222; SIDS Dossier p.247
BEF RIRE % pKa 11.4|EHFRAT - - THE MERCK INDEX (12th K0103Z= 1t
Edition).
pKa 13.5|HE A7 - - THE MERCK INDEX (12th KO103Z 1t
Edition).
pKa 6.88[BEH A - - THE MERCK INDEX (12th K0103Z1t%
Edition).
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SIDS Z 0t 5.30%|Test mat. analysis OECD TG 301C |yes key study - MITI, Japan . p.222; SIDS Dossier p.249
Z 0t 7.80%|TOC removal OECD TG 301C yes key study - MITI, Japan . p.222; SIDS Dossier p.249
Z 0t 0%]O_2 consumption OECD TG 301C |yes key study - MITI, Japan . p.222; SIDS Dossier p.249




