Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEMI1\BNA_J\DATA\BJ120412\
Data File : BJ001314.D

Acq On : 4 Dec 2012 17:23

Operator :© HLM

Sample : PB67200BS

Misc = WATER BNA_J HLM

ALS Vial : 4 Sample Multiplier: 1

Quant Time: Dec 08 04:29:54 2012

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ112712_M
Quant Title : CWA degredation products by GCMS
QLast Update : Wed Dec 05 11:26:13 2012

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 4.36 152 238528 2.00 ug/mL -0.01
6) Naphthalene-d8 5.63 136 955865 2.00 ug/mL -0.01

System Monitoring Compounds

10) Tripropylphosphate 6.70 99 218134 0.46 ug/mL 0.00
Spiked Amount 0.500 Range 70 - 130 Recovery = 92 .00%
12) 2-Bromothioanisole 6.92 204 390443 4.91 ug/mL 0.00
Spiked Amount 5.000 Range 70 - 130 Recovery = 98.20%

Target Compounds Qvalue
2) Dimethyl Disulfide 2.51 94  489173m 3.75 ug/mL
3) DMMP 3.28 79 468219m 3.81 ug/mL
4) DIMP 4.65 97 494053 1.79 ug/mL 95
5) 1,4-Oxathiane 3.41 46 608979 4_.23 ug/mL 78
7) 1,4-Dithiane 4.79 46 513471 4_.43 ug/mL 96
8) Thiodiglycol 5.56 61 4047012m 41.25 ug/mL
9) Benzothiazole 5.91 135 2747477 10.29 ug/mL 97

11) p-Chlorophenylmethylsulfid 6.17 158 1565279 9.36 ug/mL 98
13) p-Chlorophenylmethylsulfox 7.59 159 1155441 10.23 ug/mL 98
14) p-Chlorophenylmethylsulfon 7.79 111 1516711 9.25 ug/mL 93

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance Scan 163 (4.352 min): BJ001292.D (-159) (-) #1
g 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4.36 min Scan# 163
Ref50 115 Delta R.T. -0.01 min
5 78 Lab File:  BJ001314.D
Acq: 4 Dec 2012 17:23
o, E S [ 7 .
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19T 10On:=152 Resp: 238528
‘Abundance lon Ratio Lower Upper
150 152 100
115 51.7 26.3 66.3
Rawsg
115 Abundance |on 152.00 (151.70 to 152.70): E
5 78 lon 115.00 (114.70 to 115.70): f
0 35\ \4\3 L] 61 | 8\7 99 ‘ ‘\‘ 436
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 100000
Abundance
150
Sub 50000
50
115 /
52 8
0 40 66 87 g9 \
mmmmmﬁwm ||||||||||||||
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 430 440 450
Abundance Scan 20 (2.318 min): BJ001292.D (-16) (-) #2
H Dimethyl Disulfide
Concen: 3.75 ug/mL m
RT: 2.51 min Scan# 33
Refs0 45 & Delta R.T. 0.20 min
Lab File: BJO01314.D
64 Acq: 4 Dec 2012 17:23
MR =20 O Y RN
mz--> 30 40 50 60 70 8 90 100 Tot lon: 94 Resp: 489173
‘Abundance lon Ratio Lower Upper
o4 94 100
45 38.6 26.5 66.5
79 52.5 33.4 73.4
45 Abundance lon 94.00 (93.70 to 94.70): BJO
lon 45.00 (44.70 to 45.70): BJO)
Oy "|' '}MSP"' '”'16§'| T U"8§'|' — T .
mz--> 30 90 100 2,51
Abundance
94 400000
Sub 79
50 45 200000
61 ‘L_
0 35 50 66 0 \ _
rryrrrTrTTrTTTT T T T T T T T T T T T T T T T T T T T T L L L
m'z--> 30 90 100  [Time-- 2.40 2.60
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Abundance Scan 86 (3.257 min): BJ001292.D (-84) (-) #3

o g, DMMP
Concen: 3.81 ug/mL m
RT: 3.28 min Scan# 87
Refs0 Delta R.T. 0.02 min
47 109 Lab File: BJ001314.D
63 Acq: 4 Dec 2012 17:23
RIS Y U A
mz-> 30 40 50 60 70 80 90 100 110 120 130 | 19t fon: 79 Resp: 468219
Abundance lon Ratio Lower Upper
79 94 79 100
94 95.0 69.1 109.1
109 34.3 10.5 50.5
RaWSO
43 109 Abundance lon 79.00 (78.70 to 79.70): BJO
2000001 lon 94.00 (93.70 to 94.70): BJO
59 124
101
Lo B | \
L RS IR RS NS IULLS AR RARSS WARLS RAARS RARAS LA 3.28
m/z--> 30 40 50 60 70 80 90 100 110 120 130 150000
Abundance
79 %
100000
Sub
50
109 50000
47
59
39 101 gl L J\
Ollllllllllll|Illl|llll|llll|llll||||||||||||||||||||| ﬁll‘llllllllllllll
miz--> 30 40 50 60 70 80 90 100 110 120 130 [Time->  3.00 350 4.00 4.50
Abundance Scan 184 (4.651 min): BJ001292.D (-178) (-) #4
97 DIMP
Concen: 1.79 ug/mL
RT: 4.65 min Scan# 183
Refs0 123 Delta R.T.  -0.01 min
43 79 Lab File:  BJ001314.D
Acq: 4 Dec 2012 17:23
0 |L|| °9 69 |I . ! 139 165
miz—> 30 40 50 60 70 80 90 100 110120130 140150 160170 19T lon: 97 Resp: 494053
Abundance lon Ratio Lower Upper
97 97 100
123 54.8 36.4 76.4
123 43 23.7 0.0 37.2
Rawg, 41 10.2 0.0 28.0
Abundance lon 97.00 (96.70 to 97.70): BJO
43 79 lon 123.00 (122.70 to 123.70): §
Ohrrrrsttiverereaee S eoheeesrerterrererererrrrrrerrerrerr 2 | 150000]lon 41.00 (40.70 to 41.70): BJO
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance 4.65
& 100000
Sub 123
50 50000
45 7
o 59 69 139 165 0
WWWWWWWWWWWW T T T 1T T T
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 Time--> 4.40 460 480  5.00

BJ0O01314.D BJ112712.M Sat Dec 08 04:29:54 2012 Page 4



Abundance Scan 93 (3.356 min): BJ001292.D (-87) (-) #5
46 1,4-Oxathiane
Concen: 4_.23 ug/mL
RT: 3.41 min Scan# 96 Instrument :
Ref50 o o Delta R.T. 0.05 min (B:TA::S ol
= - lentosample "
Lab_Flle- BJ001314:D R
74 Acq: 4 Dec 2012 17:23
0"I"':'3I9|"l'll""!lll""I'!!'I'?'e'l""l""l""l""I' - -
mz-> 30 40 50 60 70 8 90 100 1i0 120 130 19t lon: 46 Resp: 608979
‘Abundance lon Ratio Lower Upper
46 46 100
61 38.9 13.2 53.2
104 53.2 14.2 54.2
Rawg, 104
61 Abundance lon 46.00 (45.70 to 46.70): BJO
24 800000 lon 61.00 (60.70 to 61.70): BJO
39\‘\‘ ] 86 93 124
e o e 341
miz--> 30 40 50 60 70 80 90 100 110 120 130 | 600000 '
Abundance
46
400000
Sub50 104
61 200000
74
b 35 86 93 124 / .
T e e L = ————
miz--> 30 70 80 90 100 110 120 130 [Time-> 3.20 3.40 3.60
Abundance Scan 252 (5.618 min): BJ001292.D (-245) (-) #6
Naphthalene-d8
61 Concen: 2.00 ug/mL
RT: 5.63 min Scan# 252
Refs0 45 Delta R.T. -0.01 min
104 Lab File: BJ001314.D
a1 Acq: 4 Dec 2012 17:23
M 0 00 N 00 _ _
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 10n:136 Resp: 955865
‘Abundance lon Ratio Lower Upper
136 136 100
68 7.4 0.0 25.9
RaWSO 61
45 Abundance |on 136.00 (135.70 to 136.70): E
104 lon 68.00 (67.70 to 68.70): BJO
300000 5.63
o.w..ﬁﬁﬂlw”“ gy ” .7ﬁ;§f.h.....:l...}?gn U
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 250000
Abundance
136 200000
150000
Sub
50 61 100000
45
104 50000
54 | 68 91
o 38 76 84 122 0 .
meﬁmmmrﬁrrm T T T T T T T T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-> 5.40 5.60 5.80
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m/z-->

Wmﬁmwﬁwwwm
30 40 50 60 70 80 90 100 110 120 130 140

/Abundance Scan 194 (4.793 min): BJ001292.D (-188) (-) #7
2 1,4-Dithiane
46 Concen: 4_.43 ug/mL
61 RT: 4.79 min Scan# 193
Refs0 Delta R.T. -0.01 min
Lab File: BJ001314.D
92 Acq: 4 Dec 2012 17:23
105
I ?%.Il”,- ........ A N DO I i _
miz--> 0 40 50 60 70 8 90 100 110 120 130 19Tt lon: 46 Resp: 513471
‘Abundance lon Ratio Lower Upper
46 120 46 100
o1 61 79.3 57.0 97.0
120 117.1 91.5 131.5
Rawsg
Abundance lon 46.00 (45.70 to 46.70): BJO
92 0001 |0n 61.00 (60.70 to 61.70): BJO
105
0..,.??.,...‘.,?‘?’.‘ .H..,.?“?.,‘.... e e | 250000
miz--> 30 40 50 60 70 80 90 100 110 120 130
Abundance 200000 4,79
46 120
150000
61
5ub50 100000 /
92 50000 /
73 ‘
NS e o 105 .
miz--> 30 40 50 60 70 8 90 100 110 120 130 Mime->  4.60 4.80 5.00
Abundance Scan 250 (5.590 min): BJ001292.D (-242) (-) #8
P Thiodiglycol
Concen: 41.25 ug/mL m
RT: 5.56 min Scan# 247
Refs0 Delta R.T. -0.04 min
o 04 Lab File:  BJ001314.D
Acq: 4 Dec 2012 17:23
o ||| 54| 68 [ 82 |. 122 13
miz--> 35 J 50 60 70 80 90 100 110 120 130 140 | 19t lon: 61 Resp: 4047012
‘Abundance lon Ratio Lower Upper
61 61 100
45 45 74.4 56.0 96.0
47 29.4 10.0 50.0
Rawsg
104 Abundance |on 61.00 (60.70 to 61.70): BJO
91 800000} lon 45.00 (44.70 10 45.70): BJO
o B s e | a2 16
miz-—-> 30 40 50 60 70 80 90 100 110 120 130 140 600000 5.56
Abundance
61
45 400000
Sub
50
104 200000
91
o 35 54 68 75 82 122 136 0

Time-->
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Abundance Scan 273 (5.917 min): BJ001292.D (-265) (-) #9
135 Benzothiazole
Concen: 10.29 ug/mL
RT: 5.91 min Scan# 272
Ref50 108 Delta R.T. -0.01 min
60 Lab File: BJ0O01314.D
Acq: 4 Dec 2012 17:23
45
Ol e et .|,,,,.| L | ous ) ]
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10n:=135 Resp: 2747477
‘Abundance lon Ratio Lower Upper
135 135 100
108 30.6 12.0 52.0
69 19.4 1.1 41.1
RaWSO
108 Abundance lon 135.00 (134.70 to 135.70): E
69 1000000} |0n 108.00 (107.70 to 108.70): H
38 45 58 82 9%
Ol e e | 800000 5ol
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance
135 600000
400000
Sub
50
108 200000
69
o 39 50 58 82 91 gg
mmmwwmwm |||||||||||||||
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 Time-> 560  5.80 ebo 6.20
Abundance Scan 328 (6.700 min): BJ001292.D (-317) (-) #10
9 Tripropylphosphate
Concen: 0.46 ug/mL
RT: 6.70 min Scan# 327
Ref50 Delta R.T. 0.00 min
Lab File: BJO01314.D
43 o3 M1 Acq: 4 Dec 2012 17:23
0 65 g2 | MU0 | 1836, 183,00 0 550
ol 8e 82 Ll 67 T 17195200 223 ) )
miz--> 40 60 8 100 120 140 160 180 200 220 | 19t lon: 99 Resp: 218134
‘Abundance lon Ratio Lower Upper
99 99 100
141 17.2 14.7 22.1
183 5.1 4.6 6.8
RaWSO
43 Abundance lon 99.00 (98.70 to 99.70): BJO
141 lon 141.00 (140.70 to 141.70): §
li ﬁl 82 1111f3 153 183
Obrr o e e e e e | 60000 570
miz--> 40 60 80 100 120 140 160 180 200 220 '
Abundance
® 40000
Sub
50 20000
¢ 141
. & s 112 53 183 /
mz-> 40 60 80 100 120 140 160 180 200 220 [Time-> 640  6.60 680  7.00
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BJ0O01314.D BJ112712.M
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Abundance Scan 291 (6.173 min): BJ001292.D (-283) (-) #11
138 p-Chlorophenylmethylsulfide
Concen: 9.36 ug/mL
143 RT: 6.17 min Scan# 290 |[USCINENS
ReTs0 108 Delta R.T. -0.01 min (B:TA::S ol
= - lentosampleld :
Lab_Flle_ BJ001314:D R
45 63 75 125 Acq- 4 Dec 2012 17:23
I Y OV 1 A0 1 Y P ,|, o1 207 ) )
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:158 Resp: 1565279
‘Abundance lon Ratio Lower Upper
158 158 100
143 54.4 34.4 74 .4
143 108 43.2 22.9 62.9
Rawigg 108 45 23.0 0.0 36.9
Abundance lon 158.00 (157.70 to 158.70): E
45 lon 143.00 (142.70 to 143.70): f
63 75 125 600000
ok b il 11,8697 | | \ il lon 45.00 (44.70 to 45.70): BJO
N L LI S WA WL AL S s s  ICT0101010 10
mz--> 40 60 80 100 120 140 160 180 200 617
Abundance :
158 400000
300000
143
Sub50 200000
i 75 108 155 100000
0 ---.---51 ""|?§'91' R LI S B BN
m'z--> 40 60 80 100 120 140 160 180 200  [Time--> 600 610 620 630
Abundance Scan 343 (6.913 min): BJ001292.D (-336) (-) #12
2-Bromothioanisole
Concen: 4.91 ug/mL
RT: 6.92 min Scan# 343
Refs0 Delta R.T. 0.00 min
Lab File: BJO01314.D
Acq: 4 Dec 2012 17:23
0 . .
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:204 Resp: 390443
‘Abundance lon Ratio Lower Upper
204 204 100
108 202 98.3 80.7 120.7
108 75.6 87.3 127.3#
Rawsg
45 Abundance |on 204.00 (203.70 to 204.70): E
69 169 lon 202.00 (201.70 to 202.70): f
o D S
miz--> 40 60 80 100 120 140 160 180 200 100000 6.92
Abundance
204
108
Sub 50000
50
45 169
69
82 122 158 | 187
o 58 93 143 I —
m'z--> 40 60 80 100 120 140 160 180 200  Time-> 680  7.00  7.20
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Abundance Scan 390 (7.582 min): BJ001292.D (-381) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 10.23 ug/mL
RT: 7.59 min Scan# 390 |[QEULTCHISE
Re 50 174 Delta R.T. 0.00 min E?Ais el
Lab File: BJ001314.D KEmESEImlEte)
Acq: 4 Dec 2012 17:23 (HESEMES
0 . .
miz--> 40 60 8 100 120 140 160 180 19T lon:159 Resp: 1155441
‘Abundance lon Ratio Lower Upper
159 159 100
174 44 .9 26 .4 66.4
108 10.1 0.0 29.6
Rawk, 174 50 22.2 3.3 43.3
25 131 Abundance |on 159.00 (158.70 to 159.70): E
111 lon 174.00 (173.70 to 174.70): F
50
38 % | ‘ 143
o ...,.‘“..,h ‘d ‘.L;“}f%w.ﬂ ....”‘...u,. lon 50.00 (49.70 to 50.70): BJO
miz--> 40 ‘80 100 120 140 160 180 300000
Abundance 7.59
159
200000
SUbSO 1ra 100000
75 131
50 111
oL 38 63 | g5 99 5 143 0
miz--> 40 60 8 100 120 140 160 180 Time—> 7.0  7.60  7.80
Abundance Scan 404 (7.781 min): BJ001292.D (-396) (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 9.25 ug/mL
RT: 7.79 min Scan# 404
Ref50 75 Delta R.T. 0.00 min
50 127 175 Lab File: BJ001314.D
99 ‘ Acq: 4 Dec 2012 17:23
ob B L --1‘.“?---.----'.----.
miz--> 40 60 80 100 120 160 180 Tgt lon:111 Resp: 1516711
‘Abundance lon Ratio Lower Upper
111 111 100
75 41.9 27.3 67.3
127 39.1 17.0 57.0
Rauk, e 190 26.0 0.8 40.8
127 175 Abundance fon 111.00 (110.70 to 111.70): E
50 o 190 lon 75.00 (74.70 to 75.70): BJO
o2 ﬂt. ??. A .143..%ﬁ9... L 5000001 |on 190.00 (189.70 to 190.70): E
miz--> 40 60 80 100 120 140 160 180
Abundance 400000 7.79
111
300000
Sub 200000
50 75 127 175
190 100000
oL 39 % | &7 142 ,
mz--> 40 60 8 100 120 140 160 180  ITime->  7.60 7.80 800
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