Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEM1\BNA_J\data\BJ121012\
Data File : BJ001324.D

Acq On : 10 Dec 2012 17:36

Operator :© HLM

Sample - CWA-3

Misc = BNA_J HLM

ALS Vial : 5 Sample Multiplier: 1

Quant Time: Dec 14 21:38:15 2012

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ121012.M
Quant Title : CWA degredation products by GCMS
QLast Update : Wed Dec 05 11:26:13 2012

Response via : Initial Calibration

Compound R.T. Qlon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 4.373 152 170822 2.00 ug/mL 0.00

6) Naphthalene-d8 5.640 136 810503 2.00 ug/mL 0.00
System Monitoring Compounds

10) Tripropylphosphate 6.707 99 161599 0.40 ug/mL 0.01

Spiked Amount 0.500 Range 70 - 130 Recovery = 80.00%

12) 2-Bromothioanisole 6.935 204 197690 2.93 ug/mL 0.01

Spiked Amount 5.000 Range 70 - 130 Recovery = 58.60%#
Target Compounds Qvalue

2) Dimethyl Disulfide 2.366 94 111064 1.27 ug/mL# 81

3) DMMP 3.277 79 29972m 0.34 ug/mL

4) DIMP 4._657 97 74309 0.38 ug/mL 89

5) 1,4-Oxathiane 3.362 46 125917 1.22 ug/mL 83

7) 1,4-Dithiane 4.800 46 103170 1.05 ug/mL 92

8) Thiodiglycol 5.583 61 733817m 8.82 ug/mL

9) Benzothiazole 5.938 135 591695 2.61 ug/mL 92
11) p-Chlorophenylmethylsu. .. 6.180 158 351246 2.48 ug/mL 92
13) p-Chlorophenylmethylsu. .. 7.604 159 305865m 3.19 ug/mL

14) p-Chlorophenylmethylsu. .. 7.789 111 368547 2.65 ug/mL 98

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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IAbundance Scan 164 (4.368 min): BJ001321.D\data.ms (-160) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4.373 min Scan# 16
Ref 50 115 Delta R.T. 0.001 min
52 18 Lab File: BJ001324.D
Acq: 10 Dec 2012 17:36
0|'3|E|;||||62|'I|'i?|7|9?|'||||I'll - -
s~ 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19t 1on:152 Resp: 170822
IAbundance Scan 164 (4.373 min): BJ001324.D\data.ms lon Ratio Lower Upper
150 152 100
115 59.6 26.3 66.3
Raw g
115 IAbundance
52 78
B 6l 87 99 I w0
0"|""|""‘IIII AL AR RN LA AR ARAS LLRRE RALRE LR RARRE R 50000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance
138 40000
30000
Sub
2
50 115 0000
52 78 10000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 (Time-->
IAbundance Scan 21 (2.333 min): BJ001321.D\data.ms (-17) (-) #2
H Dimethyl Disulfide
Concen: 1.27 ug/mL
s 79 RT: 2.366 min Scan# 23
Ref 50 Delta R.T. 0.059 min
Lab File: BJ001324.D
‘ 64 Acq: 10 Dec 2012 17:36
c..,.?f?.,..'.|.I5,°..??,'.l..,...:,'ﬁ‘.“..,. e
z--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 111064
IAbundance Scan 23 (2.366 min): BJ001324.D\data.ms lon Ratio Lower Upper
94 94 100
45 45 70.0 26.5 66 .5#
79 79 56.4 33.4 73.4
Raw g
ot
o 2.866
B Mﬁo \ | 84 | 100000
e SR S L SN S S IS S S
m/z--> 30 90 100
IAbundance 80000
9
60000
45
79
Sub 50 40000
20000
64
e L S IS UL U U R wa S ARAE NARASRARRSRARERSS
m/z--> 30 90 100  [Time--> 230 2.35 2.40 2.45
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IAbundance Scan 86 (3.258 min): BJ001321.D\data.ms (-84) (-) #3
79 DMMP
94 Concen: 0.34 ug/mL m
RT: 3.277 min Scan# 87|1SUlUnEa
Ref 50 47 Delta R.T. 0.016 min Bl o _
109 Lab File: BJ001324.D el
63 ‘ Acq: 10 Dec 2012 17:36 -
124
O"I'?$'I"|'!'I""I!|"'I"'I'I"E';'7I'"'I""I""I'!"I" - -
o> 30 40 50 60 70 80 90 100 110 120 130 19t lon: 79 Resp: 29972
IAbundance Scan 87 (3.277 min): BJ001324.D\data.ms lon Ratio Lower Upper
79 94 79 100
94 89.9 69.1 109.1
109 28.8 10.5 50.5
Raw g 47
lAbundance
o 109 3477
35 ‘ ‘ 55 ‘ 6 124 6000
0"|""'I""'I""'I""|""|""""""""""' 5000
miz--> 30 50 60 70 80 90 100 110 120 130
IAbundance 4000
79 94
3000
Sub 2000
47
63 109 1000 \
55 124 Vil
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII ‘|||| L L ||||)
m/z--> 30 40 50 60 70 8 90 100 110 120 130 [Time - 320 340 360
IAbundance Scan 184 (4.653 min): BJ001321.D\data.ms (-178) (-) #4
97 DIMP
Concen: 0.38 ug/mL
123 RT: 4_.657 min Scan# 184
Ref 50 Delta R.T. 0.001 min
43 79 Lab File: BJ001324.D
Acq: 10 Dec 2012 17:36
o 59 g9 139 165
17> 30 40 50 60 70 80 90 100 110 120130 140 150 160 170 19T lon: 97 Resp: 74309
Abundance Scan 184 (4.657 min): BJ001324.D\data.ms fon Ratio Lower Upper
97 97 100
123 58.5 36.4 76 .4
123 43 29.9 0.0 37.2
Raw g, 41 17.1 0.0 28.0
79 lAbundance
0 ””L”ﬂm”“mw””ﬂn.””.”.””.”.””M”.”“.”.”
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance 10000
97
123
Sub 50 5000
43
79
59 139
OTFWWWWWWWWWWWWWWWWWWWW T T 1T T T 1T T T 1T
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 (Time--> 460 480 500
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IAbundance Scan 94 (3.372 min): BJ001321.D\data.ms (-91) (-) #5
46 1,4-Oxathiane
Concen: 1.22 ug/mL
RT: 3.362 min Scan# 93[uSUnERIE
Ref 50 104 Delta R.T. 0.002 min BNA_J _
61 Lab File: BJ001324.D el
24 Acq: 10 Dec 2012 17:36
o N P | -1 S A P i ]
miz--> 0 40 50 60 70 8 90 100 110 | 19t lon: 46 Resp: 125917
IAbundance Scan 93 (3.362 min): BJ001324.D\data.ms lon Ratio Lower Upper
46 46 100
61 26.7 13.2 53.2
104 21.8 14.2 54.2
Raw g
lAbundance
61 104
24 100000
0 39 |, A | 79 86 94
I e RA S
m/z--> 30 40 50 60 80 90 100 110 80000
IAbundance
46 60000
Sub 40000
50
61 104 20000
39 ™29 85 o4 _
Ol e e | e e
m/z--> 30 80 90 100 110 Time--> 330 340 3.50
IAbundance Scan 253 (5.635 min): BJ001321.D\data.ms (-246) (-% #6
136 Naphthalene-d8
Concen: 2.00 ug/mL
RT: 5.640 min Scan# 253
Ref 50 45 61 Delta R.T. 0.000 min
Lab File: BJ001324.D
104 Acq: 10 Dec 2012 17:36
|l 68 76 sa 12
0 S 1Y TP G O P S | Tat lon-136 Resp: 810503
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 gt fon-1 esp:
IAbundance Scan 253 (5.640 min): BJ001324.D\data.ms lon Ratio Lower Upper
136 136 100
68 5.4 0.0 25.9
Raw g
lAbundance
250000
45 g, 61 108
68 76 g4 91
Ol BB e et 118 i1 200000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance
146 150000
100000
Sub
50
50000
45 61 108
ol 38 > 768 76 84 91 100" 118 S N
Wmmmmmw T T T 7T LI B T T 1 71
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time—> 540  5.60 5.80 '
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IAbundance Scan 195 (4.810 min): BJ001321.D\data.ms (-189) (-) #H7
46 20 1,4-Dithiane
Concen: 1.05 ug/mL
61 RT: 4.800 min Scan# 19UStlE)ls
Ref 50 Delta R.T. 0.001 min e _
o Lab File: BJ001324.D ts\?Asgmp'e'd-
H‘ . 105 Acq: 10 Dec 2012 17:36 -
o..,.??.,..h,??.l.,,-l..,.n..,. do _ _
mz--> 30 40 50 60 70 8 90 100 110 120 130 19T fon: 46 Resp: 103170
IAbundance Scan 194 (4.800 min): BJ001324.D\data.ms lon Ratio Lower Upper
46 120 46 100
61 64.0 57.0 97.0
61 120 108.3 91.5 131.5
Raw g
lAbundance
92
4.800
3\5 1 ‘H “ ‘:\3 84 ! 195 1
R 30000
m/z--> 30 40 50 60 70 80 90 100 110 120 130
IAbundance
46 120 20000
Sub 61
S0 10000
92
73 105
0 35 79 85 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 Time - 4.60 4.0 4.80 4.90 5.00
IAbundance Scan 250 (5.592 min): BJ001321.D\data.ms (-245) (-) #8
45 6L Thiodiglycol
Concen: 8.82 ug/mL m
RT: 5.583 min Scan# 249
Ref 50 Delta R.T. -0.014 min
o1 104 Lab File: BJ001324.D
‘ Acq: 10 Dec 2012 17:36
0 3 _llis2 .||.. 68 /> 82 |, 122 136
”,”.w.”.“.” e S = et S LA . .
s> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t fon: 61 Resp: 733817
IAbundance Scan 249 (5.583 min): BJ001324.D\data.ms lon Ratio Lower Upper
45 61 61 100
45 86.1 56.0 96.0
47 33.2 10.0 50.0
Raw g
104 136 IAbundance
9 50000 5.583
0 3\5 \‘ ‘54“\\ 683\5 84 | m 122 Al
m/z--> 30 46 50 60 70 80 90 100 110 120 130 140 40000
IAbundance
a5 61 30000
Sub . 20000
104
o1 136 10000
o 35 54 || 68 75 g2 122 0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-->
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IAbundance

Scan 274 (5.934 min): BJ001321.D\data.ms (-266) (-)

#9
Benzothiazole
Concen: 2.61 ug/mL

RT: 5.938 min Scan# 27UENnERIE

Ref 50 Delta R.T. 0.015 min e _
108 Lab File: BJ001324.D el
69 82 Acq: 10 Dec 2012 17:36
38 50 58 (o) !
e 30 45' 5'0 ‘60 70 80 90 100 110 120 130 140 | 19T 1on:135 Resp: 591695
Abundance Scan 274 (5.938 min): BJ001324.D\data. ms lon Ratio Lower Upper
135 135 100
108 28.2 12.0 52.0
69 16.0 1.1 41.1
Raw g
108 lAbundance
69 150000
g7 % 54 61 % o \
oI U1 P S M HNN AN |,
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance 100000
135
Sub 50000
69 108
o 39 50 58 82 o1
L L B N R R R RN EE R EEREE R LI By e ey e
m/z—> 30 40 50 60 70 80 90 100 110 120 130 140 (Time--> 580 600  6.20
IAbundance Scan 328 (6.702 min): BJ001321.D\data.ms (-320) (-) #10
9 Tripropylphosphate
Concen: 0.40 ug/mL
RT: 6.707 min Scan# 328
Ref 50 Delta R.T. 0.014 min
141 Lab File: BJ001324.D
43 111123 183 Acq: 10 Dec 2012 17:36
ol 50 8 ol 193165 7"105 200
SRR o SSMNSI MRS SN FHERS | RSP SN S SHIII SS )R ] ]
m/z--> 40 60 80 100 120 140 160 180 200 Tgt lon: 99 Resp: 161599
IAbundance Scan 328 (6.707 min): BJ001324.D\data.ms lon Ratio Lower Upper
99 99 100
141 21.1 14.7 22.1
183 6.0 4.6 6.8
Raw g
lAbundance
141
T ' s
0 ..w...,....,....,....,.‘... S 30000
miz--> 60 80 100 120 140 160 180 200
IAbundance
& 20000
Sub
50 10000
43 141
123
o 57 8 1 153 183 |
> 40 60 80 100 120 140 160 180 200  [Tme> 660 680  7.00
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IAbundance Scan 291 (6.176 min): BJ001321.D\data.ms (-284) (-) #11
138 p-Chlorophenylmethylsulfide
Concen: 2.48 ug/mL
108 143 RT: 6.180 min Scan# 29uUSUnERIE
Ref 50 Delta R.T. 0.000 min e _
5 Lab File: BJ001324.D el
63 125 Acq: 10 Dec 2012 17:36
ol 93 191 207
m/z--> 40 60 80 100 120 140 160 180 200 Tgt lon:-158 Resp: 351246
Abundance Scan 291 (6.180 min): BJ001324.D\data. ms lon Ratio Lower Upper
158 158 100
143 56.4 34.4 74 .4
143 108 47 .9 22.9 62.9
Raw g, 108 45 27.3 0.0 36.9
lAbundance
45
‘ 63 ° 125 ‘
o) le .H.“‘. IHIM‘I .‘ .“‘;“,“.‘E?g. .‘ .‘.“.“. I“"" S [ - .“. — 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 60000
158
40000
Sub 143
50
108 20000
45 75 125
63 g9 = —
0IIIIIIIIIIIIIIIlll|llll|llll|||||||||||||||||||| ) II|IIII|IIII|IIII
m/z--> 40 60 80 100 120 140 160 180 200  [Time->  6.00 620  6.40
IAbundance Scan 344 (6.930 min): BJ001321.D\data.ms (-334) (-) #12
2-Bromothioanisole
Concen: 2.93 ug/mL
RT: 6.935 min Scan# 344
Ref 50 Delta R.T. 0.014 min
Lab File: BJ001324.D
Acq: 10 Dec 2012 17:36
0 . .
z--> 40 60 80 100 120 140 160 180 200 Tgt lon:204 Resp: 197630
IAbundance Scan 344 (6.935 min): BJ001324.D\data.ms lon Ratio Lower Upper
204 204 100
202 98.1 80.7 120.7
108 108 59.7 87.3 127.3#
Raw g
lAbundance
® e 122 109 50000 03%
o 58 ‘?fl‘gﬁll‘lhllIH‘””II”]-I‘S‘E;I .H.. Ilﬁgll‘hlll /
m/z--> 40 60 80 100 120 140 160 180 200 40000 /
IAbundance
204 30000
Sub 108 20000
50
45 . 169 10000
) 5882 o 122 156 189 )
> 40 60 80 100 120 140 160 180 200  [Tme—> 680  7.00  7.00
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IAbundance Scan 390 (7.585 min): BJ001321.D\data.ms (-382) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 3.19 ug/mL m
RT: 7.604 min Scan# 39[uUBUnERIE
Ref 50 5 131 174 Delta R.T. 0.014 min BNA_J _
Lab File: BJ001324.D el
Acq: 10 Dec 2012 17:36
o ) )
m/z--> 4 60 8 100 150 140 160 180 19T lon:159 Resp: 305865
Abundance Scan 391 (7.604 min): BJ001324.D\data. ms lon Ratio Lower Upper
159 159 100
174 41.0 26 .4 66.4
108 9.2 0.0 29.6
Raw 5q 174 50 18.9 3.3 43.3
75 131 lAbundance
111
50000
K LB 2
ol H \H‘ \‘ \‘ \\\\‘ ‘\M H . ‘....‘l‘...‘.lu 7.604
miz--> 80 100 120 140 160 180 40000
IAbundance
159 30000
Sub 20000
174
%0 75 131
50 111 10000
oL 38 3 e O g 3 0K~ \
wz> 40 60 80 100 120 140 160 180 |[Time- 7.00 7.50 8.00 850
/Abundance Scan 404 (7.784 min): BJ001321.D\data.ms (-397) (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 2.65 ug/mL
75 RT: 7.789 min Scan# 404
Ref 50 127 Delta R.T. -0.000 min
50 5 Lab File: BJ001324.D
9 190 ' Acq: 10 Dec 2012 17:36
g || 63 7 \
ol 40 ) )
z--> 40 60 80 100 120 140 160 180 Tgt lon:111 Resp: 368547
Abundance Scan 404 (7.789 min): BJ001324.D\data.ms lon Ratio Lower Upper
111 111 100
75 48.3 27.3 67.3
127 38.0 17.0 57.0
Raw g, 75 190 22.2 0.8 40.8
0 127 175 Abundance
‘ 9% 159 T
ol i, .pk..k, ?7..%..‘1.,.Jm. o ..,..M. | 60000
m/z--> 40 60 100 120 140 160 180
IAbundance
111 40000
Sub 75
50 197 175 20000
50
63 9% 159 T
0 38 87 143 |
m/z--> 40 60 80 100 120 140 160 180 [Time—  7.60  7.80  8.00 '
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