Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEM1\BNA_J\data\BJ121012\
Data File : BJ001321.D

Acq On : 10 Dec 2012 16:30

Operator :© HLM

Sample - CWA-4

Misc = BNA_J HLM

ALS Vial : 2 Sample Multiplier: 1

Quant Time: Dec 14 21:36:43 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 4.368 152 213844 2.00 ug/mL 0.00
6) Naphthalene-d8 5.635 136 898729 2.00 ug/mL 0.00
System Monitoring Compounds
10) Tripropylphosphate 6.702 99 1044944 2.33 ug/mL 0.00
Spiked Amount 0.500 Range 70 - 130 Recovery = 466.00%#
12) 2-Bromothioanisole 6.930 204 1059566 14.16 ug/mL 0.00
Spiked Amount 5.000 Range 70 - 130 Recovery = 283.20%#
Target Compounds Qvalue
2) Dimethyl Disulfide 2.333 94 472502 4._.04 ug/mL 87
3) DMMP 3.258 79 215695 1.96 ug/mL 88
4) DIMP 4_653 97 524899 2.12 ug/mL 91
5) 1,4-Oxathiane 3.372 46 766573 5.94 ug/mL 92
7) 1,4-Dithiane 4.810 46 624324 5.73 ug/mL 92
8) Thiodiglycol 5.592 61 3574403m 38.75 ug/mL
9) Benzothiazole 5.934 135 3086586 12.30 ug/mL 93
11) p-Chlorophenylmethylsu. .. 6.176 158 1744472 11.10 ug/mL 84
13) p-Chlorophenylmethylsu. .. 7.585 159 1505547 14.17 ug/mL 97
14) p-Chlorophenylmethylsu. .. 7.784 111 2000165 12.98 ug/mL 96

(#) = 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: 4.368 min Scan# 16UStlgE)ls
Ref 50 115 Delta R.T. -0.003 min
52 78 Lab File: BJ001321.D
Acq: 10 Dec 2012 16:30
0 ..a?ﬁ.”.lJ..gg...vL;”?Z..ﬁgu....J ............. W ) )
o> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19T 1On:152 Resp: 213844
IAbundance Scan 164 (4.368 min): BJ001321.D\data.ms lon Ratio Lower Upper
150 152 100
115 62.9 26.3 66.3
Raw g
52 115 lAbundance
8 100000
‘3\8\ | 61 L, 8\7 99 ‘ 1]
0--|----|-------- L e B R R 80000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance
150 60000
Sub 40000
50 115
52 78 20000
38 62 87 o9
O‘WWT”TTWWWWWW LI L B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [Time> 4.00 4.30 4.40 4.50 4.60
IAbundance Scan 21 (2.333 min): BJ001321.D\data.ms (-17) (-) #2
H Dimethyl Disulfide
Concen: 4._.04 ug/mL
s 79 RT:  2.333 min Scan# 21
Ref 50 Delta R.T. 0.026 min
Lab File: BJ001321.D
‘ Acq: 10 Dec 2012 16:30
c..,....,.:.|5,°..:‘37.,....,....','.8.4..,. T
m/z--> 30 60 70 80 90 100 Tgt lon: 94 Resp: 472502
IAbundance Scan 21 (2.333 min): BJ001321.D\data.ms lon Ratio Lower Upper
94 94 100
45 65.5 26.5 66.5
45 79 53.1 33.4 73.4
Raw s &
lAbundance
64 2|333
oL 35 055 | L84 300000
m/z--> 30 4b 50 60 70 8 90 100
IAbundance
94 200000
45
Sub 79
50 100000
64 K_‘
;R - S 1711 - N EOUNY1 YIS 1 S ] -
m/z--> 30 40 50 60 70 80 90 100 Time->  2.00 2.30 240 2.50 2.60
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IAbundance Scan 86 (3.258 min): BJ001321.D\data.ms (-84) (-) #3
79 DMMP
94 Concen: 1.96 ug/mL
RT: 3.258 min Scan# 86UECInEhI
Ref 50 47 Delta R.T. -0.003 min G _
109 Lab File: BJ001321.D  peiralldiis
63 Acg: 10 Dec 2012 16:30 .
RS P I 2 N | |
mz--> 30 40 50 60 70 8 90 100 110 120 130 19t lon: 79 Resp: 215695
IAbundance Scan 86 (3.258 min): BJ001321.D\data.ms lon Ratio Lower Upper
79 79 100
94 94 77.5 69.1 109.1
109 25.1 10.5 50.5
Raw g
ar lAbundance
63 109
o 39‘ 5§ ‘ 70 | 86 ‘ 124 60000
miz--> ":-;b""""'s'o'"'e'o'"'7'o'"'s'o'"éb"'iod"iu';"izd"isd'
IAbundance
79 40000
94
Sub
50 47 20000
63 109
. 39 55 70 87 124
s> 30 40 50 60 70 80 90 100 110 120 130 [Time -
)Abundance Scan 184 (4.653 min): BJ001321.D\data.ms (-178) (-) #4
97 DIMP
Concen: 2.12 ug/mL
123 RT: 4.653 min Scan# 184
Ref 50 Delta R.T. -0.004 min
43 79 Lab File: BJ001321.D
Acq: 10 Dec 2012 16:30
. 59 &g 139 165
s> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 = 19t lonz 97 Resp: 524899
IAbundance Scan 184 (4.653 min): BJ001321.D\data.ms lon Ratio Lower Upper
97 97 100
123 56.7 36.4 76.4
123 43 30.4 0.0 37.2
Raw 5, 41  15.8 0.0 28.0
43 79 lAbundance
0 0 g | s |
7> 30 45 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance
&7 100000
123
Sub 50 50000
43 79
0 59 g9 139 165 0
TFWWWWWWWWWWWWWWWWWWW T™T"T7T T™TT7T T™TT7T
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: 5.94 ug/mL
RT: 3.372 min Scan# 94|[LSUnERE
Ref 50 104 Delta R.T. 0.011 min L _
61 Lab File: BJ001321.D  peiralldiis
74 Acg: 10 Dec 2012 16:30 .
M Y 1 Y RS S i ]
mwz> 30 40 50 60 70 80 90 100 110 Tgt lon: 46 Resp: 766573
Abundance Scan 94 (3.372 min): BJ001321.D\data. ms lon Ratio Lower Upper
46 46 100
61 31.3 13.2 53.2
104 41.7 14.2 54.2
Raw g
61 104 lAbundance
3.372
74
o 39 1l 55 .86 93 600000
m/z--> 30 Jo 50 60 70 8 90 100 110
IAbundance
46 400000
Sub
50 104 200000
61
74 Jk\\
39 55 86 93 R
O e e e | e ———
m/z--> 30 80 90 100 110 Time--> 3.20 3.40 3.60
IAbundance Scan 253 (5.635 min): BJ001321.D\data.ms (-246) (-% #6
136 Naphthalene-d8
Concen: 2.00 ug/mL
RT: 5.635 min Scan# 253
Ref 50 45 61 Delta R.T. -0.004 min
Lab File: BJ001321.D
9 104 Acq: 10 Dec 2012 16:30
a8yl ol 68 76 84 122l
O.WH.W.HH!LM!HM.AHJhw.”w.“w.”w.”w!“w.”. Tat lon:136 Resp: 898729
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 9 -1 P-
IAbundance Scan 253 (5.635 min): BJ001321.D\data.ms lon Ratio Lower Upper
136 136 100
68 5.4 0.0 25.9
RaW 50 61
45 [Abundance
104 5635
ST A = SOV (.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance
136 200000
Sub
50 5 8 100000
104
91
o 38 6876 g 122 / /7 \
Wﬂmﬂwﬁrﬁmmmw T T T T T T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time—> 5.40 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: 5.73 ug/mL
61 RT: 4.810 min Scan# 19[iBillnEis
Ref 50 Delta R.T. 0.011 min BNA_J _
o Lab File: BJ001321.D  peiralldiis
Acq: 10 Dec 2012 16:30
5 | | 73 105
O"I""I"!I'S?'l'lll"'l'll"l' |""'|"|"|""|! """ - -
mz--> 30 40 50 60 70 80 90 100 110 120 130 19T lon: 46 Resp: 624324
IAbundance Scan 195 (4.810 min): BJ001321.D\data.ms lon Ratio Lower Upper
46 120 46 100
61 62.5 57.0 97.0
61 120 108.9 91.5 131.5
Raw g
lAbundance
92 4.810
o35 || s3] H s 250000
S 0L A1 VRN [BSMMR.. T N NN | N,
m/z--> 30 40 50 60 70 80 90 100 110 120 130 | ,q0000
IAbundance
46 120
150000
Sub 61 100000
50
92 50000 \\
3 105
o 35 53 79 85 0 A= —
L B A IR e —————————
m/z--> 30 50 60 70 80 90 100 110 120 130 [Time > 4.60 4.80 5.00
IAbundance Scan 250 (5.592 min): BJ001321.D\data.ms (-245) (-) #8
45 6L Thiodiglycol
Concen: 38.75 ug/mL m
RT: 5.592 min Scan# 250
Ref 50 Delta R.T. -0.004 min
o1 104 Lab File: BJ001321.D
‘ Acq: 10 Dec 2012 16:30
0 3 _llis2 .|| 16802 82 | 122 136
”,”.w.”.“.” e S = et S LA . .
s> 30 40 50 60 70 8 90 100 110 120 130 140 | 19t fon: 61 Resp: 3574403
IAbundance Scan 250 (5.592 min): BJ001321.D\data.ms lon Ratio Lower Upper
45 61 61 100
45 92.0 56.0 96.0
47 36.6 10.0 50.0
Raw g
104 lAbundance
91 600000 5.492
ol 3 \‘ 52 “u 68 /> 82 | 122 136 500000
.w.”w.”w.”..”..”.“”..”..”..”..”.“”.“”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance 400000
45 61
300000
Sub 50 200000
104
91 100000
ol 35 52 68 7° g2 122 136
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
135 Benzothiazole
Concen: 12.30 ug/mL
RT: 5.934 min Scan# 271SUNERE
Ref 50 Delta R.T. 0.010 min e _
108 Lab File: BJ001321.D  Eeiralldiis
69 o Acq: 10 Dec 2012 16:30
38 S0 58 R !
e T T T o 100 1o 140 T 14| TOt 1on:135 Resp: 3086586
Abundance Scan 274 (5.934 min): BJ001321.D\data. ms lon Ratio Lower Upper
135 135 100
108 29.0 12.0 52.0
69 17.1 1.1 41.1
Raw g
Abundance
108 1200000 5.934
45 82 91
O A e | 1000000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance 800000
135
600000
Sub 400000
- 108 200000 /\ /A
o 39 50 58 82 93 [\ ,/ \ _
mmwwwwwwwm T T T T T T T T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time > 580 600 620
/Abundance Scan 328 (6.702 min): BJ001321.D\data.ms (-320) (-) #10
9 Tripropylphosphate
Concen: 2.33 ug/mL
RT: 6.702 min Scan# 328
Ref 50 Delta R.T. 0.010 min
141 Lab File: BJ001321.D
43 111123 183 Acq: 10 Dec 2012 16:30
ol 50 8 ol 193165 7"105 200
S AN SRM MBI SRS TS| M SRS LEMNIIN Sl 2L . .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt lon: 99 Resp: 1044944
Abundance Scan 328 (6.702 min): BJ001321.D\data.ms lon Ratio Lower Upper
99 99 100
141 21.5 14.7 22.1
183 7.1 4.6 6.8#
Raw g
Abundance
141 6.702
¥ 111128 183
o | el 8 | 198165 "7 105 209 | 400000
ST AN - SN ML VN PR S SR EIRE =S 22
m/z--> 40 60 80 100 120 140 160 180 200
IAbundance 300000
99
200000
Sub
50
100000 A
141
43
123 /
o 59 71 82 11 153155 183105 200 AR
ST AR /- S L R P P MM =M 28 e
m/z--> 40 60 80 100 120 140 160 180 200  [Time > 660 680  7.00
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IAbundance Scan 291 (6.176 min): BJ001321.D\data.ms (-284) (-) #11
138 p-Chlorophenylmethylsulfide
Concen: 11.10 ug/mL
108 143 RT: 6.176 min Scan# 29USulinEue
Ref 50 Delta R.T. -0.004 min S5 _
5 Lab File: BJ001321.D  peiralldiis
63 125 Acq: 10 Dec 2012 16:30
ol 93 191 207
z--> 40 60 80 100 120 140 160 180 200 Tgt lon:158 Resp: 1744472
Abundance Scan 291 (6.176 min): BJ001321.D\data.ms lon Ratio Lower Upper
158 158 100
143 59.6 34.4 74 .4
108 143 108 54.9 22.9 62.9
Raw g, 45 33.1 0.0 36.9
45 Abundance
e 500000
oLt Iy ‘\ Hu\ | H‘m A T
m/z--> 40 80 100 120 140 160 180 200 400000
IAbundance
158 300000
143
200000
Sub 50 108
45 100000
63 5 125
ol L 89 b Ll Ll 101 207 0 i
m/z--> 40 60 8 100 120 140 160 180 200  [Time—> 600 6.0 6.20 6.30
/Abundance Scan 344 (6.930 min): BJ001321.D\data.ms (-334) (-) #12
2-Bromothioanisole
Concen: 14.16 ug/mL
RT: 6.930 min Scan# 344
Ref 50 Delta R.T. 0.010 min
Lab File: BJ001321.D
Acq: 10 Dec 2012 16:30
0 . .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt lon:-204 Resp: 1059566
Abundance Scan 344 (6.930 min): BJ001321.D\data.ms lon Ratio Lower Upper
204 204 100
202 98.2 80.7 120.7
108 38.4 87.3 127.3#
Raw g
108 [Abundance
171
45 77 121 156 “ 400000 o0
Ouuulu‘.‘..l‘. .‘.”.‘“.8.9..|..‘..|H‘..].'3.5.. ....|.... M‘...
m/z--> 40 60 80 100 120 140 160 180 200 300000
IAbundance
204
200000
Sub 50
108 100000
171 k
) 45 5369 g2 oo 1 s 158 187 B )
m/z--> 40 60 80 100 120 140 160 180 200  [Time - 680  7.00 7.0
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IAbundance Scan 390 (7.585 min): BJ001321.D\data.ms (-382) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 14.17 ug/mL
RT: 7.585 min Scan# 39UEUCINENIE
Ref 50 . 191 174 Delta R.T. -0.005 min S5 _
Lab File: BJ001321.D ts\?Asfmp'e'd-
Acq: 10 Dec 2012 16:30 .
o . .
mz--> 4 60 8 100 120 140 160 180 19t 10n:159 Resp: 1505547
Abundance Scan 390 (7.585 min): BJ001321.D\data.ms lon Ratio Lower Upper
159 159 100
174 48.1 26.4 66.4
108 9.6 0.0 29.6
Raw 5, 174 50 25.5 3.3 43.3
75 131 Abundance
50 111
63 99
0 ..??....,....,??..,....1f?...143...,. vt | 400000
m/z--> 40 80 100 120 140 160 180
IAbundance 300000
159
Sub 200000
u
50 75 131 174
50 1 100000
63 99
o 38 85 121 143 o
m/z--> - I4IOI I I 8|0 1(|)0 12|0 14|10 1é0 1E|30 Time-->
/Abundance Scan 404 (7.784 min): BJ001321.D\data.ms (-397) (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 12.98 ug/mL
25 RT: 7.784 min Scan# 404
Ref 50 127 Delta R.T. -0.005 min
50 5190 Lab File: BJ001321.D
99 Acq: 10 Dec 2012 16:30
63 \
ob i ! e N | N I ] _
z--> 40 60 80 100 120 140 160 180 Tgt lon:111 Resp: 2000165
Abundance Scan 404 (7.784 min): BJ001321.D\data.ms lon Ratio Lower Upper
111 111 100
75 52.3 27.3 67.3
127 36.5 17.0 57.0
Raw g, 75 190 21.6 0.8 40.8
50 127 175 Abundance
190 600000
63 99
o Bl -‘.‘--l-.--“‘--14-3--1-%‘3.9---=‘.--‘l-.- 500000
m/z--> 40 60 80 100 120 140 160 180
[Abundance 400000
111
300000
Sub 50 75 200000
50 127 175
190 100000
63 99
o 38 87 143 159 0
m/z--> 40 60 8 100 120 140 160 180 [Tme>  7.60  7.80 800
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