Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEM1\BNA_J\DATA\BJ072012\
Data File : BJ001041.D

Acq On : 20 Jul 2012 13:35

Operator :© HLM

Sample - CWA-ICV

Misc = BNA_J HLM

ALS Vial : 8 Sample Multiplier: 1

Quant Time: Jul 21 05:00:44 2012

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ072012_.M
Quant Title : CWA degredation products by GCMS
QLast Update : Fri Jul 20 14:09:12 2012

Response via : Initial Calibration

Abundance TIC: BJ001041.D
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Abundance Scan 164 (4.670 min): BJ001037.D (-159) (-) #1
3 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4.66 min Scan# 163
Refs0 Delta R.T. -0.02 min
115 Lab File: BJ001041.D
52 78 Acq: 20 Jul 2012 13:35
o 22 Ler L & e Iy
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 19T 10n=152 Resp: 282967
Abundance lon Ratio Lower Upper
150 152 100
115 57.2 29.0 69.0
Rawg
43 115 Abundance |on 152.00 (151.70 to 152.70): E
52 78 lon 115.00 (114.70 to 115.70): H
o 35, . 63 87 98 124 1y 400
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 100000
Abundance
150
Sub 50000
50
115
52 78
o 38 63 87 og 124
mﬂ‘wmmmwmm T T T T 17T T T 17T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [Time--> 4.60 4.80 5.00
Abundance Scan 17 (2.578 min): BJ001037.D (-14) (-) #2
45 9% Dimethyl Disulfide
Concen: 1.14 ug/mL
& RT: 2.71 min Scan# 26
Refs0 Delta R.T. 0.13 min
Lab File: BJ001041.D
61 Acq: 20 Jul 2012 13:35
0 35 | |50 | |66 |
mz-> 30 40 50 60 70 80 90 100 | 19t fon: 94 Resp: 121186
‘Abundance lon Ratio Lower Upper
43 94 94 100
45 24.0 75.2 115.2#
79 40.2 43.1 83.1#
Rawg
49 79 Abundance lon 94.00 (93.70 to 94.70): BJO
58 84 lon 45.00 (44.70 to 45.70): BJO
120000
0 3\5\\\\\“‘\ | ‘ \6\4 |
mz-> 30 40 50 60 70 8 9 100 | 00000 271
Abundance
o 80000
60000
Sub
50 79 40000 \
45 20000 \
64 - B
OIII'"'I"''I""I""I""I""I""IIIII 777I'A'“I T TTTT
m/z--> 30 90 100 Time-->  2.60 2.70 2.80
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Abundance Scan 85 (3.546 min): BJ001037.D (-81) (-) #3
70 9% DMMP
Concen: 0.34 ug/mL
RT: 3.54 min Scan# 85
Refs0 109 Delta R.T. -0.00 min
47 Lab File: BJ001041.D
63 ‘ 124 | Acgq: 20 Jul 2012 13:35
0"I""I"I'|=I""I=|"'I"'I'I'g's'l'"'I""I""I'!"I" - -
mz-> 30 40 50 60 70 80 90 100 110 120 130 19T fon: 79 Resp: 43939
Abundance lon Ratio Lower Upper
43 79 100
94 104.8 83.0 123.0
109 39.4 20.0 60.0
Rawsg
Abundance |on 79.00 (78.70 to 79.70): BJO
58 lon 94.00 (93.70 to 94.70): BJO
84 8000
m/z--> 30 40 50 60 70 8 90 100 110 120 130 6000
Abundance
43
59 4000
Su b50 29 94
101 2000
72 109
o 53 85 124 0
mz-> 30 40 50 60 70 80 90 100 110 120 130 fime-->
Abundance Scan 183 (4.941 min): BJ001037.D (-177) (-) #4
97 DIMP
Concen: 0.55 ug/mL
123 RT: 4.94 min Scan# 183
Refs0 Delta R.T. -0.00 min
79 Lab File: BJ001041.D
43 Acq: 20 Jul 2012 13:35
0 59 69 || 139 165
miz> % 4 % 6 70 80 9 100 110 130 130 140 190 180 170 | 19T lon: 97 Resp: 138276
‘Abundance lon Ratio Lower Upper
43 97 100
123 63.4 43.8 83.8
43 296.1 0.0 38.6#
Rawsy, 41 24.3 0.0 29.1
97 Abundance [on 97.00 (96.70 to 97.70): BJO
58 123 100000] 10N 123.00 (122.70 to 123.70):
79
o..“..AUNnhu”uu”§7p..ﬁ.l§8..”,..”,.”.,“....%??.E?PH.,?§§“. lon 41.00 (40.70 to 41.70): BJO
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 80000
Abundance
97 60000
sub 123 40000
50
4.94
20000
45 79 k
. 5 69 139 165 Ofo@lx
TWWFFFWFFFWFWWFFFWFWWFWWFFFWFWWFFFWFWW T T T 1T T T 1T TTT
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 [Time--> 480 500 520
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Abundance Scan 92 (3.646 min): BJ001037.D (-86) (-) #5
46 1,4-Oxathiane
Concen: 1.06 ug/mL
104 RT: 3.67 min Scan# 94
Refs0 61 Delta R.T. 0.03 min
Lab File: BJ001041.D
74 Acq: 20 Jul 2012 13:35
o..,....3?'..||.',.?.5-.'|I.... 8 _ _
miz--> 30 40 50 60 70 8 90 100 110 Tgt lon: 46 Resp: 139086
Abundance lon Ratio Lower Upper
43 46 100
104 61 46.2 19.4 59.4
104 94.0 34.1 74.1#
Rawsg
61 Abundance [on 46.00 (45.70 to 46.70): BJO
49 lon 61.00 (60.70 to 61.70): BJO
‘ 74 84
ol % s er | e 80000
R e L A ma e 367
m/z--> 30 40 50 60 70 80 90 100 110
Abundance 60000
46 104
40000
Sub
50 61
20000
74
35 67 85 94 _ i
O e e T e e
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 3.60 3.70 3.80 3.90
Abundance Scan 254 (5.951 min): BJ001037.D (-247) (-) #6
136 Naphthalene-d8
Concen: 2.00 ug/mL
61 RT: 5.95 min Scan# 254
Refs0 45 Delta R.T. -0.00 min
104 Lab File: BJ001041.D
o 91 Acq: 20 Jul 2012 13:35
68
O.W..ﬁﬁﬂ!mu!!”qr.H,.Lﬁ;ﬁ%.,h..“l:h...ﬁ??”,fht,”.. . .
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 1onz136 Resp: 1239892
‘Abundance lon Ratio Lower Upper
136 136 100
68 6.3 0.0 25.5
Rawsg
Abundance |on 136.00 (135.70 to 136.70): E
. o1 - 400000| 10" 68.00 (56;.570 to 68.70): BJO
0..,.??.“Mhh,lluik.?ﬁ. ﬂ?;?ﬁ.?3”¥°9l.l..%%8..”,41”.“... .
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 300000
Abundance
136
200000
Sub
50
100000
61
45 108
ol 38 54 68 76 g4 91 19 119 A\ _
Wﬁm‘mmwmmﬂ‘w LI N B BN B B B B NN B B B R E B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time--> 5.80 6.00 6.20
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Abundance Scan 195 (5.112 min): BJ001037.D (-189) (-) #7
2 1,4-Dithiane
Concen: 1.21 ug/mL
46 5 RT: 5.10 min Scan# 194
Refs0 1 Delta R.T. -0.02 min
Lab File: BJ001041.D
92 Acq: 20 Jul 2012 13:35
0”|'3”5'| || . ||| . |I '83| II "I:'I-'?'SI"" || ™ _ _
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 | 19T fon:z 46 Resp: 140335
Abundance lon Ratio Lower Upper
120 46 100
43 61 83.1 63.7 103.7
61 120 142.5 148.0 188.0#
Rawsg
Abundance |on 46.00 (45.70 to 46.70): BJO
92 00000 lon 61.00 (60.70 to 61.70): BJO
1
73 105
ok ..‘..u.w.‘.\.?.l...H.... el S TR -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 80000
Abundance
120
60000 310
46
Sub 61 40000
50 ‘
9 20000 J
. 35 73 105 J,
mm?ﬂ‘mrmwwm |||||||||||||||
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150  Time-> 4.80 500 520  5.40
Abundance Scan 252 (5.923 min): BJ001037.D (-247) (-) #8
g1 Thiodiglycol
45 Concen: 9.93 ug/mL m
RT: 5.91 min Scan# 251
Refs0 104 Delta R.T. -0.01 min
91 Lab File: BJ001041.D
Acq: 20 Jul 2012 13:35
0 35 53 75 83 122 136
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19t lon: 61 Resp: 981938
‘Abundance lon Ratio Lower Upper
61 136 61 100
43 45 74.8 49.0 89.0
47 29.4 7.6 47.6
Rawsg
104 Abundance lon 61.00 (60.70 to 61.70): BJO
91 lon 45.00 (44.70 to 45.70): BJO
o...??q.”.,ﬁ....” .Z.w..”,”..“..ﬁ%?”,...,”.w%?ﬂ,.. 80000
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 591
Abundance 60000
61 136
45 40000
Sub50
104
o1 20000
oh. 35 53 76 122 154
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [Time--> 5.50
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Abundance

Refs0

0

Scan 275 (6.250 min): BJ001037.D (-267) (-)

108

m/z-->
Abundance

Rawg

04
m/z-->
Abundance

Sub
50

m/z-->

Abundance

Refs0

04
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Abundance

Rawg

04
m/z-->
Abundance

Sub
50

m/z-->

BJ001041.D BJ0O72012.M

1 T [
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Scan 292 (6.492 min): BJ001037.D (-285) (-)
1%8

143
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e 63 75 99

mmmmmm
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rrrrwrrrrrrrwrrrrm—p‘rrq—rwrrwrrrrrnTrrrrrwrrrrwrrrrrrrrmTrrrrrr
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#9

Benzothiazole

Concen: 4.18 ug/mL
RT: 6.25 min Scan# 275
Delta R.T. -0.00 min
Lab File: BJ001041.D

Acq: 20 Jul 2012 13:35

Tgt 1on:135 Resp: 1335147
lon Ratio Lower Upper

135 100

108 31.5 9.9 49.9

69 17.1 0.0 35.1

Abundance |on 135.00 (134.70 to 135.70): E

400000
6.25

300000

200000

100000

O\’“ A —
I T 1T I T 1T I T 1T I T

Time-->  6.00 6.20 6.40 6.60

#11
p-Chlorophenylmethylsulfide
Concen: 2.55 ug/mL

RT: 6.51 min Scan# 293
Delta R.T. 0.01 min

Lab File: BJ001041.D

Acq: 20 Jul 2012 13:35

Tgt lon:158 Resp: 499141
lon Ratio Lower Upper
158 100

143 53.0 36.2 76.2
108 37.6 25.5 65.5
45 16.2 0.7 40.7

Abundance |on 158.00 (157.70 to 158.70): E

200000

lon 45.00 (44.70 to 45.70): BJO
150000

6.51

100000
50000

- —

Time--> 6.40 6.60  6.80
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Abundance Scan 393 (7.930 min): BJ001037.D (-386) (-) #13
9 p-Chlorophenylmethylsulfoxide
Concen: 2.58 ug/mL
RT: 7.94 min Scan# 394
Refs0 Delta R.T. 0.01 min
Lab File: BJ001041.D
Acq: 20 Jul 2012 13:35
o . .
miz--> 40 60 8 100 120 140 160 180 200 | 19t lon:159 Resp: 288007
Abundance lon Ratio Lower Upper
159 159 100
174 45.7 27.6 67.6
108 17.0 0.0 31.8
Rawk, 174 50 24.5 2.7 42.7
75 131 Abundance |on 159.00 (158.70 to 159.70): E
111 143 80000} lon 174.00 (173.70 to 174.70): {
[o) \HM ‘ \H M‘ ‘\\‘H\MHM L \H \ “H\ : \H ‘. | IZCI)L}I lon 50.00 (49.70 to 50.70): BJO
m/z--> 60 80 100 120 140 160 180 200 60000
Abundance 7.94
159
40000
Sub_ 174
7S 131 20000
50 0 111 s
63
o 39 87 204 oS~
mz-> 40 60 80 100 120 140 160 180 200 Time->  7.80 800 820
Abundance Scan 407 (8.129 min): BJ001037.D (-402) (-) #14
111 p-Chlorophenylmethylsulfone
Concen: 2.40 ug/mL
RT: 8.13 min Scan# 407
Ref50 75 17 Delta R.T. -0.00 min
175 Lab File: BJ001041.D
50 9 190 ' Acq: 20 Jul 2012 13:35
I | 24 ..1‘,19..1.5,7....|,..|!.,
miz--> 40 60 80 100 120 140 160 180 Tgt lon:111 Resp: 469484
‘Abundance lon Ratio Lower Upper
111 111 100
75 41.7 22.6 62.6
127 37.9 17.2 57.2
Rawk, . 190 24.6 2.0 42.0
127 175 Abundance |on 111.00 (110.70 to 111.70): E
50 % 190 lon 75.00 (74.70 to 75.70): BJO
ol ??Ln‘k. ffl L. 87 .b. Al 1e2 .%ﬁg... L wl. | 2000001, 190.00 (189.70 to 190.70): E
m/z--> 40 60 80 100 120 140 160 180
Abundance 150000 8.13
111
100000
Sub50
75
127 175 190 50000
50 99
o3 63 | g7 142 159 ok
miz--> 40 60 80 100 120 140 160 180  Time—> 800 820 840
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Quantitation Report

Data Path : Z:\HPCHEM1\BNA_J\DATA\BJ072012\
Data File : BJ001041.D

Acq On : 20 Jul 2012 13:35

Operator :© HLM

Sample - CWA-ICV

Misc = BNA_J HLM

ALS Vial : 8 Sample Multiplier: 1

Quant Time: Jul 21 05:00:44 2012

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJO72
Quant Title : CWA degredation products by GCMS
QLast Update : Fri Jul 20 14:09:12 2012
Response via : Initial Calibration

(QT Reviewed)

012.M

esponse Conc Units Dev(Min)

282967
239892

607
Recovery

0
Recovery

121186
43939
138276
139086
140335
981938m
335147
499141
288007

ug/mL -0.02
ug/mL 0.00

ug/mL 0.00
0.00%#
ug/mL
0.00%#

Qvalue
ug/mL# 44
ug/mL 98
ug/mL# 1
ug/mL# 63

Internal Standards R.T. Qlon R
1) 1,4-Dichlorobenzene-d4 4.66 152
6) Naphthalene-d8 5.95 136 1
System Monitoring Compounds
10) Tripropylphosphate 7.00 99
Spiked Amount 0.500 Range 70 - 130
12) 2-Bromothioanisole 0.00 204
Spiked Amount 5.000 Range 70 - 130
Target Compounds
2) Dimethyl Disulfide 2.71 94
3) DMMP 3.54 79
4) DIMP 4.94 97
5) 1,4-Oxathiane 3.67 46
7) 1,4-Dithiane 5.10 46
8) Thiodiglycol 5.91 61
9) Benzothiazole 6.25 135 1
11) p-Chlorophenylmethylsulfid 6.51 158
13) p-Chlorophenylmethylsulfox 7.94 159
14) p-Chlorophenylmethylsulfon 8.13 111

469484

ug/mL# 87
ug/mL

ug/mL 96
ug/mL 92
ug/mL 95
ug/mL 98

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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