Quantitation Report (QT Reviewed)

QLast Update
Response via

Tue Sep 11 15:29:36 2012
Initial Calibration

Data Path : Z:\HPCHEM1\BNA_J\DATA\BJ091112\

Data File : BJ001108.D

Acq On : 11 Sep 2012 14:45

Operator : HLM

Sample : CWA-1

Misc : CWA STD BNA_J HLM

ALS Vvial :© 7 Sample Multiplier: 1 _
Manual Integrations

Quant Time: Sep 20 04:56:58 2012 APPROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ091112.M AHPatel

Quant Title : CWA degredation products by GCMS

Abundance TIC: BJ001108.D
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Abundance Scan 159 (4.598 min): BJ001105.D (-155) (-) #1
=

130 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4.60 min Scan# 159
Refs0 Delta R.T. 0.00 min
115 Lab File: BJ001108.D
52 78 Acq: 11 Sep 2012 14:45
0 3§ ' 61 | 87 99 |124 I Manual Integrations
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19T 1on:152 Resp: 311140 APPROVED
‘Abundance lon Ratio Lower Upper
150 152 100 AHPatel
115 56.0 35.3 75.3 9/20/2012 5:29:26 AM
Rawsg
49 115 Abundance |on 152.00 (151.70 to 152.70): E
84 lon 115.00 (114.70 to 115.70): H
150000:
0 3\5 l, \‘ 57 66 \ﬁ 99 \\‘ 480
m/z--> 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150 100000
SUbso 50000
115
52 78
o 38 62 87 99 0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [Time-->
Abundance Scan 9 (2.463 min): BJ001105.D (-5) (-) #2
H Dimethyl Disulfide
Concen: 0.31 ug/mL
RT: 2.46 min Scan# 9
Refs0 79 Delta R.T. 0.00 min
45 Lab File: BJ001108.D
o Acq: 11 Sep 2012 14:45
o 38 |||50 55 | 66 1 d
R T N e e ! . .
miz--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 36636
‘Abundance lon Ratio Lower Upper
49 94 100
84 45 51.0 12.7 52.7
79 52.1 22.9 62.9
Rawsg
Abundance lon 94.00 (93.70 to 94.70): BJO
94 lon 45.00 (44.70 to 45.70): BJO
35 79 50000
‘ 41 “ 55 61‘ 70 A
0..,....,....,....,....,....,....,....,.... 2 46
m/z--> 30 40 50 60 70 80 90 100 40000
Abundance
94 30000
20000
Sub50 45 79
10000
61
0 4? T = T T i & T T B
m/z--> 30 40 50 60 70 80 90 100 Time-> 240 245 250  2.55
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Abundance Scan 179 (4.883 min): BJ001105.D (-174) (-) #4
97 DIMP
123 Concen: 0.09 ug/mL m
RT: 4.86 min Scan# 177
Ref50 Delta R.T. -0.03 min
Lab File: BJ001108.D
& Acq: 11 Sep 2012 14:45
0 .||| el s
mz-> 30 40 50 60 70 80 90 100 110120 130 140 150 160170 | 19T lon: 97 Resp:
‘Abundance lon Ratio Lower Upper
49 97 100
84 123 60.3 47.2
43 47.9 0.0
Rawg 41 117.9 0.0 28 .5#
Abundance lon 97.00 (96.70 to 97.70): BJO
lon 123.00 (122.70 to 123.70): f
35
b b b 97 123 150 4000] lon 41.00 (40.70 to 41.70): BJO
miz-> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance 3000
i W
2000
sub 123
50
45 - 1000 kﬁﬁv“V\-V\
OTWFWTWWFTWWWWWW 0 ||||||||||||||||||||||
miz-> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 Time--> 4.60 4.80 5.00 5.20 5.40
Abundance Scan 87 (3.573 min): BJ001105.D (-80) (-) #5
46 1,4-Oxathiane
Concen: 0.21 ug/mL
RT: 3.58 min Scan# 87
Refs0 o1 104 Delta R.T.  0.00 min
Lab File: BJ001108.D
| -4 Acq: 11 Sep 2012 14:45
0"I”'??"”I'”4”'”'I'J'I'?ﬁl'”'l'”'l'” - -
miz--> 30 40 50 60 70 8 g 100 110 19t lon:z 46 Resp: 31026
‘Abundance lon Ratio Lower Upper
49 46 100
84 61 46.9 17.1 57.1
104 98.1 29.3 69.3#
Rawsg
Abundance lon 46.00 (45.70 to 46.70): BJO
lon 61.00 (60.70 to 61.70): BJO
‘ L 4\1 L ‘ ! \ 4 20000
S R L I I SUL AL SULILLS SULIL L LA B 3.58
m/z--> 30 40 50 60 70 80 90 100 110 ;
Abundance 15000
46 104
10000
SUbso 61
5000 |
74
40 87 0
0"I""I""I'"'I'"'I""I""I""I""I"' A
mz--> 30 40 50 60 70 80 90 100 110  [Time-- 3.50 3.60 3.70
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APPROVED

AHPatel
9/20/2012 5:29:26 AM
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Abundance Scan 250 (5.893 min): BJ001105.D (-244) (-) #6
136 Naphthalene-d8

Concen: 2.00 ug/mL
RT: 5.89 min Scan# 250
Refs0 Delta R.T. 0.00 min

Lab File:  BJ001108.D
Acq: 11 Sep 2012 14:45

108
40 ?4 B T8, oMo us

0% ' R T Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10n:136 Resp: 1301482 ERAmiaiving

Abundance lon Ratio Lower Upper

136 136 100 AHPatel
68 6.4 0.0 24.4 9/20/2012 5:29:26 AM

Rawsg
Abundance |on 136.00 (135.70 to 136.70): E
lon 68.00 (67.70 to 68.70): BJO
49 84
0 35 42 ‘H 6 \6\8 76\ | 100 1?8 \H 250000 %0
L O AR R na
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 200000
136
150000
Sub
= 100000
50000
108 -
0 42 > B8 76 390 100 0 s
L B L B B B B L L B B LI L R T T T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time--> 5.80 600 6.0
Abundance Scan 190 (5.039 min): BJ001105.D (-183) (-) #7
120 1,4-Dithiane
Concen: 0.23 ug/mL
46 61 RT: 5.04 min Scan# 190
Refs0 Delta R.T. 0.00 min
Lab File: BJ001108.D
92 Acq: 11 Sep 2012 14:45
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 | 19t lon: 46 Resp: 27691
‘Abundance lon Ratio Lower Upper
49 46 100
B4 61 78.4 60.0 100.0
120 151.8 138.1 178.1
Rawsg
Abundance lon 46.00 (45.70 to 46.70): BJO
120 lon 61.00 (60.70 to 61.70): BJO
35
o L s e s 150 20000
R L s A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance 15000
120
5.04
46 10000
Sub
50 61 /\
5000 /
92 |
73 105 /
OW‘WTWWWWWTWW 0|||l|llll|llll|=
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150  Time--> 5.00 5.10
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BJ001108.D BJ091112.M

Thu Sep 20 05:40:46 2012

RPT1

Abundance Scan 246 (5.836 min): BJ001105.D (-239) (-) #8
oL Thiodiglycol
45 Concen: 2.09 ug/mL m
RT: 6.17 min Scan# 269
Ref50 104 Delta R.T. 0.33 min
o Lab File: BJ001108.D
‘ ‘ Acq: 11 Sep 2012 14:45
0 35 “|“52 '|| 168 Z'S 82 . 111 122 136 Manual Integrations
T Tt N BN TrrrrTyT - -
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T lon: 61 Resp: 217123 ERSmAEEivi
‘Abundance lon Ratio Lower Upper
49 61 100 AHPatel
84 45 81.9 54_0 94._.0 9/20/2012 5:29:26 AM
47 126.9 9.6 49 .6#
Rawig, 135
Abundance lon 61.00 (60.70 to 61.70): BJO
61 108 lon 45.00 (44.70 to 45.70): BJO
35 ‘ ‘ 69 91
ok .ﬂwwﬁﬁk“.l.w.u.ﬂ SN N NS ————T— -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
145 15000
10000
Sub
50
45 61 108 5000
s O e 9
38
O‘mewwwwmm 0........|...<.|
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time--> 6.00 8.00
Abundance Scan 271 (6.192 min): BJ001105.D (-262) (-) #9
3 Benzothiazole
Concen: 0.52 ug/mL m
RT: 6.24 min Scan# 274
Refs0 Delta R.T. 0.04 min
108 Lab File:  BJ001108.D
6 Acq: 11 Sep 2012 14:45
38 45 58 82 91 gg 118 .
o> 30 4 5 6'0 70 80 9'0 100 110 120 130 1o | Tt 1on:135 Resp: 172804
‘Abundance lon Ratio Lower Upper
49 135 135 100
108 31.6 5.8 45.8
84 69 15.4 0.0 30.2
Rawsg
108 Abundance lon 135.00 (134.70 to 135.70): E
00001 |on 108.00 (107.70 to 108.70): H
‘ 61 69 o1
oot i d ik | 2s000
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 6.24
Abundance 20000
135
15000
61
69
Sub
o 45 o1 10000
5000
miz--> 30 40 50 60 70 80 90 100 110 120 130 140  [Time-->
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Abundance Scan 324 (6.946 min): BJ001105.D (-318) (-) #10

99 Tripropylphosphate
Concen: 0.11 ug/mL
RT: 6.96 min Scan# 325
Refs0 Delta R.T. 0.02 min
Lab File: BJ001108.D
43 141 Acq: 11 Sep 2012 14:45
oL Il 5465 8 11|1 | 153 167 1?3 195 209 0
T T e e g Tgt lon: Resp:
miz-- 40 60 80 100 120 140 160 180 200 -
Abin;ance lon Ratio Lower APHROVED
99 99 100 AHPatel
141 17.6 16.0 9/20/2012 5:29:26 AM
49 183 1.8 5.6
Raviso 84
Abundance lon 99.00 (98.70 to 99.70): BJO
61 103 W lon 141.00 (140.70 to 141.70): F
36 11‘1 w ‘ 183 10000
o e e 6.96
miz--> 40 60 80 100 120 140 160 180 200 8000 ;
Abundance
99
6000
Sub 4000
50
43 13 M4 2000
57 8 11 183
e L S I B B S SR S B Ot
nmiz--> 40 60 80 100 120 140 160 180 200 Time-->
Abundance Scan 288 (6.434 min): BJ001105.D (-282) (-) #11
138 p-Chlorophenylmethylsulfide
Concen: 0.52 ug/mL
143 RT: 6.46 min Scan# 290
Refs0 Delta R.T. 0.03 min

Lab File: BJ001108.D
Acq: 11 Sep 2012 14:45

o i i
miz-> 30 40 50 60 70 80 90 100110120130140150160 | 19t 1ON:158 Resp: 106978
Abundance lon Ratio Lower Upper
158 158 100

143 55.7 39.2 79.2

29 s 108 47.6 24.9 64.9

Rawg, 108 45 25.2 0.0 36.2

84 Abundance [on 158.00 (157.70 to 158.70); E
lon 143.00 (142.70 to 143.70): B

125
ok ..‘.‘w”‘.‘.“.‘ ol “.‘... “““‘ “‘ - ‘.:.‘.‘ ey .‘.‘.. 'l “ S 300001 on 45.00 (44.70 to 45.70): BJO
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 6.46
158 20000
Sub 143
S0 108 10000
45 75 125
a7 63 o 9 . N _
o S

L L L R I R L L R B R R R R R R AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 6.20 6.40 6.60
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Abundance Scan 341 (7.188 min): BJ001105.D (-335) (-) #12
4 2-Bromothioanisole
108 Concen: 0.50 ug/mL
RT: 7.20 min Scan# 342
Refs0 Delta R.T. 0.02 min
Lab File: BJ001108.D
5 ey Acq: 11 Sep 2012 14:45
0 2 3 135147 Manual Integrations
miz--> 40 60 80 100 120 140 160 180 200 Tgt 1on:-204 Resp: 50732 pugeimpiyting
‘Abundance lon Ratio Lower Upper
108 204 204 100 AHPatel
202 06.8 79.8 119.8 9/20/2012 5:29:26 AM
108 98.5 47.7 87.7#
Rawgo 45
6 Abundance |on 204.00 (203.70 to 204.70): E
84 122 169 lon 202.00 (201.70 to 202.70): B
158 187
s = T
o HH\HHI\ .‘....l............M‘... 15000
miz--> 40 60 80 100 120 140 160 180 200 7.20
Abundance
108 204 10000
Sub
50 45 5000
77 120 169
63 158
o5 187 ,
0....................................... T T T T T T —
miz--> 40 60 80 100 120 140 160 180 200  Mime-> 7.00 7.20 7.40
Abundance Scan 388 (7.857 min): BJ001105.D (-379) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 0.60 ug/mL m
RT: 7.93 min Scan# 393
Refs0 174 Delta R.T. 0.07 min
Lab File: BJ001108.D
Acq: 11 Sep 2012 14:45
ol . .
miz--> 0 60 8 100 120 140 160 180 19t lonz159 Resp: 66979
‘Abundance lon Ratio Lower Upper
159 159 100
174 29.2 27.2 67.2
44 108 6.9 0.0 29.4
Rawk, 174 50 10.9 0.7 40.7
111 181 Abundance 1on 159.00 (158.70 to 159.70): E
143 lon 174.00 (173.70 to 174.70): E
oL M H ‘H \H Bl ‘ 1 6000 jon 50,00 (49.70 to 50.70): BJO
L
miz--> 120 140 160 180
Abundance
159 4000
Sub 174
S0 75 111 131 2000
39 %0 85 97 143 .
0 0 N\ﬂ N
miz--> 40 60 80 100 120 140 160 180 Mime->  7.50 8.00 8.50
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Abundance Scan 402 (8.056 min): BJ001105.D (-396) (-) #14
111 p-Chlorophenylmethylsulfone
Concen: 0.45 ug/mL
RT: 8.09 min Scan# 404 [QEIGERE
Ref50 5 Delta R.T.  0.03 min BNA_J
127 Lab File: BJ001108.D  |jeiialllClE
50 175 ) : CWA-1
99 ‘ 190 Acqg: 11 Sep 2012 14:45
o} 3 o ! 3ransr |l l' Manual Integrations
L LA SUR L B - -
miz--> 40 60 80 100 120 140 160 180 Igﬁ 'Sgi%él ﬁgvsvg; Ug;23212*4 APPROVED
Abundance
111 111 100 AHPatel
75 38.8 21.3 61.3 9/20/2012 5:29:26 AM
127 37.8 16.0 56.0
Ravi, 190 26.4 0.0 36.9
75 127 175 100 Abundance |on 111.00 (110.70 to 111.70): E
50 30000] 10 75.00 (74.70 to 75.70): BIQ
0o T e T |
oL .‘”k‘.“.‘H. U IH" ‘.“‘.“l”lml”‘. I \I\ I‘ Ll lul ] 1 .“.“i e "‘I‘ — — \l - 25000 lon 190.00 (189-70 to 190-70)- B
m/z--> 40 60 80 100 120 140 160 180
Abundance 20000 8.09
111
15000
Sub_, 10000
75 127 175
190
50 99 150 5000
ol 8 63 | 87 143 o=
e S e
m'z--> 40 60 80 100 120 140 160 180 Time--> 800 820 840
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Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEMI1\BNA_J\DATA\BJ091112\
Data File : BJ001108.D

Acq On > 11 Sep 2012 14:45

Operator :© HLM

Sample - CWA-1

Misc : CWA STD BNA_J HLM

ALS Vial : 7 Sample Multiplier: 1

Manual Integrations
Quant Time: Sep 20 04:56:58 2012 APPROVED

Quant Method
Quant Title

QLast Update
Response via

H:\VOL1I\GCMSDATANJ\METHODS\BJ091112_M AHPatel

CWA degredation products by GCMS
Tue Sep 11 15:29:36 2012
Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 4.60 152 311140 2.00 ug/mL 0.00
6) Naphthalene-d8 5.89 136 1301482 2.00 ug/mL 0.00

System Monitoring Compounds

10) Tripropylphosphate 6.96 99 54407 0.11 ug/mL 0.02
Spiked Amount 0.500 Range 70 - 130 Recovery = 22 .00%#
12) 2-Bromothioanisole 7.20 204 50732 0.50 ug/mL 0.02
Spiked Amount 5.000 Range 70 - 130 Recovery = 10.00%#

Target Compounds Qvalue
2) Dimethyl Disulfide 2.46 94 36636 0.31 ug/mL 78
4) DIMP 4.86 97 20660m 0.09 ug/mL
5) 1,4-Oxathiane 3.58 46 31026 0.21 ug/mL# 52
7) 1,4-Dithiane 5.04 46 27691 0.23 ug/mL 96
8) Thiodiglycol 6.17 61 217123m 2.09 ug/mL
9) Benzothiazole 6.24 135 172804m 0.52 ug/mL

11) p-Chlorophenylmethylsulfid 6.46 158 106978 0.52 ug/mL 93
13) p-Chlorophenylmethylsulfox 7.93 159 66979m 0.60 ug/mL
14) p-Chlorophenylmethylsulfon 8.09 111 92624 0.45 ug/mL 93

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