Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Time:
Quant Method
Quant Title
QLast Update
Response via

Quantitation Report (QT Reviewed)
Z:\HPCHEMI\BNA_ J\DATA\BJ091112\

BJ001107.D

11 Sep 2012 14:27

HLM

CWA-2

CWA STD BNA_J HLM

6 Sample Multiplier: 1

Sep 20 04:56:51 2012
- H:\VOLI\GCMSDATA\J\METHODS\BJ091112_.M
- CWA degredation products by GCMS
: Tue Sep 11 15:29:36 2012
: Initial Calibration

Manual Integrations
APPROVED

AHPatel
9/20/2012 5:29:24 AM
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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: BJ001107.D
52 78 Acq: 11 Sep 2012 14:27
0 3§ ' 61 | 87 99 |124 I Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 19T 10N:152 Resp: 304714 EEAmAaivin
‘Abundance lon Ratio Lower Upper
150 152 100 AHPatel
115 55.4 35.3 75.3 9/20/2012 5:29:24 AM
Rawsg
49 115 Abundance |on 152.00 (151.70 to 152.70): E
150000 10" 115.00 (114.70 10 115.70):
0,3‘5,‘” r.ee ‘ﬁ S PR N S N 4
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 100000
150
Sub_ 50000
115
52 78
o 40 61 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: 0.56 ug/mL
RT: 2.47 min Scan# 9
Refs0 79 Delta R.T. 0.00 min
45 Lab File: BJ001107.D
o Acq: 11 Sep 2012 14:27
o8 llsoss iyes )L
miz-—> 30 40 50 60 70 8 90 100 Tgt lon: 94 Resp: 64394
‘Abundance lon Ratio Lower Upper
49 94 100
84 45 31.7 12.7 52.7
79 42 .9 22.9 62.9
Rawk 94
Abundance lon 94.00 (93.70 to 94.70): BJO
79 lon 45.00 (44.70 to 45.70): BJO
35
4|55 81 70 ‘ 80000
0"I'”'I""I”"I""P"'I“"W"l'l"" 2.47
m/z--> 30 40 50 60 70 80 90 100 ;
Abundance 60000
94
40000
Sub
50 79
45 20000
61 &
55 66 L _
0''I'"'I""I""I""I""I""I""I"" rrTryrTrTTyTTT T T T T T
m/z--> 30 40 50 60 70 80 90 100 Time--> 240 2.45 250 255
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Abundance Scan 80 (3.474 min): BJ001105.D (-77) (-) #3
70 94 DMMP
Concen: 0.08 ug/mL m
RT: 3.48 min Scan# 80 Instrument :
Refs0 109 Delta R.T.  0.00 min L .
47 Lab File: BJ001107.D  peiillliis
‘ 63 ‘ 14 Acq: 11 Sep 2012 14:27 -
0.q.§§,”n:“..W:L”,.”n,”..“ nq..”,.”.,w..“. Tot lon: 79 Resp:- 10463 BRELLERIIE e
mz--> 30 40 50 60 70 80 90 100 110 120 130 9 - p: APPROVED
Abundance lon Ratio Lower Upper
49 79 100 AHPatel
84 94 93.1 80.9 120.9 9/20/2012 5:29:24 AM
109 37.1 20.3 60.3
Rawgg
Abundance lon 79.00 (78.70 to 79.70): BJO
3000] 1" 9400 (93.70 10 94.70): BJQ
42 M‘ 70 | 94 109
Ollllllllllll|||llllllllllllllllllllllllllllllllllll 2500 348
m/z--> 30 40 60 70 80 90 100 110 120 130
Abundance 2000
79 94
1500
Sub
1000
%0 109
a1 500
T e = o o S R & = = R O
mz--> 30 40 60 70 80 90 100 110 120 130 [Time--> 3.40 3.60 3.80
Abundance Scan 179 (4.883 min): BJ001105.D (-174) (-) #4
97 DIMP
123 Concen: 0.19 ug/mL m
RT: 4.86 min Scan# 177
Ref50 Delta R.T. -0.03 min
Lab File: BJ001107.D
43 & Acq: 11 Sep 2012 14:27
ol 59 69 139 165
me> ' 40 50 8 7o 8 8 180 110130 150 140 140 160170 19T lon: O7 Resp: 48186
Abundance lon Ratio Lower Upper
49 97 100
84 123 61.9 47 .2 87.2
43 31.5 0.0 36.5
Raw, 41 52.1 0.0 28.5#
Abundance lon 97.00 (96.70 to 97.70): BJO
lon 123.00 (122.70 to 123.70): B
35 97 123
Obrr bt e e | 8000{ 10 41,00 (40.70 to 41.70): BJO
m/z--> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance 5 4.86
o7 000
123 4000
Sub
50
45 2000
mz--> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 |Time-->

BJ001107.D BJ091112.M

Thu Sep 20 05:40:36 2012
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Abundance Scan 87 (3.573 min): BJ001105.D (-80) (-) #5
46 1,4-Oxathiane
Concen: 0.45 ug/mL
RT: 3.56 min Scan# 86
Refs0 61 104 Delta R.T. -0.01 min
Lab File: BJ001107.D
24 Acq: 11 Sep 2012 14:27
0"I"'??I"|I'II'"'!lll'"'I'!'I'I"B'e'l""l""'I"' - -
miz--> 0 40 50 60 70 8 9o 100 110 19t lon: 46 Resp:
‘Abundance lon Ratio Lower Upper
49 46 100
84 61 32.1 17.1 57.1
104 21.4 29.3 69.3#
Rawsg
Abundance lon 46.00 (45.70 to 46.70): BJO
lon 61.00 (60.70 to 61.70): BJO
35 61
miz--> 0 4 ' ! 0 8 90 100 110 3.56
Abundance 30000
46 \
20000 E
Sub
50
61 10000 /\\
104 k\\—\
39 4 82 94 >
OIIIIIIIIIIIIIlll|||lllllllll""l""l""lIII T T L L L
miz--> 30 80 90 100 110  (Time-> 350 360  3.70
Abundance Scan 250 (5.893 min): BJ001105.D (-244) (-) #6
Naphthalene-d8
Concen: 2.00 ug/mL
RT: 5.88 min Scan# 249
Refs0 Delta R.T. -0.01 min
Lab File: BJ001107.D
106 Acq: 11 Sep 2012 14:27
o 40 54 68 78 941017 118
mz-> % 4 8 6 7'0 80 90 100 110 120 130 140 19t lon:136 Resp: 1303814
‘Abundance lon Ratio Lower Upper
136 136 100
68 5.1 0.0 24 .4
Rawsg
Abundance lon 136.00 (135.70 to 136.70): E
300000 lon 68.00 (67.70 to 68.70): BJO
49 84 108
o B2 s @ o0 s N
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 200000
136
150000
sub, 100000
50000
o 42 546168 78 g9 10000 o — _
wwwmwwmmmﬁw TTT T™T"T7T T™T"T7T T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 (Time--> 58 600 620
BJ001107.D BJ091112.M Thu Sep 20 05:40:36 2012 RPT1
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BJ001107.D BJ091112.M

Thu Sep 20 05:40:37 2012

RPT1

/Abundance Scan 190 (5.039 min): BJ001105.D (-183) (-) #7
2 1,4-Dithiane
Concen: 0.46 ug/mL
46 61 RT: 5.04 min Scan# 190
Refs0 Delta R.T. 0.00 min
Lab File: BJ001107.D
92 Acq: 11 Sep 2012 14:27
0..“??, |'. |” : .“.”p”.q}osp.”'l ™ - - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 1% | 19t fon: 46 Resp: 56494 APPROVED
‘Abundance lon Ratio Lower Upper
49 46 100 AHPatel
84 61 82.3 60.0 100.0 9/20/2012 5:29:24 AM
120 120 160.8 138.1 178.1
Rawsg
Abundance lon 46.00 (45.70 to 46.70): BJO
lon 61.00 (60.70 to 61.70): BJO
35
oL T \‘ 05 150 #0000
miz--> 30 4b 50 60 70 80 90 100 110 120 130 140 150
Abundance 30000
120
5.04
sub 46 20000
ub_ 61 A
10000
92 ‘
73 105 /
O‘WTrrrmTrmTrmTrmTrrrq-rrrrrrrrranTrmTrmTrmj 0.....;....“.‘._:....'..
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 [Time-> 4.90 500 5.10 520 5.30
Abundance Scan 246 (5.836 min): BJ001105.D (-239) (-) #8
6L Thiodiglycol
45 Concen: 3.80 ug/mL m
RT: 5.98 min Scan# 256
Ref50 104 Delta R.T. 0.14 min
o Lab File: BJ001107.D
‘ Acq: 11 Sep 2012 14:27
b 28 Mz hse ez | lam 122 1 _ _
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t lon: 61 Resp: 394987
‘Abundance lon Ratio Lower Upper
49 136 61 100
45 77.9 54.0 94.0
84 47 75.8 9.6 49.6#
Rawsg
61 Abundance lon 61.00 (60.70 to 61.70): BJO
lon 45.00 (44.70 to 45.70): BJO
35 4%“‘ 68 76 0 20000
W11 ) i R P N R
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 15000
136
10000
Sub
50
5 8 5000
91 104 )
0 54 | 68 76 Oig : ST
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 ITime-> 500 6.00 7.00 8.00
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/Abundance Scan 271 (6.192 min): BJ001105.D (-262) (-) #9
135 Benzothiazole
Concen: 1.08 ug/mL m
RT: 6.21 min Scan# 272
Refs0 Delta R.T. 0.02 min
108 Lab File: BJ001107.D
6 Acq: 11 Sep 2012 14:27
0 B 8'2 9'1 L X I Manual Integrations
RN LS SRS AR RN AR RS LALE RS LRSS LRSS SRR - -
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10n:135 Resp:  362255FEAmiaivin
‘Abundance lon Ratio Lower Upper
135 135 100 AHPatel
108 32.2 5.8 45.8 9/20/2012 5:29:24 AM
69 16.5 0.0 30.2
RaWSO
49 84 108 Abundance [on 135.00 (134.70 to 135.70): E
lon 108.00 (107.70 to 108.70): F
ok Nﬁ§.¢mlﬂ.hiim.uj.;??ﬂL.; T ......lh,.”. 60000
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 6.21
Abundance
135 40000
Sub
50 20000 ‘
69 \
45 91
o 37 53 61 81 105 0 AN
mmwwwmwm L N N N O S N B S N
miz--> 30 40 50 60 70 80 90 100 110 120 130 140  [Time--> 600 650  7.00
/Abundance Scan 324 (6.946 min): BJ001105.D (-318) (-) #10
P9 Tripropylphosphate
Concen: 0.24 ug/mL m
RT: 6.95 min Scan# 324
Refs0 Delta R.T. 0.00 min
Lab File: BJ001107.D
43 111123 141 163 Acq: 11 Sep 2012 14:27
0|M%% hhj@mlmm
L B R . .
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon: 99 Resp: 112613
‘Abundance lon Ratio Lower Upper
99 99 100
141 17.9 16.0 24.0
183 4.5 5.6 8.4#
RaWSO
43 Abundance on 99.00 (98.70 to 99.70): BJO
84 123 141 250001 lon 141.00 (140.70 to 141.70): H
i W s e
0! L o e e L e EEEEEma 20000 6.95
miz-—-> 40 60 80 100 120 140 160 180 200 ;
Abundance
99 15000
Sub 10000
50
43 by 11 5000
. 59 8l 111 153 183 o
miz--> 40 60 80 100 120 140 160 180 200 Time-->

BJ001107.D BJ091112.M Thu Sep 20 05:40:37 2012 RPT1 Page 7



Abundance Scan 288 (6.434 min): BJ001105.D (-282) (-) #11
138 p-Chlorophenylmethylsulfide
Concen: 0.99 ug/mL
143 RT: 6.45 min Scan# 289 |[WSulEiss
Refs0 Delta R.T. 0.02 min BNA_J _
Lab File: BJ001107.D ts\?fgmp'e'd-
Acq: 11 Sep 2012 14:27 -

0! . - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Tgt lon:158 Resp: 204338 APPROVEDg
‘Abundance lon Ratio Lower Upper

158 158 100 AHPatel
143 58.1 39.2 79.2 9/20/2012 5:29:24 AM
143 108 50.0 24.9 64.9
Rawg, 108 45 25.4 0.0 36.2
Abundance |on 158.00 (157.70 to 158.70): E
84 lon 143.00 (142.70 to 143.70): E
‘ ‘ 125

Oy J“H,m U... ,‘1\,‘,‘4,“ N P ‘ | 60000{lon 45.00 (44.70 to 45.70): BJO
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 6.45

158 40000
143
Sub50 108 20000
45 75 125

o3 63 " g5 o

WWTWWWWFWWW T T 17T T T 17T T T 17T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160  Time--> 6.20 6.40 6.60 T
Abundance Scan 341 (7.188 min): BJ001105.D (-335) (-) #12

4 2-Bromothioanisole
Concen: 0.97 ug/mL
RT: 7.21 min Scan# 342
Refs0 Delta R.T. 0.02 min
Lab File: BJ001107.D
Acq: 11 Sep 2012 14:27

o 135147 ) )
mz--> 40 60 80 100 120 140 160 180 200 Tgt lon:-204 Resp: 98528
‘Abundance lon Ratio Lower Upper

108 202 204 100
202 101.8 79.8 119.8
108 83.5 47.7 87.7
RaWSO
45 Abundance |on 204.00 (203.70 to 204.70): E
69 122 169 lon 202.00 (201.70 to 202.70): B
57 158 H 189

o “,‘H‘.%?f”,.‘.“. IH\135 b | 30000
m/z--> 40 60 80 100 120 140 160 180 200 721
Abundance

108 202 20000
Sub
S0 10000
45
77 169
63 122 156 189

o 90

miz--> 40 60 80 100 120 140 160 180 200  Mime->  7.00 7.20 7.40
BJ001107.D BJ091112.M Thu Sep 20 05:40:38 2012 RPT1 Page 8



Abundance Scan 388 (7.857 min): BJ001105.D (-379) (-) #13
159 p-Chlorophenylmethylsulfoxide
Concen: 1.09 ug/mL m
RT: 7.92 min Scan# 392 [QEIGERE
Ref50 174 Delta R.T. 0.06 min BNA_J _
Lab File: BJ001107.D ts\?fgmp'e'd-
Acq: 11 Sep 2012 14:27 .
o - - Manual Integrations
miz--> 4 60 80 100 120 140 160 180 19t 1on:159 Resp: 125865 AppROVEDg
159 159 100 AHPatel
174 32.5 27.2 67.2 9/20/2012 5:29:24 AM
108 10.8 0.0 29.4
Raw, 174 50 12.8 0.7 40.7
43 o 75 11 131 Abundance [on 159.00 (158.70 to 159.70): E
15000 lon 174.00 (173.70 to 174.70):
| TR M
oL, l”l‘.“‘. ‘ | ﬂH- UW\ ‘,W.‘M. | ‘1\ ‘I | \l\ T [l ‘ . L I\l S lon 50.00 (49.70 to 50.70): BJO
miz--> 40 60 80 100 120 140 160 180
Abundance 10000 7.92
159
SUbSO 75 131 o 2%
50 111
38 63 gs 9 gy 143
0IIIIIIIIIIIII|IIII|IIII|||||||||||||||||| II|IIII|IIII|IIII|
mz--> 40 80 100 120 140 160 180 Time-->  7.50 8.00 8.50
Abundance Scan 402 (8.056 min): BJ001105.D (-396) (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 0.83 ug/mL
RT: 8.07 min Scan# 403
Ref50 75 127 Delta R.T. 0.02 min
175 Lab File: BJ001107.D
%0 99 ‘ 190 | Acq: 11 Sep 2012 14:27
oL B 8 wnansy |l
miz-—> 40 60 80 100 120 140 160 180 Tgt lon:111 Resp: 169413
Abundance lon Ratio Lower Upper
111 111 100
75 41.1 21.3 61.3
127 37.0 16.0 56.0
Rawis, e 190 22.0 0.0 36.9
127 175 Abundance |on 111.00 (110.70 to 111.70): £
50 9% 190 lon 75.00 (74.70 to 75.70): BJO
159 60000
A ,“\, 1 |6\3\ 0 P i ‘\ - lon 190.00 (189.70 to 190.70): E
miz--> 40 60 80 100 120 140 160 180 50000
Abundance 8.07
111 40000
30000
Sub50 20000
75 127 175
50 o 190 10000
oL 3B 63 | g7 143 1° o
miz--> 40 60 80 100 120 140 160 180 [Time-> 800 8.0  8.40
BJO01107.D BJ091112.M Thu Sep 20 05:40:40 2012 RPT1 Page 9



Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEMI1\BNA_J\DATA\BJ091112\
Data File : BJ001107.D

Acq On : 11 Sep 2012 14:27

Operator :© HLM

Sample - CWA-2

Misc : CWA STD BNA_J HLM

ALS Vial : 6 Sample Multiplier: 1

Manual Integrations
Quant Time: Sep 20 04:56:51 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 304714 2.00 ug/mL 0.00
6) Naphthalene-d8 5.88 136 1303814 2.00 ug/mL -0.01

System Monitoring Compounds

10) Tripropylphosphate 6.95 99 112613m 0.24 ug/mL 0.00
Spiked Amount 0.500 Range 70 - 130 Recovery = 48 . 00%#
12) 2-Bromothioanisole 7.21 204 98528 0.97 ug/mL 0.02
Spiked Amount 5.000 Range 70 - 130 Recovery = 19.40%#

Target Compounds Qvalue
2) Dimethyl Disulfide 2.47 94 64394 0.56 ug/mL 99
3) DMMP 3.48 79 10463m 0.08 ug/mL
4) DIMP 4.86 97 48186m 0.19 ug/mL
5) 1,4-Oxathiane 3.56 46 63725 0.45 ug/mL# 73
7) 1,4-Dithiane 5.04 46 56494 0.46 ug/mL 98
8) Thiodiglycol 5.98 61 394987m 3.80 ug/mL
9) Benzothiazole 6.21 135 362255m 1.08 ug/mL

11) p-Chlorophenylmethylsulfid 6.45 158 204338 0.99 ug/mL 93
13) p-Chlorophenylmethylsulfox 7.92 159 125865m 1.09 ug/mL
14) p-Chlorophenylmethylsulfon 8.07 111 169413 0.83 ug/mL 97

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

BJ091112_M Thu Sep 20 05:40:35 2012 RPT1 Page: 1



