Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEM1\BNA_J\data\BJ041712\

Data File : BJ0O00758.D

Acq On - 17 Apr 2012 14:52

Operator : HLM

Sample : CWA-1

Misc > BNA_J HLM

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

Quant Time: Apr 21 04:56:08 2012 APPROVED

Quant Method
Quant Title

QLast Update
Response via

H:\VOL1\GCMSDATA\J\METHODS\BJ041712_.M
CWA degredation products by GCMS

Tue Apr 17 16:51:03 2012

Initial Calibration

AHPatel
4/21/2012 4:18:10 AM
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Abundance Scan 169 (4.736 min): BJ000755.D\data.ms (-164) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4_.751 min Scan# 17{LSUNERE
Ref 50 Delta R.T. 0.014 min BNA_J _
Lab File:  BJ000758.D  |SUecliiiics
Acq: 17 Apr 2012 14:52 .

o . - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19T 1on:152 Resp: 291571 APPROVEDg
Abundance Scan 170 (4.751 min): BJ000758.D\data.ms lon Ratio Lower Upper

150 152 100 AHPatel
115 46 .0 38.0 78.0 4/21/2012 4:18:10 AM
Raw g
Abundance
1s 100000 51
38 62 | 8 g9 \ Il

OIIIIIIIIIIII LML IIIIIII 80000
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

150 60000
Sub 40000
50
115 20000
78

0 38 52 63 87 g9 \\

L L L L L L B R R R R AR RN R RN R EER R R T T T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 460 480 500
Abundance Scan 22 (2.644 min): BJ000755.D\data.ms (-19) (-) #2

H Dimethyl Disulfide
45 Concen: 0.21 ug/mL
79 RT: 2.687 min Scan# 25
Ref 50 Delta R.T. 0.043 min
Lab File: BJ0O00758.D
61 Acq: 17 Apr 2012 14:52
o 35 lso |66 1. 88 |,
< L . . .
miz--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 28436
Abundance Scan 25 (2.687 min): BJ000758.D\data.ms lon Ratio Lower Upper
94 94 100
45 45 72.0 54.7 94.7
. 79 58.4 38.8 78.8
Raw g
Abundance
84
G
35

oo e | 20000
mz--> 30 50 80 90 100
Abundance

& 15000
a» 10000
Sub &
50 ‘
5000 ‘
61 \\
o1+ttt —
miz--> 30 90 100 Time--> 265 270 275
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Abundance Scan 89 (3.598 min): BJ000755.D\data.ms (-86) (-) #3
79 % DMMP
Concen: 0.07 ug/mL
RT: 3.612 min Scan# 90USInEIE
Ref 50 109 Delta R.T. 0.014 min I o _
Lab File:  BJ000758.D  |SUecliiiics
4|7 63 12|4 Acq: 17 Apr 2012 14:52 -
| )
Ok e e B B o B Y . - Manual Integrations
miz--> 4 50 60 70 80 90 100 110 120 130 19t fon: 79 Resp: 4389 APPROVEDg
Abundance Scan 90 (3.612 min): BJ000758.D\data.ms lon Ratio Lower Upper
49 79 100 AHPatel
84 94 098.2 88.2 128.2 4/21/2012 4:18:10 AM
o 109 40.7 24.6 64.6
Raw g
Abundance
40 109 1500 3412
0""I""I""I""I""I""I"""""""""
miz--> 40 70 80 90 100 110 120 130
Abundance 1000
79 94
Sub 500
50 109
L4 4
miz--> 40 5 0 70 8 90 100 110 120 130 Mime-> 355 3.60 3.65 3.0
Abundance Scan 188 (5.007 min): BJ000755.D\data.ms (-182) (-) #4
97 DIMP
Concen: 0.07 ug/mL
123 RT: 5.007 min Scan# 188
Ref 50 Delta R.T. 0.000 min
29 Lab File: BJ0O00758.D
43 Acq: 17 Apr 2012 14:52
0 1 1 5|9 139 165
w3 4o 5 o 7o 80 150 110 120 130 140 180 1o o | 10T lon: 97 Resp: 16202
Abundance Scan 188 (5.007 min): BJ000758.D\data.ms lon Ratio Lower Upper
97 97 100
123 53.3 41.1 81.1
43 26.3 0.0 36.9
Raw g, 123 41 16.0 0.0 28.2
49 84 150 Abundance
40 ‘ 3000 5.0p7
O T T e e 2500
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance 2000
97
1500 /\/
Sub 50 123 1000 / \
43 500
79 A
OTWWWWWWWWWWWWWWWWWWWW LIS I N B B B B B B S e |
m/iz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 Time--> 490 500 510 520
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Abundance Scan 97 (3.712 min): BJ000755.D\data.ms (-94) (-) #5
46 1,4-Oxathiane
Concen: 0.24 ug/mL
RT: 3.712 min Scan# 97|LSUlUnERE
Ref 50 Delta R.T. 0.000 min EAG _
61 104 Lab File: BJ000758.D  |SUculiliics
2 Acq: 17 Apr 2012 14:52 .
0 % 41' I 2oL, L5 Manual Integrations
R T L SRR SRS FUR LIS S S - -
miz--> 30 40 50 6 70 8 g0 100 110 | 19t fon: 46 Resp:  24617ESGeiaaivig
Abundance Scan 97 (3.712 min): BJ000758.D\data. ms lon Ratio Lower Upper
46 46 100 AHPatel
61 32.6 13.9 53.9 4/21/2012 4:18:10 AM
104 27.5 14.6 54.6
Raw g
61 Abundance
. 104 341
74
4
0...?§.W:MMM..HM S I N
m/z--> 30 40 50 60 70 80 90 100 110
Abundance 10000
46
Sub 50 5000
61 104
a5 41 74 |
ot e e
miz--> 30 80 90 100 110 [Time-> 3.65 3.70 3.75 3.80
Abundance Scan 260 (6.031 min): BJ000755.D\data.ms (-253) (-% #6
136 Naphthalene-d8
Concen: 2.00 ug/mL
RT: 6.046 min Scan# 261
Ref 50 Delta R.T. 0.014 min
Lab File: BJ0O00758.D
Acq: 17 Apr 2012 14:52
0 54 68 82 gy 10008 q >
oyt e B0 0 el
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 gt lon:1 esp:-
Abundance Scan 261 (6.046 min): BJ000758.D\data. ms lon Ratio Lower Upper
136 136 100
68 3.5 0.0 25.1
Raw g
Abundance
300000 -pa6
108
54 51 68
o0 4T oL e B o e | 250000
miz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 200000
136
150000
Sub 100000
50000
oL 40 47 54 61 68 76 84 94 108 0 N
Twwwwwwmmﬁw T T T T 7T T T T 7T L T
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-> 580 600 620  6.40
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Abundance

Scan 201 (5.192 min): BJO00755.D\data.ms (-192) (-)

4

#7
1,4-Dithiane
Concen: 0.22 ug/mL

46 RT: 5.192 min Scan# 20[LSUnERIE
Ref 50 61 Delta R.T. 0.000 min U L
Lab File: BJO00758.D |l clllCuE
92 Acq: 17 Apr 2012 14:52 (Sl
0...?? |'. ”| . ..." ..}?5.. 1, . . - Manual Integrations
miz-> 30 40 50 60 70 8'0 90 100 110 120 130 140 150 | 19T fon: 46 Resp: 18886 Eaaetaivin
Abundance Scan 201 (5.192 min): BJ000758.D\data. ms lon Ratio Lower Upper
120 46 100 AHPatel
46 120 161.0 152.3 192.3
Raw 5q 61
Abundance
92 12000
I H 73 84 105 150
0""""""""""""""""' ""'l""‘l"'""l""ﬁ"" 10000
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance 38000
120
6000 5.192
46
Sub 61 4000
a2 2000 /
73 105
NS SRR A AR NAARA RARAA RARAN LAAA) LR LRSS LA R s LA o e o
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150  Time--> 510 520 530
Abundance Scan 254 (5.946 min): BJ000755.D\data.ms (-244) (-) #8
oL Thiodiglycol
45 Concen: 3.01 ug/mL m
RT: 6.031 min Scan# 260
Ref 50 104 Delta R.T. 0.085 min
91 Lab File: BJ0O00758.D
Acq: 17 Apr 2012 14:52
. |||||53 |||I| 7|5 | 122
e A R A SR AN RAARS SRR LALRS LALRS LARAS RARAE RN - -
miz-> 30 40 50 60 70 8 90 100 110 120 130 140 | 19T lon: 61 Resp: 88041
Abundance Scan 260 (6.031 min): BJ000758.D\data.ms lon Ratio Lower Upper
136 61 100
45 77.5 53.3 93.3
47 31.6 9.3 49.3
Raw g
Abundance
o2 T ® w0 a00l® 4000
miz--> 30 Jo 50 60 70 80 90 100 110 120 130 140
Abundance 3000
136
2000
Sub
50
1000
o 22 %6 88 78 g9 100'% 0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-->

BJOOO758.D BJO041712.M
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Abundance Scan 281 (6.330 min): BJ000755.D\data.ms (-273) (-) #9
135 Benzothiazole
Concen: 0.54 ug/mL m
RT: 6.345 min Scan# 28UEUCInEYI
Ref 50 Delta R.T. 0.014 min BNA_J _
108 Lab File:  BJ000758.D  |SUecliiiics
69 o Acq: 17 Apr 2012 14:52
AR ALY RSARS RS RAARS RRARS RN LARAE UM LS LRSS BARS - - anual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10n:135 Resp: 172286 Bl
Abundance Scan 282 (6.345 min): BJ000758.D\data.ms lon Ratio Lower Upper
135 135 100 AHPatel
108 29.0 9.9 49.9 4/21/2012 4:18:10 AM
69 13.0 0.0 32.5
Raw 5q
108 Abundance o s
- 25000 :
0 3§ ‘\1\5\\5\4\6\:\[\ ‘ ?\2\ 9\1 . |
SRS WP A Y N I NI NS | M
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 20000
Abundance
135 15000
Sub 10000
50
69 5000
. 39 58 g1 91 0
mz—-> 30 40 50 60 70 80 90 100 110 120 130 140  Time-->
Abundance Scan 334 (7.085 min): BJ000755.D\data.ms (-326) (-) #10
P9 Tripropylphosphate
Concen: 0.09 ug/mL
RT: 7.085 min Scan# 334
Ref 50 Delta R.T. 0.000 min
141 Lab File: BJ0O00758.D
12 Acq: 17 Apr 2012 14:52
7 82 m |3 153, .. 183 k P
ol 5465 8 | L N 17165 | 195209 ] _
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon: 99 Resp: 37198
Abundance Scan 334 (7.085 min): BJ000758.D\data.ms lon Ratio Lower Upper
99 99 100
141 18.3 19.1 28.7#
183 1.8 6.2 9.2#
Raw g
Abundance
e 61 84 111128 i 183
SR O o O
miz--> 40 60 80 100 120 140 160 180 200
Abundance 6000
99
4000
Sub
50
141 2000
43 123
111 183
miz--> 40 60 80 100 120 140 160 180 200 Time--> 700 7.20 '
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Abundance Scan 299 (6.586 min): BJ000755.D\data.ms (-291) (- #11
138 p-Chlorophenylmethylsulfide
Concen: 0.60 ug/mL
RT: 6.587 min Scan# 29UEUCInEYIE
Ref 50 143 Delta R.T. 0.000 min EiNA _
Lab File: BJ000758.D g\',:,inisamp'e'd-
Acq: 17 Apr 2012 14:52 -

0! . - Manual Integrations
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Tgt lon:158 Resp: 114517 APPROVEDg
Abundance Scan 299 (6.587 min): BJ000758.D\data.ms lon Ratio Lower Upper

158 158 100 AHPatel
143 55.3 28.9 68.9 4/21/2012 4:18:10 AM
143 108 40.4 8.9 48.9
Raw g 45 15.7 0.0 27.0
108 Abundance
25000
45
8 Pe e 1T5 |

O T[T T T TR T T T TR T T 20000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

158 15000
sub 143 10000
50
108 5000
125

o 39 * e ge P

Twwmmmmm L S S N N N A N I SN N S R N
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160  Time--> 640 660 6.80
Abundance Scan 352 (7.341 min): BJ000755.D\data.ms (-343) (-) #12

2 2-Bromothioanisole
Concen: 0.53 ug/mL
108 RT: 7.341 min Scan# 352

Ref 50 Delta R.T. 0.000 min
Lab File: BJO0O0758.D
a5 17 Acq: 17 Apr 2012 14:52

63
89

ol . .
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:204 Resp: 40761
Abundance Scan 352 (7.341 min): BJ000758.D\data.ms lon Ratio Lower Upper

202 98.4 82.0 122.0
108 86.3 34.9 74 .9#
Raw g
a5 Abundance
69 192 169 7.841
82 156 H 189 10000

0 Y W N
m/z--> 40 60 80 100 120 140 160 180 200 8000
Abundance

108 204 6000
Sub 4000
50
S 129 169 2000 \
56 82 156 189 N

L R Y

miz--> 40 60 80 100 120 140 160 180 200  [Time--> 7.20 7.40
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Abundance Scan 398 (7.995 min): BJ000755.D\data.ms (-389) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 0.44 ug/mL m
RT: 8.024 min Scan# 40WSIEyENL:
Ref 50 174 Delta R.T. 0.029 min BNA_J _
Lab File: BJ000758.D  |SUeclliiiics
Acq: 17 Apr 2012 14:52 .

o - - Manual Integrations
miz--> 4 60 8 100 150 140 160 180 19T lon:159 Resp: 48046 APPROVED?
Abundance Scan 400 (8.024 min): BJ000758.D\data. ms lon Ratio Lower Upper

159 159 100 AHPatel
174 32.3 27.3 67.3 4/21/2012 4:18:10 AM
108 3.1 0.0 28.2
Raw o, 174 50 7.6 0.0 36.4
44 75 131 Abundance
111 ‘ 4000 8.024

o
m/z--> 40 60 80 100 120 140 160 180 3000
Abundance

159
2000
Sub 174
75 131 1000
50 111

0"AR"'|'”'|""w"'|'”'|""w"'|' O T
miz--> 40 80 100 120 140 160 180 [Time-->
Abundance Scan 412 (8.195 min): BJ000755.D\data.ms (-405) (-) #14

11 p-Chlorophenylmethylsulfone
Concen: 0.52 ug/mL m
RT: 8.209 min Scan# 413
Ref 50 75 127 Delta R.T. 0.014 min
175 Lab File: BJOO0O758.D
50 9% 19 | Acq: 17 Apr 2012 14:52
miz--> 40 60 80 100 120 140 160 180 Tgt lon:111 Resp: 89984
Abundance Scan 413 (8.209 min): BJ000758.D\data.ms fon Ratio Lower Upper
111 111 100
75 36.7 20.1 60.1
127 41.2 18.5 58.5
Raw g, 190 28.9 0.0 39.5
75 127 175 190 Abundance
15000 8.209
%0 99 159
) % | 8 | | |

0...H‘.“..|“...‘lll“...l‘..‘l.l..”.. ....‘l‘...‘ll..l.l
m/z--> 40 60 80 100 120 140 160 180
Abundance 10000

111
Sub
50 e o7 175 5000
190
50 99
63 a6 159 .

e S S U B B LI L WAL T T

miz--> 40 60 80 100 120 140 160 180 Time-->

BJOOO758.D BJO041712.M

Sat Apr 21 04:56:14 2012

Page 9



Quantitation Report (QT Reviewed)

QLast Update
Response via

Tue Apr 17 16:51:03 2012
Initial Calibration

Data Path : Z:\HPCHEM1\BNA_J\data\BJ041712\

Data File : BJ0O00758.D

Acq On 17 Apr 2012 14:52

Operator :© HLM

Sample - CWA-1

Misc = BNA_J HLM

ALS Vial : 7 Sample Multiplier: 1 ,
Manual Integrations

Quant Time: Apr 21 04:56:08 2012 APPROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ041712_M AHPatel

Quant Title : CWA degredation products by GCMS

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 4.751 152 291571 2.00 ug/mL 0.01

6) Naphthalene-d8 6.046 136 1182113 2.00 ug/mL 0.01
System Monitoring Compounds

10) Tripropylphosphate 7.085 99 37198 0.09 ug/mL 0.00

Spiked Amount 0.500 Range 70 - 130 Recovery = 18.00%#

12) 2-Bromothioanisole 7.341 204 40761 0.53 ug/mL 0.00

Spiked Amount 5.000 Range 70 - 130 Recovery = 10.60%#
Target Compounds Qvalue

2) Dimethyl Disulfide 2.687 94 28436 0.21 ug/mL 98

3) DMMP 3.612 79 4389 0.07 ug/mL 91

4) DIMP 5.007 97 16202 0.07 ug/mL 86

5) 1,4-Oxathiane 3.712 46 24617 0.24 ug/mL 93

7) 1,4-Dithiane 5.192 46 18886 0.22 ug/mL 94

8) Thiodiglycol 6.031 61 88041m 3.01 ug/mL

9) Benzothiazole 6.345 135 172286m 0.54 ug/mL

11) p-Chlorophenylmethylsu. .. 6.587 158 114517 0.60 ug/mL 85

13) p-Chlorophenylmethylsu. .. 8.024 159 48046m 0.44 ug/mL

14) p-Chlorophenylmethylsu. .. 8.209 111 89984m 0.52 ug/mL

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

BJ041712_.M Sat Apr 21 04:56:10 2012 Page: 1



