Quantitation Report (QT Reviewed)

Fri Jun 08 15:35:00 2012
Initial Calibration

QLast Update
Response via

Data Path : Z:\HPCHEM1\BNA_J\data\BJ060812\

Data File : BJ000930.D

Acq On : 8 Jun 2012 12:25

Operator : HLM

Sample - CWA-4

Misc : BNA_J HLM

ALS Vial :© 2 Sample Multiplier: 1 _
Manual Integrations

Quant Time: Jun 13 04:19:18 2012 APHROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ060812.M AHPatel

Quant Title : CWA degredation products by GCMS

IAbundance TIC: BJ000930.D\data.ms
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[Abundance Scan 167 (4.713 min): BJ000930.D (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4_.713 min Scan# 16[WStincEl
Ref 50 Delta R.T. 0.000 min e _
Lab File: BJ000930.D g\',{,i”}famp'e'd :
Acq: 8 Jun 2012 12:25 .

0! . - Manual Integrations
o> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19T 10N:152 Resp: 314756 APPROVEDg
[Abundance Scan 167 (4.713 min): BJ000930.D\data.ms lon Ratio Lower Upper

150 152 100 AHPatel
115 50.6 30.6 70.6 6/14/2012 12:45:01 AM
Raw g
115 lAbundance
4713
52 8 150000

o, 4 | 61 . 8 9 | I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance

140 100000
Sub 50000
115
52 78 \\

o 38 61 87 99 0 =

L L L L L L B R R R AR R RN R EER RS R T T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 (Time--> 4.60 480 500
[Abundance Scan 21 (2.635 min): BJ000930.D (-) #2

9 Dimethyl Disulfide
Concen: 5.87 ug/mL
RT: 2.635 min Scan# 21
Ref 50 79 Delta R.T. 0.000 min
45 Lab File: BJ000930.D
64 Acq: 8 Jun 2012 12:25

o Msosr F _ _
z--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 680453
IAbundance Scan 21 (2.635 min): BJ000930.D\data.ms lon Ratio Lower Upper

o4 94 100
45 31.1 11.1 51.1
79 42 .9 22.9 62.9
Raw g 79
45 lAbundance
2,635
61
o 35 40 /150 " 66 86 |
II|IIII|IIII|IIII|IIII|IIII|IIII|III|IIII 300000
m/z--> 30 50 90 100
IAbundance
94
200000
Sub
50 79 100000
45
61 ‘
0 35 50 66 N VAnN I
e Pt S ———
m/z--> 30 90 100 Time- 250 260 270 2.80
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[Abundance Scan 87 (3.575 min): BJ000930.D (-) #3
9 % DMMP
Concen: 2.92 ug/mL
RT: 3.575 min Scan# 87|LSUlUnEa
Ref 50 109 Delta R.T. 0.000 min I o :
Lab File: BJ000930.D  |SUcliiiecs
ar 63 124 Acq: 8 Jun 2012 12:25
O...AP 'L ,:L..,”.n,.gﬁ,.'..“...,..”,.I..“. - - Manual Integrations
miz--> 40 50 60 70 80 90 100 110 120 130 @ 19t Hon: 79 Resp: 297296 EGsiaaiiiig
IAbundance Scan 87 (3.575 min): BJ000930.D\data.ms lon Ratio Lower Upper
79 9% 79 100 AHPatel
94 107.0 87.0 127.0 6/14/2012 12:45:01 AM
109 44 .1 24.1 64.1
Raw 5q
109 IAbundance
47 120000 3475
63 124
0 ‘M‘ | 8 | 100000
SN . RN .| RN NN M.
miz--> 40 70 80 90 100 110 120 130
IAbundance 80000
79 94
60000
Sub 40000
50 109
20000
a7 63 124
o e
m/z--> 40 70 80 90 100 110 120 130 |Time> 3.40 3.60 3.80
[Abundance Scan 186 (4.984 min): BJ000930.D (-) #4
97 DIMP
123 Concen: 2.63 ug/mL
RT: 4.984 min Scan# 186
Ref 50 Delta R.T. 0.000 min
Lab File: BJ000930.D
43 ” Acq: 8 Jun 2012 12:25
UMM 81 N ) IS | S ¥ Bt ] ]
s> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 | 19t lon: 97 Resp: 729767
IAbundance Scan 186 (4.984 min): BJ000930.D\data.ms lon Ratio Lower Upper
97 97 100
123 123 69.1 49.1 89.1
43 13.2 0.0 33.2
Raw g, 41 6.5 0.0 26.5
lAbundance
29 300000
43 139
o MR RN | R [« M -
s> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance 200000
o7
150000
123
Sub
5 100000
29 50000
43
o 59 g9 139 165 0
TFWWWWWWWWWW |||II|IIII|IIII
7~ 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 [Time-~ 480 500  5.20
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[Abundance Scan 95 (3.688 min): BJ000930.D (-) #5
46 1,4-Oxathiane
Concen: 6.01 ug/mL
RT: 3.688 min Scan# 95UEUCINENIE
Ref 50 Delta R.T. 0.000 min e :
61 104 Lab File: BJ000930.D  |SUcliiiecs
74 Acq: 8 Jun 2012 12:25
OH,E?qU.h“.ﬂu”.q.h.wga,”.q.”.“.”,”.q. Tat lon: 46 R - 671086 BEUERNEMEUNE
mz-> 30 40 50 60 70 80 90 100 110 120 130 Igt S”'_ Lesp- 0 APPROVED
Abundance Scan 95 (3.688 min): BJ000930.D\data.ms on Ratio Lower Upper
46 46 100 AHPatel
61 31.2 11.2 51.2 6/14/2012 12:45:01 AM
104 30.0 10.0 50.0
Raw g
lAbundance
61 104 400000 3.688
74
ol 35 _‘M il |, . 86 94 124
e 1 ) MMM SN M ML MM . S0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 | 300000
IAbundance
46
200000
Sub 5
o1 108 100000
74
o 35 85 94 124 N
SN TP 1 RN 11N NTRRN. A MMM S e
m/z--> 30 50 60 70 80 90 100 110 120 130 [Time--> 3.60 3.80 4.00
[Abundance Scan 258 (6.008 min): BJ000930.D (-) #6
6 Naphthalene-d8
Concen: 2.00 ug/mL
RT: 6.008 min Scan# 258
Ref 50 Delta R.T. 0.000 min
Lab File: BJ000930.D
Acq: 8 Jun 2012 12:25
o 54 66 76 84 100
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 Igt 'S”:%36 Eesp: 1378687
Abundance Scan 258 (6.008 min): BJ000930.D\data.ms on Ratio Lower Upper
136 136 100
68 2.7 0.0 22.7
Raw g
lAbundance
61 6.008
45 500000
ol 3 54 | 68 76 8491 100! 159159
SRR A S L e e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 400000
IAbundance
136 300000
Sub 200000
50
100000
45 61 104
o 38 54 | 68 76 84 91 122129 0 /
Wﬁmmmmmﬁw 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-->  5.80 6.00 6.20
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[Abundance Scan 199 (5.169 min): BJ000930.D (-) #7
120 1,4-Dithiane
Concen: 6.73 ug/mL
RT: 5.169 min Scan# 19{iSIitnlERiss
Ref 50 46 o1 Delta R.T. 0.000 min BNA_J :
Lab File: BJ000930.D g\',{,i”}famp'e'd -
92 Acq: 8 Jun 2012 12:25 .
0,35,',53'”| 73 85,' 1(')5 '!...,. T lon- 46 R - eyl Manual Integrations
mz--> 30 40 50 60 70 8 90 100 110 120 130 19t fon:. esp: 568 APPROVED
IAbundance Scan 199 (5.169 min): BJ000930.D\data.ms lon Ratio Lower Upper
120 46 100 AHPatel
61 81.9 61.9 101.9 6/14/2012 12:45:01 AM
120 228.1 208.1 248.1
Raw 50 46
61 lAbundance
o 500000
- | s e | oo
m/z--> 30 40 50 60 70 8 90 100 110 120 130
IAbundance
120 300000
5.169
Sub 200000
50 46 o
100000
92
o 3 53 3 g5 105
SN = 140 U ... VT AR S | S s ————
m/z--> 30 50 60 70 80 90 100 110 120 130 [fime-> 500 520 540
[Abundance Scan 254 (5.951 min): BJ000930.D (-) #8
6L Thiodiglycol
45 Concen:  41.97 ug/mL m
RT: 5.951 min Scan# 254
Ref 50 104 Delta R.T. 0.000 min
91 Lab File: BJ000930.D
‘ Acq: 8 Jun 2012 12:25
o3 Jllss lliea 7222 | 115122129136
.w“.w..w.”. LSO NN TN PR & a2 s ) .
s> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t fonz 61 Resp: 3570596
Abundance Scan 254 (5.951 min): BJ000930.D\data. ms 'gg ESS'O Lower Upper
61
45 45 76.3 56.3 96.3
47 30.1 10.1 50.1
Raw g 104
o1 lAbundance
800000 5.951
)3 s3] 68 | 115122159136
S L AR VENOS2 N RN VN e A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 600000
IAbundance
61
45 400000
Sub 5 104
o1 200000
ob 38 53,68 /° 82 115122129136 0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time->
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IAbundance

Scan 278 (6.293 min): BJ000930.D (-)

#9

Benzothiazole

Concen: 12.96 ug/mL

RT: 6.293 min Scan# 27SUnEn

Ref 50 Delta R.T. 0.000 min EAG _
108 Lab File: BJ000930.D g\',{,i”}famp'e'd -
69 82 Acq: 8 Jun 2012 12:25 .
S AW 0 N ! T
AN RAALS RARAN RARAS RAARS REARS RAARS RAARN BARSS RARAS ALY LARKES AR - - anual Integrations
Wz~ 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 10n-135 Resp: 4125653 Feiaaivig
Abundance Scan 278 (6.293 min): BJ000930.D\data. ms lon Ratio Lower Upper
135 135 100 AHPatel
108 32.0 12.0 52.0 6/14/2012 12:45:01 AM
69 16.6 0.0 36.6
Raw 5q
108 lAbundance
6 1500000 93
45 91
OHP.%iJ”HAﬁ%MH..”‘L”‘nggn.u”..”..”h.“”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance 1000000
135
Sub 500000
108 f
69 L
o 37 50 58 82 91 9% -y
N B L N R R R R R ] LI e e s e B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-> 6.20 640  6.60
[Abundance Scan 331 (7.047 min): BJ000930.D (-) #10
9 Tripropylphosphate
Concen: 2.97 ug/mL
RT: 7.047 min Scan# 331
Ref 50 Delta R.T. 0.000 min
141 Lab File: BJ000930.D
43 123 Acq: 8 Jun 2012 12:25
59 82 111 | | 153 183
o2t e AL T A5 T 195 200 Tat lon- 99 Resp- 1296449
mz--> 40 60 80 100 120 140 160 180 200 gt fon- esp:
Abundance Scan 331 (7.047 min): BJ000930.D\data. ms lon Ratio Lower Upper
99 99 100
141 23.1 18.5 27.7
183 7.3 5.8 8.8
Raw g
lAbundance
141 7.047
T 111128 183
obrr o 59 .7.1.??...,..‘.‘.,‘.‘...“‘..1??1??..,‘..1.9.5 209 | 600000
m/z--> 40 60 80 100 120 140 160 180 200
IAbundance
99 400000
Sub
50 200000
141
43 111123 183 /*\_
0 59 71 82 153 165 195 209 0 Z
ST NS S0 & S ouBME U PR | N Sl =B =212 e
m/z--> 40 60 80 100 120 140 160 180 200  [fime-> 6.80  7.00  7.20
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[Abundance Scan 296 (6.549 min): BJ000930.D (-) #11
138 p-Chlorophenylmethylsulfide
Concen: 11.70 ug/mL
143 RT: 6.549 min Scan# 29UElnEls
Ref 50 Delta R.T. 0.000 min A
Lab File: BJ000930.D  |iMSEllCiE
Acq: 8 Jun 2012 12:25 UK
2> B 45 B0 60 70 80 9 100 110 130 150 140 150 160 Tgt lon:-158 Resp: 2577061 2”22‘;%{,”;3”“'”3
Abundance Scan 296 (6.549 min): BJ000930.D\data. ms lon Ratio Lower Upper
158 158 100 AHPatel
108 34.9 14.9 54.9
Raw s, 143 45 8.5 0.0 28.5
108 IAbundance
. 1200000
75
ok .?z‘?,.‘.lf.“?.‘.‘. O o | 1000000
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance 800000
158
600000
Sub 50 143 400000
108 200000
125
0‘ 3645 63 7584 99 e —
m/z-> 30 40 50 60 70 80 90 100 110120 130 140 150 160  |Time- > 640 650 6.60 6.70
[Abundance Scan 349 (7.303 min): BJ000930.D (-) #12
2-Bromothioanisole
Concen: 12.67 ug/mL
RT: 7.303 min Scan# 349
Ref 50 Delta R.T. 0.000 min
Lab File: BJO00930.D
Acq: 8 Jun 2012 12:25
iz 4o 80 106 130 16 1% 1% 2 Tgt lon:-204 Resp: 1063208
Abundance Scan 349 (7.303 min): BJ000930.D\data.ms lon Ratio Lower Upper
202 204 100
202 101.4 81.4 121.4
108 108 57.1 37.1 77.1
Raw g
IAbundance
169 500000 7.303
5 o 77 122 158 “ 187
Obry Ll " .‘.”:“‘l“. 9|3| - IH\I - .]|'4.3. . H |- .U. . |H" | 400000
mz--> 40 60 80 100 120 140 160 180 200
IAbundance
200 300000
Sub 108 200000
50
169 100000
122 156 187
M B - N Y S AP
m/z--> 40 60 80 100 120 140 160 180 200  [Time> 7.00 7.0 7.40  7.60
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[Abundance Scan 396 (7.972 min): BJ000930.D (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 13.91 ug/mL
RT: 7.972 min Scan# 39UENnERIE
Ref 50 14 pelta R.T. 0.000 min  [NGS _
Lab File: BJ000930.D g\',:,i”famp'e'd-
Acq: 8 Jun 2012 12:25 .

0 . - Manual Integrations
mz--> 4 60 8 100 120 140 160 180 19t 10on:159 Resp: 1708822 APPROVED?
IAbundance Scan 396 (7.972 min): BJ000930.D\data.ms lon Ratio Lower Upper

159 159 100 AHPatel
174 47 .0 27.0 67.0 6/14/2012 12:45:01 AM

108 8.3 0.0 28.3

Raw g, 174 50 16.8 0.0 36.8
lAbundance

131
I 75 111 600000
39\ l 6\3 | 85 g\g \‘\ 121\\“ 1‘\13 1l !

e e A S = e 500000
m/z--> 40 80 100 120 140 160 180
IAbundance 400000

159
300000
Sub 174 200000
131
5 1 100000

o 38 0 63 | g5 99 | gy | 143
o> 40 60 80 100 120 140 160 180 [fime—- 780 800 820
[Abundance Scan 410 (8.172 min): BJ000930.D (-) #14

11 p-Chlorophenylmethylsulfone
Concen: 11.75 ug/mL
RT: 8.172 min Scan# 410
Ref 50 127 Delta R.T. 0.000 min
3 175 oo | Lab File: BJ000930.D
50 9% Acq: 8 Jun 2012 12:25

ol 38 63 7 139 159 |
m/z--> 40 60 8 100 120 140 160 180 19t lon:1l11 Resp: 2128098
Abundance Scan 410 (8.172 min): BJ000930.D\data.ms fon Ratio Lower Upper

111 111 100
75 36.5 16.5 56.5
127 39.3 19.3 59.3
Raw s, 190 22.0 2.0 42.0
75 127 175 [Abundance
- . . 190 1000000

0 ..??. ﬂh.,u .JH, ?7..h‘..l.,. ﬁu.143..%ﬁ9...:M 4| 800000
m/z--> 40 60 80 100 120 140 160 180
IAbundance

11 600000
400000
Sub 5
5 127 175 200000
190
50 99 A

0 38 63 87 143 159 o

m/z--> 40 60 8 100 120 140 160 180  [Tme> 800 820 840
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Quantitation Report (QT Reviewed)

Fri Jun 08 15:35:00 2012
Initial Calibration

QLast Update
Response via

Data Path : Z:\HPCHEM1\BNA_J\data\BJ060812\

Data File : BJ000930.D

Acq On : 8 Jun 2012 12:25

Operator :© HLM

Sample - CWA-4

Misc = BNA_J HLM

ALS Vial : 2 Sample Multiplier: 1 ,
Manual Integrations

Quant Time: Jun 13 04:19:18 2012 APPROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ060812_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 4.713 152 314756 2.00 ug/mL 0.00
6) Naphthalene-d8 6.008 136 1278687 2.00 ug/mL 0.00
System Monitoring Compounds
10) Tripropylphosphate 7.047 99 1296449 2.97 ug/mL 0.00
Spiked Amount 0.500 Range 70 - 130 Recovery = 594 _00%#
12) 2-Bromothioanisole 7.303 204 1063208 12.67 ug/mL 0.00
Spiked Amount 5.000 Range 70 - 130 Recovery = 253.40%#
Target Compounds Qvalue
2) Dimethyl Disulfide 2.635 94 680453 5.87 ug/mL 100
3) DMMP 3.575 79 297296 2.92 ug/mL 100
4) DIMP 4.984 97 729767 2.63 ug/mL 100
5) 1,4-Oxathiane 3.688 46 671086 6.01 ug/mL 100
7) 1,4-Dithiane 5.169 46 568001 6.73 ug/mL 100
8) Thiodiglycol 5.951 61 3570596m 41.97 ug/mL
9) Benzothiazole 6.293 135 4125653 12.96 ug/mL 100
11) p-Chlorophenylmethylsu. .. 6.549 158 2577061 11.70 ug/mL 100
13) p-Chlorophenylmethylsu. .. 7.972 159 1708822 13.91 ug/mL 100
14) p-Chlorophenylmethylsu. .. 8.172 111 2128098 11.75 ug/mL 100

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