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 : BJ0O00935.D

Acq On > 8 Jun 2012 14:38

Operator : HLM

Sample : CWA-1

Misc : BNA_J HLM

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

Quant Time: Jun 13 07:46:11 2012 HFHPRIONEZD)

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

Quant Title : CWA degredation products by GCMS

IAbundance TIC: BJ000935.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_707 min Scan# 16[LSEUnEh
Ref 50 Delta R.T. -0.006 min eSS :
Lab File: BJ000935.D  |SUEcliliics
Acq: 8 Jun 2012 14:38 .

0 - - Manual Integrations
7> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19t 1ON=152 Resp: 24221 1FGeiasivie
Abundance Scan 167 (4.707 min): BJ000935.D\data.ms fon Ratio Lower Upper

150 152 100 AHPatel
115 52._4 30.6 70.6 6/14/2012 12:45:10 AM
Raw g
115 lAbundance
49 78
6

0 ‘3§ \‘M \57 66 \‘ ﬁ\ 99 \\‘ 80000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance 60000

150
40000
Sub
50
115 20000
52 78

ol 38 62 87 99 0 =

RN RN R R N R R R R R R LN R 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: 0.22 ug/mL
RT: 2.658 min Scan# 23
Ref 50 79 Delta R.T. 0.023 min
45 Lab File: BJO00935.D
64 Acq: 8 Jun 2012 14:38

AN -S| T 2 N R _ _
z--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 19730
[Abundance Scan 23 (2.658 min): BJ000935.D\data.ms lon Ratio Lower Upper

49 84 94 100
45 82.5 11.1 51.1#
79 62.9 22.9 62.9#
Raw g
lAbundance
94
35 79
| 44‘ 61 15000

S L L L L S S I S
m/z--> 30 90 100
IAbundance

45 94 10000
79
Sub
50 5000
61 \

0 0 k\

R R R DR P L P AL U rprTrTTT T T TTT T
m/z--> 30 90 100 Time-> 2.60 2.65  2.70
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[Abundance Scan 87 (3.575 min): BJ000930.D (-) #3
9 4 DMMP
Concen: 0.17 ug/mL
RT: 3.583 min Scan# 88[LElUnEh
Ref 50 109 Delta R.T. 0.009 min BNA—J .
Lab File: BJ000935.D  |SUEcliiecs
ar 63 124 Acq: 8 Jun 2012 14:38
Ol 40'L,”.W:L”,”uq.gﬁ,.nq.”.“.”,w.q.. Tot lon: 79 Resp:- 4978 BREYLERRICHIEHGE
mz-> 30 40 50 60 70 80 90 100 110 120 130 & 9 - p: APPROVED
IAbundance Scan 88 (3.583 min): BJ000935.D\data.ms lon Ratio Lower Upper
49 84 79 100 AHPatel
94 09.8 87.0 127.0 6/14/2012 12:45:10 AM
109 38.1 24.1 64.1
Raw g
IAbundance
2000 3483
35
‘\ 42 ‘\ | 9\4 109
T ot 1500
m/z--> 30 40 50 60 70 80 90 100 110 120 130
IAbundance
79 94
1000
Sub 5
109 500
O e e e | T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 ([Time-> 3.50 3.55 3.60 3.65
[Abundance Scan 186 (4.984 min): BJ000930.D (-) #4
o7 DIMP
123 Concen: 0.09 ug/mL
RT: 4.978 min Scan# 186
Ref 50 Delta R.T. -0.006 min
Lab File: BJ000935.D
43 & Acq: 8 Jun 2012 14:38
o 59 69 139 165
e B0 0 B b b B0 90 100 110 130 130 140 180 180 130 | Tt lon: 97 Resp: 17387
IAbundance Scan 186 (4.978 min): BJ000935.D\data.ms lon Ratio Lower Upper
49 84 97 100
123 63.9 49.1 89.1
43 18.3 0.0 33.2
Raw g, 41 19.7 0.0 26.5
97 lAbundance
4.h78
‘ 123 150 5000
s> 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 4000
IAbundance
& 3000
123
Sub 2000
50
1000
43 9
OTWFWWWFWFWFWWFWWWWWWWWW T T T7T T T T 7T T 17T L
Wz~ 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 [Time-~ 4.80  4.90 500  5.10
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[Abundance Scan 95 (3.688 min): BJ000930.D (-) #5

46 1,4-Oxathiane
Concen: 0.23 ug/mL
RT: 3.683 min Scan# 95UBIUnERIE
Ref 50 Delta R.T. -0.006 min eSS _
61 104 Lab File: BJ000935.D g\',{,i”famp'e'd :
‘ 74 Acq: 8 Jun 2012 14:38 .
35 49, ||l 56/ | 85 :
ottt e . - Manual Integrations
- 30 40 50 60 70 80 90 100 1o | 19t lon: 46 Resp: 19659 BEEERGHEC
Abundance Scan 95 (3.683 min): BJ000935. D\data.ms lon Ratio Lower Upper
49 84 46 100 AHPatel
61 31.9 11.2 51.2 6/14/2012 12:45:10 AM
104 27.6 10.0 50.0
Raw g
lAbundance
s 3.483
61
m/z--> 30 40 50 60 70 80 90 100 110 10000
IAbundance
46
Sub 5000
50 AN
61 104 / :
74 \
OllllIII|IIII|IIII|IIII|IIII|||||||||||||||||||. IIII|IIII|IIII|IIII|
m/z--> 30 40 50 60 70 80 90 100 110 [Time--> 3.65 3.70 3.75
[Abundance Scan 258 (6.008 min): BJ000930.D (-) #6
6 Naphthalene-d8
Concen: 2.00 ug/mL
RT: 6.003 min Scan# 258
Ref 50 Delta R.T. -0.006 min
Lab File: BJ000935.D
Acq: 8 Jun 2012 14:38
N 54 66 76 84 100
7> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10n:136 Resp: 1023150

IAbundance Scan 258 (6.003 min): BJ000935.D\data.ms lon Ratio Lower Upper
136 136 100

68 3.5 0.0 22.7
Raw g
lAbundance
6.003
54 108 300000
Ob 3502 TeL e % o4 s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance
136 200000
Sub
50 100000
108
o 42 5451 68 76 g4 94 118
wwwwwwwmmmm ||||III|IIII|IIII|
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-> 580 6.00  6.20
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[Abundance Scan 199 (5.169 min): BJ000930.D (-) #7
2 1,4-Dithiane
Concen: 0.25 ug/mL
RT: 5.163 min Scan# 19EdNnERIs
Ref 50 4% Delta R.T. -0.006 min eSS :
Lab File:  BJ000935.D g\',{,i”famp'e'd -
‘ 92 105 Acq: 8 Jun 2012 14:38 .
O.q.??.,”.h,$?ﬂn..” 7?...??.p... .? ...... | . . Manual Integrations
Wz~ 30 40 50 60 70 80 90 100 110 120 130 19t lon: 46 Resp: 16664 BEeiaaivig
[Abundance Scan 199 (5.163 min): BJ000935.D\data.ms lon Ratio Lower Upper
49 84 46 100 AHPatel
61 85.0 61.9 101.9 6/14/2012 12:45:10 AM
120 120 221.7 208.1 248.1
Raw g
lAbundance
61
‘ ‘ 9 12000
OIIIIII‘II‘IIII‘IIII“lIIIIIIIIIIlllllll I]-IQISIIIII‘IIIII 10000
m/z--> 50 60 70 80 90 100 110 120 130
IAbundance
)% 8000
5000 5.163
Sub
4000
50 46 o1 //ﬂ\
92 2000
73 105 /
O -
miz--> 30 50 60 70 80 90 100 110 120 130 (Time--> 5.10 5.20
[Abundance Scan 254 (5.951 min): BJ000930.D (-) #8
6L Thiodiglycol
45 Concen: 2.97 ug/mL m
RT: 5.960 min Scan# 255
Ref 50 104 Delta R.T. 0.009 min
91 Lab File: BJ000935.D
‘ Acq: 8 Jun 2012 14:38
0 Wlse Jl, e 75 62| 11512219136
.w.”.,.”,”...”.“.”,”.w.”.“.”,”.w.”.“.”,”. ] ]
s> 30 40 50 60 70 8 90 100 110 120 130 140 | 19t fon: 61 Resp: 88266
IAbundance Scan 255 (5.960 min): BJ000935.D\data.ms lon Ratio Lower Upper
136 61 100
45 70.3 56.3 96.3
47 79.9 10.1 50.1#
Raw g
lAbundance
4 4 4000
R ST e Y
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 3000
IAbundance
136
2000
Sub
50
1000
45 54 61 gg 78 o1 108
Omwwwmwmw TT [ T rrr[rrrr[rrrr|rrrr
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-> 550 6.00 6.50 7.00
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[Abundance Scan 278 (6.293 min): BJ000930.D (-) #9
Benzothiazole
Concen: 0.53 ug/mL
RT: 6.301 min Scan# 27LSUNERE
Ref 50 Delta R.T. 0.009 min EAG _
108 Lab File: BJ000935.D  |SUEcliiecs
69 Acq: 8 Jun 2012 14:38
82 o1
3P i Lo ! VE——
RS RS R d s LN RN L e SRRy s ss s . . anual Integrations
wz- 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 1on=135 Eesp- 135134 puoaimpiyting
Abundance Scan 279 (6.301 min): BJ000935.D\data. ms lon Ratio Lower Upper
135 135 100 AHPatel
108 27.9 12.0 52.0 6/14/2012 12:45:10 AM
69 11.7 0.0 36.6
Raw 5q
lAbundance
40 . 108
35 61 | 9 30000
O S R
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance
135 20000
Sub
50 10000
69
39 58 g1 91 110
O‘Wwwwwwwm-wwm LI B B B B B B
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 |Time > 620 640  6.60
[Abundance Scan 331 (7.047 min): BJ000930.D (-) #10
9 Tripropylphosphate
Concen: 0.10 ug/mL
RT: 7.042 min Scan# 331
Ref 50 Delta R.T. -0.006 min
141 Lab File: BJ000935.D
43 111123 Acq: 8 Jun 2012 14:38
0 59 82 17" | 183165 183105 00
SRR o SSNNL wHiNAS AN HHIN | BN W it LSHBY R SSREOEE ] ]
m/z--> 40 60 80 100 120 140 160 180 200 Tgt lon: 99 Eesp- 34713
IAbundance Scan 331 (7.042 min): BJ000935.D\data.ms lon Ratio Lower Upper
99 99 100
141 19.2 18.5 27.7
183 3.9 5.8 8.8#
Raw g
lAbundance
I 84 13 M 10000
M 56 11171 ‘ 183
T T N S N S
miz--> 40 60 80 100 120 140 160 180 200 8000
IAbundance
99 6000
Sub 4000
50
43 141 2000 //w\
123
56 111 183 \
miz--> 40 60 80 100 120 140 160 180 200  [Time > 6.90 7.00 7.10 7.20
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[Abundance Scan 296 (6.549 min): BJ000930.D (-) #11
138 p-Chlorophenylmethylsulfide
Concen: 0.48 ug/mL
143 RT: 6.543 min Scan# 29{uUSUnERIE
Ref 50 Delta R.T. -0.006 min S8 _
Lab File: BJ000935.D g\',:,i”famp'e'd-
Acq: 8 Jun 2012 14:38 .

0! Tot lon:158 Resp: 84870 Manual Integrations
7> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9 - p: APPROVED
IAbundance Scan 296 (6.543 min): BJ000935.D\data.ms lon Ratio Lower Upper

158 158 100 AHPatel
143 56.6 31.3 71.3 6/14/2012 12:45:10 AM

143 108 42.8 14.9 54.9

Raw o, 108 45 18.7 0.0 28.5
lAbundance

49
5 8

o “ 9 125 | 20000

oupuquuwu;%” WHLL.”JHHML.JA.A.A”.m‘””.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance 15000

158
10000
Sub 143
50
108 5000
45 75 125

. 63 g5 9
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150160  [Time--> 'éh"é®"é®"
[Abundance Scan 349 (7.303 min): BJ000930.D (-) #12

2 2-Bromothioanisole
Concen: 0.48 ug/mL
108 RT: 7.298 min Scan# 349
Ref 50 Delta R.T. -0.006 min
169 Lab File:  BJ000935.D

o...,.l.u-.??u..l MRS TN N N W | A ] _
z--> 40 60 80 100 120 140 160 180 200 Tgt lon:204 Resp: 32468
IAbundance Scan 349 (7.298 min): BJ000935.D\data.ms lon Ratio Lower Upper

108 202 204 100
202 101.8 81.4 121.4
108 103.1 37.1 77 .1#
Raw g
45 IAbundance
69 122 169 7.298

82 158 187 |

il | W | Ll 10000

o B
m/z--> 40 60 80 100 120 140 160 180 200
IAbundance 8000

108 202
6000
Sub 50 4000
45
69 122 . i 2000
. 82 189

o R R 1| S | M | MM | SN | S | B —

m/z--> 40 60 80 100 120 140 160 180 200  [Time > 710 7.0 7.80  7.40
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[Abundance Scan 396 (7.972 min): BJ000930.D (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 0.46 ug/mL m
RT: 7.981 min Scan# 39[LSUUNERIE
Ref 50 14 Delta R.T. 0.009 min NS _
Lab File: BJ000935.D  |SUEcliiecs
Acq: 8 Jun 2012 14:38 .

o - - Manual Integrations
miz--> 4 80 80 100 130 1o 160 180 19T 10on:159 Resp: 44920 Bl
Abundance Scan 397 (7.981 min): BJ000935.D\data.ms fon Ratio Lower Upper

159 159 100 AHPatel
174 36.4 27.0 67.0 6/14/2012 12:45:10 AM
108 6.9 0.0 28.3
Raw g, 174 50 12.8 0.0 36.8
131 lAbundance
50
40 63 ‘ ‘ 143

0---H‘-“‘--u‘---“-u----‘u \‘\ L \HI 6000
m/z--> 40 60 80 100 120 140 160 180
IAbundance

159 4000
Sub 50 174 2000
75 1 131
50 63 99 143 f
0 40 : | | | 04 L\
III|||||||||||||||||||||IIIIIIIIIIII rrrryrrrrryrrrryrrrrproT1
m/z--> 40 60 8 100 120 140 160 180 [Time-> 7.60 7.80 8.00 8|20 8.40
[Abundance Scan 410 (8.172 min): BJ000930.D (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 0.49 ug/mL
RT: 8.166 min Scan# 410
Ref 50 - 127 Delta R.T. -0.006 min
175 1 Lab File: BJ000935.D
50 9% O | Acqg: 8 Jun 2012 14:38

ol 38 63 7 139 159 ||
m/z--> 40 60 8 100 120 140 160 180 | 19t lon:1ll Resp: 71571
IAbundance Scan 410 (8.166 min): BJ000935.D\data.ms lon Ratio Lower Upper

111 111 100
75 38.3 16.5 56.5
127 39.6 19.3 59.3
Raw g, 190 20.9 2.0 42.0
75 127 175 [Abundance
50 190 8.166
| 63 159 ‘ 15000

0...il.“..|‘...Mll‘...‘l‘..luluu‘”.. ....‘luuul‘luuuul
m/z--> 40 60 80 100 120 140 160 180
IAbundance

111 10000
Sub 50 5000 \
75 127 175 )
50 190 |
63 99 159 /P\\ _J \\. ~—
0"'I""I""I""I""""""""I""I 0"|""I""I""
m/z--> 40 60 80 100 120 140 160 180 Time--> 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 : BJO0O00935.D

Acq On : 8 Jun 2012 14:38

Operator :© HLM

Sample - CWA-1

Misc = BNA_J HLM

ALS Vial : 7 Sample Multiplier: 1 ,
Manual Integrations

Quant Time: Jun 13 07:46:11 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 4.707 152 242211 2.00 ug/mL 0.00

6) Naphthalene-d8 6.003 136 1023150 2.00 ug/mL 0.00
System Monitoring Compounds

10) Tripropylphosphate 7.042 99 34713 0.10 ug/mL 0.00

Spiked Amount 0.500 Range 70 - 130 Recovery = 20.00%#

12) 2-Bromothioanisole 7.298 204 32468 0.48 ug/mL 0.00

Spiked Amount 5.000 Range 70 - 130 Recovery = 9.60%#
Target Compounds Qvalue

2) Dimethyl Disulfide 2.658 94 19730 0.22 ug/mL# 43

3) DMMP 3.583 79 4978 0.17 ug/mL 92

4) DIMP 4.978 97 17387 0.09 ug/mL 90

5) 1,4-Oxathiane 3.683 46 19659 0.23 ug/mL 97

7) 1,4-Dithiane 5.163 46 16664 0.25 ug/mL 96

8) Thiodiglycol 5.960 61 88266m 2.97 ug/mL

9) Benzothiazole 6.301 135 135134 0.53 ug/mL 91

11) p-Chlorophenylmethylsu. .. 6.543 158 84870 0.48 ug/mL 88

13) p-Chlorophenylmethylsu. .. 7.981 159 44920m 0.46 ug/mL

14) p-Chlorophenylmethylsu. .. 8.166 111 71571 0.49 ug/mL 98

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