Quantitation Report (QT Reviewed)

Tue Nov 27 14:23:24 2012
Initial Calibration

QLast Update
Response via

Data Path : Z:\HPCHEMI1\BNA_J\DATA\BJ112712\

Data File : BJ001293.D

Acq On 27 Nov 2012 13:59

Operator :© HLM

Sample - CWA-3

Misc : CWA STD BNA_J HLM

ALS Vial : 5 Sample Multiplier: 1 ¥
Manual Integrations

Quant Time: Dec 01 02:50:29 2012 APPROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ112712_M AHPatel

Quant Title : CWA degredation products by GCMS

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 4.35 152 246406 2.00 ug/mL 0.00
6) Naphthalene-d8 5.62 136 1060873 2.00 ug/mL 0.00

System Monitoring Compounds

10) Tripropylphosphate 6.70 99 244045 0.66 ug/mL 0.00
Spiked Amount 0.500 Range 70 - 130 Recovery = 132.00%#
12) 2-Bromothioanisole 6.91 204 221897 2.67 ug/mL 0.00
Spiked Amount 5.000 Range 70 - 130 Recovery = 53.40%#

Target Compounds Qvalue
2) Dimethyl Disulfide 2.32 94 201875 2.09 ug/mL 97
3) DMMP 3.26 79 55307 0.69 ug/mL 98
4) DIMP 4.65 97 126707 0.64 ug/mL 96
5) 1,4-Oxathiane 3.34 46 207083 2.17 ug/mL 89
7) 1,4-Dithiane 4.78 46 161255 2.00 ug/mL# 84
8) Thiodiglycol 5.58 61 1003513m 15.24 ug/mL
9) Benzothiazole 5.92 135 747701 2.53 ug/mL 97

11) p-Chlorophenylmethylsulfid 6.17 158 463753 2.54 ug/mL 98
13) p-Chlorophenylmethylsulfox 7.58 159 284799 3.15 ug/mL 99
14) p-Chlorophenylmethylsulfon 7.78 111 420694 3.03 ug/mL 94

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Tue Nov 27 14:23:24 2012
Initial Calibration

QLast Update
Response via

Data Path : Z:\HPCHEM1\BNA_J\DATA\BJ112712\

Data File : BJ001293.D

Acq On : 27 Nov 2012 13:59

Operator : HLM

Sample : CWA-3

Misc : CWA STD BNA_J HLM

ALS Vvial : 5 Sample Multiplier: 1 ;
Manual Integrations

Quant Time: Dec 01 02:50:29 2012 APPROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ112712.M AHPatel

Quant Title : CWA degredation products by GCMS

Abundance TIC: BJ001293.D
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Abundance Scan 163 (4.352 min): BJ001292.D (-159) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4.35 min Scan# 163
Refs0 115 Delta R.T.  0.00 min
52 78 Lab File: BJ001293.D
| ‘ Acq: 27 Nov 2012 13:59
38 62 | 87 g9 | 124
Ol vl pies Pt e e e LJH,” - - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 19T 1on:152 Resp: 246406 APPROVED
‘Abundance lon Ratio Lower Upper
150 152 100 AHPatel
115 60.2 42 .9 82.9 12/5/2012 3:23:03 AM
Rawsg
115 Abundance [on 152.00 (151.70 to 152.70); E
52 78 1500001 1on 115.00 (114.70 t0 115.70): H
4.35
0..P..ﬁ9..ﬂ..n Ea ”§Z N NS | —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 100000
150
Sub 50000
50 115
52 78 \
B L L L L R L L L N RN R R R T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 4.20 4.40 4.60
Abundance Scan 20 (2.318 min): BJ001292.D (-16) (-) #2
9 Dimethyl Disulfide
Concen: 2.09 ug/mL
RT: 2.32 min Scan# 20
Ref50 45 9 Delta R.T. 0.00 min
Lab File: BJ001293.D
Acq: 27 Nov 2012 13:59
0 % 5 '|h ? 1 | | F! 88| Y I
Mz--> 30 60 70 80 90 100 Tgt lon: _94 Resp: 201875
‘Abundance lon Ratio Lower Upper
o4 94 100
45 46.1 25.1 65.1
79 52.3 29.4 69.4
Abundance lon 94.00 (93.70 to 94.70): BJO
300000] lon 45.00 (44.70 to 45.70): BJO
61
35 ‘ 0 66 84 ‘
o..,....,...‘l*r’,....,‘.l..,....,‘....,..‘.,.... 250000 ) s
m/z--> 30 40 60 70 80 90 100 i
Abundance 200000
94
150000
Sub50 a5 &) 100000
50000
61
o 35 50 66 | | | | _
R B e kA A o e
m/z--> 30 40 50 60 70 80 90 100 Time--> 2.25 2.30 2.35 2.40 2.45
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Abundance Scan 86 (3.257 min): BJ001292.D (-84) (-) #3
g DMMP
Concen: 0.69 ug/mL
RT: 3.26 min Scan# 86 Instrument :
Ref50 Delta R.T.  0.00 min e .
41 109 Lab File: BJ001293.D el
63 Acq: 27 Nov 2012 13:59
| | 124
0..“??,”hvp.u,h.q.”h, ...... EEEREEE S e Tot lon: 79 Resp: 55307 Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 19 - p: APPROVED
‘Abundance lon Ratio Lower Upper
79 79 100 AHPatel
94 94 84.2 63.0 103.0 12/5/2012 3:23:03 AM
109 27.8 5.3 45.3
RaWSO
47 109 Abundance lon 79.00 (78.70 to 79.70): BJO
63 lon 94.00 (93.70 to 94.70): BJO
\‘H \‘ 55 70 | \6 ‘ ‘ 12‘4 20000
0..,....,....,....,....,....,....,....,....,....,....,.. 306
m/z--> 30 40 50 60 70 80 90 100 110 120 130 ;
Abundance 15000
® o
10000
Sub
50
47 109 5000
63
. 55 | 70 124 o —
o e it B e e TR =———-- =
m/z--> 30 40 50 60 70 8 90 100 110 120 130 ime--> 3.20 3.40 '
Abundance Scan 184 (4.651 min): BJ001292.D (-178) (-) #4
97 DIMP
Concen: 0.64 ug/mL
RT: 4.65 min Scan# 184
Refs0 123 Delta R.T. 0.00 min
43 79 Lab File:  BJ001293.D
Acq: 27 Nov 2012 13:59
0 |L|| %9 69 |I . ! 139 165
i L AT . .
miz-> 30 40 50 60 70 80 90 100 110120 130 140 150 160170 19T lon: 97 Resp: 126707
‘Abundance lon Ratio Lower Upper
97 97 100
123 51.8 29.2 69.2
43 21.5 4.0 44 .0
Rawk 123 41 12.8 0.0 31.6
Abundance lon 97.00 (96.70 to 97.70): BJO
79 lon 123.00 (122.70 to 123.70): E
50000
ob 1l Hu ‘ 4 139 lon 41.00 (40.70 to 41.70): BJO
miz-> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 40000
Abundance 4.65
97 30000
Sub50 123 20000
10000
43 79
59 139 =
OTTWWWFFWWWFFWWWWFFWWW 0|||l|llll7illll|
m/iz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 [Time--> 4.60 4.80
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Abundance Scan 93 (3.356 min): BJ001292.D (-87) (-) #5
46 1,4-Oxathiane
Concen: 2.17 ug/mL
RT: 3.34 min Scan# 92
Refs0 Delta R.T. -0.01 min
61 104 Lab File: BJ001293.D
‘ 74 Acq: 27 Nov 2012 13:59
0"|"':'%?"'|!|'"'!lll""l'!"'|"8'6'|""|""|"" - -
miz--> 30 40 50 60 70 8 90 100 110 Tgt lon: 46 Resp: 207083
‘Abundance lon Ratio Lower Upper
46 46 100
61 32.1 13.6 53.6
104 24.6 16.0 56.0
Rawsg
61 Abundance lon 46.00 (45.70 to 46.70): BJO
104 250000} lon 61.00 (60.70 to 61.70): BJO
74

0"I'?§'I"'I'"'I""I""I"8'6'I'9'4"I""I"" 200000
miz--> 30 40 50 80 90 100 110 3.34
Abundance

46 150000
sub 100000
50
61 104 50000 /\
74 ‘

o 39 85 94 (- -
m/z--> 3|0 I I s I 8|0 9|0 1(|)0 11|0 Time--> 3.50 3.|40 3.|50
Abundance Scan 252 (5.618 min): BJ001292.D (-245) (-) #6

Naphthalene-d8
61 Concen: 2.00 ug/mL
RT: 5.62 min Scan# 252
Refs0 45 Delta R.T. 0.00 min
104 Lab File: BJ001293.D
o1 Acqg: 27 Nov 2012 13:59
0......,.!!|.“'|.",|.':!.'8,.:7'!6.'.:..,L...,.!..l,....1,?.2..,!!”.,.... ] ;
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t lon:136 Resp: 1060873
‘Abundance lon Ratio Lower Upper
136 136 100
68 6.7 0.0 26.8
Rawsg
Abundance |on 136.00 (135.70 to 136.70): E
45 lon 68.00 (67.70 to 68.70): BJO
54 | 68 108 5.62

o..,....,..\.‘.,l1..,....,.Yﬁiﬁ‘%.s’».l..l.ow.i IEEL I e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 300000

136
200000
Sub

50

100000
61
45 108
ol 38 5 68 76 84 91 100 118 A
Wmﬁrrﬁmmw T T T T T T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 ITime-> 5.40 5.60 5.80
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Instrument :
BNA_J
LabSampleld :
CWA-3

Manual Integrations
APPROVED

AHPatel
12/5/2012 3:23:03 AM
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m/z-->

30 40 50 60 70 80 90 100 110 120 130 140

Abundance Scan 194 (4.793 min): BJ001292.D (-188) (-) #7
2 1,4-Dithiane
46 Concen: 2.00 ug/mL
61 RT: 4.78 min Scan# 193
Refs0 Delta R.T. -0.01 min
Lab File: BJ001293.D
92 . Acq: 27 Nov 2012 13:59
Ol ??.Il” ......... A N DO I i _
mz-> 30 40 50 60 7'0 80 90 100 110 120 130 19T lon: 46 Resp: 161255
‘Abundance lon Ratio Lower Upper
46 120 46 100
61 61 73.8 56.1 96.1
120 101.3 109.1 149.1#
Rawsg
Abundance lon 46.00 (45.70 to 46.70): BJO
92 0001 10n 61.00 (60.70 to 61.70): BJO
73 105
O .,....,....,....,?f‘..,....,....,.... e | 80000
miz--> 30 60 70 80 90 100 110 120 130
Abundance 478
46 120 60000 \
61
40000
Sub50
92 20000
73 105
0|35|||||85||| 0
miz--> 30 50 60 70 80 90 100 110 120 130 Mime-->
Abundance Scan 250 (5.590 min): BJ001292.D (-242) (-) #8
45 g1 Thiodiglycol
Concen: 15.24 ug/mL m
RT: 5.58 min Scan# 249
Refs0 Delta R.T. -0.01 min
o 04 Lab File: BJ001293.D
Acq: 27 Nov 2012 13:59
oo Miselse e | | s
mz-> 30 4'0 50 60 70 80 90 100 110 120 130 140 | 19T lonz 61 Resp: 1003513
‘Abundance lon Ratio Lower Upper
61 61 100
45 45 77.0 61.0 101.0
47 30.6 12.2 52.2
Rawsg
104 136 Abundance |on 61.00 (60.70 to 61.70): BJO
91 lon 45.00 (44.70 to 45.70): BJO
2> 39" Jo 50 60 70 80 90 100 110 120 130 140 100000 5.58
Abundance
61 80000
45
60000
Sub
50 40000
104 136
91 20000
o 35 541 68 75 g2 122

Time-->

BJ001293.D BJ112712.M

Wed Dec 05 03:28:50 2012

RPT1

Manual Integrations
APPROVED

AHPatel
12/5/2012 3:23:03 AM
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/Abundance Scan 273 (5.917 min): BJ001292.D (-265) (-) #9
135 Benzothiazole
Concen: 2.53 ug/mL
RT: 5.92 min Scan# 273
Refs0 108 Delta R.T. 0.00 min
- Lab File: BJ001293.D
Acq: 27 Nov 2012 13:59
38 45 | |
Ol et ,IL” el | %8 el 118 A . - Manual Integrations
mz-> 30 40 5'0 60 70 80 90 100 110 120 130 140 19T lon:135 Resp: 747701 APPROVED
‘Abundance lon Ratio Lower Upper
135 135 100 AHPatel
108 34._8 15.7 55.7 12/5/2012 3:23:03 AM
69 19.7 2.2 42 .2
Rawsg
108 Abundance [on 135.00 (134.70 to 135.70): E
69 lon 108.00 (107.70 to 108.70): F
38 45 54 61 ‘ 8‘2 o1 ‘ 300000
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 592
Abundance
135 200000
Sub
50 100000
69 108
39 50 58 82 g1 / §
O‘WTWWWWWWWWTW 0.......;....
miz--> 30 40 50 60 70 80 90 100 110 120 130 140  [Time--> 580 600 620
/Abundance Scan 328 (6.700 min): BJ001292.D (-317) (-) #10
9 Tripropylphosphate
Concen: 0.66 ug/mL
RT: 6.70 min Scan# 328
Refs0 Delta R.T. 0.00 min
Lab File: BJ001293.D
43 123 ¥ Acq: 27 Nov 2012 13:59
o 65 82 | 17 | 153 167 183195 209 223
,,,,,,,,, . .
miz--> 40 60 80 100 120 140 160 180 200 220 | 19t fonz 99 Resp: 244045
‘Abundance lon Ratio Lower Upper
99 99 100
141 16.1 13.5 20.3
183 4.8 4.3 6.5
Rawsg
Abundance on 99.00 (98.70 to 99.70): BJO
141 80000] lon 141.00 (140.70 to 141.70): E
i w® s
0 ,‘,,, o 6.70
miz--> 40 60 80 100 120 140 160 180 200 220 60000 :
Abundance
99
40000
Sub
50
20000
43 141
57 82 111123 153 183
miz--> 40 60 80 100 120 140 160 180 200 220 [Time--> 660 680  7.00
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Abundance Scan 291 (6.173 min): BJ001292.D (-283) (-) #11
138 p-Chlorophenylmethylsulfide

Concen: 2.54 ug/mL
143 RT: 6.17 min Scan# 291 [QEUCIQEGIE
Ref50 108 Delta R.T. 0.00 min BNA_J .
Lab File: BJ001293.D t\a}\*fAsgmp'e'd -
45 5 75 125 Acq: 27 Nov 2012 13:59 -
(| R— L b ."l.","?(?.??,'.'."!'. ,".l'. —_ !|. el A9L 207 ) ; Manual Integrations
mz--> 40 60 80 100 120 140 160 180 200 Tgt lon:158 Resp: 463753 P
Abundance lon Ratio Lower Upper

158 158 100 AHPatel
143 53.9 34.4 74 .4 12/5/2012 3:23:03 AM

s 108 44.0 25.3 65.3
Rawg, 108 45 18.8 0.0 34.7

Abundance |on 158.00 (157.70 to 158.70): E
45 250000] lon 143.00 (142.70 to 143.70): B
63 75 125
Oty .“‘.“. |“‘. | .”‘.“,“?‘?.9.?,‘ 4 l‘. |‘.“. T l‘. T .“,‘. R e 200000 lon 45.00 (44.70 to 45.70): BJQ
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 6.17
158 150000
Sub 143 100000
50
108 50000
75 125
45 63 89
O R T o B T M e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 6.00 6.10 6.20 6.30
Abundance Scan 343 (6.913 min): BJ001292.D (-336) (-) #12
204 2-Bromothioanisole
Concen: 2.67 ug/mL

RT: 6.91 min Scan# 343
Delta R.T. 0.00 min

Lab File: BJ001293.D
Acq: 27 Nov 2012 13:59

Refs0

0 ) )
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:204 Resp: 221897
‘Abundance lon Ratio Lower Upper
108 204 204 100
202 97.8 77.8 117.8
108 101.3 88.3 128.3
RaWSO
45 o 160 Abundance [on 204.00 (203.70 to 204.70): E
lon 202.00 (201.70 to 202.70): B
o | (e 122 156 “ . 100000 ( )
0 O < N N
miz--> 40 60 80 100 120 140 160 180 200 80000 6,91
Abundance |
108 204 60000
Sub 40000
50
P 6 169 20000
g2 122 156 &7
o 58 93 143 0 i
SRR T8O 1 R R, SPORE, .. S S SS—
miz--> 40 60 80 100 120 140 160 180 200  Mime--> 6.80 7.00 7.20
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Instrument :

LabSampleld :

Manual Integrations
APPROVED

AHPatel
12/5/2012 3:23:03 AM

BJ001293.D BJ112712.M

Wed Dec 05 03:28:52 2012

RPT1

/Abundance Scan 390 (7.582 min): BJ001292.D (-381) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 3.15 ug/mL
RT: 7.58 min Scan# 390
Ref50 174 Delta R.T. 0.00 min BNA_J
Lab File: BJ001293.D
Acq: 27 Nov 2012 13:59 U&=
o . .
miz--> 4 60 80 100 120 140 160 180 A 19T lon:159 Resp: 284799
‘Abundance lon Ratio Lower Upper
159 159 100
174 45.5 25.2 65.2
108 12.5 0.0 30.3
Raw, e 174 50 25.4 5.6 45.6
131 Abundance [on 159.00 (158.70 to 159.70): E
111 lon 174.00 (173.70 to 174.70): B
oL H \‘ “ \‘ \ “‘H il \ “\\121 H\ ‘ 1“]:‘3. : .H‘. e 80000 lon 50.00 (49-70 o 50-70): BJO
mz--> 60 80 100 120 140 160 180
Abundance 60000 7.58
159
40000
Sub
S0 75 151 174
50 1 20000
39 63 | g5 % o 13
L L L UL SN L BB B 0
miz--> 40 80 100 120 140 160 180 [Time-->
/Abundance Scan 404 (7.781 min): BJ001292.D (-396) (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 3.03 ug/mL
RT: 7.78 min Scan# 404
Refs0 75 Delta R.T. 0.00 min
50 127 175 Lab File: BJ001293.D
99 ‘ Acq: 27 Nov 2012 13:59
o Bk L& --1‘.‘9---.----'.----.
miz--> 40 60 80 100 120 140 160 180 Tgt lon:111 Resp: 420694
‘Abundance lon Ratio Lower Upper
111 111 100
75 42 .8 27.5 67.5
127 37.6 15.3 55.3
Raws, 75 190 23.0 0.0 38.6
127 175 Abundance fon 111.00 (110.70 to 111.70); E
50 190 lon 75.00 (74.70 to 75.70): BJO
ol 3 ‘\ 63 | 87 \‘ | 143 159 ‘\ lon 190.00 (189.70 to 190.70): B
|||||||| 150000
mz--> 40 60 80 100 120 140 160 180
Abundance 7.78
111
100000
Sub50
7 127 175 50000
19
%0 99 0
L3 63 87 143 159 o
miz--> 0 60 8 100 120 140 160 180 ITime-
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