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CWA degredation products by GCMS

QLast Update ; Tue May 01 18:03:04 2012

Response via
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IAbundance Scan 170 (4.756 min): BJ000781.D\data.ms (-165) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4.756 min Scan# 170
Ref 50 Delta R.T. 0.000 min
115 Lab File: BJ0O00881.D
52 78 Acq: 1 May 2012 13:59
s> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19t 1ON:152 Resp: 264375
Abundance Scan 170 (4.756 min): BJ000881.D\data. ms lon Ratio Lower Upper
150 152 100
115 51.4 31.4 71.4
Raw 5q
115 Abundance
120000
52 78
O 8 O e | 100000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance 80000
150
60000
Sub 50 40000
15 20000
52 78
ol 38 61 87 99 0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [Time-->
/Abundance Scan 23 (2.664 min): BJ000781.D\data.ms (-20) (-) #2
9 Dimethyl Disulfide
45 Concen: 5.52 ug/mL
79 RT: 2.678 min Scan# 24
Ref 50 Delta R.T. 0.000 min
Lab File: BJ0O00881.D
61 Acq: 1 May 2012 13:59
oL 3 ||50 |6 L. 88 |,
e A B . .
m/z--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 537668
/Abundance Scan 24 (2.678 min): BJ00088L1.D\data.ms lon Ratio Lower Upper
94 94 100
45 26.6 6.6 46.6
79 41.5 21.5 61.5
Raw 5q
9 Abundance
45 300000
0 35 40 |||, 51 6“66 84 A 250000
miz--> 30 40 50 60 70 80 90 100
IAbundance 200000
94
150000
Sub 50 o 100000
45 50000
64
0 50 59 —
T TR e | R i e
miz--> 30 40 50 60 90 100 Time--> 260 2.70 2.80 2.90
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IAbundance Scan 89 (3.604 min): BJ000781.D\data.ms (-86) (-) #3
70 e/} DMMP
Concen: 2.23 ug/mL
RT: 3.617 min Scan# 90
Ref 50 Delta R.T. 0.000 min
47 109 Lab File: BJ000881.D
e|3 ‘ 14 | Acq: 1 May 2012 13:59
Ol T FFR] W N | A R . .
mz--> 30 40 50 60 70 8 90 100 110 120 130 19t lon: 79 Resp: 188802
Abundance Scan 90 (3.617 min): BJO0088L.D\data.ms lon Ratio Lower Upper
79 94 79 100
94 103.2 83.2 123.2
109 39.0 19.0 59.0
Raw 5q
109 [Abundance
47 3.617
63 124
0 s | 60000
m/z--> 30 40 50 60 70 80 90 100 110 120 130
IAbundance
» o 40000
Sub
50 109 20000
47
63 124
OIIIIIIIIIIIIIIIlllllll|llllllllll""l""l""|||||||| ) II|IIIT|IIII|IIII|IIII T
m/z--> 30 40 50 60 70 8 90 100 110 120 130 [Time~  3.50 3.60 3.70 3.80 3.90
IAbundance Scan 189 (5.027 min): BJ000781.D\data.ms (-182) (-) #4
97 DIMP
123 Concen: 2.49 ug/mL
RT: 5.026 min Scan# 189
Ref 50 Delta R.T. 0.000 min
Lab File: BJ0O00881.D
43 9 Acq: 1 May 2012 13:59
ol e | e s
17> 30 40 50 60 70 80 90 100 110120130 140 150 160 170 19T lon: 97 Resp: 579394
Abundance Scan 189 (5.026 min): BJ000881.D\data. ms lon Ratio Lower Upper
97 97 100
123 62.8 42 .8 82.8
123 43 16.6 0.0 36.6
Raw g, 41 8.2 0.0 28.2
Abundance
200000 5.026
o 115 150 165
m/z—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 | 150000
IAbundance
97
100000
123
Sub 50
50000
43 &
. 59 g9 139 165 0
TFWWWWTWWFWWTWWWWWW T T 1T T T 1T T T 1T
Wz~ 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 [Time-~ 4.80 500  5.20
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IAbundance Scan 98 (3.732 min): BJ000781.D\data.ms (-95) (-) #5
46 1,4-0Oxathiane
Concen: 6.93 ug/mL
RT: 3.731 min Scan# 98
Ref 50 61 104 Delta R.T. 0.000 min
Lab File: BJO0O0881.D
24 Acq: 1 May 2012 13:59
byl T L _ _
m/z--> 30 40 50 60 70 8 90 100 110 Tgt lon: 46 Resp: 649982
Abundance Scan 98 (3.731 min): BJ000881.D\data. ms lon Ratio Lower Upper
46 46 100
61 38.0 18.0 58.0
104 104 59.9 39.9 79.9
Raw
>0 61 [Abundance
600000 3.131
‘ 74
0 "'??" ‘JI"'I‘J""I "J'l"gg |9§"| e | 500000
m/z--> 30 40 50 60 70 80 90 100 110
IAbundance 400000
46
300000
Sub _ 10 200000
61
100000 J
74
05y "'??""I""I ""I""I"36'I9§"I""I"" oL | --77;%§T7474747| '
m/z--> 30 40 50 60 70 8 90 100 110  [fime->  3.60 3.80 4.00
IAbundance Scan 261 (6.052 min): BJ000781.D\data.ms (-254) (—% #6
136 Naphthalene-d8
Concen: 2.00 ug/mL
RT: 6.051 min Scan# 261
RefT 50 Delta R.T. 0.000 min
Lab File: BJO0O0881.D
Acq: 1 May 2012 13:59
0 54 68 8290 100 115
O i B B B R G RS EACESEES LSS . .
nz> 30 40 50 60 70 80 90 100 110 120 130 140 19T 10n:136 Resp: 1080724
Abundance Scan 261 (6.051 min): BJ000881.D\data. ms lon Ratio Lower Upper
136 136 100
68 3.9 0.0 23.9
Raw 5q
61 [Abundance
45 104
0 35 H‘Hw \\4 ‘6‘8 ZG 84 M 122 )] 400000
m/z--> 30 Jo 50 éo 70 éo 90 100 110 120 130 140
Abundance 300000
136
200000
Sub
50 61
45 100000
104
91
ol 35 54 68 76 84 122 0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time->

BJO0O0881.D BJ042612.M
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IAbundance Scan 202 (5.212 min): BJ000781.D\data.ms (-193) (-) #7
20 1,4-Dithiane
Concen: 6.87 ug/mL
46 RT: 5.212 min Scan# 202
Ref 50 61 Delta R.T. 0.000 min
Lab File: BJO0O0881.D
‘ 92 Acq: 1 May 2012 13:59
o3 sl Boes | _ _
m/z--> 30 40 50 60 70 8 90 100 110 120 130 19t lon:z 46 Resp: 490308
/Abundance Scan 202 (5.212 min): BJO0088L.D\data.ms lon Ratio Lower Upper
120 46 100
61 83.6 63.6 103.6
120 220.6 200.6 240.6
Raw 5o 46
61 [Abundance
‘ 92
73 105
39 85
0..,....,...‘.,??.‘Hl.l..,.‘l.. ....,‘l... o o R, 300000
m/z--> 30 40 50 60 70 80 90 100 110 120 130
IAbundance
130 200000 51912
Sub
50 46 o1 100000
92
o 9 | =3 B g5 105 o S
s CH B T B % e T B 18 e b 33 5w
IAbundance Scan 255 (5.966 min): BJ000781.D\data.ms (-246) (-) #8
6L Thiodiglycol
45 Concen: 47 .69 ug/mL m
RT: 5.994 min Scan# 257
Ref 50 104 Delta R.T. 0.000 min
91 Lab File: BJO0O0881.D
‘ Acq: 1 May 2012 13:59
b Missl e L _ _
s~ 30 40 50 60 70 8 90 100 110 120 130 140 | 19t fon: 61 Resp: 3446147
Abundance Scan 257 (5.994 min): BJO0088L.D\data.ms lon Ratio Lower Upper
61 61 100
45 45 71.8 51.8 91.8
47 28.5 8.5 48.5
Raw 50 104
91 Abundance
500000
35 ‘ 75 122 136
0"|'“'|lk'Mﬁ%'lww'ﬁq'“"ﬁg"|J"'|'“”|""v“"|"“l"' 400000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance
61 300000
45
200000
Sub 50 104
91 100000
o 35 52 68 75 82 122 136 0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-->

BJO0O0881.D BJ042612.M
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IAbundance Scan 282 (6.350 min): BJ000781.D\data.ms (-274) (-) #9
135 Benzothiazole
Concen: 13.65 ug/mL
RT: 6.350 min Scan# 282
Ref 50 Delta R.T. 0.000 min
108 Lab File: BJ000881.D
69 o Acg: 1 May 2012 13:59
17> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10on:135 Resp: 3671392
Abundance Scan 282 (6.350 min): BJ000881.D\data. ms lon Ratio Lower Upper
135 135 100
108 29.2 9.2 49.2
69 12.5 0.0 32.5
Raw g
108 Abundance
69 g
ol 3B% el | L oree 1w L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 1000000
IAbundance
135
Sub 500000
50
108
69
o 39 50 58 82 91 g9 N W, i
L L B B B B B B B I L T T 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--> 620 640  6.60
IAbundance Scan 334 (7.091 min): BJ000781.D\data.ms (-327) (-) #10
9 Tripropylphosphate
Concen: 2.67 ug/mL
RT: 7.090 min Scan# 334
Ref 50 Delta R.T. 0.000 min
43 Lab File: BJ000881.D
13 141 Acg: 1 May 2012 13:59
ol so 8 | IV | 183155 18365
mz--> o o o 16 10 1o 1% 1&) 200 19T lon: 99 Resp: 984485
Abundance Scan 334 (7.090 min): BJ000881.D\data. ms lon Ratio Lower Upper
99 99 100
141 23.0 18.4 27.6
183 7.6 6.1 9.1
Raw g
Abundance
141 7.090
\‘ 61 71 82 111173 | 153165 183 g5
0 .., T e P e 300000
m/z--> 60 80 100 120 140 160 180 200
IAbundance
» 200000
Sub
50 100000
43 141 /\
123
0 54 65 82 111 153 155 183 195 VAN
m/z--> 40 60 80 100 120 140 160 180 200 Time > 6.80  7.00  7.00  7.40
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IAbundance Scan 299 (6.592 min): BJ000781.D\data.ms (-292) (- #11
138 p-Chlorophenylmethylsulfide
Concen: 12.90 ug/mL
143 RT: 6.592 min Scan# 299
Ref 50 Delta R.T. 0.000 min
Lab File: BJ0O00881.D
Acq: 1 May 2012 13:59
o . .
/7> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Tgt lon:158 Resp: 2401678
Abundance Scan 299 (6.592 min): BJO0088L.D\data.ms lon Ratio Lower Upper
158 158 100
143 53.4 33.4 73.4
108 40.6 20.6 60.6
Raw s 143 45 15.2 0.0 35.2
108 Abundance
45 125 0192
99 800000
o .?1@,..‘..‘.5.‘.1. ‘.‘... .‘l‘.. ot ””\ i ll.. .‘.‘.. — .l‘.. ...“.... .
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance 600000
158
400000
Sub 50 143
108 200000
45 75 125
ol 36 54 83 g5 % —
LN L L L B L R R R R R RN RN RRRRE AR N S B s e e s s s e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160  [Time--—> 640 660  6.80 '
IAbundance Scan 352 (7.347 min): BJ000781.D\data.ms (-344) (-) #12
2-Bromothioanisole
Concen: 12.95 ug/mL
RT: 7.346 min Scan# 352
Ref 50 Delta R.T. 0.000 min
Lab File: BJ0O00881.D
Acq: 1 May 2012 13:59
o’ . .
z--> 40 60 80 100 120 140 160 180 200 Tgt lon:204 Resp: 918520
Abundance Scan 352 (7.346 min): BJO0088L.D\data.ms lon Ratio Lower Upper
108 .02 | 204 100
202 104.6 84.6 124.6
108 121.0 101.0 141.0
Raw 5q
45 169 Abundance
% 82 122 156 189
7.346
ol %8 ”M....,.‘ ..NL.%%S. “ H‘ .
m/z--> 40 60 80 100 120 140 160 180 300000
IAbundance
108 202
200000
Sub
50 45 100000
169
69 122
82 156 187
0 58 93 143 — _
m/z--> 40 60 80 100 120 140 160 180 200  |rime—> 7.0 740  7.60
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IAbundance Scan 399 (8.016 min): BJ000781.D\data.ms (-390) (-) #13
159 p-Chlorophenylmethylsulfoxide
Concen: 12.82 ug/mL
RT: 8.029 min Scan# 400
Ref 50 174 Delta R.T. 0.000 min
Lab File: BJ0O00881.D
Acq: 1 May 2012 13:59
0 . .
m/z--> 4 6 8 100 120 140 160 180 19t 1on:159 Resp: 1331293
Abundance Scan 400 (8.029 min): BJO0088L.D\data.ms lon Ratio Lower Upper
159 159 100
174 47.7 27.7 67.7
108 9.3 0.0 29.3
Raw «, 174 50 17.3 0.0 37.3
Abundance
50 111 131 8.29
ol 38 LS .‘- . ‘\‘ § \“‘121\\ L L 00000
m/z--> 40 120 140 160 180
IAbundance
159 200000
Sub
50 14 100000
131
S 111
50
oL 38 63 g5 9 5 143 0
Wz> 40 60 80 100 120 140 160 180 [Time -
IAbundance Scan 413 (8.215 min): BJ000781.D\data.ms (-406) (-) #14
111 p-Chlorophenylmethylsulfone
Concen: 12.17 ug/mL
RT: 8.229 min Scan# 414
Ref 50 75 127 Delta R.T. 0.000 min
175 Lab File: BJ0O00881.D
50 9 190 ' Acq: 1 May 2012 13:59
I s W ..1,4.1..1?7....,..|!.,
m/z--> 40 60 80 100 120 140 160 180 Tgt lon:111 Resp: 1862446
Abundance Scan 414 (8.229 min): BJ00088L1.D\data.ms lon Ratio Lower Upper
111 111 100
75 35.9 15.9 55.9
127 40.8 20.8 60.8
Raw «, 190 26.2 6.2 46.2
75 127 175 190 Abundance
50 o 600000
ol @ s L 1L | seo000
m/z--> 40 60 80 100 120 140 160 180
IAbundance 400000
111
300000
Sub 200000
50 - 127 175
190
50 . 100000
38 63 85 143 159 0
()IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII | T T 1T UL T T T T T
m/z--> 4 60 8 100 120 140 160 180 [mme> 800 820  8.40 '

BJO0O0881.D BJ042612.M
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Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEM1\BNA_J\data\BJ050112\
Data File : BJ0O00881.D

Acq On : 1 May 2012 13:59

Operator :© HLM

Sample - CWA-CCV

Misc : STD BNA_J HLM

ALS Vial : 2 Sample Multiplier: 1

Quant Time:

Quant Title
QLast Update
Response via

Compound R.T. Qlon

May 03 01:55:36 2012
Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ042612_M

CWA degredation products by GCMS
Tue May 01 18:03:04 2012
Initial Calibration

Response

Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 4.756 152 264375 2.00 ug/mL 0.00
6) Naphthalene-d8 6.051 136 1080724 2.00 ug/mL .00
System Monitoring Compounds
10) Tripropylphosphate 7.090 99 984485 2.67 ug/mL 0.00
Spiked Amount 0.500 Range 70 - 130 Recovery = 534.00%#
12) 2-Bromothioanisole 7.346 204 918520 12.95 ug/mL 0.00
Spiked Amount 5.000 Range 70 - 130 Recovery = 259.00%#
Target Compounds Qvalue
2) Dimethyl Disulfide 2.678 94 537668 5.52 ug/mL 100
3) DMMP 3.617 79 188802 2.23 ug/mL 100
4) DIMP 5.026 97 579394 2.49 ug/mL 100
5) 1,4-Oxathiane 3.731 46 649982 6.93 ug/mL 100
7) 1,4-Dithiane 5.212 46 490308 6.87 ug/mL 100
8) Thiodiglycol 5.994 61 3446147m 47.69 ug/mL
9) Benzothiazole 6.350 135 3671392 13.65 ug/mL 100
11) p-Chlorophenylmethylsu. .. 6.592 158 2401678 12.90 ug/mL 100
13) p-Chlorophenylmethylsu. .. 8.029 159 1331293 12.82 ug/mL 100
14) p-Chlorophenylmethylsu. .. 8.229 111 1862446 12.17 ug/mL 100

(#) = qualifier out of range (m) = manual

BJ042612_.M Thu May 03 01:57:56 2012

integration (+) = signals summed
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