
                              Quantitation Report    (QT Reviewed)

  Data Path : Z:\HPCHEM1\BNA_J\data\BJ062712\
  Data File : BJ000980.D                                          
  Acq On    : 27 Jun 2012  20:34
  Operator  : HLM
  Sample    : PB63957BS
  Misc      : WATER BNA_J HLM
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Time: Jul 02 07:23:12 2012
  Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ060812.M
  Quant Title  : CWA degredation products by GCMS
  QLast Update : Thu Jun 28 10:45:59 2012
  Response via : Initial Calibration
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Abundance TIC: BJ000980.D\data.ms
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#1
1,4-Dichlorobenzene-d4
Concen:    2.00 ug/mL  
RT:   4.678 min  Scan# 165
Delta R.T.  -0.006 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion:152 Resp:  186069
Ion  Ratio  Lower  Upper
152  100
115   53.6   29.6   69.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140 150 160
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50

m/z-->

Abundance Scan 167 (4.713 min): BJ000930.D\data.ms (-162) (-)
150
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Abundance Scan 165 (4.678 min): BJ000980.D\data.ms
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Abundance Scan 165 (4.678 min): BJ000980.D\data.ms (-144) (-)
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Abundance
 4.678

#2
Dimethyl Disulfide
Concen:    2.89 ug/mL m
RT:   2.729 min  Scan# 28
Delta R.T.  0.165 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion: 94 Resp:  182543
Ion  Ratio  Lower  Upper
 94  100
 45   24.9   55.3   95.3#
 79   39.0   37.3   77.3 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 21 (2.635 min): BJ000930.D\data.ms (-17) (-)
94

79
45

64
51 5735

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 28 (2.729 min): BJ000980.D\data.ms
94

43

79

49 8458 6435

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 28 (2.729 min): BJ000980.D\data.ms (-1) (-)
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Time-->

Abundance
 2.729
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#3
DMMP
Concen:    2.02 ug/mL  
RT:   3.583 min  Scan# 88
Delta R.T.  0.037 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion: 79 Resp:  139825
Ion  Ratio  Lower  Upper
 79  100
 94   97.3   84.5  124.5 
109   36.7   23.4   63.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130
0

50

m/z-->

Abundance Scan 87 (3.575 min): BJ000930.D\data.ms (-84) (-)
9479

109

47
12463

8640

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

m/z-->

Abundance Scan 88 (3.583 min): BJ000980.D\data.ms
79 9443

109

59
124101865135

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

m/z-->

Abundance Scan 88 (3.583 min): BJ000980.D\data.ms (-64) (-)
79 94
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39
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Abundance
 3.583

#4
DIMP
Concen:    4.39 ug/mL  
RT:   4.977 min  Scan# 186
Delta R.T.  0.023 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion: 97 Resp:  698016
Ion  Ratio  Lower  Upper
 97  100
123   64.7   45.3   85.3 
 43   35.0    0.0   35.5 
 41    9.5    0.0   27.9 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 186 (4.984 min): BJ000930.D\data.ms (-179) (-)
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79
43

13959 16569
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50
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Abundance Scan 186 (4.977 min): BJ000980.D\data.ms
97
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43
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30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 186 (4.977 min): BJ000980.D\data.ms (-163) (-)
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Time-->

Abundance
 4.977
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#5
1,4-Oxathiane
Concen:    5.16 ug/mL  
RT:   3.696 min  Scan# 96
Delta R.T.  0.037 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion: 46 Resp:  320887
Ion  Ratio  Lower  Upper
 46  100
 61   36.0   15.3   55.3 
104   65.5   38.4   78.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 95 (3.688 min): BJ000930.D\data.ms (-92) (-)
46

61 104

74
35 85

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 96 (3.696 min): BJ000980.D\data.ms
46

104

61

74
8639 9455

30 40 50 60 70 80 90 100 110
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Abundance Scan 96 (3.696 min): BJ000980.D\data.ms (-72) (-)
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Abundance
 3.696

#6
Naphthalene-d8
Concen:    2.00 ug/mL  
RT:   5.974 min  Scan# 256
Delta R.T.  -0.006 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion:136 Resp:  769963
Ion  Ratio  Lower  Upper
136  100
 68    2.8    0.0   22.3 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 258 (6.008 min): BJ000930.D\data.ms (-250) (-)
136

1086654 76 84 100 12911840

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 256 (5.974 min): BJ000980.D\data.ms
136

61
45

104
91

54 7668 1228435

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 256 (5.974 min): BJ000980.D\data.ms (-235) (-)
136

61
45

104
91

54 7668 1228435

5.80 6.00 6.20

0

50000

100000

150000
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Time-->

Abundance
 5.974
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#7
1,4-Dithiane
Concen:    4.47 ug/mL  
RT:   5.120 min  Scan# 196
Delta R.T.  -0.006 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion: 46 Resp:  245166
Ion  Ratio  Lower  Upper
 46  100
 61   73.0   50.6   90.6 
120  181.3  131.1  171.1#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130
0

50

m/z-->

Abundance Scan 199 (5.169 min): BJ000930.D\data.ms (-192) (-)
120

46
61

92
10573 8535 53

30 40 50 60 70 80 90 100 110 120 130
0

50

m/z-->

Abundance Scan 196 (5.120 min): BJ000980.D\data.ms
120

46

61

92
1057339 8453

30 40 50 60 70 80 90 100 110 120 130
0

50

m/z-->

Abundance Scan 196 (5.120 min): BJ000980.D\data.ms (-175) (-)
120

46

61

92
1057339 7953
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0

50000

100000

150000
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Abundance

 5.120

#8
Thiodiglycol
Concen:   39.69 ug/mL  
RT:   5.917 min  Scan# 252
Delta R.T.  -0.020 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion: 61 Resp: 1856577
Ion  Ratio  Lower  Upper
 61  100
 45   77.8   55.5   95.5 
 47   31.3   10.4   50.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 254 (5.951 min): BJ000930.D\data.ms (-246) (-)
61

45

104

91

75 12235 13611553 82

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 252 (5.917 min): BJ000980.D\data.ms
61

45

104

91

13675 12235 54 83

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 252 (5.917 min): BJ000980.D\data.ms (-232) (-)
61

45

104

91

1367535 12254 83

5.60 5.80 6.00 6.20

0

100000

200000

300000

Time-->

Abundance
 5.917
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#9
Benzothiazole
Concen:    9.31 ug/mL  
RT:   6.258 min  Scan# 276
Delta R.T.  -0.006 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion:135 Resp: 1970007
Ion  Ratio  Lower  Upper
135  100
108   30.9   12.4   52.4 
 69   14.7    0.0   36.7 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 278 (6.293 min): BJ000930.D\data.ms (-270) (-)
135

108
69

82 9145 5837 98

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 276 (6.258 min): BJ000980.D\data.ms
135

108

69
82 9145 5838 99

30 40 50 60 70 80 90 100 110 120 130 140
0

50

m/z-->

Abundance Scan 276 (6.258 min): BJ000980.D\data.ms (-255) (-)
135

108
69

8238 5850 93

6.00 6.20 6.40 6.60

0

100000

200000
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400000

500000

Time-->

Abundance
 6.258

#10
Tripropylphosphate
Concen:    0.51 ug/mL  
RT:   7.027 min  Scan# 330
Delta R.T.  0.008 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion: 99 Resp:  152167
Ion  Ratio  Lower  Upper
 99  100
141   23.0   18.4   27.6 
183    6.9    6.0    9.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 331 (7.047 min): BJ000930.D\data.ms (-323) (-)
99

141
43 123

111 1831538259 209195165

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 330 (7.027 min): BJ000980.D\data.ms
99

43
141

123
111 18361 15382

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 330 (7.027 min): BJ000980.D\data.ms (-308) (-)
99

141
12341

111 18315365 81

6.80 7.00 7.20

0

10000

20000

30000

40000

Time-->

Abundance
 7.027
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#11
p-Chlorophenylmethylsulfide
Concen:    8.67 ug/mL  
RT:   6.514 min  Scan# 294
Delta R.T.  -0.006 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion:158 Resp: 1151300
Ion  Ratio  Lower  Upper
158  100
143   52.9   31.9   71.9 
108   38.6   15.8   55.8 
 45   13.5    0.0   29.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

50

m/z-->

Abundance Scan 296 (6.549 min): BJ000930.D\data.ms (-288) (-)
158

143

108

1257545 9963 845436

30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

50
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Abundance Scan 294 (6.514 min): BJ000980.D\data.ms
158

143
108

45 1257563 99855436

30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

50
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Abundance Scan 294 (6.514 min): BJ000980.D\data.ms (-273) (-)
158
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108
1257545 9963 8536

6.40 6.60 6.80

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance
 6.514

#12
2-Bromothioanisole
Concen:    4.41 ug/mL  
RT:   7.269 min  Scan# 347
Delta R.T.  -0.006 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion:204 Resp:  231970
Ion  Ratio  Lower  Upper
204  100
202  103.8   84.6  124.6 
108  116.8   48.1   88.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50
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Abundance Scan 349 (7.303 min): BJ000930.D\data.ms (-339) (-)
202
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Abundance Scan 347 (7.269 min): BJ000980.D\data.ms
108 202
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Abundance Scan 347 (7.269 min): BJ000980.D\data.ms (-326) (-)
108 202

16945
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58 93 145
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Time-->

Abundance

 7.269
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#13
p-Chlorophenylmethylsulfoxide
Concen:   12.04 ug/mL m
RT:   7.952 min  Scan# 395
Delta R.T.  0.008 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion:159 Resp:  975715
Ion  Ratio  Lower  Upper
159  100
174   39.7   26.0   66.0 
108    7.9    0.0   28.6 
 50   15.3    0.0   37.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 396 (7.972 min): BJ000930.D\data.ms (-387) (-)
159
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50 99 14363 87 12138
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0
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Abundance Scan 395 (7.952 min): BJ000980.D\data.ms
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174
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0

50
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Abundance Scan 395 (7.952 min): BJ000980.D\data.ms (-373) (-)
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50000
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Abundance
 7.952

#14
p-Chlorophenylmethylsulfone
Concen:    9.40 ug/mL m
RT:   8.151 min  Scan# 409
Delta R.T.  0.008 min
Lab File:   BJ000980.D
Acq: 27 Jun 2012  20:34    

Tgt Ion:111 Resp: 1053076
Ion  Ratio  Lower  Upper
111  100
 75   33.4   19.3   59.3 
127   42.0   18.4   58.4 
190   29.2    1.5   41.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 410 (8.172 min): BJ000930.D\data.ms (-402) (-)
111

12775 175
190
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856338 159139

40 60 80 100 120 140 160 180
0

50
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Abundance Scan 409 (8.151 min): BJ000980.D\data.ms
111

175127
75 190

50 99
8563 15939 142

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 409 (8.151 min): BJ000980.D\data.ms (-387) (-)
111

175127
75 190

50 99
63 85 15938 142
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Abundance
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                              Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_J\data\BJ062712\
  Data File : BJ000980.D                                          
  Acq On    : 27 Jun 2012  20:34
  Operator  : HLM
  Sample    : PB63957BS
  Misc      : WATER BNA_J HLM
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Time: Jul 02 07:23:12 2012
  Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ060812.M
  Quant Title  : CWA degredation products by GCMS
  QLast Update : Thu Jun 28 10:45:59 2012
  Response via : Initial Calibration
 
          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
   Internal Standards
     1) 1,4-Dichlorobenzene-d4      4.678  152   186069     2.00 ug/mL   0.00
     6) Naphthalene-d8              5.974  136   769963     2.00 ug/mL   0.00
 
   System Monitoring Compounds                                        
    10) Tripropylphosphate          7.027   99   152167     0.51 ug/mL   0.00  
     Spiked Amount      0.500   Range  70 - 130    Recovery   =  102.00% 
    12) 2-Bromothioanisole          7.269  204   231970     4.41 ug/mL   0.00  
     Spiked Amount      5.000   Range  70 - 130    Recovery   =   88.20% 
 
   Target Compounds                                                   Qvalue
     2) Dimethyl Disulfide          2.729   94   182543m    2.89 ug/mL       
     3) DMMP                        3.583   79   139825     2.02 ug/mL     92
     4) DIMP                        4.977   97   698016     4.39 ug/mL     91
     5) 1,4-Oxathiane               3.696   46   320887     5.16 ug/mL     94
     7) 1,4-Dithiane                5.120   46   245166     4.47 ug/mL#    83
     8) Thiodiglycol                5.917   61  1856577    39.69 ug/mL     98
     9) Benzothiazole               6.258  135  1970007     9.31 ug/mL     97
    11) p-Chlorophenylmethylsu...   6.514  158  1151300     8.67 ug/mL     96
    13) p-Chlorophenylmethylsu...   7.952  159   975715m   12.04 ug/mL       
    14) p-Chlorophenylmethylsu...   8.151  111  1053076m    9.40 ug/mL       
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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