
                     Quantitation Report    (Not Reviewed)

  Data File : H:\VOL1\GCMSDATA\J\120924\BJ001147.D         Vial: 5
  Acq On    : 24 Sep 2012  16:44                       Operator: HLM
  Sample    : CWA-3                                    Inst    : BNA_J
  Misc      : CWA STD BNA_J HLM                        Multiplr: 1.00
  MS Integration Params: rteint.p  
  Quant Time: Sep 27 17:01 2012              Quant Results File: BJ092412.RES

  Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ092412.M (RTE Integrator)
  Title        : CWA degredation products by GCMS
  Last Update  : Thu Sep 27 16:58:07 2012
  Response via : Initial Calibration
  DataAcq Meth : CWAJ               

Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
-------------------------------------------------------------------------
  1) 1,4-Dichlorobenzene-d4       4.41  152   457386     2.00 ug/mL   0.00
  6) Naphthalene-d8               5.68  136  2029293     2.00 ug/mL   0.00

System Monitoring Compounds                                       
 10) Tripropylphosphate           6.75   99   361588     0.41 ug/mL   0.00  
  Spiked Amount      0.500   Range  70 - 130    Recovery   =   82.00% 
 12) 2-Bromothioanisole           6.97  204   382142     2.44 ug/mL   0.00  
  Spiked Amount      5.000   Range  70 - 130    Recovery   =   48.80%#

Target Compounds                                                   Qvalue
  2) Dimethyl Disulfide           2.38   94   168346     0.84 ug/mL#    48
  3) DMMP                         3.30   79    86323     0.63 ug/mL     99
  4) DIMP                         4.70   97   205411     0.50 ug/mL     97
  5) 1,4-Oxathiane                3.40   46   250697     1.30 ug/mL     93
  7) 1,4-Dithiane                 4.84   46   199421     1.15 ug/mL     95
  8) Thiodiglycol                 5.59   61  1291493     7.86 ug/mL     99
  9) Benzothiazole                5.98  135  1441129     2.61 ug/mL     99
 11) p-Chlorophenylmethylsulfid   6.23  158   801580     2.46 ug/mL     95
 13) p-Chlorophenylmethylsulfox   7.63  159   469513     2.25 ug/mL#    91
 14) p-Chlorophenylmethylsulfon   7.83  111   678040     2.50 ug/mL     93

-------------------------------------------------------------------------
(#) = qualifier out of range (m) = manual integration
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#2
Dimethyl Disulfide
Concen: 0.84 ug/mL  
RT: 2.38 min  Scan# 24
Delta R.T.   0.04 min
Lab File:   BJ001147.D
Acq: 24 Sep 2012  16:44    

Tgt Ion: 94 Resp:  168346
Ion  Ratio  Lower  Upper
 94  100
 45  115.2   36.7   76.7#
 79   66.7   31.6   71.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 21 (2.336 min): BJ001146.D (-)
94

45 79

64
5037 56 88

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 24 (2.378 min): BJ001147.D
45 94

79

61

66 845035

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 24 (2.378 min): BJ001147.D (-)
45 94

79

61

665035
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50000

100000

150000

200000

Time-->

Abundance Ion  94.00 (93.70 to 94.70): BJ001147.D

  2.38

Ion  45.00 (44.70 to 45.70): BJ001147.D
Ion  79.00 (78.70 to 79.70): BJ001147.D

#3

DMMP

Concen: 0.63 ug/mL  

RT: 3.30 min  Scan# 89

Delta R.T.   0.01 min

Lab File:   BJ001147.D

Acq: 24 Sep 2012  16:44    

Tgt Ion: 79 Resp:   86323

Ion  Ratio  Lower  Upper

 79  100

 94  103.1   83.7  123.7 

109   42.8   21.5   61.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 88 (3.290 min): BJ001146.D (-)
9479

109
47

63 124
705540 86
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0

50

m/z-->

Abundance Scan 89 (3.303 min): BJ001147.D
9479

109
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12463

8641 55 70
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m/z-->

Abundance Scan 89 (3.303 min): BJ001147.D (-)
9479

109

47
12463

41 55 70
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Time-->

Abundance Ion  79.00 (78.70 to 79.70): BJ001147.D

  3.30

Ion  94.00 (93.70 to 94.70): BJ001147.D
Ion 109.00 (108.70 to 109.70): BJ001147.D
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#4
DIMP
Concen: 0.50 ug/mL  
RT: 4.70 min  Scan# 187
Delta R.T.   -0.00 min
Lab File:   BJ001147.D
Acq: 24 Sep 2012  16:44    

Tgt Ion: 97 Resp:  205411
Ion  Ratio  Lower  Upper
 97  100
123   65.9   43.3   83.3 
 43   17.4    0.0   36.5 
 41    8.3    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 187 (4.699 min): BJ001146.D (-)
97

123

79
43

13959 16510769

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

50

m/z-->

Abundance Scan 187 (4.698 min): BJ001147.D
97

123

7943
13959 165

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

50

m/z-->

Abundance Scan 187 (4.698 min): BJ001147.D (-)
97

123

43 79
13959 165
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0

20000

40000

60000

80000

100000

Time-->

Abundance Ion  97.00 (96.70 to 97.70): BJ001147.D

  4.70

Ion 123.00 (122.70 to 123.70): BJ001147.D
Ion  43.00 (42.70 to 43.70): BJ001147.D
Ion  41.00 (40.70 to 41.70): BJ001147.D

#5

1,4-Oxathiane

Concen: 1.30 ug/mL  

RT: 3.40 min  Scan# 96

Delta R.T.   -0.00 min

Lab File:   BJ001147.D

Acq: 24 Sep 2012  16:44    

Tgt Ion: 46 Resp:  250697

Ion  Ratio  Lower  Upper

 46  100

 61   40.0   18.0   58.0 

104   69.7   43.0   83.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 96 (3.403 min): BJ001146.D (-)
46

104

61

74
8639 55 68

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 96 (3.402 min): BJ001147.D
46

104

61

74
86 9439

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 96 (3.402 min): BJ001147.D (-)
46

104

61

74
86 9439

3.30 3.40 3.50

0
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100000
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250000

300000

Time-->

Abundance Ion  46.00 (45.70 to 46.70): BJ001147.D

  3.40

Ion  61.00 (60.70 to 61.70): BJ001147.D
Ion 104.00 (103.70 to 104.70): BJ001147.D
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#7
1,4-Dithiane
Concen: 1.15 ug/mL  
RT: 4.84 min  Scan# 197
Delta R.T.   -0.00 min
Lab File:   BJ001147.D
Acq: 24 Sep 2012  16:44    

Tgt Ion: 46 Resp:  199421
Ion  Ratio  Lower  Upper
 46  100
 61   80.7   54.6   94.6 
120  144.9  129.2  169.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 197 (4.841 min): BJ001146.D (-)
120

46

61

92
73 10535 8553

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

50

m/z-->

Abundance Scan 197 (4.840 min): BJ001147.D
120

46
61

92
73 10535 86

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

50

m/z-->

Abundance Scan 197 (4.840 min): BJ001147.D (-)
120

46
61

92
73 10535 85
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Time-->

Abundance Ion  46.00 (45.70 to 46.70): BJ001147.D

  4.84

Ion  61.00 (60.70 to 61.70): BJ001147.D
Ion 120.00 (119.70 to 120.70): BJ001147.D

#8

Thiodiglycol

Concen: 7.86 ug/mL  

RT: 5.59 min  Scan# 250

Delta R.T.   -0.06 min

Lab File:   BJ001147.D

Acq: 24 Sep 2012  16:44    

Tgt Ion: 61 Resp: 1291493

Ion  Ratio  Lower  Upper

 61  100

 45   72.8   54.2   94.2 

 47   30.0    9.7   49.7 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 254 (5.652 min): BJ001146.D (-)
61

45

104

91

13675 12235 52 68 82

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

50

m/z-->

Abundance Scan 250 (5.594 min): BJ001147.D
61

45

104
91

75 12235 84

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

50

m/z-->

Abundance Scan 250 (5.594 min): BJ001147.D (-)
61

45

104
91

75 12235

5.40 5.60 5.80 6.00

0

100000

200000

300000

400000

Time-->

Abundance Ion  61.00 (60.70 to 61.70): BJ001147.D

  5.59

Ion  45.00 (44.70 to 45.70): BJ001147.D
Ion  47.00 (46.70 to 47.70): BJ001147.D
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#9
Benzothiazole
Concen: 2.61 ug/mL  
RT: 5.98 min  Scan# 277
Delta R.T.   -0.00 min
Lab File:   BJ001147.D
Acq: 24 Sep 2012  16:44    

Tgt Ion:135 Resp: 1441129
Ion  Ratio  Lower  Upper
135  100
108   26.1    6.2   46.2 
 69    9.6    0.0   30.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 277 (5.980 min): BJ001146.D (-)
135

108

69 82 91584538 11898

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

50

m/z-->

Abundance Scan 277 (5.978 min): BJ001147.D
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 277 (5.978 min): BJ001147.D (-)
135

10869
918239 5850 99

5.80 6.00 6.20

0

200000

400000

600000

Time-->

Abundance Ion 135.00 (134.70 to 135.70): BJ001147.D

  5.98

Ion 108.00 (107.70 to 108.70): BJ001147.D
Ion  69.00 (68.70 to 69.70): BJ001147.D

#11

p-Chlorophenylmethylsulfide

Concen: 2.46 ug/mL  

RT: 6.23 min  Scan# 295

Delta R.T.   -0.00 min

Lab File:   BJ001147.D

Acq: 24 Sep 2012  16:44    

Tgt Ion:158 Resp:  801580

Ion  Ratio  Lower  Upper

158  100

143   52.5   30.6   70.6 

108   31.7    6.9   46.9 

 45    7.5    0.0   24.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 295 (6.236 min): BJ001146.D (-)
158

143

108

125
7545 8961 193207 237

40 60 80 100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 295 (6.235 min): BJ001147.D
158

143

108

12545 7561 89

40 60 80 100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 295 (6.235 min): BJ001147.D (-)
158

143

108
125

7545 89

6.10 6.20 6.30 6.40
0

100000

200000

300000

400000

Time-->

Abundance Ion 158.00 (157.70 to 158.70): BJ001147.D

  6.23

Ion 143.00 (142.70 to 143.70): BJ001147.D
Ion 108.00 (107.70 to 108.70): BJ001147.D
Ion  45.00 (44.70 to 45.70): BJ001147.D
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#13
p-Chlorophenylmethylsulfoxide
Concen: 2.25 ug/mL  
RT: 7.63 min  Scan# 393
Delta R.T.   -0.00 min
Lab File:   BJ001147.D
Acq: 24 Sep 2012  16:44    

Tgt Ion:159 Resp:  469513
Ion  Ratio  Lower  Upper
159  100
174   47.7    0.0   20.4#
108   11.8    0.0   22.2 
 50   21.5    4.6   44.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 393 (7.630 min): BJ001146.D (-)
159

17413175
11150

9963 1438538 121

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 393 (7.629 min): BJ001147.D
159

174
13175

111
50

9963 1438538 121

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 393 (7.629 min): BJ001147.D (-)
159

174
13175

111
50

9963 1438538 121

7.40 7.60 7.80
0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 159.00 (158.70 to 159.70): BJ001147.D

  7.63

Ion 174.00 (173.70 to 174.70): BJ001147.D
Ion 108.00 (107.70 to 108.70): BJ001147.D
Ion  50.00 (49.70 to 50.70): BJ001147.D

#14

p-Chlorophenylmethylsulfone

Concen: 2.50 ug/mL  

RT: 7.83 min  Scan# 407

Delta R.T.   -0.02 min

Lab File:   BJ001147.D

Acq: 24 Sep 2012  16:44    

Tgt Ion:111 Resp:  678040

Ion  Ratio  Lower  Upper

111  100

 75   42.7   16.1   56.1 

127   36.3   19.6   59.6 

190   20.6    1.2   41.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 408 (7.844 min): BJ001146.D (-)
111

12775 175
19050 99

63 8538 159139

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 407 (7.829 min): BJ001147.D
111

75
127

17550 190
99

63 85 15938 143

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 407 (7.829 min): BJ001147.D (-)
111

75
127

175
50 190

99
63 8538 159142

7.60 7.80 8.00 8.20
0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 111.00 (110.70 to 111.70): BJ001147.D

  7.83

Ion  75.00 (74.70 to 75.70): BJ001147.D
Ion 127.00 (126.70 to 127.70): BJ001147.D
Ion 190.00 (189.70 to 190.70): BJ001147.D
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