
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX102218\
  Data File : VX005507.D                                          
  Acq On    : 23 Oct 2018  08:33
  Operator  : JC/MD
  Sample    : J5603-16
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 45   Sample Multiplier: 1
 
  Quant Time: Oct 23 09:34:05 2018
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.M
  Quant Title  : SW846 8260
  QLast Update : Fri Oct 12 11:28:43 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           5.67  168   216483    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          6.86  114   314464    50.00 ug/l    0.00
    63) Chlorobenzene-d5            10.12  117   282474    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      12.08  152   140987    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        6.07   65   137337    57.16 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  114.32%
    35) Dibromofluoromethane         5.50  113   112101    53.82 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  107.64%
    50) Toluene-d8                   8.72   98   376605    52.67 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  105.34%
    62) 4-Bromofluorobenzene        11.14   95   127500    47.47 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   94.94%
 
   Target Compounds                                                   Qvalue
     3) Chloromethane                1.33   50     1419     0.579 ug/l #    76
     5) Bromomethane                 1.65   94      309     0.802 ug/l #    72
     6) Chloroethane                 1.70   64     1605     1.323 ug/l #    53
    10) Methyl Iodide                2.52  142       76     2.523 ug/l #    41
    11) Tert butyl alcohol           3.07   59      399     0.589 ug/l #    70
    13) Acrolein                     2.29   56      144    Below Cal  #    16
    14) Allyl chloride               2.61   41     7948     1.909 ug/l #    66
    16) Acetone                      2.45   43     4145     2.984 ug/l #    82
    17) Carbon Disulfide             2.57   76     1728     0.301 ug/l      96
    18) Methyl Acetate               2.61   43    19817     5.014 ug/l #    51
    19) Methyl tert-butyl Ether      3.21   73     2863     0.429 ug/l #    86
    20) Methylene Chloride           2.84   84      131    Below Cal  #    56
    25) 2-Butanone                   4.71   43      542     0.267 ug/l     100
    31) Cyclohexane                  5.57   56     1251     0.379 ug/l #    84
    36) 1,1-Dichloropropene          5.65   75    15637     5.134 ug/l #    50
    38) Carbon Tetrachloride         5.67  117    19747     6.453 ug/l #    16
    39) Methylcyclohexane            7.46   83      897     0.272 ug/l      95
    73) Isopropylbenzene            11.02  105     4556     0.544 ug/l      97
    74) N-amyl acetate              10.95   43      999     0.247 ug/l #    40
    76) 1,2,3-Trichloropropane      11.14   75    65155    23.825 ug/l #    37
    78) n-propylbenzene             11.36   91     3057     0.317 ug/l      99
    81) trans-1,4-Dichloro-2-buten  11.14   75    65155    72.391 ug/l #    10
    83) tert-Butylbenzene           11.77  119     5093     0.701 ug/l      85
    85) sec-Butylbenzene            11.94  105     5020     0.584 ug/l      97
    86) p-Isopropyltoluene          12.23  119     3979     0.512 ug/l      89
    90) Hexachloroethane            12.70  117     7560     5.643 ug/l #     3
    92) 1,2-Dibromo-3-Chloropropan  12.98   75      248     0.322 ug/l #     1
    95) Naphthalene                 13.83  128     3044     0.313 ug/l #    54
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT: 5.67 min  Scan# 740
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:168 Resp:  216483
Ion  Ratio  Lower  Upper
168  100
 99   52.7   39.9   59.9 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 740 (5.665 min): VX005284.D (-726) (-)
168

99

137
1491177561 864637

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
168

99

137117 14975 84615137

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 740 (5.665 min): VX005507.D (-691) (-)
168

99

137117 14975 84615137
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Time-->

Abundance Ion 167.90 (167.60 to 168.60): VX005507.D

  5.67

Ion  98.90 (98.60 to 99.60): VX005507.D

#3
Chloromethane
Concen:    0.579 ug/l  
RT: 1.33 min  Scan# 29
Delta R.T.   0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 50 Resp:    1419
Ion  Ratio  Lower  Upper
 50  100
 52   19.4   26.2   39.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 28 (1.325 min): VX005284.D (-23) (-)
50

37 20782

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
64

48

36 11275

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 29 (1.331 min): VX005507.D (-1) (-)
64

48

36 11275

1.30 1.35

0

200

400

600

800

Time-->

Abundance Ion  49.90 (49.60 to 50.60): VX005507.D

  1.33

Ion  51.90 (51.60 to 52.60): VX005507.D
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#5
Bromomethane
Concen:    0.802 ug/l  
RT: 1.65 min  Scan# 82
Delta R.T.   0.02 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 94 Resp:     309
Ion  Ratio  Lower  Upper
 94  100
 96   66.7   74.5  111.7#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 79 (1.635 min): VX005284.D (-72) (-)
94

79
634935 166 219 250128 236108 150

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

50

m/z-->

Abundance
64

48

11778 96

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

50

m/z-->

Abundance Scan 82 (1.654 min): VX005507.D (-30) (-)
9436

55

80
117

1.60 1.65 1.70

0

50

100

150

Time-->

Abundance Ion  93.90 (93.60 to 94.60): VX005507.D

  1.65
Ion  95.90 (95.60 to 96.60): VX005507.D

#6
Chloroethane
Concen:    1.323 ug/l  
RT: 1.70 min  Scan# 89
Delta R.T.   -0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 64 Resp:    1605
Ion  Ratio  Lower  Upper
 64  100
 66    5.1   24.6   36.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 91 (1.709 min): VX005284.D (-86) (-)
64

49

36 127 20775 94 115

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
64

48

36 11284

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 89 (1.696 min): VX005507.D (-42) (-)
38

52 70 84 112

1.68 1.70 1.72

0

2000

4000

6000

8000

10000

Time-->

Abundance Ion  63.90 (63.60 to 64.60): VX005507.D

  1.70

Ion  65.90 (65.60 to 66.60): VX005507.D
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#10
Methyl Iodide
Concen:    2.523 ug/l  
RT: 2.52 min  Scan# 224
Delta R.T.   0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:142 Resp:      76
Ion  Ratio  Lower  Upper
142  100
127    0.0   33.8   50.6#
141    0.0   11.4   17.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 222 (2.507 min): VX005284.D (-214) (-)
142

127

917152 10535 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
64

44

14280 96

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 224 (2.519 min): VX005507.D (-173) (-)
36

142

61 96

8050

2.50 2.52 2.54
0

20

40

60

80

100

Time-->

Abundance Ion 141.80 (141.50 to 142.50): VX005507.D

  2.52

Ion 126.80 (126.50 to 127.50): VX005507.D
Ion 140.80 (140.50 to 141.50): VX005507.D

#11
Tert butyl alcohol
Concen:    0.589 ug/l  
RT: 3.07 min  Scan# 314
Delta R.T.   -0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 59 Resp:     399
Ion  Ratio  Lower  Upper
 59  100
 57   21.6    8.2   12.4#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 316 (3.080 min): VX005284.D (-298) (-)
59

41

81 25294

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

50

m/z-->

Abundance
64

44

78 252

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

50

m/z-->

Abundance Scan 314 (3.068 min): VX005507.D (-267) (-)
5939

25283

3.05 3.10

0

50

100

150

200

Time-->

Abundance Ion  59.00 (58.70 to 59.70): VX005507.D

  3.07

Ion  57.00 (56.70 to 57.70): VX005507.D
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#13
Acrolein
Concen:   Below Cal    
RT: 2.29 min  Scan# 186
Delta R.T.   -0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 56 Resp:     144
Ion  Ratio  Lower  Upper
 56  100
 55    0.0   54.7   82.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 187 (2.294 min): VX005284.D (-179) (-)
56

37
75 91 115 207

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

50

m/z-->

Abundance
64

44

25281 207

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

50

m/z-->

Abundance Scan 186 (2.288 min): VX005507.D (-138) (-)
25239 56

82 207

2.26 2.28 2.30 2.32

0

20

40

60

80

100

Time-->

Abundance Ion  56.00 (55.70 to 56.70): VX005507.D

  2.29

Ion  55.00 (54.70 to 55.70): VX005507.D

#14
Allyl chloride
Concen:    1.909 ug/l  
RT: 2.61 min  Scan# 239
Delta R.T.   -0.11 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 41 Resp:    7948
Ion  Ratio  Lower  Upper
 41  100
 39   76.6   48.9   73.3#
 76    0.0   26.7   40.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 257 (2.721 min): VX005284.D (-246) (-)
41

76

49 61 91 108 142127

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

50

m/z-->

Abundance
45

5938 76 1139667

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

50

m/z-->

Abundance Scan 239 (2.611 min): VX005507.D (-208) (-)
45

5938 76 1136752 96

2.55 2.60 2.65 2.70

0

1000

2000

3000

4000

5000

6000

Time-->

Abundance Ion  41.00 (40.70 to 41.70): VX005507.D

  2.61

Ion  39.00 (38.70 to 39.70): VX005507.D
Ion  75.90 (75.60 to 76.60): VX005507.D
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#16
Acetone
Concen:    2.984 ug/l  
RT: 2.45 min  Scan# 212
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 43 Resp:    4145
Ion  Ratio  Lower  Upper
 43  100
 58   22.7   26.2   39.4#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 212 (2.446 min): VX005284.D (-205) (-)
43

58

75 91 250

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

50

m/z-->

Abundance
43

64

80 219

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

50

m/z-->

Abundance Scan 212 (2.446 min): VX005507.D (-163) (-)
43

58

75 219

2.35 2.40 2.45 2.50

0

500

1000

1500

2000

2500

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX005507.D

  2.45

Ion  58.00 (57.70 to 58.70): VX005507.D

#17
Carbon Disulfide
Concen:    0.301 ug/l  
RT: 2.57 min  Scan# 233
Delta R.T.   0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 76 Resp:    1728
Ion  Ratio  Lower  Upper
 76  100
 78   10.1    7.0   10.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 232 (2.568 min): VX005284.D (-223) (-)
76

44
38 6450 56 10882

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
6444

76

36 50 94

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 233 (2.574 min): VX005507.D (-183) (-)
76

42
9460 6836

2.50 2.55 2.60

0

200

400

600

800

Time-->

Abundance Ion  75.90 (75.60 to 76.60): VX005507.D

  2.57

Ion  77.90 (77.60 to 78.60): VX005507.D
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#18
Methyl Acetate
Concen:    5.014 ug/l  
RT: 2.61 min  Scan# 239
Delta R.T.   -0.17 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 43 Resp:   19817
Ion  Ratio  Lower  Upper
 43  100
 74    0.0   19.4   29.2#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 267 (2.782 min): VX005284.D (-253) (-)
43

74
59

655036 82 128

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

50

m/z-->

Abundance
45

5938 7652 11366 96

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

50

m/z-->

Abundance Scan 239 (2.611 min): VX005507.D (-218) (-)
45

5938 7652 67 96 113

2.50 2.60 2.70

0

2000

4000

6000

8000

10000

12000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX005507.D

  2.61

Ion  74.00 (73.70 to 74.70): VX005507.D

#19
Methyl tert-butyl Ether
Concen:    0.429 ug/l  
RT: 3.21 min  Scan# 337
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 73 Resp:    2863
Ion  Ratio  Lower  Upper
 73  100
 57   28.0   17.1   25.7#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 337 (3.208 min): VX005284.D (-324) (-)
73

41 57

94 127 142 207

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

50

m/z-->

Abundance
73

44

252

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

50

m/z-->

Abundance Scan 337 (3.208 min): VX005507.D (-288) (-)
73

5743

252

3.15 3.20 3.25

0

500

1000

1500

Time-->

Abundance Ion  73.00 (72.70 to 73.70): VX005507.D

  3.21

Ion  57.00 (56.70 to 57.70): VX005507.D
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#20
Methylene Chloride
Concen:   Below Cal    
RT: 2.84 min  Scan# 277
Delta R.T.   -0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 84 Resp:     131
Ion  Ratio  Lower  Upper
 84  100
 49  105.4  101.2  151.8 
 51    0.0   29.5   44.3#
 86    0.0   52.3   78.5#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 279 (2.855 min): VX005284.D (-269) (-)
49

84

36 10668 119

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

50

m/z-->

Abundance
44 64

76

91 236

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

50

m/z-->

Abundance Scan 277 (2.843 min): VX005507.D (-230) (-)
76

5340 91 236

2.82 2.84 2.86
0

50

100

150

200

250

Time-->

Abundance Ion  83.90 (83.60 to 84.60): VX005507.D

  2.84

Ion  48.90 (48.60 to 49.60): VX005507.D
Ion  50.90 (50.60 to 51.60): VX005507.D
Ion  85.90 (85.60 to 86.60): VX005507.D

#25
2-Butanone
Concen:    0.267 ug/l  
RT: 4.71 min  Scan# 583
Delta R.T.   -0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 43 Resp:     542
Ion  Ratio  Lower  Upper
 43  100
 72   27.4   22.0   33.0 

Ref

Raw

Sub

30 35 40 45 50 55 60 65 70 75 80
0

50

m/z-->

Abundance Scan 584 (4.714 min): VX005284.D (-569) (-)
43

72

57
38 50 5346 65 69

30 35 40 45 50 55 60 65 70 75 80
0

50

m/z-->

Abundance
44 75

40
4736 72

30 35 40 45 50 55 60 65 70 75 80
0

50

m/z-->

Abundance Scan 583 (4.708 min): VX005507.D (-535) (-)
43 75

4736 72
40

4.65 4.70

0

100

200

300

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX005507.D

  4.71

Ion  72.00 (71.70 to 72.70): VX005507.D
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#31
Cyclohexane
Concen:    0.379 ug/l  
RT: 5.57 min  Scan# 725
Delta R.T.   0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 56 Resp:    1251
Ion  Ratio  Lower  Upper
 56  100
 69   23.6   25.4   38.2#
 84   74.4   71.4  107.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 724 (5.568 min): VX005284.D (-711) (-)
56

84
41

69

150 189

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
56

1138441

67
192150

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 725 (5.574 min): VX005507.D (-675) (-)
56

1138441

67
192150

5.50 5.55 5.60

0

1000

2000

3000

Time-->

Abundance Ion  56.00 (55.70 to 56.70): VX005507.D

  5.57

Ion  69.00 (68.70 to 69.70): VX005507.D
Ion  84.00 (83.70 to 84.70): VX005507.D

#33
1,2-Dichloroethane-d4
Concen:   57.161 ug/l  
RT: 6.07 min  Scan# 806
Delta R.T.   -0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 65 Resp:  137337
Ion  Ratio  Lower  Upper
 65  100
 67   53.1    0.0  106.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 807 (6.074 min): VX005284.D (-794) (-)
65

51
102

37 78

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

50

m/z-->

Abundance
65

51

102
35 16884

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

50

m/z-->

Abundance Scan 806 (6.068 min): VX005507.D (-758) (-)
65

51

102
35 84

5.90 6.00 6.10 6.20 6.30

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion  64.90 (64.60 to 65.60): VX005507.D

  6.07

Ion  66.90 (66.60 to 67.60): VX005507.D
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#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 6.86 min  Scan# 936
Delta R.T.   -0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:114 Resp:  314464
Ion  Ratio  Lower  Upper
114  100
 63   26.2    0.0   39.0 
 88   15.1    0.0   30.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 937 (6.866 min): VX005284.D (-925) (-)
114

63 88
50 57 9475 8137 6944

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
114

63
885750 75 948137 6944 108

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 936 (6.860 min): VX005507.D (-888) (-)
114

63
885750 75 948137 6944 108

6.80 7.00 7.20

0

50000

100000

150000

Time-->

Abundance Ion 113.90 (113.60 to 114.60): VX005507.D

  6.86

Ion  63.00 (62.70 to 63.70): VX005507.D
Ion  87.90 (87.60 to 88.60): VX005507.D

#35
Dibromofluoromethane
Concen:   53.823 ug/l  
RT: 5.50 min  Scan# 713
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:113 Resp:  112101
Ion  Ratio  Lower  Upper
113  100
111  100.0   82.4  123.6 
192   23.6   19.4   29.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 713 (5.501 min): VX005284.D (-700) (-)
97

113

61

19281
47 16036 173123

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
113

19281
91

16044 171

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 713 (5.501 min): VX005507.D (-664) (-)
113

19281
91

160 17144

5.40 5.50 5.60

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VX005507.D

  5.50

Ion 110.80 (110.50 to 111.50): VX005507.D
Ion 191.70 (191.40 to 192.40): VX005507.D
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#36
1,1-Dichloropropene
Concen:    5.134 ug/l  
RT: 5.65 min  Scan# 738
Delta R.T.   -0.15 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 75 Resp:   15637
Ion  Ratio  Lower  Upper
 75  100
110    9.1   18.0   54.0#
 77    0.0   24.6   36.8#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 762 (5.799 min): VX005284.D (-750) (-)
75

119
110

39

8449
60 95

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
168

99

137
75 117 149

84615137

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 738 (5.653 min): VX005507.D (-713) (-)
168

99

137
75 117 149

61 845137

5.60 5.70 5.80

0

2000

4000

6000

Time-->

Abundance Ion  74.90 (74.60 to 75.60): VX005507.D

  5.65

Ion 109.90 (109.60 to 110.60): VX005507.D
Ion  76.90 (76.60 to 77.60): VX005507.D

#38
Carbon Tetrachloride
Concen:    6.453 ug/l  
RT: 5.67 min  Scan# 740
Delta R.T.   -0.12 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:117 Resp:   19747
Ion  Ratio  Lower  Upper
117  100
119    6.8   78.8  118.2#
121    0.0   24.9   37.3#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 759 (5.781 min): VX005284.D (-748) (-)
119

75

11039 84
49

58 95

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
168

99

137117 14975 84615137

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 740 (5.665 min): VX005507.D (-710) (-)
168

99

137117 14975 86615137

5.60 5.70 5.80

0

2000

4000

6000

8000

10000

Time-->

Abundance Ion 116.80 (116.50 to 117.50): VX005507.D

  5.67

Ion 118.80 (118.50 to 119.50): VX005507.D
Ion 120.80 (120.50 to 121.50): VX005507.D
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#39
Methylcyclohexane
Concen:    0.272 ug/l  
RT: 7.46 min  Scan# 1035
Delta R.T.   0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 83 Resp:     897
Ion  Ratio  Lower  Upper
 83  100
 55   80.3   61.0   91.4 
 98   52.6   39.6   59.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1034 (7.458 min): VX005284.D (-1023) (-)
83

55

9841

69

7750 916236

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
83

55

44
98

39 69
77 103

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1035 (7.464 min): VX005507.D (-985) (-)
83

55

41 98

69
47 77 103

7.40 7.45 7.50

0

100

200

300

400

500

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VX005507.D

  7.46

Ion  55.00 (54.70 to 55.70): VX005507.D
Ion  98.00 (97.70 to 98.70): VX005507.D

#50
Toluene-d8
Concen:   52.670 ug/l  
RT: 8.72 min  Scan# 1241
Delta R.T.   0.01 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 98 Resp:  376605
Ion  Ratio  Lower  Upper
 98  100
100   64.1   52.9   79.3 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1240 (8.713 min): VX005284.D (-1233) (-)
98

7042 5448 64 8276 88 11036

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
98

7042 54 6448 8276 1108836

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1241 (8.720 min): VX005507.D (-1191) (-)
98

7042 54 6448 8276 1108836

8.60 8.70 8.80 8.90

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VX005507.D

  8.72

Ion 100.00 (99.70 to 100.70): VX005507.D
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#62
4-Bromofluorobenzene
Concen:   47.466 ug/l  
RT: 11.14 min  Scan# 1638
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 95 Resp:  127500
Ion  Ratio  Lower  Upper
 95  100
174   92.5    0.0  185.2 
176   88.8    0.0  178.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1638 (11.140 min): VX005284.D (-1631) (-)
95 174

75

50
37 62 141117 131 150 161106

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
95 174

75

50
6137 119 141129 15386 105

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1638 (11.140 min): VX005507.D (-1589) (-)
95 174

75

50
6137 128117 14186 152161105

11.10 11.20

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VX005507.D

 11.14

Ion 173.80 (173.50 to 174.50): VX005507.D
Ion 175.80 (175.50 to 176.50): VX005507.D

#63
Chlorobenzene-d5
Concen:   50.000 ug/l  
RT: 10.12 min  Scan# 1470
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:117 Resp:  282474
Ion  Ratio  Lower  Upper
117  100
 82   54.8   47.8   71.6 
119   32.1   29.3   43.9 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1470 (10.116 min): VX005284.D (-1462) (-)
117

82

54
40 7661 89 9947 10967

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
117

82

54
40 7661 89 997046 109

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1470 (10.116 min): VX005507.D (-1421) (-)
117

82

54
40 7661 89 9946 10967

10.00 10.20

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VX005507.D

 10.12

Ion  82.00 (81.70 to 82.70): VX005507.D
Ion 118.90 (118.60 to 119.60): VX005507.D
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#72
1,4-Dichlorobenzene-d4
Concen:   50.000 ug/l  
RT: 12.08 min  Scan# 1792
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:152 Resp:  140987
Ion  Ratio  Lower  Upper
152  100
115   56.3   39.0  117.0 
150  158.1    0.0  351.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1792 (12.079 min): VX005284.D (-1786) (-)
150

115

7852
1349138 63 103 123

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

50

m/z-->

Abundance
150

115
7852

8740 63 99 107 124132

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

50

m/z-->

Abundance Scan 1792 (12.079 min): VX005507.D (-1743) (-)
150

115
7852

8738 63 99 107 124132

12.00 12.10

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VX005507.D

 12.08

Ion 114.90 (114.60 to 115.60): VX005507.D
Ion 149.90 (149.60 to 150.60): VX005507.D

#73
Isopropylbenzene
Concen:    0.544 ug/l  
RT: 11.02 min  Scan# 1618
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:105 Resp:    4556
Ion  Ratio  Lower  Upper
105  100
120   25.3   13.5   40.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1618 (11.018 min): VX005284.D (-1611) (-)
105

120
77

51 9139 63 1148445 98

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
105

120
77

915144 635737 70

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1618 (11.018 min): VX005507.D (-1569) (-)
105

120
77

51 916339 70

10.95 11.00 11.05

0

1000

2000

3000

4000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VX005507.D

 11.02

Ion 120.00 (119.70 to 120.70): VX005507.D

VX005507.D  82X101218W.M      Tue Oct 23 09:14:56 2018      Page 15
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#74
N-amyl acetate
Concen:    0.247 ug/l  
RT: 10.95 min  Scan# 1607
Delta R.T.   0.05 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 43 Resp:     999
Ion  Ratio  Lower  Upper
 43  100
 70    0.0   37.4   56.0#
 55    0.0   21.8   32.8#
 61    0.0   20.6   30.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1599 (10.902 min): VX005284.D (-1592) (-)
43

70

55

87 9762 78 11236 120 129

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

50

m/z-->

Abundance
43

69
55

85

97 125

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

50

m/z-->

Abundance Scan 1607 (10.951 min): VX005507.D (-1550) (-)
43

69
85

55
12597

10.85 10.90 10.95 11.00
0

100

200

300

400

500

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX005507.D

 10.95

Ion  70.00 (69.70 to 70.70): VX005507.D
Ion  55.00 (54.70 to 55.70): VX005507.D
Ion  61.00 (60.70 to 61.70): VX005507.D

#76
1,2,3-Trichloropropane
Concen:   23.825 ug/l  
RT: 11.14 min  Scan# 1638
Delta R.T.   -0.16 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 75 Resp:   65155
Ion  Ratio  Lower  Upper
 75  100
 77    1.4   20.2   60.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1664 (11.298 min): VX005284.D (-1661) (-)
75

110

39 6149 97
88 124 146

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
95 174

75

50
6137 119 141129 15386 105

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1638 (11.140 min): VX005507.D (-1615) (-)
95 174

75

50
6137 143117 128 15386 106

11.10 11.20

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  74.90 (74.60 to 75.60): VX005507.D

 11.14

Ion  77.00 (76.70 to 77.70): VX005507.D
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#78
n-propylbenzene
Concen:    0.317 ug/l  
RT: 11.36 min  Scan# 1674
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 91 Resp:    3057
Ion  Ratio  Lower  Upper
 91  100
120   24.4   11.9   35.9 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 1674 (11.359 min): VX005284.D (-1670) (-)
91

120
65

39 191207 282156

40 60 80 100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance
91

120
6544 281

40 60 80 100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 1674 (11.359 min): VX005507.D (-1625) (-)
91

120
65 28139

11.30 11.35 11.40

0

500

1000

1500

2000

2500

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VX005507.D

 11.36

Ion 120.00 (119.70 to 120.70): VX005507.D

#81
trans-1,4-Dichloro-2-butene
Concen:   72.391 ug/l  
RT: 11.14 min  Scan# 1638
Delta R.T.   0.07 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 75 Resp:   65155
Ion  Ratio  Lower  Upper
 75  100
 53    0.3   80.1  120.1#
 89    0.0   37.2   55.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1627 (11.073 min): VX005284.D (-1622) (-)
8853 75

39

64
12497 109

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
95 174

75

50
6137 119 141129 15386 105

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1638 (11.140 min): VX005507.D (-1578) (-)
95 174

75

50
37 61 119 141129 15386 105

11.10 11.20

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion  74.90 (74.60 to 75.60): VX005507.D

 11.14

Ion  53.00 (52.70 to 53.70): VX005507.D
Ion  88.90 (88.60 to 89.60): VX005507.D
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#83
tert-Butylbenzene
Concen:    0.701 ug/l  
RT: 11.77 min  Scan# 1742
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:119 Resp:    5093
Ion  Ratio  Lower  Upper
119  100
 91   68.3   27.0   81.0 
134   24.7   11.7   35.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1742 (11.774 min): VX005284.D (-1735) (-)
119

91

134
1677741 10360 200

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
119

91

134
41 79 10357 68

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1742 (11.774 min): VX005507.D (-1693) (-)
119

91

134
41 77 10357

11.70 11.75 11.80

0

1000

2000

3000

4000

5000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VX005507.D

 11.77

Ion  91.00 (90.70 to 91.70): VX005507.D
Ion 134.00 (133.70 to 134.70): VX005507.D

#85
sec-Butylbenzene
Concen:    0.584 ug/l  
RT: 11.94 min  Scan# 1770
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:105 Resp:    5020
Ion  Ratio  Lower  Upper
105  100
134   19.6   10.5   31.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1770 (11.945 min): VX005284.D (-1764) (-)
105

1349177
51 65 11539 126

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

50

m/z-->

Abundance
105

91 1347741 6955
115123 144

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

50

m/z-->

Abundance Scan 1770 (11.945 min): VX005507.D (-1721) (-)
105

91 13477
41 6951 11512359 144

11.85 11.90 11.95 12.00

0

1000

2000

3000

4000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VX005507.D

 11.94

Ion 134.00 (133.70 to 134.70): VX005507.D
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#86
p-Isopropyltoluene
Concen:    0.512 ug/l  
RT: 12.23 min  Scan# 1817
Delta R.T.   0.16 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:119 Resp:    3979
Ion  Ratio  Lower  Upper
119  100
134   27.8   13.4   40.2 
 91   32.1   10.9   32.7 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1790 (12.067 min): VX005284.D (-1778) (-)
119

13491
150

776539 52 103111

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

50

m/z-->

Abundance
119

91 134
41 6557 77 103111 150

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

50

m/z-->

Abundance Scan 1817 (12.231 min): VX005507.D (-1741) (-)
57 117

89
43

135105

15069

12.20 12.25

0

1000

2000

3000

4000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VX005507.D

 12.23

Ion 134.00 (133.70 to 134.70): VX005507.D
Ion  91.00 (90.70 to 91.70): VX005507.D

#90
Hexachloroethane
Concen:    5.643 ug/l  
RT: 12.70 min  Scan# 1894
Delta R.T.   0.10 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:117 Resp:    7560
Ion  Ratio  Lower  Upper
117  100
201    0.0   46.9  140.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 1877 (12.597 min): VX005284.D (-1870) (-)
117 201

166

94
13147

61 26975

40 60 80 100 120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance
117

132

91
39 63

148

40 60 80 100 120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 1894 (12.701 min): VX005507.D (-1828) (-)
132

117

57 148937340

12.60 12.70

0

2000

4000

6000

8000

10000

12000

Time-->

Abundance Ion 116.80 (116.50 to 117.50): VX005507.D

 12.70

Ion 200.70 (200.40 to 201.40): VX005507.D
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#92
1,2-Dibromo-3-Chloropropane
Concen:    0.322 ug/l  
RT: 12.98 min  Scan# 1940
Delta R.T.   -0.02 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion: 75 Resp:     248
Ion  Ratio  Lower  Upper
 75  100
155    0.0   48.0  144.2#
157    0.0   61.4  184.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1943 (12.999 min): VX005284.D (-1936) (-)
15775

39

93 119
10661 187141 201171 234

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

50

m/z-->

Abundance
119

134

91
7739 55 105 149 207

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

50

m/z-->

Abundance Scan 1940 (12.981 min): VX005507.D (-1894) (-)
119

134

91
41 77 14955 106 207

12.95 13.00
0

50

100

150

Time-->

Abundance Ion  74.90 (74.60 to 75.60): VX005507.D

 12.98

Ion 154.80 (154.50 to 155.50): VX005507.D
Ion 156.80 (156.50 to 157.50): VX005507.D

#95
Naphthalene
Concen:    0.313 ug/l  
RT: 13.83 min  Scan# 2080
Delta R.T.   0.00 min
Lab File:   VX005507.D
Acq: 23 Oct 2018  08:33    

Tgt Ion:128 Resp:    3044
Ion  Ratio  Lower  Upper
128  100
127   23.9   10.2   15.2#
129   36.3    8.6   12.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2080 (13.834 min): VX005284.D (-2072) (-)
128

10251 63 7439 87 113 162 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
128

91 14541 77 11555 102 160 20766

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2080 (13.835 min): VX005507.D (-2031) (-)
128

145
91 115102 160745139 62 207

13.80 13.85 13.90

0

500

1000

1500

2000

2500

Time-->

Abundance Ion 128.00 (127.70 to 128.70): VX005507.D

 13.83

Ion 127.00 (126.70 to 127.70): VX005507.D
Ion 129.00 (128.70 to 129.70): VX005507.D
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