
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062819\
  Data File : VX010560.D                                          
  Acq On    : 29 Jun 2019  01:54
  Operator  : JC/SP
  Sample    : PB120994TB
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 39   Sample Multiplier: 1
 
  Quant Time: Jun 29 04:45:33 2019
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W.M
  Quant Title  : SW846 8260
  QLast Update : Thu Jun 20 03:31:56 2019
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           5.67  168   262813    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          6.86  114   405406    50.00 ug/l    0.00
    63) Chlorobenzene-d5            10.11  117   372912    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      12.08  152   171169    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        6.07   65   124918    50.69 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  101.38%
    35) Dibromofluoromethane         5.50  113   121480    48.98 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   97.96%
    50) Toluene-d8                   8.71   98   483800    50.98 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  101.96%
    62) 4-Bromofluorobenzene        11.13   95   162288    47.37 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   94.74%
 
   Target Compounds                                                   Qvalue
    11) Tert butyl alcohol           3.05   59      419     0.650 ug/l #    86
    13) Acrolein                     2.32   56       87     0.203 ug/l #    14
    15) Acrylonitrile                3.18   53      296     0.232 ug/l #    63
    16) Acetone                      2.44   43     6409     5.190 ug/l      90
    18) Methyl Acetate               2.78   43     1499     0.609 ug/l     100
    20) Methylene Chloride           2.85   84     1831     0.720 ug/l      91
    25) 2-Butanone                   4.70   43      936     0.517 ug/l      94
    29) Tetrahydrofuran              5.12   42      426     0.380 ug/l #    28
    31) Cyclohexane                  5.67   56     4605     1.294 ug/l #     1
    36) 1,1-Dichloropropene          5.66   75    16355     5.077 ug/l #    47
    38) Carbon Tetrachloride         5.66  117    22692     6.505 ug/l #    15
    43) Isopropyl Acetate            6.45   43    14881     2.714 ug/l      96
    48) Methyl methacrylate          7.68   41     7684     3.015 ug/l #    10
    49) 1,4-Dioxane                  7.72   88       19     0.259 ug/l #     1
    51) 4-Methyl-2-Pentanone         8.62   43    85634    24.419 ug/l #    47
    54) cis-1,3-Dichloropropene      8.62   75    46815    11.530 ug/l #    61
    57) 1,3-Dichloropropane          9.54   76    10220     2.415 ug/l #    43
    59) 2-Hexanone                   9.44   43    12523     4.537 ug/l #    22
    74) N-amyl acetate              10.69   43    13352     3.045 ug/l #    54
    76) 1,2,3-Trichloropropane      11.13   75    77245    24.765 ug/l #    33
    80) 1,3,5-Trimethylbenzene      11.51  105     9337     0.976 ug/l      99
    81) trans-1,4-Dichloro-2-buten  11.13   75    77245    57.774 ug/l #    16
   --------------------------------------------------------------------------
 
   (#) = 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:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion:168 Resp:  262813
Ion  Ratio  Lower  Upper
168  100
 99   47.0   35.5   53.3 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 740 (5.665 min): VX010346.D (-727) (-)
168

99

137
117 1497561 864637

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
168

99

137
118 14975 845537 1286446

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 740 (5.665 min): VX010560.D (-691) (-)
168

99

137
117 14975 845637 12865

5.50 5.60 5.70 5.80

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 167.90 (167.60 to 168.60): VX010560.D

  5.67

Ion  98.90 (98.60 to 99.60): VX010560.D

#11
Tert butyl alcohol
Concen:    0.650 ug/l  
RT: 3.05 min  Scan# 311
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 59 Resp:     419
Ion  Ratio  Lower  Upper
 59  100
 57   14.6    7.7   11.5#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 311 (3.050 min): VX010346.D (-296) (-)
59

41

8974 117 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
44

59

71

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 311 (3.050 min): VX010560.D (-262) (-)
59

40

71

3.00 3.05 3.10

0

50

100

150

200

250

300

Time-->

Abundance Ion  59.00 (58.70 to 59.70): VX010560.D

  3.05

Ion  57.00 (56.70 to 57.70): VX010560.D
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#13
Acrolein
Concen:    0.203 ug/l  
RT: 2.32 min  Scan# 191
Delta R.T.   0.02 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 56 Resp:      87
Ion  Ratio  Lower  Upper
 56  100
 55    0.0   56.9   85.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 187 (2.294 min): VX010346.D (-178) (-)
56

37
80 98 142 270

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

50

m/z-->

Abundance
44

67
10788

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

50

m/z-->

Abundance Scan 191 (2.318 min): VX010560.D (-138) (-)
6738

88 10752

2.30 2.32 2.34

0

50

100

150

200

250

Time-->

Abundance Ion  56.00 (55.70 to 56.70): VX010560.D

  2.32

Ion  55.00 (54.70 to 55.70): VX010560.D

#15
Acrylonitrile
Concen:    0.232 ug/l  
RT: 3.18 min  Scan# 332
Delta R.T.   0.04 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 53 Resp:     296
Ion  Ratio  Lower  Upper
 53  100
 52   34.8   65.5   98.3#
 51   34.5   28.2   42.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 326 (3.141 min): VX010346.D (-318) (-)
53

61 9638
128 13668 8546

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

50

m/z-->

Abundance
44

36
65 9353 75

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

50

m/z-->

Abundance Scan 332 (3.178 min): VX010560.D (-277) (-)
42 50

65
93

75

3.10 3.15 3.20

0

50

100

150

Time-->

Abundance Ion  53.00 (52.70 to 53.70): VX010560.D

  3.18

Ion  52.00 (51.70 to 52.70): VX010560.D
Ion  51.00 (50.70 to 51.70): VX010560.D
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#16
Acetone
Concen:    5.190 ug/l  
RT: 2.44 min  Scan# 211
Delta R.T.   -0.01 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 43 Resp:    6409
Ion  Ratio  Lower  Upper
 43  100
 58   30.0   28.9   43.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 212 (2.446 min): VX010346.D (-205) (-)
43

58

70 81 106 131 192

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
43

58

68 91 160116

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 211 (2.440 min): VX010560.D (-163) (-)
43

58

68 16099 116
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3000

4000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010560.D

  2.44

Ion  58.00 (57.70 to 58.70): VX010560.D

#18
Methyl Acetate
Concen:    0.609 ug/l  
RT: 2.78 min  Scan# 266
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 43 Resp:    1499
Ion  Ratio  Lower  Upper
 43  100
 74   26.6   21.3   31.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 266 (2.775 min): VX010346.D (-257) (-)
43
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Abundance
43

74

5935 8151 66 107

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

50

m/z-->

Abundance Scan 266 (2.776 min): VX010560.D (-217) (-)
43

74

59
35 66 81 107

2.70 2.75 2.80 2.85

0

200

400

600

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010560.D

  2.78

Ion  74.00 (73.70 to 74.70): VX010560.D
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#20
Methylene Chloride
Concen:    0.720 ug/l  
RT: 2.85 min  Scan# 279
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 84 Resp:    1831
Ion  Ratio  Lower  Upper
 84  100
 49  117.0   87.5  131.3 
 51   31.0   27.7   41.5 
 86   57.1   53.4   80.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 279 (2.854 min): VX010346.D (-271) (-)
49 84

37 70 14256

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

50

m/z-->

Abundance
49
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36
56 74 141121

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

50

m/z-->

Abundance Scan 279 (2.855 min): VX010560.D (-230) (-)
49
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41
56 74 121
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0

500
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1500
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Time-->

Abundance Ion  83.90 (83.60 to 84.60): VX010560.D

  2.85

Ion  48.90 (48.60 to 49.60): VX010560.D
Ion  50.90 (50.60 to 51.60): VX010560.D
Ion  85.90 (85.60 to 86.60): VX010560.D

#25
2-Butanone
Concen:    0.517 ug/l  
RT: 4.70 min  Scan# 581
Delta R.T.   0.02 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 43 Resp:     936
Ion  Ratio  Lower  Upper
 43  100
 72   25.8   23.3   34.9 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 577 (4.671 min): VX010346.D (-566) (-)
43

72

57
5235 65

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
44

37
72

61 67
5449 10393

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 581 (4.696 min): VX010560.D (-528) (-)
43

37
72

61 67
5448 93 103

4.65 4.70

0

100

200

300

400

500

600

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010560.D

  4.70

Ion  72.00 (71.70 to 72.70): VX010560.D
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#29
Tetrahydrofuran
Concen:    0.380 ug/l  
RT: 5.12 min  Scan# 650
Delta R.T.   -0.01 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 42 Resp:     426
Ion  Ratio  Lower  Upper
 42  100
 72    0.0   40.6   60.8#
 71    0.0   37.8   56.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 652 (5.128 min): VX010346.D (-642) (-)
42

72

53 104

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

50

m/z-->

Abundance
44

58 102 16473

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

50

m/z-->

Abundance Scan 650 (5.117 min): VX010560.D (-603) (-)
36
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58 102 16473

5.10 5.12 5.14 5.16

0

100

200

300

400

Time-->

Abundance Ion  42.00 (41.70 to 42.70): VX010560.D

  5.12

Ion  72.00 (71.70 to 72.70): VX010560.D
Ion  71.00 (70.70 to 71.70): VX010560.D

#31
Cyclohexane
Concen:    1.294 ug/l  
RT: 5.67 min  Scan# 740
Delta R.T.   0.09 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 56 Resp:    4605
Ion  Ratio  Lower  Upper
 56  100
 69  184.5   25.9   38.9#
 84  163.2   78.0  117.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 726 (5.580 min): VX010346.D (-710) (-)
56 84

41

69

150 191

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
168

99

137
118 1497555 8637 65

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 740 (5.665 min): VX010560.D (-677) (-)
168

99

137
118 1497556 8637

5.55 5.60 5.65 5.70 5.75

0

1000

2000

3000

Time-->

Abundance Ion  56.00 (55.70 to 56.70): VX010560.D

  5.67

Ion  69.00 (68.70 to 69.70): VX010560.D
Ion  84.00 (83.70 to 84.70): VX010560.D
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#33
1,2-Dichloroethane-d4
Concen:   50.694 ug/l  
RT: 6.07 min  Scan# 806
Delta R.T.   0.01 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 65 Resp:  124918
Ion  Ratio  Lower  Upper
 65  100
 67   55.2    0.0  110.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 805 (6.061 min): VX010346.D (-794) (-)
65

51
102

37 79

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

50

m/z-->

Abundance
65

51

102

37
84 180 248

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

50

m/z-->

Abundance Scan 806 (6.068 min): VX010560.D (-756) (-)
65

51

102

37
86 180 248

6.00 6.10 6.20

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  64.90 (64.60 to 65.60): VX010560.D

  6.07

Ion  66.90 (66.60 to 67.60): VX010560.D

#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 6.86 min  Scan# 936
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion:114 Resp:  405406
Ion  Ratio  Lower  Upper
114  100
 63   17.6    0.0   33.8 
 88   14.0    0.0   27.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 936 (6.860 min): VX010346.D (-925) (-)
114

63 88
57 9450 75 8137 6944 100

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
114

63 88
5750 9475 816938 44 100

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 936 (6.860 min): VX010560.D (-887) (-)
114

63 88
5750 9475 8138 6944 100

6.80 6.90 7.00

0

50000

100000

150000

200000

Time-->

Abundance Ion 113.90 (113.60 to 114.60): VX010560.D

  6.86

Ion  63.00 (62.70 to 63.70): VX010560.D
Ion  87.90 (87.60 to 88.60): VX010560.D
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#35
Dibromofluoromethane
Concen:   48.976 ug/l  
RT: 5.50 min  Scan# 713
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion:113 Resp:  121480
Ion  Ratio  Lower  Upper
113  100
111  102.8   81.2  121.8 
192   22.2   18.6   27.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 713 (5.500 min): VX010346.D (-699) (-)
97

111

61

19279
12137 160 17548

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
111

19279
93 16044 17160

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 713 (5.501 min): VX010560.D (-664) (-)
111

19279
94 160 1736444

5.40 5.50 5.60

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VX010560.D

  5.50

Ion 110.80 (110.50 to 111.50): VX010560.D
Ion 191.70 (191.40 to 192.40): VX010560.D

#36
1,1-Dichloropropene
Concen:    5.077 ug/l  
RT: 5.66 min  Scan# 739
Delta R.T.   -0.14 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 75 Resp:   16355
Ion  Ratio  Lower  Upper
 75  100
110   10.5   20.8   62.2#
 77    0.0   25.4   38.0#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 762 (5.799 min): VX010346.D (-752) (-)
75

117

39

9558 143

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

50

m/z-->

Abundance
168

99

137
118755537 207 293

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

50

m/z-->

Abundance Scan 739 (5.659 min): VX010560.D (-713) (-)
168

99

137
117755537 207 293

5.60 5.70 5.80

0

2000

4000

6000

8000

Time-->

Abundance Ion  74.90 (74.60 to 75.60): VX010560.D

  5.66

Ion 109.90 (109.60 to 110.60): VX010560.D
Ion  76.90 (76.60 to 77.60): VX010560.D
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#38
Carbon Tetrachloride
Concen:    6.505 ug/l  
RT: 5.66 min  Scan# 739
Delta R.T.   -0.13 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion:117 Resp:   22692
Ion  Ratio  Lower  Upper
117  100
119    5.4   78.2  117.4#
121    0.0   24.7   37.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 760 (5.787 min): VX010346.D (-749) (-)
117

75

47

95

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

50

m/z-->

Abundance
168

99

137
118755537 207 293

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

50

m/z-->

Abundance Scan 739 (5.659 min): VX010560.D (-711) (-)
168

99

137
117755537 207 293

5.60 5.70

0

2000

4000

6000

8000

10000

Time-->

Abundance Ion 116.80 (116.50 to 117.50): VX010560.D

  5.66

Ion 118.80 (118.50 to 119.50): VX010560.D
Ion 120.80 (120.50 to 121.50): VX010560.D

#43
Isopropyl Acetate
Concen:    2.714 ug/l  
RT: 6.45 min  Scan# 868
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 43 Resp:   14881
Ion  Ratio  Lower  Upper
 43  100
 61   23.5   17.8   26.6 
 87   18.5   13.0   19.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 868 (6.445 min): VX010346.D (-855) (-)
43

61
87

38 54 1018269 75

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance
43

61 87
38 56 68 73

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 868 (6.446 min): VX010560.D (-819) (-)
43

61 87
38 7155

6.35 6.40 6.45 6.50 6.55

0

2000

4000

6000

8000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010560.D

  6.45

Ion  61.00 (60.70 to 61.70): VX010560.D
Ion  87.00 (86.70 to 87.70): VX010560.D
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#48
Methyl methacrylate
Concen:    3.015 ug/l  
RT: 7.68 min  Scan# 1070
Delta R.T.   -0.09 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 41 Resp:    7684
Ion  Ratio  Lower  Upper
 41  100
 69    0.5   76.1  114.1#
 39    0.0   47.6   71.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1085 (7.768 min): VX010346.D (-1074) (-)
41 69

100

59 85
50 175

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
41

52 64 74 141

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1070 (7.677 min): VX010560.D (-1036) (-)
41

52 63 74 141

7.60 7.65 7.70 7.75

0

1000

2000

3000

4000

5000

Time-->

Abundance Ion  41.00 (40.70 to 41.70): VX010560.D

  7.68

Ion  69.00 (68.70 to 69.70): VX010560.D
Ion  39.00 (38.70 to 39.70): VX010560.D

#49
1,4-Dioxane
Concen:    0.259 ug/l  
RT: 7.72 min  Scan# 1077
Delta R.T.   -0.02 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 88 Resp:      19
Ion  Ratio  Lower  Upper
 88  100
 43    0.0   20.2   30.2#
 58  3963.2   49.5   74.3#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1080 (7.738 min): VX010346.D (-1073) (-)
88

58

43

69 100 118 172130

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
57

86

42
70 13296

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1077 (7.720 min): VX010560.D (-1031) (-)
57

86

42 70 96 132

7.70 7.71 7.72 7.73 7.74

0

100

200

300

400

500

Time-->

Abundance Ion  88.00 (87.70 to 88.70): VX010560.D

  7.72

Ion  43.00 (42.70 to 43.70): VX010560.D
Ion  58.00 (57.70 to 58.70): VX010560.D
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#50
Toluene-d8
Concen:   50.982 ug/l  
RT: 8.71 min  Scan# 1240
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 98 Resp:  483800
Ion  Ratio  Lower  Upper
 98  100
100   65.0   51.6   77.4 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1240 (8.713 min): VX010346.D (-1233) (-)
98

42 7054
82

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
98

42 7054
82 128 170

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1240 (8.714 min): VX010560.D (-1191) (-)
98

42 7054
82 128 170

8.60 8.70 8.80

0

100000

200000

300000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VX010560.D

  8.71

Ion 100.00 (99.70 to 100.70): VX010560.D

#51
4-Methyl-2-Pentanone
Concen:   24.419 ug/l  
RT: 8.62 min  Scan# 1224
Delta R.T.   -0.02 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 43 Resp:   85634
Ion  Ratio  Lower  Upper
 43  100
 58    8.4   33.5   50.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1228 (8.640 min): VX010346.D (-1219) (-)
43

58

85 100

69 207176114

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
57

43

75

101
86 116 147

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1224 (8.616 min): VX010560.D (-1179) (-)
57

43

75

101
86 115 147

8.50 8.55 8.60 8.65 8.70

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010560.D

  8.62

Ion  58.00 (57.70 to 58.70): VX010560.D
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#54
cis-1,3-Dichloropropene
Concen:   11.530 ug/l  
RT: 8.62 min  Scan# 1224
Delta R.T.   0.18 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 75 Resp:   46815
Ion  Ratio  Lower  Upper
 75  100
 77    0.6   25.2   37.8#
 39   25.6   34.5   51.7#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1194 (8.433 min): VX010346.D (-1186) (-)
75

39

110
49

8361 95

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

50

m/z-->

Abundance
57

43

75

101
8435 116 147

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

50

m/z-->

Abundance Scan 1224 (8.616 min): VX010560.D (-1145) (-)
57

43

75

101
84 115 14735

8.55 8.60 8.65 8.70

0

10000

20000

30000

40000

Time-->

Abundance Ion  74.90 (74.60 to 75.60): VX010560.D

  8.62

Ion  76.90 (76.60 to 77.60): VX010560.D
Ion  39.00 (38.70 to 39.70): VX010560.D

#57
1,3-Dichloropropane
Concen:    2.415 ug/l  
RT: 9.54 min  Scan# 1376
Delta R.T.   0.17 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 76 Resp:   10220
Ion  Ratio  Lower  Upper
 76  100
 78    0.7   26.1   39.1#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1348 (9.372 min): VX010346.D (-1339) (-)
76

41

49 63
11257 85 94 100

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
57

75

43
87

51 81 99 1146336 69

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1376 (9.543 min): VX010560.D (-1299) (-)
57

75

43
87

51 81 99 1146336 69

9.50 9.55 9.60

0

2000

4000

6000

8000

Time-->

Abundance Ion  75.90 (75.60 to 76.60): VX010560.D

  9.54

Ion  77.90 (77.60 to 78.60): VX010560.D
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#59
2-Hexanone
Concen:    4.537 ug/l  
RT: 9.44 min  Scan# 1359
Delta R.T.   -0.05 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 43 Resp:   12523
Ion  Ratio  Lower  Upper
 43  100
 58    0.0   29.0   87.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1367 (9.487 min): VX010346.D (-1360) (-)
43

58

1008571
153

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
43

71

114
55 88 100 229

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1359 (9.439 min): VX010560.D (-1318) (-)
43

71

114
8856 100 229

9.40 9.45 9.50

0

5000

10000

15000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010560.D

  9.44

Ion  58.00 (57.70 to 58.70): VX010560.D

#62
4-Bromofluorobenzene
Concen:   47.369 ug/l  
RT: 11.13 min  Scan# 1637
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 95 Resp:  162288
Ion  Ratio  Lower  Upper
 95  100
174   95.2    0.0  187.6 
176   92.1    0.0  184.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1637 (11.134 min): VX010346.D (-1631) (-)
95 174

75

50
37 62 119130141152 200106

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
95 174

75

50
37 62 119 143106 130 154

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1637 (11.134 min): VX010560.D (-1588) (-)
95 174

75

50
37 62 119 143106 130 154

11.10 11.20

0

50000

100000

150000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VX010560.D

 11.13

Ion 173.80 (173.50 to 174.50): VX010560.D
Ion 175.80 (175.50 to 176.50): VX010560.D
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#63
Chlorobenzene-d5
Concen:   50.000 ug/l  
RT: 10.11 min  Scan# 1469
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion:117 Resp:  372912
Ion  Ratio  Lower  Upper
117  100
 82   51.8   41.2   61.8 
119   32.2   25.5   38.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1469 (10.109 min): VX010346.D (-1462) (-)
117

82

54
40 66 99

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
117

82

54
40 9966 203

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1469 (10.110 min): VX010560.D (-1420) (-)
117

82

54
40 9966 203

10.00 10.10 10.20

0

100000

200000

300000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VX010560.D

 10.11

Ion  82.00 (81.70 to 82.70): VX010560.D
Ion 118.90 (118.60 to 119.60): VX010560.D

#72
1,4-Dichlorobenzene-d4
Concen:   50.000 ug/l  
RT: 12.08 min  Scan# 1792
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion:152 Resp:  171169
Ion  Ratio  Lower  Upper
152  100
115   55.1   38.6  115.7 
150  158.8    0.0  347.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1792 (12.078 min): VX010346.D (-1785) (-)
150

115

7852
1349138 63 103 124

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): VX010560.D (-1743) (-)
150

115
7852

40 8763 99 107 124132

12.00 12.05 12.10 12.15

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VX010560.D

 12.08

Ion 114.90 (114.60 to 115.60): VX010560.D
Ion 149.90 (149.60 to 150.60): VX010560.D
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#74
N-amyl acetate
Concen:    3.045 ug/l  
RT: 10.69 min  Scan# 1564
Delta R.T.   -0.21 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 43 Resp:   13352
Ion  Ratio  Lower  Upper
 43  100
 70    4.1   36.6   54.8#
 55    6.1   18.7   28.1#
 61   12.3   20.6   31.0#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1598 (10.896 min): VX010346.D (-1587) (-)
43

70

8757 101115129 252

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

50

m/z-->

Abundance
71

43 89

10257 130 176

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

50

m/z-->

Abundance Scan 1564 (10.689 min): VX010560.D (-1549) (-)
71

43 89

10257 130 176

10.70 10.80
0

5000

10000

15000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010560.D

 10.69

Ion  70.00 (69.70 to 70.70): VX010560.D
Ion  55.00 (54.70 to 55.70): VX010560.D
Ion  61.00 (60.70 to 61.70): VX010560.D

#76
1,2,3-Trichloropropane
Concen:   24.765 ug/l  
RT: 11.13 min  Scan# 1637
Delta R.T.   -0.16 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 75 Resp:   77245
Ion  Ratio  Lower  Upper
 75  100
 77    1.2   22.6   67.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1663 (11.292 min): VX010346.D (-1659) (-)
75

110

39 49
9961

89 126 146

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
95 174

75

50
37 62 119 143106 129 15486

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1637 (11.134 min): VX010560.D (-1614) (-)
95 174

75

50
6237 117 141106 12886 153

11.10 11.20

0

20000

40000

60000

Time-->

Abundance Ion  74.90 (74.60 to 75.60): VX010560.D

 11.13

Ion  77.00 (76.70 to 77.70): VX010560.D
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#80
1,3,5-Trimethylbenzene
Concen:    0.976 ug/l  
RT: 11.51 min  Scan# 1698
Delta R.T.   0.00 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion:105 Resp:    9337
Ion  Ratio  Lower  Upper
105  100
120   49.4   25.2   75.6 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1698 (11.505 min): VX010346.D (-1692) (-)
105

91

120

63 7739 51
129

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
105

120

917739 51 63 155 170139

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1698 (11.506 min): VX010560.D (-1649) (-)
105

120

9177
5839 155 17047 13966

11.45 11.50 11.55

0

2000

4000

6000

8000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VX010560.D

 11.51

Ion 120.00 (119.70 to 120.70): VX010560.D

#81
trans-1,4-Dichloro-2-butene
Concen:   57.774 ug/l  
RT: 11.13 min  Scan# 1637
Delta R.T.   0.06 min
Lab File:   VX010560.D
Acq: 29 Jun 2019  01:54    

Tgt Ion: 75 Resp:   77245
Ion  Ratio  Lower  Upper
 75  100
 53    0.0   66.1   99.1#
 89    0.2   37.8   56.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1627 (11.073 min): VX010346.D (-1622) (-)
8875

53

39

64
124 20799 111

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
95 174

75

50
37 62 119 143106 130 154

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1637 (11.134 min): VX010560.D (-1578) (-)
95 174

75

50
37 61 141119106 130 152

11.10 11.20

0

20000

40000

60000

80000

Time-->

Abundance Ion  74.90 (74.60 to 75.60): VX010560.D

 11.13

Ion  53.00 (52.70 to 53.70): VX010560.D
Ion  88.90 (88.60 to 89.60): VX010560.D
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