
                              Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062719\
  Data File : VX010521.D                                          
  Acq On    : 28 Jun 2019  05:44
  Operator  : JC/SP
  Sample    : K3529-01
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 52   Sample Multiplier: 1
 
  Quant Time: Jun 28 08:26:52 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   244465    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          6.86  114   373958    50.00 ug/l    0.00
    63) Chlorobenzene-d5            10.11  117   342150    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      12.08  152   170110    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        6.06   65   116652    50.89 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  101.78%
    35) Dibromofluoromethane         5.50  113   112973    49.38 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   98.76%
    50) Toluene-d8                   8.71   98   445496    50.89 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  101.78%
    62) 4-Bromofluorobenzene        11.13   95   152482    48.25 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   96.50%
 
   Target Compounds                                                   Qvalue
    16) Acetone                      2.44   43   110006    95.763 ug/l      99
    18) Methyl Acetate               2.78   43     2915     1.273 ug/l #    86
    20) Methylene Chloride           2.85   84   686161   290.251 ug/l      99
    25) 2-Butanone                   4.67   43    49397    29.315 ug/l      99
    29) Tetrahydrofuran              5.14   42     6908     6.619 ug/l #    43
    43) Isopropyl Acetate            6.45   43     8098     1.601 ug/l      95
    51) 4-Methyl-2-Pentanone         8.64   43    67057    20.729 ug/l #    77
    52) Toluene                      8.78   92     8283     1.359 ug/l      96
    86) p-Isopropyltoluene          12.06  119    74615     7.201 ug/l      98
    95) Naphthalene                 13.83  128    14379     1.208 ug/l #    94
   --------------------------------------------------------------------------
 
   (#) = 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:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion:168 Resp:  244465
Ion  Ratio  Lower  Upper
168  100
 99   45.4   35.5   53.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

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

99

137
117 1497561 8646

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
168

99

137
14911779685637 203

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 740 (5.665 min): VX010521.D (-691) (-)
168

99

137
1491187561 8637 20348

5.50 5.60 5.70 5.80

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 167.90 (167.60 to 168.60): VX010521.D

  5.67

Ion  98.90 (98.60 to 99.60): VX010521.D

#16
Acetone
Concen:   95.763 ug/l  
RT: 2.44 min  Scan# 211
Delta R.T.   -0.01 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 43 Resp:  110006
Ion  Ratio  Lower  Upper
 43  100
 58   36.5   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
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m/z-->

Abundance
43

58

80 9168
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m/z-->

Abundance Scan 211 (2.440 min): VX010521.D (-163) (-)
43

58

71

2.35 2.40 2.45 2.50 2.55

0

20000

40000

60000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010521.D

  2.44

Ion  58.00 (57.70 to 58.70): VX010521.D
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#18
Methyl Acetate
Concen:    1.273 ug/l  
RT: 2.78 min  Scan# 266
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 43 Resp:    2915
Ion  Ratio  Lower  Upper
 43  100
 74   33.7   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

74

59
126 1398851

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

50

m/z-->

Abundance
43

74
59

36 51 90 103 124

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

50

m/z-->

Abundance Scan 266 (2.775 min): VX010521.D (-217) (-)
74

59

41

90 103 124
51

2.75 2.80

0

500

1000

1500

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010521.D

  2.78

Ion  74.00 (73.70 to 74.70): VX010521.D

#20
Methylene Chloride
Concen:  290.251 ug/l  
RT: 2.85 min  Scan# 279
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 84 Resp:  686161
Ion  Ratio  Lower  Upper
 84  100
 49  109.2   87.5  131.3 
 51   33.8   27.7   41.5 
 86   64.6   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 84

37 7058 100

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

50

m/z-->

Abundance Scan 279 (2.855 min): VX010521.D (-230) (-)
49 84

37 70 10059

2.70 2.80 2.90 3.00
0

100000

200000

300000

400000
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600000

Time-->

Abundance Ion  83.90 (83.60 to 84.60): VX010521.D

  2.85

Ion  48.90 (48.60 to 49.60): VX010521.D
Ion  50.90 (50.60 to 51.60): VX010521.D
Ion  85.90 (85.60 to 86.60): VX010521.D
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#25
2-Butanone
Concen:   29.315 ug/l  
RT: 4.67 min  Scan# 577
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 43 Resp:   49397
Ion  Ratio  Lower  Upper
 43  100
 72   29.9   23.3   34.9 

Ref

Raw

Sub

30 35 40 45 50 55 60 65 70 75 80 85
0

50

m/z-->

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

72

57
7553 695035 65

30 35 40 45 50 55 60 65 70 75 80 85
0

50

m/z-->

Abundance
43

72

57 7539 5036 5346 59 68

30 35 40 45 50 55 60 65 70 75 80 85
0

50

m/z-->

Abundance Scan 577 (4.671 min): VX010521.D (-528) (-)
43

72

57 7539 46 49 595335 68

4.60 4.70 4.80

0
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15000
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010521.D

  4.67

Ion  72.00 (71.70 to 72.70): VX010521.D

#29
Tetrahydrofuran
Concen:    6.619 ug/l  
RT: 5.14 min  Scan# 654
Delta R.T.   0.01 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 42 Resp:    6908
Ion  Ratio  Lower  Upper
 42  100
 72    7.3   40.6   60.8#
 71   12.8   37.8   56.8#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

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

72

6453 104

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
45

59

39 72
51 80 87 98 11965

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 654 (5.141 min): VX010521.D (-603) (-)
45

59

39 72
53 82 98 11965
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Time-->

Abundance Ion  42.00 (41.70 to 42.70): VX010521.D

  5.14

Ion  72.00 (71.70 to 72.70): VX010521.D
Ion  71.00 (70.70 to 71.70): VX010521.D
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#33
1,2-Dichloroethane-d4
Concen:   50.893 ug/l  
RT: 6.06 min  Scan# 805
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 65 Resp:  116652
Ion  Ratio  Lower  Upper
 65  100
 67   53.7    0.0  110.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

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

51
102

37 79 88 9459 7342

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
65

51

102

37 44 78 84 967259

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 805 (6.061 min): VX010521.D (-756) (-)
65

51

102

37 78 8444 967259

5.90 6.00 6.10 6.20

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  64.90 (64.60 to 65.60): VX010521.D

  6.06

Ion  66.90 (66.60 to 67.60): VX010521.D

#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 6.86 min  Scan# 936
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion:114 Resp:  373958
Ion  Ratio  Lower  Upper
114  100
 63   16.7    0.0   33.8 
 88   14.4    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 75 948137 6944 100

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 936 (6.860 min): VX010521.D (-887) (-)
114

63 88
57 7550 948137 6944 100

6.70 6.80 6.90 7.00

0

50000

100000

150000

200000

Time-->

Abundance Ion 113.90 (113.60 to 114.60): VX010521.D

  6.86

Ion  63.00 (62.70 to 63.70): VX010521.D
Ion  87.90 (87.60 to 88.60): VX010521.D
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#35
Dibromofluoromethane
Concen:   49.376 ug/l  
RT: 5.50 min  Scan# 713
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion:113 Resp:  112973
Ion  Ratio  Lower  Upper
113  100
111  103.0   81.2  121.8 
192   23.6   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

19281
93 160 17544 59 71

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 713 (5.501 min): VX010521.D (-664) (-)
113

19279
93 160 17546 6336

5.40 5.50 5.60

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VX010521.D

  5.50

Ion 110.80 (110.50 to 111.50): VX010521.D
Ion 191.70 (191.40 to 192.40): VX010521.D

#43
Isopropyl Acetate
Concen:    1.601 ug/l  
RT: 6.45 min  Scan# 868
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 43 Resp:    8098
Ion  Ratio  Lower  Upper
 43  100
 61   20.2   17.8   26.6 
 87   13.3   13.0   19.4 

Ref

Raw

Sub

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

50

m/z-->

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

61
87

54 1016936 77

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

50

m/z-->

Abundance
43

61
87

715036 137

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

50

m/z-->

Abundance Scan 868 (6.446 min): VX010521.D (-819) (-)
43

61
87

71 13753

6.35 6.40 6.45 6.50 6.55

0

1000

2000

3000

4000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010521.D

  6.45

Ion  61.00 (60.70 to 61.70): VX010521.D
Ion  87.00 (86.70 to 87.70): VX010521.D
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#50
Toluene-d8
Concen:   50.894 ug/l  
RT: 8.71 min  Scan# 1240
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 98 Resp:  445496
Ion  Ratio  Lower  Upper
 98  100
100   64.1   51.6   77.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

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

42 705448 64 76 825937 87 92

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance
98

7042 54 6448 76 8236 59 87 92

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1240 (8.713 min): VX010521.D (-1191) (-)
98

7042 54 6448 76 8236 59 87 92

8.60 8.70 8.80

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VX010521.D

  8.71

Ion 100.00 (99.70 to 100.70): VX010521.D

#51
4-Methyl-2-Pentanone
Concen:   20.729 ug/l  
RT: 8.64 min  Scan# 1228
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 43 Resp:   67057
Ion  Ratio  Lower  Upper
 43  100
 58   56.4   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
43

58

85 100

69 115

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1228 (8.640 min): VX010521.D (-1179) (-)
43

58

85 100

69 115

8.65 8.70

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX010521.D

  8.64

Ion  58.00 (57.70 to 58.70): VX010521.D
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#52
Toluene
Concen:    1.359 ug/l  
RT: 8.78 min  Scan# 1251
Delta R.T.   -0.01 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 92 Resp:    8283
Ion  Ratio  Lower  Upper
 92  100
 91  180.0  139.8  209.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1252 (8.786 min): VX010346.D (-1244) (-)
91

6539 5145 8674 7958 100

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance
91

39 6551 57 10044 8270 77

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1251 (8.780 min): VX010521.D (-1203) (-)
91

39 65 10051 57 8274

8.75 8.80 8.85

0

2000

4000

6000

8000

10000

Time-->

Abundance Ion  92.00 (91.70 to 92.70): VX010521.D

  8.78

Ion  91.00 (90.70 to 91.70): VX010521.D

#62
4-Bromofluorobenzene
Concen:   48.250 ug/l  
RT: 11.13 min  Scan# 1637
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion: 95 Resp:  152482
Ion  Ratio  Lower  Upper
 95  100
174   96.8    0.0  187.6 
176   95.3    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
6238 119106 143131 154

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1637 (11.134 min): VX010521.D (-1588) (-)
95 174

75

50
6237 117 143106 129 154

11.10 11.20

0

50000

100000

150000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VX010521.D

 11.13

Ion 173.80 (173.50 to 174.50): VX010521.D
Ion 175.80 (175.50 to 176.50): VX010521.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:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion:117 Resp:  342150
Ion  Ratio  Lower  Upper
117  100
 82   50.2   41.2   61.8 
119   31.7   25.5   38.3 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

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

82

54
40 7661 89 9968 11146

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
117

82

54
40 7661 89 99 1116846

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1469 (10.110 min): VX010521.D (-1420) (-)
117

82

54
40 7661 89 99 1116846

10.00 10.10 10.20

0

100000

200000

300000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VX010521.D

 10.11

Ion  82.00 (81.70 to 82.70): VX010521.D
Ion 118.90 (118.60 to 119.60): VX010521.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:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion:152 Resp:  170110
Ion  Ratio  Lower  Upper
152  100
115   56.2   38.6  115.7 
150  156.5    0.0  347.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

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

115

7852
1349138 63 103

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
150

115
7852

40 8963 13499 179

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1792 (12.079 min): VX010521.D (-1743) (-)
150

115
7852

40 89 13462 99 179

12.00 12.10

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VX010521.D

 12.08

Ion 114.90 (114.60 to 115.60): VX010521.D
Ion 149.90 (149.60 to 150.60): VX010521.D
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#86
p-Isopropyltoluene
Concen:    7.201 ug/l  
RT: 12.06 min  Scan# 1789
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion:119 Resp:   74615
Ion  Ratio  Lower  Upper
119  100
134   28.4   13.7   41.1 
 91   23.2   11.3   33.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1789 (12.060 min): VX010346.D (-1779) (-)
119

13491

77 15065 10339 51

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
119

150

13491
785239 65 103 177

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1789 (12.060 min): VX010521.D (-1740) (-)
119

150

13491
7852

39 65 103 177

12.00 12.05 12.10

0

20000

40000

60000

80000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VX010521.D

 12.06

Ion 134.00 (133.70 to 134.70): VX010521.D
Ion  91.00 (90.70 to 91.70): VX010521.D

#95
Naphthalene
Concen:    1.208 ug/l  
RT: 13.83 min  Scan# 2080
Delta R.T.   0.00 min
Lab File:   VX010521.D
Acq: 28 Jun 2019  05:44    

Tgt Ion:128 Resp:   14379
Ion  Ratio  Lower  Upper
128  100
127   14.2   10.2   15.4 
129   14.8    8.9   13.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2080 (13.834 min): VX010346.D (-2072) (-)
128

10264 8638 281

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

50

m/z-->

Abundance
128

55
71

39 97 112 149 166 207

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

50

m/z-->

Abundance Scan 2080 (13.834 min): VX010521.D (-2031) (-)
128

1027151 87 207163 17936

13.80 13.85 13.90

0

5000

10000

15000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): VX010521.D

 13.83

Ion 127.00 (126.70 to 127.70): VX010521.D
Ion 129.00 (128.70 to 129.70): VX010521.D
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