
                                        Quantitation Report    (Not Reviewed)

 

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\

  Data File : VU045556.D                                          

  Acq On    : 05 Nov 2021  14:19

  Operator  : SY/MD

  Sample    : VU1105MBL01

  Misc      : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

  ALS Vial  : 13   Sample Multiplier: 1

 

  Quant Time: Nov 05 15:11:30 2021

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M

  Quant Title  : SW846 8260

  QLast Update : Fri Nov 05 13:35:16 2021

  Response via : Initial Calibration

 

          Compound                   R.T. QIon  Response  Conc Units Dev(Min)

   --------------------------------------------------------------------------

   Internal Standards

     1) Pentafluorobenzene          5.378  168   133827    50.00 ug/l     0.00

    34) 1,4-Difluorobenzene         6.253  114   250078    50.00 ug/l     0.00

    63) Chlorobenzene-d5            9.420  117   247566    50.00 ug/l     0.00

    72) 1,4-Dichlorobenzene-d4     11.815  152   118014    50.00 ug/l     0.00

 

   System Monitoring Compounds                                        

    33) 1,2-Dichloroethane-d4       5.706   65   106980    53.38 ug/l    0.00  

     Spiked Amount     50.000   Range  78 - 117    Recovery   =  106.76% 

    35) Dibromofluoromethane        5.295  113    84757    50.76 ug/l    0.00  

     Spiked Amount     50.000   Range  75 - 124    Recovery   =  101.52% 

    50) Toluene-d8                  7.902   98   327141    52.69 ug/l    0.00  

     Spiked Amount     50.000   Range  92 - 112    Recovery   =  105.38% 

    62) 4-Bromofluorobenzene       10.635   95   120202    48.28 ug/l    0.00  

     Spiked Amount     50.000   Range  83 - 123    Recovery   =   96.56% 

 

   Target Compounds                                                   Qvalue

    10) Methyl Iodide               2.726  142      580     0.30 ug/l #    79

    15) Acrylonitrile               3.317   53      612     0.58 ug/l #    71

    16) Acetone                     2.626   43      883     0.87 ug/l #    84

    17) Carbon Disulfide            2.797   76     2742     0.66 ug/l      99

    20) Methylene Chloride          3.047   84      454     0.26 ug/l #    84

    21) trans-1,2-Dichloroethene    3.359   96      327     0.21 ug/l      87

    25) 2-Butanone                  4.723   43      405     0.29 ug/l #    47

    29) Tetrahydrofuran             5.067   42      222     0.26 ug/l #    30

    31) Cyclohexane                 5.375   56     2940     1.01 ug/l #     1

    36) 1,1-Dichloropropene         5.378   75    11754     4.82 ug/l #    50

    38) Carbon Tetrachloride        5.378  117    14075     5.73 ug/l #    15

    51) 4-Methyl-2-Pentanone        7.796   43      947     0.34 ug/l      94

    56) Ethyl methacrylate          8.337   69      155     2.47 ug/l #    50

    59) 2-Hexanone                  8.690   43     1251     8.03 ug/l      90

    71) Bromoform                  10.298  173       64     3.12 ug/l #    29

    76) 1,2,3-Trichloropropane     10.635   75    62564    17.48 ug/l #    42

    77) Bromobenzene               10.787  156      435     0.23 ug/l      80

    81) trans-1,4-Dichloro-2-b...  10.635   75    62564    56.83 ug/l #    12

    82) 4-Chlorotoluene            11.105   91     1642     0.25 ug/l      93

    87) 1,3-Dichlorobenzene        11.751  146     1325     0.35 ug/l      96

    88) 1,4-Dichlorobenzene        11.751  146     1325     0.35 ug/l      97

    89) n-Butylbenzene             12.214   91     2172     0.32 ug/l      97

    91) 1,2-Dichlorobenzene        12.217  146     1125     0.31 ug/l      87

    93) 1,2,4-Trichlorobenzene     13.844  180     1883     0.74 ug/l      98

    94) Hexachlorobutadiene        14.024  225      612     0.56 ug/l      84

    95) Naphthalene                14.092  128     6007     1.64 ug/l      97

    96) 1,2,3-Trichlorobenzene     14.336  180     1661     0.66 ug/l      98

   --------------------------------------------------------------------------

 

   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\

  Data File : VU045556.D                                          
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  Operator  : SY/MD

  Sample    : VU1105MBL01

  Misc      : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

  ALS Vial  : 13   Sample Multiplier: 1
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  Response via : Initial Calibration
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Abundance TIC: VU045556.D\data.ms
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#1

Pentafluorobenzene

Concen:   50.00 ug/l  

RT:   5.378 min  Scan# 1256

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:168 Resp:  133827

Ion  Ratio  Lower  Upper

168  100

 99   64.1   51.0   76.6 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU045552.D\data.ms (-1239) (-)
168.1

56.1
84.0

137.0
118.0

38.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1256 (5.378 min): VU045556.D\data.ms
168.1

99.0

137.0
117.075.0

55.037.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1256 (5.378 min): VU045556.D\data.ms (-1162) (-)
168.1

99.0

137.0
117.075.0

55.037.0
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0

20000

40000

60000

Time-->

Abundance

 5.378

#10

Methyl Iodide

Concen:    0.30 ug/l  

RT:   2.726 min  Scan# 431

Delta R.T.  -0.000 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:142 Resp:     580

Ion  Ratio  Lower  Upper

142  100

127   29.8   32.2   48.2#

141    0.0   11.3   16.9#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 431 (2.726 min): VU045552.D\data.ms (-417) (-)
142.0

126.9

63.4

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 431 (2.726 min): VU045556.D\data.ms
142.0

43.9

126.8

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 431 (2.726 min): VU045556.D\data.ms (-338) (-)
142.0

126.8

39.8

2.70 2.75

0

100

200

300

Time-->

Abundance

 2.726
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#15

Acrylonitrile

Concen:    0.58 ug/l  

RT:   3.317 min  Scan# 615

Delta R.T.  0.006 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 53 Resp:     612

Ion  Ratio  Lower  Upper

 53  100

 52   65.4   66.6  100.0#

 51    6.9   28.4   42.6#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 613 (3.311 min): VU045552.D\data.ms (-599) (-)
53.0

38.0
61.044.0 73.1

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

50

m/z-->

Abundance Scan 615 (3.317 min): VU045556.D\data.ms
53.0

43.9

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

50

m/z-->

Abundance Scan 615 (3.317 min): VU045556.D\data.ms (-520) (-)
53.0

39.8

3.30 3.35

0

100

200

300

Time-->

Abundance

 3.317

#16

Acetone

Concen:    0.87 ug/l  

RT:   2.626 min  Scan# 400

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 43 Resp:     883

Ion  Ratio  Lower  Upper

 43  100

 58   23.6   26.2   39.2#

Ref

Raw

Sub

30 35 40 45 50 55 60 65
0

50

m/z-->

Abundance Scan 399 (2.623 min): VU045552.D\data.ms (-377) (-)
43.0

58.0

39.0 51.9

30 35 40 45 50 55 60 65
0

50

m/z-->

Abundance Scan 400 (2.626 min): VU045556.D\data.ms
42.9

58.0

30 35 40 45 50 55 60 65
0

50

m/z-->

Abundance Scan 400 (2.626 min): VU045556.D\data.ms (-306) (-)
42.9

58.0

2.60 2.65

0

100

200

300

400

500

Time-->

Abundance

 2.626
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#17

Carbon Disulfide

Concen:    0.66 ug/l  

RT:   2.797 min  Scan# 453

Delta R.T.  -0.000 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 76 Resp:    2742

Ion  Ratio  Lower  Upper

 76  100

 78    9.5    7.3   10.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 453 (2.797 min): VU045552.D\data.ms (-438) (-)
75.9

44.0
38.0 63.958.0

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

50

m/z-->

Abundance Scan 453 (2.797 min): VU045556.D\data.ms
75.9

43.9

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

50

m/z-->

Abundance Scan 453 (2.797 min): VU045556.D\data.ms (-360) (-)
75.9

2.75 2.80 2.85

0

500

1000

1500

Time-->

Abundance

 2.797

#20

Methylene Chloride

Concen:    0.26 ug/l  

RT:   3.047 min  Scan# 531

Delta R.T.  -0.000 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 84 Resp:     454

Ion  Ratio  Lower  Upper

 84  100

 49  105.2   96.4  144.6 

 51   34.0   30.5   45.7 

 86   43.7   50.3   75.5#

Ref

Raw

Sub

30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

50

m/z-->

Abundance Scan 531 (3.047 min): VU045552.D\data.ms (-517) (-)
49.0

84.0

36.9 69.9

30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

50

m/z-->

Abundance Scan 531 (3.047 min): VU045556.D\data.ms
48.9 83.9

30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

50

m/z-->

Abundance Scan 531 (3.047 min): VU045556.D\data.ms (-438) (-)
48.9 83.9

3.05

0

100

200

300

Time-->

Abundance

 3.047
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#21

trans-1,2-Dichloroethene

Concen:    0.21 ug/l  

RT:   3.359 min  Scan# 628

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 96 Resp:     327

Ion  Ratio  Lower  Upper

 96  100

 61  127.2  118.2  177.4 

 98   68.1   52.1   78.1 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 627 (3.356 min): VU045552.D\data.ms (-612) (-)
73.1

61.0

96.0

41.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 628 (3.359 min): VU045556.D\data.ms
60.9

95.9

43.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 628 (3.359 min): VU045556.D\data.ms (-534) (-)
60.9

95.9

3.32 3.34 3.36 3.38

0

50

100

150

200

250

Time-->

Abundance

 3.359

#25

2-Butanone

Concen:    0.29 ug/l  

RT:   4.723 min  Scan# 1052

Delta R.T.  0.022 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 43 Resp:     405

Ion  Ratio  Lower  Upper

 43  100

 72    0.0   22.0   33.0#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1045 (4.700 min): VU045552.D\data.ms (-1021) (-)
43.0

72.1

57.0 96.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1052 (4.723 min): VU045556.D\data.ms
42.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1052 (4.723 min): VU045556.D\data.ms (-952) (-)
42.9

4.70 4.75

0

50

100

150

200

250

Time-->

Abundance

 4.723
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#29

Tetrahydrofuran

Concen:    0.26 ug/l  

RT:   5.067 min  Scan# 1159

Delta R.T.  0.019 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 42 Resp:     222

Ion  Ratio  Lower  Upper

 42  100

 72    0.0   38.2   57.4#

 71    0.0   35.4   53.2#

Ref

Raw

Sub

30 35 40 45 50 55 60 65 70 75 80 85 90
0

50

m/z-->

Abundance Scan 1153 (5.047 min): VU045552.D\data.ms (-1138) (-)
42.0

72.1

82.953.0

30 35 40 45 50 55 60 65 70 75 80 85 90
0

50

m/z-->

Abundance Scan 1159 (5.067 min): VU045556.D\data.ms
41.9

30 35 40 45 50 55 60 65 70 75 80 85 90
0

50

m/z-->

Abundance Scan 1159 (5.067 min): VU045556.D\data.ms (-1060) (-)
41.9

5.04 5.06 5.08 5.10

0

50

100

150

Time-->

Abundance

 5.067

#31

Cyclohexane

Concen:    1.01 ug/l  

RT:   5.375 min  Scan# 1255

Delta R.T.  -0.016 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 56 Resp:    2940

Ion  Ratio  Lower  Upper

 56  100

 69  201.0   26.4   39.6#

 84  136.3   68.4  102.6#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1260 (5.391 min): VU045552.D\data.ms (-1242) (-)
56.1 84.0

168.1

137.0118.038.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU045556.D\data.ms
168.1

99.0

137.0
117.075.0

56.037.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU045556.D\data.ms (-1167) (-)
168.1

99.0

137.0
117.075.0

56.037.0

5.35 5.40

0

1000

2000

Time-->

Abundance

 5.375
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#33

1,2-Dichloroethane-d4

Concen:   53.38 ug/l  

RT:   5.706 min  Scan# 1358

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 65 Resp:  106980

Ion  Ratio  Lower  Upper

 65  100

 67   52.5    0.0  105.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1357 (5.703 min): VU045552.D\data.ms (-1342) (-)
65.0

51.0

102.0

36.9 84.0

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1358 (5.706 min): VU045556.D\data.ms
65.0

51.0

102.0

36.9 83.9

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1358 (5.706 min): VU045556.D\data.ms (-1264) (-)
65.0

51.0

102.0

36.9

5.60 5.70 5.80

0

10000

20000

30000

40000

50000

Time-->

Abundance

 5.706

#34

1,4-Difluorobenzene

Concen:   50.00 ug/l  

RT:   6.253 min  Scan# 1528

Delta R.T.  0.000 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:114 Resp:  250078

Ion  Ratio  Lower  Upper

114  100

 63   21.8    0.0   45.6 

 88   17.2    0.0   33.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1528 (6.253 min): VU045552.D\data.ms (-1512) (-)
114.1

63.0
88.0

50.0 75.037.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1528 (6.253 min): VU045556.D\data.ms
114.1

63.0 88.0
50.0 75.037.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1528 (6.253 min): VU045556.D\data.ms (-1435) (-)
114.1

63.0 88.0
50.0 75.037.0

6.20 6.25 6.30

0

50000

100000

Time-->

Abundance

 6.253
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#35

Dibromofluoromethane

Concen:   50.76 ug/l  

RT:   5.295 min  Scan# 1230

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:113 Resp:   84757

Ion  Ratio  Lower  Upper

113  100

111  102.3   82.8  124.2 

192   18.3   14.8   22.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1229 (5.292 min): VU045552.D\data.ms (-1213) (-)
110.9

78.9 191.9

159.836.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1230 (5.295 min): VU045556.D\data.ms
110.9

80.9 191.9

159.943.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1230 (5.295 min): VU045556.D\data.ms (-1136) (-)
110.9

80.9 191.9

159.9

5.20 5.30

0

10000

20000

30000

40000

Time-->

Abundance

 5.295

#36

1,1-Dichloropropene

Concen:    4.82 ug/l  

RT:   5.378 min  Scan# 1256

Delta R.T.  -0.151 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 75 Resp:   11754

Ion  Ratio  Lower  Upper

 75  100

110    7.9   16.7   50.0#

 77    0.0   25.0   37.4#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1303 (5.530 min): VU045552.D\data.ms (-1288) (-)
75.0 116.9

39.0

96.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1256 (5.378 min): VU045556.D\data.ms
168.1

99.0

137.0
117.075.0

55.037.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1256 (5.378 min): VU045556.D\data.ms (-1210) (-)
168.1

99.0

137.0
117.075.0

55.037.0

5.30 5.35 5.40 5.45

0

1000

2000

3000

4000

5000

Time-->

Abundance

 5.378
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#38

Carbon Tetrachloride

Concen:    5.73 ug/l  

RT:   5.378 min  Scan# 1256

Delta R.T.  -0.151 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:117 Resp:   14075

Ion  Ratio  Lower  Upper

117  100

119    4.0   77.4  116.0#

121    0.0   24.8   37.2#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1303 (5.530 min): VU045552.D\data.ms (-1283) (-)
75.0 116.9

39.0

94.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1256 (5.378 min): VU045556.D\data.ms
168.1

99.0

137.0
117.075.0

55.037.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1256 (5.378 min): VU045556.D\data.ms (-1210) (-)
168.1

99.0

137.0
117.075.0

55.037.0

5.30 5.35 5.40 5.45

0

2000

4000

6000

Time-->

Abundance

 5.378

#50

Toluene-d8

Concen:   52.69 ug/l  

RT:   7.902 min  Scan# 2041

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 98 Resp:  327141

Ion  Ratio  Lower  Upper

 98  100

100   66.2   52.5   78.7 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2040 (7.899 min): VU045552.D\data.ms (-2026) (-)
98.1

70.142.0 54.0
82.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2041 (7.902 min): VU045556.D\data.ms
98.1

70.142.0 54.0
82.1

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2041 (7.902 min): VU045556.D\data.ms (-1947) (-)
98.1

70.142.0 54.0
82.1

7.80 7.90 8.00

0

50000

100000

150000

Time-->

Abundance

 7.902
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#51

4-Methyl-2-Pentanone

Concen:    0.34 ug/l  

RT:   7.796 min  Scan# 2008

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 43 Resp:     947

Ion  Ratio  Lower  Upper

 43  100

 58   38.4   33.8   50.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2007 (7.793 min): VU045552.D\data.ms (-1991) (-)
43.0

58.0

85.1 100.1

72.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2008 (7.796 min): VU045556.D\data.ms
43.0

58.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2008 (7.796 min): VU045556.D\data.ms (-1914) (-)
43.0

58.0

7.75 7.80

0

100

200

300

400

500

Time-->

Abundance

 7.796

#56

Ethyl methacrylate

Concen:    2.47 ug/l  

RT:   8.337 min  Scan# 2176

Delta R.T.  0.004 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 69 Resp:     155

Ion  Ratio  Lower  Upper

 69  100

 41   27.7   51.0   76.4#

 39    0.0   26.6   39.8#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2175 (8.333 min): VU045552.D\data.ms (-2162) (-)
69.0

41.0

99.186.0
114.155.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2176 (8.337 min): VU045556.D\data.ms
69.143.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2176 (8.337 min): VU045556.D\data.ms (-2082) (-)
69.1

40.9

8.32 8.34

0

50

100

150

Time-->

Abundance

 8.337
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#59

2-Hexanone

Concen:    8.03 ug/l  

RT:   8.690 min  Scan# 2286

Delta R.T.  0.006 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 43 Resp:    1251

Ion  Ratio  Lower  Upper

 43  100

 58   51.7   29.5   88.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2284 (8.684 min): VU045552.D\data.ms (-2269) (-)
43.0

58.0

100.185.171.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2286 (8.690 min): VU045556.D\data.ms
43.0

58.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2286 (8.690 min): VU045556.D\data.ms (-2191) (-)
43.0

58.0

8.65 8.70

0

200

400

600

Time-->

Abundance

 8.690

#62

4-Bromofluorobenzene

Concen:   48.28 ug/l  

RT:  10.635 min  Scan# 2891

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 95 Resp:  120202

Ion  Ratio  Lower  Upper

 95  100

174   75.9    0.0  141.8 

176   71.9    0.0  138.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2890 (10.632 min): VU045552.D\data.ms (-2878) (-)
95.0

174.0

75.0

50.0

140.9116.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045556.D\data.ms
95.0

174.0

75.0

50.0

116.9 140.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045556.D\data.ms (-2797) (-)
95.0

174.0

75.0

50.0

116.9 140.9

10.60 10.70

0

20000

40000

60000

Time-->

Abundance

10.635
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#63

Chlorobenzene-d5

Concen:   50.00 ug/l  

RT:   9.420 min  Scan# 2513

Delta R.T.  0.000 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:117 Resp:  247566

Ion  Ratio  Lower  Upper

117  100

 82   58.4   47.8   71.8 

119   32.4   25.8   38.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.420 min): VU045552.D\data.ms (-2499) (-)
117.1

82.1

54.0

40.0
99.066.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.420 min): VU045556.D\data.ms
117.1

82.1

54.0

40.0 99.067.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.420 min): VU045556.D\data.ms (-2420) (-)
117.1

82.1

54.0

40.0 99.067.0

9.30 9.40 9.50

0

50000

100000

150000

Time-->

Abundance

 9.420

#71

Bromoform

Concen:    3.12 ug/l  

RT:  10.298 min  Scan# 2786

Delta R.T.  0.007 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:173 Resp:      64

Ion  Ratio  Lower  Upper

173  100

175    0.0   24.1   72.2#

254    0.0    0.0    0.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2784 (10.291 min): VU045552.D\data.ms (-2771) (-)
172.9

90.9

251.9
43.0

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

50

m/z-->

Abundance Scan 2786 (10.298 min): VU045556.D\data.ms
44.0

172.8

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

50

m/z-->

Abundance Scan 2786 (10.298 min): VU045556.D\data.ms (-2691) (-)
172.8

43.9

10.28 10.30

0

50

100

Time-->

Abundance

10.298
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#72

1,4-Dichlorobenzene-d4

Concen:   50.00 ug/l  

RT:  11.815 min  Scan# 3258

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:152 Resp:  118014

Ion  Ratio  Lower  Upper

152  100

115   63.6   42.7  128.1 

150  158.3    0.0  346.8 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3257 (11.812 min): VU045552.D\data.ms (-3244) (-)
150.0

115.0

78.0
52.0

35.9 133.095.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3258 (11.815 min): VU045556.D\data.ms
150.0

115.0
78.052.0

95.8

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3258 (11.815 min): VU045556.D\data.ms (-3164) (-)
150.0

115.0
78.052.0

95.8

11.80

0

50000

100000

Time-->

Abundance

11.815

#76

1,2,3-Trichloropropane

Concen:   17.48 ug/l  

RT:  10.635 min  Scan# 2891

Delta R.T.  -0.190 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 75 Resp:   62564

Ion  Ratio  Lower  Upper

 75  100

 77    1.1   17.1   51.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2950 (10.825 min): VU045552.D\data.ms (-2941) (-)
75.0

110.0

39.0

146.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045556.D\data.ms
95.0

174.0

75.0

50.0

116.9 140.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045556.D\data.ms (-2857) (-)
95.0

174.0

75.0

50.0

116.9 140.9

10.60 10.70

0

10000

20000

30000

40000

Time-->

Abundance

10.635
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#77

Bromobenzene

Concen:    0.23 ug/l  

RT:  10.787 min  Scan# 2938

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:156 Resp:     435

Ion  Ratio  Lower  Upper

156  100

 77  215.2   91.1  273.4 

158   82.8   47.9  143.6 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2937 (10.783 min): VU045552.D\data.ms (-2924) (-)
77.0

156.0

51.0

95.0 131.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2938 (10.787 min): VU045556.D\data.ms
77.0

156.0
43.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2938 (10.787 min): VU045556.D\data.ms (-2844) (-)
77.0

156.0

50.9

10.75 10.80

0

200

400

Time-->

Abundance

10.787

#81

trans-1,4-Dichloro-2-butene

Concen:   56.83 ug/l  

RT:  10.635 min  Scan# 2891

Delta R.T.  0.086 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 75 Resp:   62564

Ion  Ratio  Lower  Upper

 75  100

 53    0.0   76.2  114.4#

 89    0.0   34.0   51.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2864 (10.549 min): VU045552.D\data.ms (-2853) (-)
88.053.0

124.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045556.D\data.ms
95.0

174.0

75.0

50.0

116.9 140.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045556.D\data.ms (-2771) (-)
95.0

174.0

75.0

50.0

116.9 140.9

10.60 10.70

0

10000

20000

30000

40000

Time-->

Abundance

10.635
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#82

4-Chlorotoluene

Concen:    0.25 ug/l  

RT:  11.105 min  Scan# 3037

Delta R.T.  0.006 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 91 Resp:    1642

Ion  Ratio  Lower  Upper

 91  100

126   31.4   13.8   41.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3035 (11.099 min): VU045552.D\data.ms (-3016) (-)
91.0

105.1

120.1

63.0 77.039.0

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

50

m/z-->

Abundance Scan 3037 (11.105 min): VU045556.D\data.ms
91.0

126.0
105.0

43.9 62.9

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

50

m/z-->

Abundance Scan 3037 (11.105 min): VU045556.D\data.ms (-2942) (-)
91.0

126.0
105.0

62.9

11.05 11.10 11.15

0

200

400

600

800

1000

Time-->

Abundance

11.105

#87

1,3-Dichlorobenzene

Concen:    0.35 ug/l  

RT:  11.751 min  Scan# 3238

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:146 Resp:    1325

Ion  Ratio  Lower  Upper

146  100

111   40.4   21.3   63.9 

148   67.1   31.7   95.1 

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3237 (11.748 min): VU045552.D\data.ms (-3223) (-)
146.0

111.0
75.0

50.0

95.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3238 (11.751 min): VU045556.D\data.ms
146.0

111.0
75.043.9

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3238 (11.751 min): VU045556.D\data.ms (-3144) (-)
146.0

111.0
75.0

49.9

11.70 11.75

0

200

400

600

800

Time-->

Abundance

11.751
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#88

1,4-Dichlorobenzene

Concen:    0.35 ug/l  

RT:  11.751 min  Scan# 3238

Delta R.T.  -0.087 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:146 Resp:    1325

Ion  Ratio  Lower  Upper

146  100

111   40.4   20.6   61.9 

148   67.1   31.9   95.7 

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3265 (11.838 min): VU045552.D\data.ms (-3251) (-)
146.0

111.0
75.0

50.0

95.1

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3238 (11.751 min): VU045556.D\data.ms
146.0

111.0
75.043.9

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3238 (11.751 min): VU045556.D\data.ms (-3172) (-)
146.0

111.0
75.0

49.9

11.70 11.75

0

200

400

600

800

Time-->

Abundance

11.751

#89

n-Butylbenzene

Concen:    0.32 ug/l  

RT:  12.214 min  Scan# 3382

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion: 91 Resp:    2172

Ion  Ratio  Lower  Upper

 91  100

 92   51.7   27.1   81.2 

134   24.3   11.8   35.4 

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3381 (12.211 min): VU045552.D\data.ms (-3367) (-)
91.1

146.0

111.075.0
50.0

128.1

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3382 (12.214 min): VU045556.D\data.ms
91.1

146.0

44.0 75.0 110.9

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3382 (12.214 min): VU045556.D\data.ms (-3288) (-)
91.1

146.0

75.0 110.9
49.9

12.20 12.25

0

500

1000

1500

Time-->

Abundance

12.214
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#91

1,2-Dichlorobenzene

Concen:    0.31 ug/l  

RT:  12.217 min  Scan# 3383

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:146 Resp:    1125

Ion  Ratio  Lower  Upper

146  100

111   27.1   21.9   65.5 

148   60.4   32.1   96.3 

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3382 (12.214 min): VU045552.D\data.ms (-3368) (-)
91.1

146.0

111.075.0
50.0

127.1

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3383 (12.217 min): VU045556.D\data.ms
91.1

146.0

44.0 110.975.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3383 (12.217 min): VU045556.D\data.ms (-3289) (-)
91.1

146.0

110.975.0
50.0

12.20 12.25

0

200

400

600

Time-->

Abundance

12.217

#93

1,2,4-Trichlorobenzene

Concen:    0.74 ug/l  

RT:  13.844 min  Scan# 3889

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:180 Resp:    1883

Ion  Ratio  Lower  Upper

180  100

182   95.5   47.0  141.2 

145   28.9   15.6   46.7 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3888 (13.841 min): VU045552.D\data.ms (-3875) (-)
180.0

74.0 145.0109.0

50.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3889 (13.844 min): VU045556.D\data.ms
179.9

144.974.0
43.9

108.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3889 (13.844 min): VU045556.D\data.ms (-3795) (-)
179.9

144.974.0
108.9

49.9

13.80 13.85

0

500

1000

Time-->

Abundance

13.844
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#94

Hexachlorobutadiene

Concen:    0.56 ug/l  

RT:  14.024 min  Scan# 3945

Delta R.T.  0.003 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:225 Resp:     612

Ion  Ratio  Lower  Upper

225  100

223   45.8   32.0   96.2 

227   56.5   31.1   93.5 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3944 (14.021 min): VU045552.D\data.ms (-3932) (-)
225.0

118.0 189.9

83.0 259.947.0
153.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3945 (14.024 min): VU045556.D\data.ms
224.944.0

117.9 189.9
259.9

152.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3945 (14.024 min): VU045556.D\data.ms (-3851) (-)
224.9

117.9 189.9
259.9

152.9

44.0

14.00 14.05

0

100

200

300

400

Time-->

Abundance

14.024

#95

Naphthalene

Concen:    1.64 ug/l  

RT:  14.092 min  Scan# 3966

Delta R.T.  0.006 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:128 Resp:    6007

Ion  Ratio  Lower  Upper

128  100

127   11.5   10.6   15.8 

129   10.4    8.6   13.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3964 (14.086 min): VU045552.D\data.ms (-3950) (-)
128.1

102.151.0 74.0 89.037.0

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

50

m/z-->

Abundance Scan 3966 (14.092 min): VU045556.D\data.ms
128.1

43.9 63.0 102.178.0

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

50

m/z-->

Abundance Scan 3966 (14.092 min): VU045556.D\data.ms (-3871) (-)
128.1

63.0 102.178.043.9

14.05 14.10 14.15

0

1000

2000

3000

Time-->

Abundance

14.092
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#96

1,2,3-Trichlorobenzene

Concen:    0.66 ug/l  

RT:  14.336 min  Scan# 4042

Delta R.T.  0.006 min

Lab File:   VU045556.D

Acq: 05 Nov 2021  14:19    

Tgt Ion:180 Resp:    1661

Ion  Ratio  Lower  Upper

180  100

182   97.5   47.7  143.1 

145   33.0   16.7   50.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 4040 (14.330 min): VU045552.D\data.ms (-4027) (-)
180.0

145.074.0 109.0

50.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 4042 (14.336 min): VU045556.D\data.ms
180.0

43.9 74.0 144.9109.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 4042 (14.336 min): VU045556.D\data.ms (-3947) (-)
180.0

74.0 144.9109.0

39.9

14.30 14.35

0

200

400

600

800

1000

Time-->

Abundance

14.336
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