
                                        Quantitation Report    (Not Reviewed)

 

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110421\

  Data File : VU045538.D                                          

  Acq On    : 03 Nov 2021  22:28

  Operator  : SY/MD

  Sample    : PB140448ZHE#04

  Misc      : 5.0mL/MSVOA_U/WATER

  ALS Vial  : 25   Sample Multiplier: 1

 

  Quant Time: Nov 05 13:54:17 2021

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U102821W.M

  Quant Title  : SW846 8260

  QLast Update : Fri Oct 29 11:09:42 2021

  Response via : Initial Calibration

 

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

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

   Internal Standards

     1) Pentafluorobenzene          5.378  168   182759    50.00 ug/l     0.00

    34) 1,4-Difluorobenzene         6.253  114   362477    50.00 ug/l     0.00

    63) Chlorobenzene-d5            9.420  117   368771    50.00 ug/l     0.00

    72) 1,4-Dichlorobenzene-d4     11.812  152   170457    50.00 ug/l     0.00

 

   System Monitoring Compounds                                        

    33) 1,2-Dichloroethane-d4       5.706   65   144705    48.63 ug/l    0.00  

     Spiked Amount     50.000   Range  78 - 117    Recovery   =   97.26% 

    35) Dibromofluoromethane        5.295  113   110772    48.06 ug/l    0.00  

     Spiked Amount     50.000   Range  75 - 124    Recovery   =   96.12% 

    50) Toluene-d8                  7.902   98   483982    53.55 ug/l    0.00  

     Spiked Amount     50.000   Range  92 - 112    Recovery   =  107.10% 

    62) 4-Bromofluorobenzene       10.635   95   182429    52.97 ug/l    0.00  

     Spiked Amount     50.000   Range  83 - 123    Recovery   =  105.94% 

 

   Target Compounds                                                   Qvalue

    16) Acetone                     2.649   43    24670    18.26 ug/l      95

    18) Methyl Acetate              2.964   43     1571     0.31 ug/l #    71

    20) Methylene Chloride          3.054   84     9952     3.70 ug/l      97

    25) 2-Butanone                  4.722   43     4927     2.42 ug/l      94

    29) Tetrahydrofuran             5.063   42      894     0.68 ug/l #    30

    31) Cyclohexane                 5.378   56     3903     0.88 ug/l #     1

    36) 1,1-Dichloropropene         5.375   75    14820     4.30 ug/l #    49

    38) Carbon Tetrachloride        5.378  117    18060     6.00 ug/l #    16

    41) Methacrylonitrile           5.073   41      496     0.22 ug/l #    28

    43) Isopropyl Acetate           5.915   43    24846     3.95 ug/l      99

    45) 1,2-Dichloropropane         7.037   63     2130     0.78 ug/l #    43

    48) Methyl methacrylate         6.899   41     8900     2.98 ug/l #    13

    49) 1,4-Dioxane                 7.041   88      231     3.05 ug/l #     1

    51) 4-Methyl-2-Pentanone        7.793   43     7352     1.81 ug/l      99

    54) cis-1,3-Dichloropropene     7.738   75    52224    12.21 ug/l #    57

    56) Ethyl methacrylate          8.468   69      287     1.70 ug/l #     1

    57) 1,3-Dichloropropane         8.729   76    32621     7.13 ug/l #    43

    59) 2-Hexanone                  8.729   43   424288   134.54 ug/l #    48

    70) Styrene                    10.115  104      203     1.00 ug/l #    57

    74) N-amyl acetate             10.233   43      626     1.26 ug/l #    40

    76) 1,2,3-Trichloropropane     10.635   75    90717    19.97 ug/l #    42

    80) 1,3,5-Trimethylbenzene     11.092  105     4514     0.47 ug/l      97

    81) trans-1,4-Dichloro-2-b...  10.635   75    90717    55.48 ug/l #    12

    86) p-Isopropyltoluene         11.796  119      335     0.22 ug/l #     1

    89) n-Butylbenzene             12.208   91      686     1.00 ug/l #    77

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

 

   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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                                        Quantitation Report    (Not Reviewed)

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110421\

  Data File : VU045538.D                                          

  Acq On    : 03 Nov 2021  22:28

  Operator  : SY/MD

  Sample    : PB140448ZHE#04

  Misc      : 5.0mL/MSVOA_U/WATER

  ALS Vial  : 25   Sample Multiplier: 1

  Quant Time: Nov 05 13:54:17 2021

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U102821W.M

  Quant Title  : SW846 8260

  QLast Update : Fri Oct 29 11:09:42 2021

  Response via : Initial Calibration
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#1

Pentafluorobenzene

Concen:   50.00 ug/l  

RT:   5.378 min  Scan# 1256

Delta R.T.  -0.001 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:168 Resp:  182759

Ion  Ratio  Lower  Upper

168  100

 99   60.5   51.0   76.6 

Ref
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Abundance

 5.378

#16

Acetone

Concen:   18.26 ug/l  

RT:   2.649 min  Scan# 407

Delta R.T.  0.009 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 43 Resp:   24670

Ion  Ratio  Lower  Upper

 43  100

 58   35.6   26.2   39.2 

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 404 (2.639 min): VU045449.D\data.ms (-391) (-)
43.0

58.0

37.0 75.051.9
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Abundance Scan 407 (2.649 min): VU045538.D\data.ms
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Abundance Scan 407 (2.649 min): VU045538.D\data.ms (-311) (-)
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Abundance

 2.649
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#18

Methyl Acetate

Concen:    0.31 ug/l  

RT:   2.964 min  Scan# 505

Delta R.T.  0.009 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 43 Resp:    1571

Ion  Ratio  Lower  Upper

 43  100

 74   10.4   20.2   30.2#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 502 (2.954 min): VU045449.D\data.ms (-482) (-)
43.0

74.0

58.9
141.8
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0

50

m/z-->

Abundance Scan 505 (2.964 min): VU045538.D\data.ms
42.9

74.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 505 (2.964 min): VU045538.D\data.ms (-409) (-)
74.0

44.9

2.90 2.95 3.00

0

200

400
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Time-->

Abundance

 2.964

#20

Methylene Chloride

Concen:    3.70 ug/l  

RT:   3.054 min  Scan# 533

Delta R.T.  0.003 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 84 Resp:    9952

Ion  Ratio  Lower  Upper

 84  100

 49  126.3   96.4  144.6 

 51   38.6   30.5   45.7 

 86   63.7   50.3   75.5 

Ref

Raw

Sub
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Abundance Scan 532 (3.051 min): VU045449.D\data.ms (-517) (-)
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#25

2-Butanone

Concen:    2.42 ug/l  

RT:   4.722 min  Scan# 1052

Delta R.T.  0.013 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 43 Resp:    4927

Ion  Ratio  Lower  Upper

 43  100

 72   24.4   22.0   33.0 

Ref
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Abundance Scan 1052 (4.722 min): VU045538.D\data.ms (-955) (-)
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Abundance

 4.722

#29

Tetrahydrofuran

Concen:    0.68 ug/l  

RT:   5.063 min  Scan# 1158

Delta R.T.  0.006 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 42 Resp:     894

Ion  Ratio  Lower  Upper

 42  100

 72    0.0   38.2   57.4#

 71    0.0   35.4   53.2#

Ref

Raw
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Abundance Scan 1156 (5.057 min): VU045449.D\data.ms (-1141) (-)
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Abundance

 5.063
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#31

Cyclohexane

Concen:    0.88 ug/l  

RT:   5.378 min  Scan# 1256

Delta R.T.  -0.013 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 56 Resp:    3903

Ion  Ratio  Lower  Upper

 56  100

 69  195.8   26.4   39.6#

 84  151.6   68.4  102.6#

Ref

Raw

Sub
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50

m/z-->

Abundance Scan 1260 (5.391 min): VU045449.D\data.ms (-1241) (-)
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#33

1,2-Dichloroethane-d4

Concen:   48.63 ug/l  

RT:   5.706 min  Scan# 1358

Delta R.T.  -0.000 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 65 Resp:  144705

Ion  Ratio  Lower  Upper

 65  100

 67   53.7    0.0  105.8 

Ref

Raw
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Abundance

 5.706
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#34

1,4-Difluorobenzene

Concen:   50.00 ug/l  

RT:   6.253 min  Scan# 1528

Delta R.T.  -0.000 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:114 Resp:  362477

Ion  Ratio  Lower  Upper

114  100

 63   22.0    0.0   45.6 

 88   16.7    0.0   33.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
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Abundance Scan 1528 (6.253 min): VU045449.D\data.ms (-1511) (-)
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Abundance

 6.253

#35

Dibromofluoromethane

Concen:   48.06 ug/l  

RT:   5.295 min  Scan# 1230

Delta R.T.  -0.000 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:113 Resp:  110772

Ion  Ratio  Lower  Upper

113  100

111  103.8   82.8  124.2 

192   19.1   14.8   22.2 
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0

50

m/z-->

Abundance Scan 1230 (5.295 min): VU045449.D\data.ms (-1213) (-)
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Abundance

 5.295
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#36

1,1-Dichloropropene

Concen:    4.30 ug/l  

RT:   5.375 min  Scan# 1255

Delta R.T.  -0.154 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 75 Resp:   14820

Ion  Ratio  Lower  Upper

 75  100

110    7.3   16.7   50.0#

 77    0.0   25.0   37.4#

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1303 (5.530 min): VU045449.D\data.ms (-1288) (-)
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Abundance

 5.375

#38

Carbon Tetrachloride

Concen:    6.00 ug/l  

RT:   5.378 min  Scan# 1256

Delta R.T.  -0.151 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:117 Resp:   18060

Ion  Ratio  Lower  Upper

117  100

119    5.5   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): VU045449.D\data.ms (-1285) (-)
74.8
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94.9
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Abundance Scan 1256 (5.378 min): VU045538.D\data.ms
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Abundance Scan 1256 (5.378 min): VU045538.D\data.ms (-1210) (-)
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 5.378
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#41

Methacrylonitrile

Concen:    0.22 ug/l  

RT:   5.073 min  Scan# 1161

Delta R.T.  0.096 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 41 Resp:     496

Ion  Ratio  Lower  Upper

 41  100

 39   12.7   43.4   65.0#

 67    0.0   61.0   91.4#

 52    0.0   23.4   35.0#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1131 (4.977 min): VU045449.D\data.ms (-1114) (-)
41.0

67.0 129.8

92.9

115.8

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

50

m/z-->

Abundance Scan 1161 (5.073 min): VU045538.D\data.ms
41.9

71.9
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0

50

m/z-->

Abundance Scan 1161 (5.073 min): VU045538.D\data.ms (-1038) (-)
41.9

71.9

5.05 5.10

0

50

100

150

200

Time-->

Abundance

 5.073

#43

Isopropyl Acetate

Concen:    3.95 ug/l  

RT:   5.915 min  Scan# 1423

Delta R.T.  0.003 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 43 Resp:   24846

Ion  Ratio  Lower  Upper

 43  100

 61   21.4   16.9   25.3 

 87   14.0   11.0   16.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1422 (5.912 min): VU045449.D\data.ms (-1406) (-)
43.0

61.0
87.0

100.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1423 (5.915 min): VU045538.D\data.ms
43.0

61.0
87.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1423 (5.915 min): VU045538.D\data.ms (-1329) (-)
43.0

61.0
87.0

5.85 5.90 5.95

0

5000

10000

Time-->

Abundance

 5.915
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#45

1,2-Dichloropropane

Concen:    0.78 ug/l  

RT:   7.037 min  Scan# 1772

Delta R.T.  0.241 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 63 Resp:    2130

Ion  Ratio  Lower  Upper

 63  100

 65    0.0   25.7   38.5#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1697 (6.796 min): VU045449.D\data.ms (-1678) (-)
62.9

41.0
75.9

96.9 111.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1772 (7.037 min): VU045538.D\data.ms
43.0

61.0

73.0

101.987.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1772 (7.037 min): VU045538.D\data.ms (-1604) (-)
43.0

61.0

73.0

101.987.0

7.00 7.05

0

500

1000

Time-->

Abundance

 7.037

#48

Methyl methacrylate

Concen:    2.98 ug/l  

RT:   6.899 min  Scan# 1729

Delta R.T.  -0.064 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 41 Resp:    8900

Ion  Ratio  Lower  Upper

 41  100

 69    0.0   70.2  105.2#

 39    0.0   43.9   65.9#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1749 (6.964 min): VU045449.D\data.ms (-1733) (-)
41.0 69.0

100.0

58.9 85.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1729 (6.899 min): VU045538.D\data.ms
40.9

57.0

85.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1729 (6.899 min): VU045538.D\data.ms (-1656) (-)
40.9

57.0

85.9

6.85 6.90 6.95 7.00

0

5000

10000

15000

Time-->

Abundance

 6.899
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#49

1,4-Dioxane

Concen:    3.05 ug/l  

RT:   7.041 min  Scan# 1773

Delta R.T.  0.035 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 88 Resp:     231

Ion  Ratio  Lower  Upper

 88  100

 43  665012.1    0.0    0.0#

 58  2925.5   58.7   88.1#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1762 (7.005 min): VU045449.D\data.ms (-1744) (-)
88.0

58.0

42.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1773 (7.041 min): VU045538.D\data.ms
43.0

61.0

73.0

101.987.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1773 (7.041 min): VU045538.D\data.ms (-1669) (-)
43.0

61.0

73.0

101.987.0

7.02 7.04 7.06

0

200000

400000

600000

800000

Time-->

Abundance

 7.041

#50

Toluene-d8

Concen:   53.55 ug/l  

RT:   7.902 min  Scan# 2041

Delta R.T.  -0.000 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 98 Resp:  483982

Ion  Ratio  Lower  Upper

 98  100

100   66.4   52.5   78.7 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2041 (7.903 min): VU045449.D\data.ms (-2025) (-)
98.0

70.042.0 54.0
82.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2041 (7.902 min): VU045538.D\data.ms
98.0

70.042.0 54.0
82.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2041 (7.902 min): VU045538.D\data.ms (-1948) (-)
98.0

70.042.0 54.0
82.0

7.80 7.90 8.00

0

50000

100000

150000

200000

250000

Time-->

Abundance

 7.902
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#51

4-Methyl-2-Pentanone

Concen:    1.81 ug/l  

RT:   7.793 min  Scan# 2007

Delta R.T.  -0.000 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 43 Resp:    7352

Ion  Ratio  Lower  Upper

 43  100

 58   42.0   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): VU045449.D\data.ms (-1990) (-)
43.0

58.0

85.0 100.0

72.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2007 (7.793 min): VU045538.D\data.ms
43.0

57.9

84.9 100.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2007 (7.793 min): VU045538.D\data.ms (-1914) (-)
43.0

57.9

84.9 100.0

7.75 7.80 7.85

0

10000

20000

30000

40000

50000

Time-->

Abundance

 7.793

#54

cis-1,3-Dichloropropene

Concen:   12.21 ug/l  

RT:   7.738 min  Scan# 1990

Delta R.T.  0.128 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 75 Resp:   52224

Ion  Ratio  Lower  Upper

 75  100

 77    0.3   24.6   37.0#

 39   23.9   37.1   55.7#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1950 (7.610 min): VU045449.D\data.ms (-1936) (-)
74.9

39.0

109.9

50.9
86.862.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1990 (7.738 min): VU045538.D\data.ms
57.0

43.0

75.0

101.0
114.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1990 (7.738 min): VU045538.D\data.ms (-1857) (-)
57.0

43.0

75.0

101.0
114.9

7.70 7.80

0

10000

20000

30000

Time-->

Abundance

 7.738
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#56

Ethyl methacrylate

Concen:    1.70 ug/l  

RT:   8.468 min  Scan# 2217

Delta R.T.  0.131 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 69 Resp:     287

Ion  Ratio  Lower  Upper

 69  100

 41  4704.5   51.0   76.4#

 39  1876.3   26.6   39.8#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2176 (8.337 min): VU045449.D\data.ms (-2162) (-)
69.0

41.0

99.086.0
114.055.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2217 (8.468 min): VU045538.D\data.ms
43.0

71.0

89.0
58.9 115.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2217 (8.468 min): VU045538.D\data.ms (-2083) (-)
43.0

71.0

89.0
58.9 115.0

8.44 8.46 8.48 8.50

0

2000

4000

6000

8000

Time-->

Abundance

 8.468

#57

1,3-Dichloropropane

Concen:    7.13 ug/l  

RT:   8.729 min  Scan# 2298

Delta R.T.  0.151 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 76 Resp:   32621

Ion  Ratio  Lower  Upper

 76  100

 78    0.2   25.8   38.8#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2251 (8.578 min): VU045449.D\data.ms (-2237) (-)
75.9

41.0

165.8130.893.9 111.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2298 (8.729 min): VU045538.D\data.ms
57.0

75.0

39.0 101.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2298 (8.729 min): VU045538.D\data.ms (-2158) (-)
57.0

75.0

39.0 101.0

8.65 8.70 8.75

0

5000

10000

15000

20000

Time-->

Abundance

 8.729

VU045538.D  82U102821W.M      Fri Nov 05 13:54:25 2021      Page 13

Instrument :
MSVOA_U
ClientSampleId :



#59

2-Hexanone

Concen:  134.54 ug/l  

RT:   8.729 min  Scan# 2298

Delta R.T.  0.042 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 43 Resp:  424288

Ion  Ratio  Lower  Upper

 43  100

 58   19.9   29.5   88.6#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2285 (8.687 min): VU045449.D\data.ms (-2270) (-)
43.0

58.0

100.085.071.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2298 (8.729 min): VU045538.D\data.ms
57.0

75.0

43.0
87.0

101.0 115.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2298 (8.729 min): VU045538.D\data.ms (-2192) (-)
57.0

75.0

43.0
87.0

101.0 115.0

8.70 8.80

0

50000

100000

150000

200000

250000

Time-->

Abundance

 8.729

#62

4-Bromofluorobenzene

Concen:   52.97 ug/l  

RT:  10.635 min  Scan# 2891

Delta R.T.  -0.000 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 95 Resp:  182429

Ion  Ratio  Lower  Upper

 95  100

174   69.8    0.0  141.8 

176   67.7    0.0  138.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.636 min): VU045449.D\data.ms (-2878) (-)
95.0

173.9

75.0

50.0

142.8116.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045538.D\data.ms
95.0

173.9

75.0

50.0

142.9116.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045538.D\data.ms (-2798) (-)
95.0

173.9

75.0

50.0

142.9116.8

10.60 10.70

0

20000

40000

60000

80000

100000

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:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:117 Resp:  368771

Ion  Ratio  Lower  Upper

117  100

 82   59.0   47.8   71.8 

119   31.7   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): VU045449.D\data.ms (-2498) (-)
117.0

82.0

54.0

40.0 98.966.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.420 min): VU045538.D\data.ms
117.0

82.0

54.0

40.0 98.966.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.420 min): VU045538.D\data.ms (-2420) (-)
117.0

82.0

54.0

40.0 98.966.9

9.30 9.40 9.50

0

50000

100000

150000

200000

Time-->

Abundance

 9.420

#70

Styrene

Concen:    1.00 ug/l  

RT:  10.115 min  Scan# 2729

Delta R.T.  -0.004 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:104 Resp:     203

Ion  Ratio  Lower  Upper

104  100

 78   46.3   41.8   62.6 

103    0.0   43.8   65.6#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 2730 (10.118 min): VU045449.D\data.ms (-2714) (-)
104.0

78.0 91.0

51.0

63.039.0

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 2729 (10.115 min): VU045538.D\data.ms
44.0

70.9

104.0

88.959.9

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 2729 (10.115 min): VU045538.D\data.ms (-2637) (-)
70.9

104.040.8

88.9
59.9

10.10 10.12 10.14

0

50

100

150

Time-->

Abundance

10.115
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#72

1,4-Dichlorobenzene-d4

Concen:   50.00 ug/l  

RT:  11.812 min  Scan# 3257

Delta R.T.  -0.003 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:152 Resp:  170457

Ion  Ratio  Lower  Upper

152  100

115   62.1   42.7  128.1 

150  157.6    0.0  346.8 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3258 (11.816 min): VU045449.D\data.ms (-3245) (-)
149.9

115.0
78.052.0

35.9 133.095.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3257 (11.812 min): VU045538.D\data.ms
150.0

115.0
78.052.0

131.995.8

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3257 (11.812 min): VU045538.D\data.ms (-3165) (-)
150.0

115.0
78.052.0

35.9 131.995.8

11.80

0

50000

100000

150000

Time-->

Abundance

11.812

#74

N-amyl acetate

Concen:    1.26 ug/l  

RT:  10.233 min  Scan# 2766

Delta R.T.  -0.087 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 43 Resp:     626

Ion  Ratio  Lower  Upper

 43  100

 70    0.0   36.9   55.3#

 55    0.0   20.6   31.0#

 61    0.0   20.5   30.7#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2793 (10.320 min): VU045449.D\data.ms (-2779) (-)
43.0

70.0

55.0

87.0 101.0 114.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2766 (10.233 min): VU045538.D\data.ms
42.9

58.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2766 (10.233 min): VU045538.D\data.ms (-2700) (-)
42.9

58.0

10.20 10.25

0

100

200

300

400

500

Time-->

Abundance

10.233
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#76

1,2,3-Trichloropropane

Concen:   19.97 ug/l  

RT:  10.635 min  Scan# 2891

Delta R.T.  -0.193 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 75 Resp:   90717

Ion  Ratio  Lower  Upper

 75  100

 77    1.2   17.1   51.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2951 (10.828 min): VU045449.D\data.ms (-2941) (-)
74.9

109.9
39.0

145.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045538.D\data.ms
95.0

173.9

75.0

50.0

142.9116.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045538.D\data.ms (-2858) (-)
95.0

173.9

75.0

50.0

142.9116.8

10.60 10.70

0

10000

20000

30000

40000

50000

Time-->

Abundance

10.635

#80

1,3,5-Trimethylbenzene

Concen:    0.47 ug/l  

RT:  11.092 min  Scan# 3033

Delta R.T.  -0.000 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:105 Resp:    4514

Ion  Ratio  Lower  Upper

105  100

120   49.8   23.9   71.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3033 (11.092 min): VU045449.D\data.ms (-3019) (-)
105.0

91.0

120.0

77.063.039.0

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

50

m/z-->

Abundance Scan 3033 (11.092 min): VU045538.D\data.ms
105.0

120.0

76.9 91.043.9
62.9

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

50

m/z-->

Abundance Scan 3033 (11.092 min): VU045538.D\data.ms (-2940) (-)
105.0

120.0

76.9 91.0
39.0 62.9

11.05 11.10

0

1000

2000

Time-->

Abundance

11.092
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#81

trans-1,4-Dichloro-2-butene

Concen:   55.48 ug/l  

RT:  10.635 min  Scan# 2891

Delta R.T.  0.086 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 75 Resp:   90717

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): VU045449.D\data.ms (-2853) (-)
74.853.0

123.995.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045538.D\data.ms
95.0

173.9

75.0

50.0

142.9116.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.635 min): VU045538.D\data.ms (-2771) (-)
95.0

173.9

75.0

50.0

116.8 140.9

10.60 10.70

0

10000

20000

30000

40000

50000

Time-->

Abundance

10.635

#86

p-Isopropyltoluene

Concen:    0.22 ug/l  

RT:  11.796 min  Scan# 3252

Delta R.T.  0.000 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion:119 Resp:     335

Ion  Ratio  Lower  Upper

119  100

134   12.5   12.7   38.1#

 91  184.2   12.2   36.4#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3252 (11.796 min): VU045449.D\data.ms (-3229) (-)
119.0

91.0

149.965.039.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3252 (11.796 min): VU045538.D\data.ms
150.0

115.0
78.052.0

98.8

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3252 (11.796 min): VU045538.D\data.ms (-3159) (-)
150.0

115.0
78.052.0

98.835.9

11.80

0

100

200

300

Time-->

Abundance

11.796
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#89

n-Butylbenzene

Concen:    1.00 ug/l  

RT:  12.208 min  Scan# 3380

Delta R.T.  -0.003 min

Lab File:   VU045538.D

Acq: 03 Nov 2021  22:28    

Tgt Ion: 91 Resp:     686

Ion  Ratio  Lower  Upper

 91  100

 92   45.6   27.1   81.2 

134    0.0   11.8   35.4#
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