
                                        Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU053122\
  Data File : VU048763.D                                          
  Acq On    : 01 Jun 2022  01:49
  Operator  : SY/MD
  Sample    : N3099‐05
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 39   Sample Multiplier: 1
 
  Quant Time: Jun 01 05:45:11 2022
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U052622W.M
  Quant Title  : SW846 8260
  QLast Update : Fri May 27 06:42:31 2022
  Response via : Initial Calibration
 
          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
   Internal Standards
     1) Pentafluorobenzene          5.375  168   196206    50.000 ug/l     0.00
    34) 1,4‐Difluorobenzene         6.250  114   349185    50.000 ug/l     0.00
    63) Chlorobenzene‐d5            9.417  117   324236    50.000 ug/l     0.00
    72) 1,4‐Dichlorobenzene‐d4     11.812  152   154441    50.000 ug/l     0.00
 
   System Monitoring Compounds                                        
    33) 1,2‐Dichloroethane‐d4       5.703   65   171254    58.118 ug/l    0.00  
     Spiked Amount     50.000   Range  78 ‐ 117    Recovery   =  116.240% 
    35) Dibromofluoromethane        5.292  113      819     0.329 ug/l    0.00  
     Spiked Amount     50.000   Range  75 ‐ 124    Recovery   =    0.660%#
    50) Toluene‐d8                  7.899   98   400436    44.842 ug/l    0.00  
     Spiked Amount     50.000   Range  92 ‐ 112    Recovery   =   89.680%#
    62) 4‐Bromofluorobenzene       10.632   95   145174    42.986 ug/l    0.00  
     Spiked Amount     50.000   Range  83 ‐ 123    Recovery   =   85.980% 
 
   Target Compounds                                                   Qvalue
     4) Vinyl Chloride              1.604   62     6364     2.376 ug/l #    72
     5) Bromomethane                1.858   94       49    Below Cal  #    29
     6) Chloroethane                1.932   64     1891    Below Cal  #    88
    11) Tert butyl alcohol          3.192   59    11023    14.755 ug/l #    28
    12) 1,1‐Dichloroethene          2.581   96     1377     0.690 ug/l #    93
    13) Acrolein                    2.485   56      504    Below Cal  #    62
    16) Acetone                     2.623   43    58675    39.073 ug/l     100
    17) Carbon Disulfide            2.797   76     2137     0.367 ug/l #    86
    18) Methyl Acetate              2.961   43     1125     0.298 ug/l #    65
    20) Methylene Chloride          3.044   84     5622     2.202 ug/l      89
    24) 1,1‐Dichloroethane          3.874   63    19818     4.423 ug/l      99
    25) 2‐Butanone                  4.710   43    10415     4.828 ug/l      95
    27) cis‐1,2‐Dichloroethene      4.665   96    16500     6.240 ug/l      87
    29) Tetrahydrofuran             5.060   42     1142     0.840 ug/l #    70
    31) Cyclohexane                 5.372   56     4953     1.334 ug/l #     7
    36) 1,1‐Dichloropropene         5.372   75    16064     4.418 ug/l #    50
    37) Ethyl Acetate               4.710   43    10415     2.266 ug/l #    68
    38) Carbon Tetrachloride        5.375  117    19637     4.708 ug/l #    19
    41) Methacrylonitrile           5.060   41      771     0.332 ug/l #    40
    42) 1,2‐Dichloroethane          5.806   62     1475     0.351 ug/l #    76
    44) Trichloroethene             6.542  130     1395     0.504 ug/l      85
    49) 1,4‐Dioxane                 6.967   88      231     3.450 ug/l #    30
    51) 4‐Methyl‐2‐Pentanone        7.793   43     3792     0.875 ug/l #    84
    59) 2‐Hexanone                  8.687   43     3043     0.856 ug/l      82
    64) Tetrachloroethene           8.558  164       87    Below Cal  #    63
    65) Chlorobenzene               9.452  112     2536     0.370 ug/l      89
    74) N‐amyl acetate             10.327   43      360     2.535 ug/l #    41
    76) 1,2,3‐Trichloropropane     10.632   75    73569    14.774 ug/l #    47
    81) trans‐1,4‐Dichloro‐2‐b...  10.632   75    73569    53.643 ug/l #    13
    84) 1,2,4‐Trimethylbenzene     11.475  105     1547     1.349 ug/l #    48
    89) n‐Butylbenzene             12.208   91     1098     2.303 ug/l #    90
    92) 1,2‐Dibromo‐3‐Chloropr...  13.153   75      496     0.423 ug/l #     4
    93) 1,2,4‐Trichlorobenzene     13.848  180      911     0.262 ug/l #    57
    95) Naphthalene                14.092  128     5893     2.993 ug/l      97
    96) 1,2,3‐Trichlorobenzene     14.333  180      759     0.220 ug/l      87
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
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  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U052622W.M
  Quant Title  : SW846 8260
  QLast Update : Fri May 27 06:42:31 2022
  Response via : Initial Calibration
 
          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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  Operator  : SY/MD
  Sample    : N3099‐05
  Misc      : 5.0mL/MSVOA_U/WATER
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  Quant Title  : SW846 8260
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Abundance TIC: VU048763.D\data.ms
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT:   5.375 min  Scan# 1255
Delta R.T.  0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:168 Resp:  196206
Ion  Ratio  Lower  Upper
168  100
 99   59.6   49.3   73.9 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU048672.D\data.ms (-1
168.1

56.1
84.0
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Abundance
 5.375

#4
Vinyl Chloride
Concen:    2.376 ug/l  
RT:   1.604 min  Scan# 82
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 62 Resp:    6364
Ion  Ratio  Lower  Upper
 62  100
 64   47.2   25.2   37.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 82 (1.604 min): VU048672.D\data.ms (-73) 
62.0

36.9 207.1
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Abundance Scan 82 (1.604 min): VU048763.D\data.ms
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Abundance Scan 82 (1.604 min): VU048763.D\data.ms (-1) (
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Abundance
 1.604
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#5
Bromomethane
Concen:   Below Cal    
RT:   1.858 min  Scan# 161
Delta R.T.  0.007 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 94 Resp:      49
Ion  Ratio  Lower  Upper
 94  100
 96  161.9   75.1  112.7#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 159 (1.851 min): VU048672.D\data.ms (-14
94.0

47.0
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95.8 207.1
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Abundance Scan 161 (1.858 min): VU048763.D\data.ms (-66
95.842.9
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Time-->

Abundance

 1.858

#6
Chloroethane
Concen:   Below Cal    
RT:   1.932 min  Scan# 184
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 64 Resp:    1891
Ion  Ratio  Lower  Upper
 64  100
 66   38.1   25.2   37.8#
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#11
Tert butyl alcohol
Concen:   14.755 ug/l  
RT:   3.192 min  Scan# 576
Delta R.T.  0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 59 Resp:   11023
Ion  Ratio  Lower  Upper
 59  100
 57    0.0   39.7   59.5#

Ref
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Abundance Scan 575 (3.189 min): VU048672.D\data.ms (-55
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Abundance
 3.192

#12
1,1‐Dichloroethene
Concen:    0.690 ug/l  
RT:   2.581 min  Scan# 386
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 96 Resp:    1377
Ion  Ratio  Lower  Upper
 96  100
 61  160.6  131.1  196.7 
 98   50.0   51.8   77.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->
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Abundance

 2.581
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#13
Acrolein
Concen:   Below Cal    
RT:   2.485 min  Scan# 356
Delta R.T.  ‐0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 56 Resp:     504
Ion  Ratio  Lower  Upper
 56  100
 55   40.1   57.7   86.5#

Ref
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Abundance
 2.485

#16
Acetone
Concen:   39.073 ug/l  
RT:   2.623 min  Scan# 399
Delta R.T.  ‐0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 43 Resp:   58675
Ion  Ratio  Lower  Upper
 43  100
 58   33.2   26.3   39.5 

Ref
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Abundance
 2.623
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#17
Carbon Disulfide
Concen:    0.367 ug/l  
RT:   2.797 min  Scan# 453
Delta R.T.  0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 76 Resp:    2137
Ion  Ratio  Lower  Upper
 76  100
 78   14.3    7.3   10.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->
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75.9

43.9

207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 453 (2.797 min): VU048763.D\data.ms (-35
75.9

42.9
207.1

2.75 2.80

0

500

1000

Time-->

Abundance
 2.797

#18
Methyl Acetate
Concen:    0.298 ug/l  
RT:   2.961 min  Scan# 504
Delta R.T.  0.013 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 43 Resp:    1125
Ion  Ratio  Lower  Upper
 43  100
 74    6.7   19.2   28.8#

Ref

Raw

Sub

25 30 35 40 45 50 55 60 65 70 75 80 85
0

50

m/z-->

Abundance Scan 500 (2.948 min): VU048672.D\data.ms (-48
43.0

74.0
59.0

48.937.0

25 30 35 40 45 50 55 60 65 70 75 80 85
0

50

m/z-->

Abundance Scan 504 (2.961 min): VU048763.D\data.ms
44.0

25 30 35 40 45 50 55 60 65 70 75 80 85
0

50

m/z-->

Abundance Scan 504 (2.961 min): VU048763.D\data.ms (-40
43.2

2.90 2.95 3.00

0

200

400

600

Time-->

Abundance
 2.961
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#20
Methylene Chloride
Concen:    2.202 ug/l  
RT:   3.044 min  Scan# 530
Delta R.T.  ‐0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 84 Resp:    5622
Ion  Ratio  Lower  Upper
 84  100
 49  106.7   97.0  145.4 
 51   33.2   29.8   44.8 
 86   55.2   50.9   76.3 

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): VU048672.D\data.ms (-51
49.0 84.0

37.0 69.8

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

50

m/z-->

Abundance Scan 530 (3.044 min): VU048763.D\data.ms
48.9 83.9

39.9

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

50

m/z-->

Abundance Scan 530 (3.044 min): VU048763.D\data.ms (-43
48.9 83.9

36.8

3.00 3.05 3.10

0

1000

2000

3000

Time-->

Abundance
 3.044

#24
1,1‐Dichloroethane
Concen:    4.423 ug/l  
RT:   3.874 min  Scan# 788
Delta R.T.  0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 63 Resp:   19818
Ion  Ratio  Lower  Upper
 63  100
 98    6.4    3.1    9.3 
100    4.6    2.0    5.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 787 (3.871 min): VU048672.D\data.ms (-76
63.0

83.0
98.047.035.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 788 (3.874 min): VU048763.D\data.ms
63.0

82.939.8 98.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 788 (3.874 min): VU048763.D\data.ms (-69
63.0

82.9
98.047.035.8

3.80 3.90

0

2000

4000

6000

Time-->

Abundance
 3.874
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#25
2‐Butanone
Concen:    4.828 ug/l  
RT:   4.710 min  Scan# 1048
Delta R.T.  0.010 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 43 Resp:   10415
Ion  Ratio  Lower  Upper
 43  100
 72   23.8   21.1   31.7 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1045 (4.700 min): VU048672.D\data.ms (-1
43.0

72.0

57.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1048 (4.710 min): VU048763.D\data.ms
43.0

72.1
95.961.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1048 (4.710 min): VU048763.D\data.ms (-9
43.0

72.1
95.961.0

4.65 4.70 4.75

0

1000

2000

3000

4000

Time-->

Abundance
 4.710

#27
cis‐1,2‐Dichloroethene
Concen:    6.240 ug/l  
RT:   4.665 min  Scan# 1034
Delta R.T.  ‐0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 96 Resp:   16500
Ion  Ratio  Lower  Upper
 96  100
 61  130.2    0.0  306.2 
 98   62.9    0.0  130.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1035 (4.668 min): VU048672.D\data.ms (-1
61.0 77.0

96.0

41.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1034 (4.665 min): VU048763.D\data.ms
61.0 95.9

75.0
46.936.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1034 (4.665 min): VU048763.D\data.ms (-9
61.0 95.9

75.0
46.936.0

4.60 4.65 4.70 4.75

0

2000

4000

6000

8000

Time-->

Abundance

 4.665
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#29
Tetrahydrofuran
Concen:    0.840 ug/l  
RT:   5.060 min  Scan# 1157
Delta R.T.  0.010 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 42 Resp:    1142
Ion  Ratio  Lower  Upper
 42  100
 72   18.2   37.6   56.4#
 71   33.1   35.0   52.4#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1154 (5.051 min): VU048672.D\data.ms (-1
42.0

72.0

82.950.057.0

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

50

m/z-->

Abundance Scan 1157 (5.060 min): VU048763.D\data.ms
39.9

72.0

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

50

m/z-->

Abundance Scan 1157 (5.060 min): VU048763.D\data.ms (-1
41.9

71.1

5.05 5.10

0

100

200

300

400

500

Time-->

Abundance
 5.060

#31
Cyclohexane
Concen:    1.334 ug/l  
RT:   5.372 min  Scan# 1254
Delta R.T.  ‐0.019 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 56 Resp:    4953
Ion  Ratio  Lower  Upper
 56  100
 69  160.3   25.6   38.4#
 84  118.1   66.2   99.4#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1260 (5.391 min): VU048672.D\data.ms (-1
56.1 84.0

168.1

137.0118.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1254 (5.372 min): VU048763.D\data.ms
168.0

99.0

137.0
118.075.0

56.036.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1254 (5.372 min): VU048763.D\data.ms (-1
168.0

99.0

137.0
75.0 118.0

56.036.9

5.30 5.35 5.40

0

1000

2000

3000

Time-->

Abundance

 5.372
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#33
1,2‐Dichloroethane‐d4
Concen:   58.118 ug/l  
RT:   5.703 min  Scan# 1357
Delta R.T.  0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 65 Resp:  171254
Ion  Ratio  Lower  Upper
 65  100
 67   52.7    0.0  103.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1356 (5.700 min): VU048672.D\data.ms (-1
65.0

51.0

102.0
37.0 84.0

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1357 (5.703 min): VU048763.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 1357 (5.703 min): VU048763.D\data.ms (-1
65.0

51.0

102.0

36.9

5.60 5.70 5.80

0

20000

40000

60000

80000

Time-->

Abundance
 5.703

#34
1,4‐Difluorobenzene
Concen:   50.000 ug/l  
RT:   6.250 min  Scan# 1527
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:114 Resp:  349185
Ion  Ratio  Lower  Upper
114  100
 63   21.4    0.0   42.6 
 88   16.2    0.0   32.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1527 (6.250 min): VU048672.D\data.ms (-1
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 1527 (6.250 min): VU048763.D\data.ms
114.0

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 1527 (6.250 min): VU048763.D\data.ms (-1
114.0

63.0 88.0
50.0 75.037.0

6.20 6.30

0

50000

100000

150000

Time-->

Abundance
 6.250
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#35
Dibromofluoromethane
Concen:    0.329 ug/l  
RT:   5.292 min  Scan# 1229
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:113 Resp:     819
Ion  Ratio  Lower  Upper
113  100
111   74.7   80.7  121.1#
192    0.0   15.9   23.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1229 (5.292 min): VU048672.D\data.ms (-1
110.9

191.978.9

159.937.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1229 (5.292 min): VU048763.D\data.ms
39.9

113.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1229 (5.292 min): VU048763.D\data.ms (-1
113.0

39.9

5.25 5.30

0

100

200

300

400

Time-->

Abundance
 5.292

#36
1,1‐Dichloropropene
Concen:    4.418 ug/l  
RT:   5.372 min  Scan# 1254
Delta R.T.  ‐0.154 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 75 Resp:   16064
Ion  Ratio  Lower  Upper
 75  100
110    9.6   17.4   52.3#
 77    0.0   24.8   37.2#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1302 (5.526 min): VU048672.D\data.ms (-1
116.975.0

39.0

94.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1254 (5.372 min): VU048763.D\data.ms
168.0

99.0

137.0
118.075.0

56.036.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1254 (5.372 min): VU048763.D\data.ms (-1
168.0

99.0

137.0
118.075.0

56.036.9

5.30 5.35 5.40 5.45

0

2000

4000

6000

8000

Time-->

Abundance
 5.372
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#37
Ethyl Acetate
Concen:    2.266 ug/l  
RT:   4.710 min  Scan# 1048
Delta R.T.  ‐0.090 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 43 Resp:   10415
Ion  Ratio  Lower  Upper
 43  100
 61    0.0   11.7   17.5#
 70    0.0    8.4   12.6#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1076 (4.800 min): VU048672.D\data.ms (-1
43.0

61.0
73.0 88.1

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1048 (4.710 min): VU048763.D\data.ms
43.0

72.1
95.961.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1048 (4.710 min): VU048763.D\data.ms (-9
43.0

72.1
95.961.0

4.65 4.70 4.75

0

2000

4000

6000

8000

Time-->

Abundance

 4.710

#38
Carbon Tetrachloride
Concen:    4.708 ug/l  
RT:   5.375 min  Scan# 1255
Delta R.T.  ‐0.151 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:117 Resp:   19637
Ion  Ratio  Lower  Upper
117  100
119    8.3   75.4  113.2#
121    0.0   24.6   36.8#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1302 (5.526 min): VU048672.D\data.ms (-1
116.975.0

39.0

94.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU048763.D\data.ms
168.0

99.0

137.0
118.075.055.036.1

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU048763.D\data.ms (-1
168.0

99.0

137.0
118.075.055.036.1

5.30 5.35 5.40 5.45

0

2000

4000

6000

8000

Time-->

Abundance
 5.375
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#41
Methacrylonitrile
Concen:    0.332 ug/l  
RT:   5.060 min  Scan# 1157
Delta R.T.  0.090 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 41 Resp:     771
Ion  Ratio  Lower  Upper
 41  100
 39   37.1   42.6   64.0#
 67    0.0   61.0   91.4#
 52    0.0   24.2   36.4#

Ref

Raw

Sub

40 60 80 100 120
0

50

m/z-->

Abundance Scan 1129 (4.970 min): VU048672.D\data.ms (-1
41.0

67.1
129.9

92.9

113.9

40 60 80 100 120
0

50

m/z-->

Abundance Scan 1157 (5.060 min): VU048763.D\data.ms
39.9

72.0

40 60 80 100 120
0

50

m/z-->

Abundance Scan 1157 (5.060 min): VU048763.D\data.ms (-1
41.9

72.0

5.05 5.10

0

100

200

300

Time-->

Abundance
 5.060

#42
1,2‐Dichloroethane
Concen:    0.351 ug/l  
RT:   5.806 min  Scan# 1389
Delta R.T.  0.013 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 62 Resp:    1475
Ion  Ratio  Lower  Upper
 62  100
 98    0.0    0.0   17.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1385 (5.793 min): VU048672.D\data.ms (-1
62.0 78.0

49.0

98.037.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1389 (5.806 min): VU048763.D\data.ms
62.0

39.9

50.8

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1389 (5.806 min): VU048763.D\data.ms (-1
62.0

48.9

5.75 5.80 5.85

0

200

400

600

Time-->

Abundance
 5.806
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#44
Trichloroethene
Concen:    0.504 ug/l  
RT:   6.542 min  Scan# 1618
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:130 Resp:    1395
Ion  Ratio  Lower  Upper
130  100
 95   87.2    0.0  204.8 

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 1618 (6.542 min): VU048672.D\data.ms (-1
95.0 129.9

60.0

36.9

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 1618 (6.542 min): VU048763.D\data.ms
55.939.9 129.894.9

113.9

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 1618 (6.542 min): VU048763.D\data.ms (-1
129.8

96.9

41.0

6.50 6.55

0

200

400

600

800

Time-->

Abundance
 6.542

#49
1,4‐Dioxane
Concen:    3.450 ug/l  
RT:   6.967 min  Scan# 1750
Delta R.T.  ‐0.007 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 88 Resp:     231
Ion  Ratio  Lower  Upper
 88  100
 43  115.2   24.6   36.8#
 58   94.4   54.7   82.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1752 (6.973 min): VU048672.D\data.ms (-1
41.0 69.0

100.1

206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1750 (6.967 min): VU048763.D\data.ms
39.8

88.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1750 (6.967 min): VU048763.D\data.ms (-1
88.057.9

6.96 6.98

0

50

100

150

200

Time-->

Abundance
 6.967
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#50
Toluene‐d8
Concen:   44.842 ug/l  
RT:   7.899 min  Scan# 2040
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 98 Resp:  400436
Ion  Ratio  Lower  Upper
 98  100
100   65.0   52.2   78.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2040 (7.899 min): VU048672.D\data.ms (-2
98.1

70.142.0 54.0
82.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2040 (7.899 min): VU048763.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 2040 (7.899 min): VU048763.D\data.ms (-1
98.1

70.142.0 54.0
82.1

7.80 7.90 8.00

0

50000

100000

150000

200000

Time-->

Abundance
 7.899

#51
4‐Methyl‐2‐Pentanone
Concen:    0.875 ug/l  
RT:   7.793 min  Scan# 2007
Delta R.T.  0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 43 Resp:    3792
Ion  Ratio  Lower  Upper
 43  100
 58   30.6   32.7   49.1#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2006 (7.790 min): VU048672.D\data.ms (-1
43.0

85.1

67.0 133.0 163.1
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50

m/z-->

Abundance Scan 2007 (7.793 min): VU048763.D\data.ms
42.9

85.2

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2007 (7.793 min): VU048763.D\data.ms (-1
42.9

85.2

7.75 7.80 7.85

0
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Time-->

Abundance
 7.793
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#59
2‐Hexanone
Concen:    0.856 ug/l  
RT:   8.687 min  Scan# 2285
Delta R.T.  0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 43 Resp:    3043
Ion  Ratio  Lower  Upper
 43  100
 58   43.1   28.2   84.6 

Ref

Raw

Sub

40 60 80 100 120
0

50

m/z-->

Abundance Scan 2284 (8.684 min): VU048672.D\data.ms (-2
43.0

58.0

100.185.1
130.8

40 60 80 100 120
0

50
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Abundance Scan 2285 (8.687 min): VU048763.D\data.ms
43.0

58.0

99.885.1

40 60 80 100 120
0

50

m/z-->

Abundance Scan 2285 (8.687 min): VU048763.D\data.ms (-2
43.0

58.0

99.885.1

8.65 8.70 8.75

0

500

1000

1500

Time-->

Abundance

 8.687

#62
4‐Bromofluorobenzene
Concen:   42.986 ug/l  
RT:  10.632 min  Scan# 2890
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 95 Resp:  145174
Ion  Ratio  Lower  Upper
 95  100
174   78.6    0.0  159.4 
176   76.9    0.0  152.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2890 (10.632 min): VU048672.D\data.ms (-
95.0

174.0

75.0

50.0

143.0116.9

40 60 80 100 120 140 160 180
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Abundance Scan 2890 (10.632 min): VU048763.D\data.ms
95.0
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118.9 142.9
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Abundance Scan 2890 (10.632 min): VU048763.D\data.ms (-
95.0
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Abundance
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#63
Chlorobenzene‐d5
Concen:   50.000 ug/l  
RT:   9.417 min  Scan# 2512
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:117 Resp:  324236
Ion  Ratio  Lower  Upper
117  100
 82   57.3   45.3   67.9 
119   31.4   25.4   38.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2512 (9.417 min): VU048672.D\data.ms (-2
117.1

82.1
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Abundance Scan 2512 (9.417 min): VU048763.D\data.ms
117.0
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Abundance Scan 2512 (9.417 min): VU048763.D\data.ms (-2
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50000

100000
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Time-->

Abundance
 9.417

#64
Tetrachloroethene
Concen:   Below Cal    
RT:   8.558 min  Scan# 2245
Delta R.T.  0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:164 Resp:      87
Ion  Ratio  Lower  Upper
164  100
166  158.5  105.0  157.4#
129   29.8   76.5  114.7#
131   67.3   73.8  110.6#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2244 (8.555 min): VU048672.D\data.ms (-2
165.9

128.9

93.9

47.0
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Abundance Scan 2245 (8.558 min): VU048763.D\data.ms
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Abundance Scan 2245 (8.558 min): VU048763.D\data.ms (-2
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Abundance

 8.558
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#65
Chlorobenzene
Concen:    0.370 ug/l  
RT:   9.452 min  Scan# 2523
Delta R.T.  0.006 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:112 Resp:    2536
Ion  Ratio  Lower  Upper
112  100
114   26.5   26.3   39.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2521 (9.446 min): VU048672.D\data.ms (-2
112.0

77.0

51.0
38.0 96.9
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Abundance Scan 2523 (9.452 min): VU048763.D\data.ms
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Abundance Scan 2523 (9.452 min): VU048763.D\data.ms (-2
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0

500

1000

1500

Time-->

Abundance
 9.452

#72
1,4‐Dichlorobenzene‐d4
Concen:   50.000 ug/l  
RT:  11.812 min  Scan# 3257
Delta R.T.  0.003 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:152 Resp:  154441
Ion  Ratio  Lower  Upper
152  100
115   60.3   41.8  125.4 
150  157.8    0.0  341.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3256 (11.809 min): VU048672.D\data.ms (-
150.0

115.1
78.052.0

207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3257 (11.812 min): VU048763.D\data.ms
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Abundance Scan 3257 (11.812 min): VU048763.D\data.ms (-
150.0

115.0
78.052.0

11.80 11.90

0

50000

100000

150000

Time-->

Abundance

11.812
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#74
N‐amyl acetate
Concen:    2.535 ug/l  
RT:  10.327 min  Scan# 2795
Delta R.T.  0.007 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 43 Resp:     360
Ion  Ratio  Lower  Upper
 43  100
 70    0.0   35.8   53.6#
 55    0.0   21.1   31.7#
 61    0.0   20.2   30.4#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2793 (10.320 min): VU048672.D\data.ms (-
43.0

70.1

55.1

87.0 101.0 115.1

30 40 50 60 70 80 90 100 110 120
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m/z-->

Abundance Scan 2795 (10.327 min): VU048763.D\data.ms
39.9

69.955.0
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0

50
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Abundance Scan 2795 (10.327 min): VU048763.D\data.ms (-
42.8

69.955.0

10.32

0

100

200

300

400

Time-->

Abundance

10.327

#76
1,2,3‐Trichloropropane
Concen:   14.774 ug/l  
RT:  10.632 min  Scan# 2890
Delta R.T.  ‐0.190 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 75 Resp:   73569
Ion  Ratio  Lower  Upper
 75  100
 77    1.2   14.8   44.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2949 (10.822 min): VU048672.D\data.ms (-
75.0

110.0

39.0

148.1
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Abundance Scan 2890 (10.632 min): VU048763.D\data.ms
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Abundance
10.632
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#81
trans‐1,4‐Dichloro‐2‐butene
Concen:   53.643 ug/l  
RT:  10.632 min  Scan# 2890
Delta R.T.  0.087 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 75 Resp:   73569
Ion  Ratio  Lower  Upper
 75  100
 53    0.1   72.5  108.7#
 89    0.1   37.0   55.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2863 (10.546 min): VU048672.D\data.ms (-
88.0

53.0

124.0
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Abundance Scan 2890 (10.632 min): VU048763.D\data.ms
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Abundance Scan 2890 (10.632 min): VU048763.D\data.ms (-
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Time-->

Abundance
10.632

#84
1,2,4‐Trimethylbenzene
Concen:    1.349 ug/l  
RT:  11.475 min  Scan# 3152
Delta R.T.  0.007 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:105 Resp:    1547
Ion  Ratio  Lower  Upper
105  100
120   10.8   22.5   67.5#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3150 (11.468 min): VU048672.D\data.ms (-
105.1

120.1

77.039.0 63.0
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Abundance Scan 3152 (11.475 min): VU048763.D\data.ms
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Abundance Scan 3152 (11.475 min): VU048763.D\data.ms (-
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Abundance
11.475
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#89
n‐Butylbenzene
Concen:    2.303 ug/l  
RT:  12.208 min  Scan# 3380
Delta R.T.  ‐0.000 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 91 Resp:    1098
Ion  Ratio  Lower  Upper
 91  100
 92   52.3   25.9   77.8 
134   10.6   12.5   37.5#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3380 (12.208 min): VU048672.D\data.ms (-
91.1

146.0

111.075.0
50.0

128.0

40 60 80 100 120 140
0
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m/z-->

Abundance Scan 3380 (12.208 min): VU048763.D\data.ms
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146.2

110.974.8
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Abundance Scan 3380 (12.208 min): VU048763.D\data.ms (-
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200
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Time-->

Abundance
12.208

#92
1,2‐Dibromo‐3‐Chloropropane
Concen:    0.423 ug/l  
RT:  13.153 min  Scan# 3674
Delta R.T.  0.157 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion: 75 Resp:     496
Ion  Ratio  Lower  Upper
 75  100
155    0.0   40.3  120.8#
157    0.0   50.0  150.0#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3625 (12.996 min): VU048672.D\data.ms (-
75.0 157.0
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Abundance Scan 3674 (13.153 min): VU048763.D\data.ms
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Abundance Scan 3674 (13.153 min): VU048763.D\data.ms (-
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13.153
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#93
1,2,4‐Trichlorobenzene
Concen:    0.262 ug/l  
RT:  13.848 min  Scan# 3890
Delta R.T.  0.010 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:180 Resp:     911
Ion  Ratio  Lower  Upper
180  100
182   45.9   48.3  144.9#
145   22.8   15.6   46.7 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3887 (13.838 min): VU048672.D\data.ms (-
180.0

145.074.0 109.0
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Abundance Scan 3890 (13.848 min): VU048763.D\data.ms
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Abundance Scan 3890 (13.848 min): VU048763.D\data.ms (-
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Abundance
13.848

#95
Naphthalene
Concen:    2.993 ug/l  
RT:  14.092 min  Scan# 3966
Delta R.T.  0.006 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:128 Resp:    5893
Ion  Ratio  Lower  Upper
128  100
127   13.6   10.2   15.4 
129    9.2    8.7   13.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3964 (14.086 min): VU048672.D\data.ms (-
128.1
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Abundance Scan 3966 (14.092 min): VU048763.D\data.ms
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Abundance Scan 3966 (14.092 min): VU048763.D\data.ms (-
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14.092
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#96
1,2,3‐Trichlorobenzene
Concen:    0.220 ug/l  
RT:  14.333 min  Scan# 4041
Delta R.T.  0.006 min
Lab File:   VU048763.D
Acq: 01 Jun 2022  01:49    

Tgt Ion:180 Resp:     759
Ion  Ratio  Lower  Upper
180  100
182  108.3   47.4  142.2 
145   27.4   16.6   49.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 4039 (14.327 min): VU048672.D\data.ms (-
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Abundance Scan 4041 (14.333 min): VU048763.D\data.ms
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