
                                        Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011223\
  Data File : VU052658.D                                          
  Acq On    : 12 Jan 2023  11:44
  Operator  : JC/MD
  Sample    : VU0112WBL02
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Time: Jan 13 01:43:18 2023
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U011123W.M
  Quant Title  : SW846 8260
  QLast Update : Fri Jan 13 01:24:13 2023
  Response via : Initial Calibration
 
          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
   Internal Standards
     1) Pentafluorobenzene          5.372  168   215155    50.000 ug/l   # 0.00
    34) 1,4‐Difluorobenzene         6.247  114   383409    50.000 ug/l     0.00
    63) Chlorobenzene‐d5            9.414  117   350207    50.000 ug/l     0.00
    72) 1,4‐Dichlorobenzene‐d4     11.809  152   152268    50.000 ug/l     0.00
 
   System Monitoring Compounds                                        
    33) 1,2‐Dichloroethane‐d4       5.697   65   185688    54.019 ug/l    0.00  
     Spiked Amount     50.000   Range  78 ‐ 117    Recovery   =  108.040% 
    35) Dibromofluoromethane        5.285  113   137205    51.954 ug/l    0.00  
     Spiked Amount     50.000   Range  75 ‐ 124    Recovery   =  103.900% 
    50) Toluene‐d8                  7.896   98   493410    48.666 ug/l    0.00  
     Spiked Amount     50.000   Range  92 ‐ 112    Recovery   =   97.340% 
    62) 4‐Bromofluorobenzene       10.629   95   163680    44.546 ug/l    0.00  
     Spiked Amount     50.000   Range  83 ‐ 123    Recovery   =   89.100% 
 
   Target Compounds                                                   Qvalue
     2) Dichlorodifluoromethane     1.385   85       77     0.028 ug/l #    42
     5) Bromomethane                1.861   94      138     0.070 ug/l      88
    10) Methyl Iodide               2.726  142      495     0.187 ug/l #    84
    11) Tert butyl alcohol          3.221   59       39     0.058 ug/l #    37
    17) Carbon Disulfide            2.793   76      636     0.080 ug/l #    75
    18) Methyl Acetate              2.961   43      162     0.032 ug/l #    47
    24) 1,1‐Dichloroethane          3.874   63      133     0.024 ug/l #    82
    25) 2‐Butanone                  4.780   43      104     0.043 ug/l #    45
    29) Tetrahydrofuran             5.063   42      240     0.163 ug/l #    39
    37) Ethyl Acetate               4.780   43      104     0.020 ug/l #    71
    39) Methylcyclohexane           6.748   83       43     0.009 ug/l #    21
    40) Benzene                     5.780   78       49     0.004 ug/l #    52
    42) 1,2‐Dichloroethane          5.790   62      413     0.094 ug/l #    74
    47) Bromodichloromethane        7.099   83      251     0.057 ug/l #    86
    51) 4‐Methyl‐2‐Pentanone        7.790   43      434     0.096 ug/l #    32
    59) 2‐Hexanone                  8.693   43      469     0.136 ug/l      85
    65) Chlorobenzene               9.436  112      129     0.017 ug/l #    44
    67) Ethyl Benzene               9.571   91       93     0.007 ug/l #    43
    73) Isopropylbenzene           10.484  105       21     0.002 ug/l #    47
    74) N‐amyl acetate             10.333   43      140     0.029 ug/l #    39
    78) n‐propylbenzene            10.899   91      317     0.025 ug/l #    52
    79) 2‐Chlorotoluene            10.979   91       75     0.010 ug/l #    38
    82) 4‐Chlorotoluene            11.108   91      180     0.020 ug/l #    43
    83) tert‐Butylbenzene          11.410  119       41     0.005 ug/l #    33
    84) 1,2,4‐Trimethylbenzene     11.475  105       95     0.011 ug/l #    30
    85) sec‐Butylbenzene           11.639  105       20     0.002 ug/l #    56
    87) 1,3‐Dichlorobenzene        11.738  146      134     0.027 ug/l #    73
    88) 1,4‐Dichlorobenzene        11.832  146      413     0.080 ug/l #    25
    93) 1,2,4‐Trichlorobenzene     13.844  180      293     0.100 ug/l #    43
    96) 1,2,3‐Trichlorobenzene     14.327  180      215     0.074 ug/l #    56
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance TIC: VU052658.D\data.ms
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT:   5.372 min  Scan# 1254
Delta R.T.  0.003 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:168 Resp:  215155
Ion  Ratio  Lower  Upper
168  100
 99   63.2   39.3   58.9#

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1253 (5.369 min): VU052651.D\data.ms (-1
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Abundance
 5.372

#2
Dichlorodifluoromethane
Concen:    0.028 ug/l  
RT:   1.385 min  Scan# 14
Delta R.T.  0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 85 Resp:      77
Ion  Ratio  Lower  Upper
 85  100
 87    0.0   16.4   49.2#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 14 (1.385 min): VU052651.D\data.ms (-5) (
85.0

50.0 100.966.036.9 121.8

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 14 (1.385 min): VU052658.D\data.ms
44.0

84.8

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 14 (1.385 min): VU052658.D\data.ms (-1) (
44.0

84.8

1.37 1.38 1.39 1.40

0

50

100

Time-->

Abundance
 1.385
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#5
Bromomethane
Concen:    0.070 ug/l  
RT:   1.861 min  Scan# 162
Delta R.T.  0.003 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 94 Resp:     138
Ion  Ratio  Lower  Upper
 94  100
 96  103.6   73.7  110.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 161 (1.858 min): VU052651.D\data.ms (-15
93.9

78.9
46.0 60.0 126.8

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

50

m/z-->

Abundance Scan 162 (1.861 min): VU052658.D\data.ms
43.9

127.995.8

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

50

m/z-->

Abundance Scan 162 (1.861 min): VU052658.D\data.ms (-68
127.995.8

37.8

1.84 1.86 1.88

0

50

100

150

Time-->

Abundance
 1.861

#10
Methyl Iodide
Concen:    0.187 ug/l  
RT:   2.726 min  Scan# 431
Delta R.T.  0.007 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:142 Resp:     495
Ion  Ratio  Lower  Upper
142  100
127   34.7   32.5   48.7 
141    0.0   11.4   17.0#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 429 (2.719 min): VU052651.D\data.ms (-41
141.9

63.5

40 60 80 100 120 140
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50
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Abundance Scan 431 (2.726 min): VU052658.D\data.ms
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40 60 80 100 120 140
0

50
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Abundance Scan 431 (2.726 min): VU052658.D\data.ms (-33
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Abundance
 2.726
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#11
Tert butyl alcohol
Concen:    0.058 ug/l  
RT:   3.221 min  Scan# 585
Delta R.T.  ‐0.067 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 59 Resp:      39
Ion  Ratio  Lower  Upper
 59  100
 57    0.0   30.6   45.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 606 (3.288 min): VU052651.D\data.ms (-55
53.0

41.0
60.1 88.9
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Abundance Scan 585 (3.221 min): VU052658.D\data.ms
44.0
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50
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Abundance Scan 585 (3.221 min): VU052658.D\data.ms (-51
59.0
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Time-->

Abundance
 3.221

#17
Carbon Disulfide
Concen:    0.080 ug/l  
RT:   2.793 min  Scan# 452
Delta R.T.  0.003 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 76 Resp:     636
Ion  Ratio  Lower  Upper
 76  100
 78    0.0    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 451 (2.790 min): VU052651.D\data.ms (-43
75.9
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Abundance Scan 452 (2.793 min): VU052658.D\data.ms (-35
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Abundance
 2.793
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#18
Methyl Acetate
Concen:    0.032 ug/l  
RT:   2.961 min  Scan# 504
Delta R.T.  0.013 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 43 Resp:     162
Ion  Ratio  Lower  Upper
 43  100
 74    0.0   22.5   33.7#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 500 (2.948 min): VU052651.D\data.ms (-48
43.0
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59.0
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50
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Abundance Scan 504 (2.961 min): VU052658.D\data.ms
44.0
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50
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Abundance Scan 504 (2.961 min): VU052658.D\data.ms (-40
39.9
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150

Time-->

Abundance

 2.961

#24
1,1‐Dichloroethane
Concen:    0.024 ug/l  
RT:   3.874 min  Scan# 788
Delta R.T.  0.007 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 63 Resp:     133
Ion  Ratio  Lower  Upper
 63  100
 98    0.0    3.6   10.9#
100    0.0    2.4    7.2#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 786 (3.867 min): VU052651.D\data.ms (-76
63.0

82.9 97.947.036.0
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Abundance Scan 788 (3.874 min): VU052658.D\data.ms
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Abundance Scan 788 (3.874 min): VU052658.D\data.ms (-69
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Abundance
 3.874
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#25
2‐Butanone
Concen:    0.043 ug/l  
RT:   4.780 min  Scan# 1070
Delta R.T.  0.077 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 43 Resp:     104
Ion  Ratio  Lower  Upper
 43  100
 72    0.0   23.8   35.6#

Ref

Raw

Sub
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50

m/z-->

Abundance Scan 1046 (4.703 min): VU052651.D\data.ms (-1
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Abundance Scan 1070 (4.780 min): VU052658.D\data.ms
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Abundance Scan 1070 (4.780 min): VU052658.D\data.ms (-9
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Abundance
 4.780

#29
Tetrahydrofuran
Concen:    0.163 ug/l  
RT:   5.063 min  Scan# 1158
Delta R.T.  0.013 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 42 Resp:     240
Ion  Ratio  Lower  Upper
 42  100
 72   18.3   42.6   63.8#
 71    0.0   40.3   60.5#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1154 (5.050 min): VU052651.D\data.ms (-1
42.0

72.0

84.9 119.855.0
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Abundance Scan 1158 (5.063 min): VU052658.D\data.ms (-1
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Abundance
 5.063
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#33
1,2‐Dichloroethane‐d4
Concen:   54.019 ug/l  
RT:   5.697 min  Scan# 1355
Delta R.T.  ‐0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 65 Resp:  185688
Ion  Ratio  Lower  Upper
 65  100
 67   53.8    0.0  108.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1355 (5.697 min): VU052651.D\data.ms (-1
65.0

51.0

102.0

36.9 83.8

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1355 (5.697 min): VU052658.D\data.ms
65.0

51.0

102.0

37.0 83.9

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1355 (5.697 min): VU052658.D\data.ms (-1
65.0

51.0

102.0

37.0

5.60 5.70 5.80

0

20000

40000

60000

80000

Time-->

Abundance
 5.697

#34
1,4‐Difluorobenzene
Concen:   50.000 ug/l  
RT:   6.247 min  Scan# 1526
Delta R.T.  ‐0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:114 Resp:  383409
Ion  Ratio  Lower  Upper
114  100
 63   22.6    0.0   37.8 
 88   16.0    0.0   29.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1526 (6.247 min): VU052651.D\data.ms (-1
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 1526 (6.247 min): VU052658.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 1526 (6.247 min): VU052658.D\data.ms (-1
114.0

63.0
88.0

50.0 75.037.0

6.20 6.30 6.40

0

50000

100000

150000

200000

Time-->

Abundance
 6.247
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#35
Dibromofluoromethane
Concen:   51.954 ug/l  
RT:   5.285 min  Scan# 1227
Delta R.T.  0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:113 Resp:  137205
Ion  Ratio  Lower  Upper
113  100
111  102.1   82.1  123.1 
192   18.4   18.0   27.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1227 (5.285 min): VU052651.D\data.ms (-1
110.9

78.9 191.9
159.836.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1227 (5.285 min): VU052658.D\data.ms
110.9

78.9 191.9
159.840.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1227 (5.285 min): VU052658.D\data.ms (-1
110.9

78.9 191.9
159.840.1

5.20 5.30 5.40

0

20000

40000

60000

Time-->

Abundance
 5.285

#37
Ethyl Acetate
Concen:    0.020 ug/l  
RT:   4.780 min  Scan# 1070
Delta R.T.  ‐0.020 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 43 Resp:     104
Ion  Ratio  Lower  Upper
 43  100
 61    0.0    9.5   14.3#
 70    0.0    7.5   11.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1076 (4.800 min): VU052651.D\data.ms (-1
43.0

61.0 70.0 88.0

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

50

m/z-->

Abundance Scan 1070 (4.780 min): VU052658.D\data.ms
44.0

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

50

m/z-->

Abundance Scan 1070 (4.780 min): VU052658.D\data.ms (-9
42.9

4.76 4.78 4.80

0

50

100

150

Time-->

Abundance
 4.780
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#39
Methylcyclohexane
Concen:    0.009 ug/l  
RT:   6.748 min  Scan# 1682
Delta R.T.  ‐0.013 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 83 Resp:      43
Ion  Ratio  Lower  Upper
 83  100
 55    0.0   55.3   82.9#
 98    0.0   37.3   55.9#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1686 (6.761 min): VU052651.D\data.ms (-1
83.155.0

98.141.0

69.1

111.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1682 (6.748 min): VU052658.D\data.ms
43.9

83.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1682 (6.748 min): VU052658.D\data.ms (-1
83.0

44.0

6.74 6.75 6.76

0

50

100

Time-->

Abundance
 6.748

#40
Benzene
Concen:    0.004 ug/l  
RT:   5.780 min  Scan# 1381
Delta R.T.  0.009 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 78 Resp:      49
Ion  Ratio  Lower  Upper
 78  100
 77    0.0   18.8   28.2#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1378 (5.771 min): VU052651.D\data.ms (-1
78.0

52.0
39.0 64.0 100.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1381 (5.780 min): VU052658.D\data.ms
64.9

43.9
101.9

78.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1381 (5.780 min): VU052658.D\data.ms (-1
64.9

51.0 101.9
78.0

39.9

5.77 5.78 5.79

0

50

100

Time-->

Abundance
 5.780
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#42
1,2‐Dichloroethane
Concen:    0.094 ug/l  
RT:   5.790 min  Scan# 1384
Delta R.T.  ‐0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 62 Resp:     413
Ion  Ratio  Lower  Upper
 62  100
 98    0.0    0.0   18.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1384 (5.790 min): VU052651.D\data.ms (-1
62.0 78.0

49.0

97.938.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1384 (5.790 min): VU052658.D\data.ms
43.9 64.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1384 (5.790 min): VU052658.D\data.ms (-1
64.9

48.9

5.75 5.80

0

50

100

150

200

250

Time-->

Abundance
 5.790

#47
Bromodichloromethane
Concen:    0.057 ug/l  
RT:   7.099 min  Scan# 1791
Delta R.T.  ‐0.003 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 83 Resp:     251
Ion  Ratio  Lower  Upper
 83  100
 85   54.3   51.4   77.2 
127    0.0    7.1   10.7#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1792 (7.102 min): VU052651.D\data.ms (-1
82.9

47.0
128.9

161.7

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1791 (7.099 min): VU052658.D\data.ms
43.9

82.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1791 (7.099 min): VU052658.D\data.ms (-1
82.9

43.9

7.08 7.10 7.12

0

50

100

150

200

Time-->

Abundance
 7.099
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#50
Toluene‐d8
Concen:   48.666 ug/l  
RT:   7.896 min  Scan# 2039
Delta R.T.  0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 98 Resp:  493410
Ion  Ratio  Lower  Upper
 98  100
100   66.0   51.7   77.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2039 (7.896 min): VU052651.D\data.ms (-2
98.0

70.142.0 54.0
82.1

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2039 (7.896 min): VU052658.D\data.ms
98.1

42.0 70.154.0
82.1

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2039 (7.896 min): VU052658.D\data.ms (-1
98.1

42.0 70.154.0
82.1

7.80 7.90 8.00

0

100000

200000

Time-->

Abundance
 7.896

#51
4‐Methyl‐2‐Pentanone
Concen:    0.096 ug/l  
RT:   7.790 min  Scan# 2006
Delta R.T.  ‐0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 43 Resp:     434
Ion  Ratio  Lower  Upper
 43  100
 58    0.0   34.7   52.1#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2006 (7.790 min): VU052651.D\data.ms (-1
43.0

58.0

85.0 100.1
72.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2006 (7.790 min): VU052658.D\data.ms
44.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2006 (7.790 min): VU052658.D\data.ms (-1
42.9

7.75 7.80

0

100

200

Time-->

Abundance
 7.790
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#59
2‐Hexanone
Concen:    0.136 ug/l  
RT:   8.693 min  Scan# 2287
Delta R.T.  0.009 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 43 Resp:     469
Ion  Ratio  Lower  Upper
 43  100
 58   48.8   30.3   90.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2284 (8.684 min): VU052651.D\data.ms (-2
43.0

58.0

100.185.171.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2287 (8.693 min): VU052658.D\data.ms
42.9

58.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2287 (8.693 min): VU052658.D\data.ms (-2
42.9

58.0

8.70

0

100

200

300

Time-->

Abundance
 8.693

#62
4‐Bromofluorobenzene
Concen:   44.546 ug/l  
RT:  10.629 min  Scan# 2889
Delta R.T.  0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 95 Resp:  163680
Ion  Ratio  Lower  Upper
 95  100
174   74.1    0.0  182.0 
176   70.3    0.0  177.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2889 (10.629 min): VU052651.D\data.ms (-
95.0

174.0

75.0

50.0

140.9117.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2889 (10.629 min): VU052658.D\data.ms
95.0

174.0

75.0

50.0

129.9149.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2889 (10.629 min): VU052658.D\data.ms (-
95.0

174.0

75.0

50.0

129.9149.8

10.60 10.70

0

20000

40000

60000

80000

100000

Time-->

Abundance
10.629
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#63
Chlorobenzene‐d5
Concen:   50.000 ug/l  
RT:   9.414 min  Scan# 2511
Delta R.T.  ‐0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:117 Resp:  350207
Ion  Ratio  Lower  Upper
117  100
 82   60.5   41.7   62.5 
119   31.4   25.7   38.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2511 (9.414 min): VU052651.D\data.ms (-2
117.0

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 2511 (9.414 min): VU052658.D\data.ms
117.0

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 2511 (9.414 min): VU052658.D\data.ms (-2
117.0

82.1

54.0

40.0 99.067.0

9.40 9.50

0

50000

100000

150000

200000

Time-->

Abundance
 9.414

#65
Chlorobenzene
Concen:    0.017 ug/l  
RT:   9.436 min  Scan# 2518
Delta R.T.  ‐0.007 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:112 Resp:     129
Ion  Ratio  Lower  Upper
112  100
114    0.0   24.9   37.3#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2520 (9.443 min): VU052651.D\data.ms (-2
112.0

77.0

51.0

38.0 97.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2518 (9.436 min): VU052658.D\data.ms
117.0

82.1

54.0
40.0 98.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2518 (9.436 min): VU052658.D\data.ms (-2
117.0

82.1

54.0
40.0 98.9

9.42 9.44 9.46

0

50

100

150

Time-->

Abundance
 9.436
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#67
Ethyl Benzene
Concen:    0.007 ug/l  
RT:   9.571 min  Scan# 2560
Delta R.T.  0.003 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 91 Resp:      93
Ion  Ratio  Lower  Upper
 91  100
106    0.0   25.6   38.4#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2559 (9.568 min): VU052651.D\data.ms (-2
91.0

106.1

51.0 65.0 77.039.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2560 (9.571 min): VU052658.D\data.ms
43.9

117.190.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2560 (9.571 min): VU052658.D\data.ms (-2
117.190.943.9

9.56 9.57 9.58

0

50

100

150

Time-->

Abundance
 9.571

#72
1,4‐Dichlorobenzene‐d4
Concen:   50.000 ug/l  
RT:  11.809 min  Scan# 3256
Delta R.T.  0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:152 Resp:  152268
Ion  Ratio  Lower  Upper
152  100
115   60.2   37.0  110.9 
150  154.4    0.0  342.2 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3256 (11.809 min): VU052651.D\data.ms (-
149.9

115.0
78.052.0

132.195.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3256 (11.809 min): VU052658.D\data.ms
150.0

115.0
78.052.0

132.095.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3256 (11.809 min): VU052658.D\data.ms (-
150.0

115.0
78.052.0

132.095.9

11.80 11.90

0

50000

100000

Time-->

Abundance

11.809
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#73
Isopropylbenzene
Concen:    0.002 ug/l  
RT:  10.484 min  Scan# 2844
Delta R.T.  0.003 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:105 Resp:      21
Ion  Ratio  Lower  Upper
105  100
120    0.0   13.8   41.4#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2843 (10.481 min): VU052651.D\data.ms (-
105.1

120.1
77.051.0 91.038.0 64.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2844 (10.484 min): VU052658.D\data.ms
44.0

105.1

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2844 (10.484 min): VU052658.D\data.ms (-
105.1

10.48 10.49

0

20

40

60

80

100

Time-->

Abundance
10.484

#74
N‐amyl acetate
Concen:    0.029 ug/l  
RT:  10.333 min  Scan# 2797
Delta R.T.  0.016 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 43 Resp:     140
Ion  Ratio  Lower  Upper
 43  100
 70    0.0   38.7   58.1#
 55    0.0   21.8   32.8#
 61    0.0   21.9   32.9#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2792 (10.317 min): VU052651.D\data.ms (-
43.0

70.1

55.0

87.0 101.1 115.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2797 (10.333 min): VU052658.D\data.ms
43.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2797 (10.333 min): VU052658.D\data.ms (-
42.9

10.30 10.32 10.34

0

50

100

Time-->

Abundance
10.333
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#78
n‐propylbenzene
Concen:    0.025 ug/l  
RT:  10.899 min  Scan# 2973
Delta R.T.  ‐0.003 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 91 Resp:     317
Ion  Ratio  Lower  Upper
 91  100
120    0.0   11.9   35.5#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2974 (10.902 min): VU052651.D\data.ms (-
91.0

39.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2973 (10.899 min): VU052658.D\data.ms
43.9

91.0 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2973 (10.899 min): VU052658.D\data.ms (-
91.0 281.1

43.9

10.90

0

50

100

150

200

Time-->

Abundance
10.899

#79
2‐Chlorotoluene
Concen:    0.010 ug/l  
RT:  10.979 min  Scan# 2998
Delta R.T.  ‐0.004 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 91 Resp:      75
Ion  Ratio  Lower  Upper
 91  100
126    0.0   18.4   55.0#

Ref

Raw

Sub

40 60 80 100 120
0

50

m/z-->

Abundance Scan 2999 (10.983 min): VU052651.D\data.ms (-
91.0

126.0

63.0
39.0

105.077.0

40 60 80 100 120
0

50

m/z-->

Abundance Scan 2998 (10.979 min): VU052658.D\data.ms
44.0

91.0

40 60 80 100 120
0

50

m/z-->

Abundance Scan 2998 (10.979 min): VU052658.D\data.ms (-
91.0

44.0

10.98

0

50

100

Time-->

Abundance
10.979
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#82
4‐Chlorotoluene
Concen:    0.020 ug/l  
RT:  11.108 min  Scan# 3038
Delta R.T.  0.016 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion: 91 Resp:     180
Ion  Ratio  Lower  Upper
 91  100
126    0.0   16.1   48.2#

Ref

Raw

Sub

40 60 80 100 120
0

50

m/z-->

Abundance Scan 3033 (11.092 min): VU052651.D\data.ms (-
91.0 105.1

120.1

63.039.0 77.0

40 60 80 100 120
0

50

m/z-->

Abundance Scan 3038 (11.108 min): VU052658.D\data.ms
44.0

91.1

40 60 80 100 120
0

50

m/z-->

Abundance Scan 3038 (11.108 min): VU052658.D\data.ms (-
91.1

11.08 11.10 11.12

0

50

100

Time-->

Abundance
11.108

#83
tert‐Butylbenzene
Concen:    0.005 ug/l  
RT:  11.410 min  Scan# 3132
Delta R.T.  ‐0.007 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:119 Resp:      41
Ion  Ratio  Lower  Upper
119  100
 91    0.0   26.8   80.3#
134    0.0   11.5   34.5#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3134 (11.417 min): VU052651.D\data.ms (-
119.1

91.0

41.0 166.965.0
201.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3132 (11.410 min): VU052658.D\data.ms
43.9

119.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3132 (11.410 min): VU052658.D\data.ms (-
119.0

11.40 11.41 11.42

0

20

40

60

80

100

Time-->

Abundance
11.410
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#84
1,2,4‐Trimethylbenzene
Concen:    0.011 ug/l  
RT:  11.475 min  Scan# 3152
Delta R.T.  0.010 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:105 Resp:      95
Ion  Ratio  Lower  Upper
105  100
120    0.0   23.4   70.3#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 3149 (11.465 min): VU052651.D\data.ms (-
105.1

120.1

77.051.0 90.038.0 64.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 3152 (11.475 min): VU052658.D\data.ms
43.9

104.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 3152 (11.475 min): VU052658.D\data.ms (-
104.9

43.9

11.46 11.48

0

50

100

Time-->

Abundance
11.475

#85
sec‐Butylbenzene
Concen:    0.002 ug/l  
RT:  11.639 min  Scan# 3203
Delta R.T.  ‐0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:105 Resp:      20
Ion  Ratio  Lower  Upper
105  100
134    0.0   10.4   31.1#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3203 (11.639 min): VU052651.D\data.ms (-
105.1

134.177.0
51.0

36.1

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3203 (11.639 min): VU052658.D\data.ms
43.9

105.2

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3203 (11.639 min): VU052658.D\data.ms (-
105.239.8

11.63 11.64

0

20

40

60

80

100

Time-->

Abundance
11.639
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#87
1,3‐Dichlorobenzene
Concen:    0.027 ug/l  
RT:  11.738 min  Scan# 3234
Delta R.T.  ‐0.004 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:146 Resp:     134
Ion  Ratio  Lower  Upper
146  100
111    0.0   18.9   56.5#
148   67.9   31.9   95.9 

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3235 (11.742 min): VU052651.D\data.ms (-
146.0

111.0
75.0

50.0

93.8

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3234 (11.738 min): VU052658.D\data.ms
44.0

145.8

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3234 (11.738 min): VU052658.D\data.ms (-
145.8

11.72 11.74

0

50

100

150

Time-->

Abundance
11.738

#88
1,4‐Dichlorobenzene
Concen:    0.080 ug/l  
RT:  11.832 min  Scan# 3263
Delta R.T.  ‐0.000 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:146 Resp:     413
Ion  Ratio  Lower  Upper
146  100
111    0.0   18.5   55.5#
148    0.0   31.9   95.7#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3263 (11.832 min): VU052651.D\data.ms (-
145.9

111.0
75.0

50.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3263 (11.832 min): VU052658.D\data.ms
150.0

115.0
78.052.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 3263 (11.832 min): VU052658.D\data.ms (-
150.0

115.0
78.052.0

11.80 11.85

0

500

1000

Time-->

Abundance

11.832
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#93
1,2,4‐Trichlorobenzene
Concen:    0.100 ug/l  
RT:  13.844 min  Scan# 3889
Delta R.T.  0.009 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:180 Resp:     293
Ion  Ratio  Lower  Upper
180  100
182   39.2   47.9  143.6#
145    0.0   14.0   41.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3886 (13.835 min): VU052651.D\data.ms (-
179.9

74.0 144.9109.0

50.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3889 (13.844 min): VU052658.D\data.ms
43.9

179.8

73.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3889 (13.844 min): VU052658.D\data.ms (-
179.8

73.0

43.9

13.85

0

50

100

150

200

250

Time-->

Abundance
13.844

#96
1,2,3‐Trichlorobenzene
Concen:    0.074 ug/l  
RT:  14.327 min  Scan# 4039
Delta R.T.  0.004 min
Lab File:   VU052658.D
Acq: 12 Jan 2023  11:44    

Tgt Ion:180 Resp:     215
Ion  Ratio  Lower  Upper
180  100
182   56.7   48.4  145.0 
145    0.0   14.8   44.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 4038 (14.323 min): VU052651.D\data.ms (-
179.9

145.074.0 109.0

37.0
207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 4039 (14.327 min): VU052658.D\data.ms
44.0

179.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 4039 (14.327 min): VU052658.D\data.ms (-
179.8

35.9

14.32 14.34

0

50

100

150

200

Time-->

Abundance

14.327
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