
                                        Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN052523\
  Data File : VN077899.D                                          
  Acq On    : 25 May 2023  14:03
  Operator  : JC\MD
  Sample    : O2850‐05
  Misc      : 1.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Time: May 25 16:30:14 2023
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N051523W.M
  Quant Title  : SW846 8260
  QLast Update : Tue May 16 04:07:42 2023
  Response via : Initial Calibration
 
          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
   Internal Standards
     1) Pentafluorobenzene          8.230  168   410990    50.000 ug/l     0.00
    34) 1,4‐Difluorobenzene         9.106  114   734796    50.000 ug/l     0.00
    63) Chlorobenzene‐d5           11.871  117   662213    50.000 ug/l     0.00
    72) 1,4‐Dichlorobenzene‐d4     13.800  152   267749    50.000 ug/l     0.00
 
   System Monitoring Compounds                                        
    33) 1,2‐Dichloroethane‐d4       8.582   65   265591    43.189 ug/l    0.00  
     Spiked Amount     50.000   Range  74 ‐ 125    Recovery   =   86.380% 
    35) Dibromofluoromethane        8.171  113   228192    47.624 ug/l    0.00  
     Spiked Amount     50.000   Range  75 ‐ 124    Recovery   =   95.240% 
    50) Toluene‐d8                 10.571   98   909445    49.311 ug/l    0.00  
     Spiked Amount     50.000   Range  86 ‐ 113    Recovery   =   98.620% 
    62) 4‐Bromofluorobenzene       12.859   95   337535    51.820 ug/l    0.00  
     Spiked Amount     50.000   Range  83 ‐ 123    Recovery   =  103.640% 
 
   Target Compounds                                                   Qvalue
     3) Chloromethane               2.371   50     1165    Below Cal  #    79
    10) Methyl Iodide               4.565  142     1317     0.243 ug/l #    65
    13) Acrolein                    4.195   56      330    Below Cal  #    74
    16) Acetone                     4.453   43    41767    21.588 ug/l #    88
    18) Methyl Acetate              5.042   43     2219     0.273 ug/l #    53
    20) Methylene Chloride          5.265   84     9672    Below Cal  #    85
    25) 2‐Butanone                  7.500   43     3123     1.032 ug/l      98
    29) Tetrahydrofuran             7.859   42     1584     0.799 ug/l #    74
    31) Cyclohexane                 8.224   56    18403     2.202 ug/l #    58
    36) 1,1‐Dichloropropene         8.224   75    34929     4.984 ug/l #    48
    38) Carbon Tetrachloride        8.230  117    45020     6.361 ug/l #    15
    39) Methylcyclohexane           9.594   83     3434     0.400 ug/l #    80
    43) Isopropyl Acetate           8.706   43     6910     0.677 ug/l #    49
    52) Toluene                    10.635   92   261407    20.303 ug/l      97
    53) t‐1,3‐Dichloropropene      10.647   75     3205     0.419 ug/l #     1
    59) 2‐Hexanone                 11.206   43     2538     0.566 ug/l #    37
    67) Ethyl Benzene              11.965   91     9724     0.378 ug/l      93
    68) m/p‐Xylenes                12.076  106    12477     1.280 ug/l      84
    69) o‐Xylene                   12.406  106     5950     0.621 ug/l      96
    70) Styrene                    12.418  104     3332     0.219 ug/l #    73
    74) N‐amyl acetate             12.488   43     2445     0.287 ug/l #    43
    76) 1,2,3‐Trichloropropane     12.853   75   173700    25.905 ug/l #     1
    78) n‐propylbenzene            13.041   91    10615     0.390 ug/l      94
    80) 1,3,5‐Trimethylbenzene     13.182  105    12209     0.629 ug/l      92
    81) trans‐1,4‐Dichloro‐2‐b...  12.853   75   173700    82.804 ug/l #    15
    84) 1,2,4‐Trimethylbenzene     13.488  105    53026     2.780 ug/l      95
    85) sec‐Butylbenzene           13.617  105     7554     0.314 ug/l      85
    86) p‐Isopropyltoluene         13.735  119     7719     0.402 ug/l      96
    89) n‐Butylbenzene             14.064   91    18200     1.031 ug/l #    81
    90) Hexachloroethane           14.335  117     5595     1.775 ug/l #    21
    92) 1,2‐Dibromo‐3‐Chloropr...  14.735   75      414     0.301 ug/l #     4
    93) 1,2,4‐Trichlorobenzene     15.400  180     2477     0.466 ug/l #     1
    94) Hexachlorobutadiene        15.500  225      461     0.209 ug/l #    47
    95) Naphthalene                15.647  128    30756     1.680 ug/l #    90
    96) 1,2,3‐Trichlorobenzene     15.841  180     1206     0.232 ug/l #     1
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
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  Quant Title  : SW846 8260
  QLast Update : Tue May 16 04:07:42 2023
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          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN052523\
  Data File : VN077899.D                                          
  Acq On    : 25 May 2023  14:03
  Operator  : JC\MD
  Sample    : O2850‐05
  Misc      : 1.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Time: May 25 16:30:14 2023
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N051523W.M
  Quant Title  : SW846 8260
  QLast Update : Tue May 16 04:07:42 2023
  Response via : Initial Calibration
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Abundance TIC: VN077899.D\data.ms
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT:   8.230 min  Scan# 1067
Delta R.T.  ‐0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:168 Resp:  410990
Ion  Ratio  Lower  Upper
168  100
 99   60.5   53.0   79.6 

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1067 (8.230 min): VN077704.D\data.ms (-1
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137.099.056.1
77.1
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Abundance Scan 1067 (8.230 min): VN077899.D\data.ms
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Abundance
 8.230

#3
Chloromethane
Concen:   Below Cal    
RT:   2.371 min  Scan# 71
Delta R.T.  0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 50 Resp:    1165
Ion  Ratio  Lower  Upper
 50  100
 52   45.1   26.5   39.7#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 70 (2.365 min): VN077704.D\data.ms (-62) 
50.0

37.0 66.0 83.0
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50

m/z-->

Abundance Scan 71 (2.371 min): VN077899.D\data.ms
44.0

51.9
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Abundance Scan 71 (2.371 min): VN077899.D\data.ms (-19) 
50.0

39.9

2.35 2.40

0

200

400

600

Time-->

Abundance
 2.371
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#10
Methyl Iodide
Concen:    0.243 ug/l  
RT:   4.565 min  Scan# 444
Delta R.T.  ‐0.029 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:142 Resp:    1317
Ion  Ratio  Lower  Upper
142  100
127   23.7   37.6   56.4#
141    0.0   11.4   17.0#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 449 (4.595 min): VN077704.D\data.ms (-43
141.9

126.9

44.1 63.4 95.9
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Abundance Scan 444 (4.565 min): VN077899.D\data.ms
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Abundance Scan 444 (4.565 min): VN077899.D\data.ms (-39
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Time-->

Abundance
 4.565

#13
Acrolein
Concen:   Below Cal    
RT:   4.195 min  Scan# 381
Delta R.T.  0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 56 Resp:     330
Ion  Ratio  Lower  Upper
 56  100
 55   88.8   54.5   81.7#

Ref
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Sub
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Abundance Scan 379 (4.183 min): VN077704.D\data.ms (-36
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#16
Acetone
Concen:   21.588 ug/l  
RT:   4.453 min  Scan# 425
Delta R.T.  0.023 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 43 Resp:   41767
Ion  Ratio  Lower  Upper
 43  100
 58   42.2   28.0   42.0#

Ref

Raw
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Abundance
 4.453

#18
Methyl Acetate
Concen:    0.273 ug/l  
RT:   5.042 min  Scan# 525
Delta R.T.  0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 43 Resp:    2219
Ion  Ratio  Lower  Upper
 43  100
 74    6.1   26.2   39.4#

Ref
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#25
2‐Butanone
Concen:    1.032 ug/l  
RT:   7.500 min  Scan# 943
Delta R.T.  0.012 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 43 Resp:    3123
Ion  Ratio  Lower  Upper
 43  100
 72   36.6   30.2   45.2 

Ref

Raw

Sub
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#29
Tetrahydrofuran
Concen:    0.799 ug/l  
RT:   7.859 min  Scan# 1004
Delta R.T.  0.018 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 42 Resp:    1584
Ion  Ratio  Lower  Upper
 42  100
 72   47.1   49.8   74.6#
 71   34.2   47.4   71.2#

Ref
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42.1

72.1

129.9
92.9

57.1 115.7

40 60 80 100 120
0

50

m/z-->

Abundance Scan 1004 (7.859 min): VN077899.D\data.ms
39.9

70.9

89.8

40 60 80 100 120
0

50

m/z-->

Abundance Scan 1004 (7.859 min): VN077899.D\data.ms (-9
45.0

70.9

89.8

7.80 7.85 7.90

0

200

400

Time-->

Abundance
 7.859
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#31
Cyclohexane
Concen:    2.202 ug/l  
RT:   8.224 min  Scan# 1066
Delta R.T.  ‐0.041 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 56 Resp:   18403
Ion  Ratio  Lower  Upper
 56  100
 69   98.6   26.8   40.2#
 84   83.6   81.8  122.6 

Ref
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Abundance Scan 1066 (8.224 min): VN077899.D\data.ms (-1
168.0

99.0

137.0
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Time-->

Abundance
 8.224

#33
1,2‐Dichloroethane‐d4
Concen:   43.189 ug/l  
RT:   8.582 min  Scan# 1127
Delta R.T.  0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 65 Resp:  265591
Ion  Ratio  Lower  Upper
 65  100
 67   52.7    0.0  106.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1127 (8.583 min): VN077704.D\data.ms (-1
65.0

78.051.0

102.0
37.0
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Abundance Scan 1127 (8.582 min): VN077899.D\data.ms
65.0

51.0
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37.0

79.1

30 40 50 60 70 80 90 100 110
0

50
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Abundance Scan 1127 (8.582 min): VN077899.D\data.ms (-1
65.0
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102.0
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Time-->

Abundance
 8.582
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#34
1,4‐Difluorobenzene
Concen:   50.000 ug/l  
RT:   9.106 min  Scan# 1216
Delta R.T.  ‐0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:114 Resp:  734796
Ion  Ratio  Lower  Upper
114  100
 63   19.9    0.0   36.4 
 88   15.4    0.0   30.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1216 (9.106 min): VN077704.D\data.ms (-1
114.0

63.0 88.0
50.0 75.038.0
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Abundance Scan 1216 (9.106 min): VN077899.D\data.ms
114.0

63.0 88.0
50.0 75.037.1
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0
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Abundance Scan 1216 (9.106 min): VN077899.D\data.ms (-1
114.0

63.0 88.0
50.0 75.037.1

9.00 9.10 9.20

0

100000

200000

300000

Time-->

Abundance
 9.106

#35
Dibromofluoromethane
Concen:   47.624 ug/l  
RT:   8.171 min  Scan# 1057
Delta R.T.  ‐0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:113 Resp:  228192
Ion  Ratio  Lower  Upper
113  100
111  101.8   82.6  123.8 
192   16.2   12.7   19.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1057 (8.171 min): VN077704.D\data.ms (-1
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191.9
120.937.0 159.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->
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110.9

80.9 191.9
159.839.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1057 (8.171 min): VN077899.D\data.ms (-1
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#36
1,1‐Dichloropropene
Concen:    4.984 ug/l  
RT:   8.224 min  Scan# 1066
Delta R.T.  ‐0.153 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 75 Resp:   34929
Ion  Ratio  Lower  Upper
 75  100
110    8.9   19.1   57.3#
 77    0.0   25.0   37.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1092 (8.377 min): VN077704.D\data.ms (-1
75.0 116.9
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Abundance Scan 1066 (8.224 min): VN077899.D\data.ms (-1
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Abundance
 8.224

#38
Carbon Tetrachloride
Concen:    6.361 ug/l  
RT:   8.230 min  Scan# 1067
Delta R.T.  ‐0.141 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:117 Resp:   45020
Ion  Ratio  Lower  Upper
117  100
119    4.8   77.3  115.9#
121    0.0   23.3   34.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1091 (8.371 min): VN077704.D\data.ms (-1
116.975.0

39.0

95.9

40 60 80 100 120 140 160 180
0
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Abundance Scan 1067 (8.230 min): VN077899.D\data.ms
168.0
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Abundance Scan 1067 (8.230 min): VN077899.D\data.ms (-1
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Abundance
 8.230
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#39
Methylcyclohexane
Concen:    0.400 ug/l  
RT:   9.594 min  Scan# 1299
Delta R.T.  ‐0.012 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 83 Resp:    3434
Ion  Ratio  Lower  Upper
 83  100
 55   41.0   49.1   73.7#
 98   43.0   40.6   61.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1301 (9.606 min): VN077704.D\data.ms (-1
83.1

55.0

41.0 98.1

69.1
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Abundance Scan 1299 (9.594 min): VN077899.D\data.ms
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Abundance Scan 1299 (9.594 min): VN077899.D\data.ms (-1
83.1

57.0

41.9
70.1 98.2

9.55 9.60 9.65

0

500

1000

Time-->

Abundance
 9.594

#43
Isopropyl Acetate
Concen:    0.677 ug/l  
RT:   8.706 min  Scan# 1148
Delta R.T.  0.012 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 43 Resp:    6910
Ion  Ratio  Lower  Upper
 43  100
 61    0.0   24.7   37.1#
 87    0.0   14.6   21.8#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1146 (8.694 min): VN077704.D\data.ms (-1
43.0

62.0
87.0

98.0
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0
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m/z-->

Abundance Scan 1148 (8.706 min): VN077899.D\data.ms
43.0 70.1

55.1

83.1
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0

50
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Abundance Scan 1148 (8.706 min): VN077899.D\data.ms (-1
43.0 70.1
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Abundance
 8.706
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#50
Toluene‐d8
Concen:   49.311 ug/l  
RT:  10.571 min  Scan# 1465
Delta R.T.  ‐0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 98 Resp:  909445
Ion  Ratio  Lower  Upper
 98  100
100   63.0   52.0   78.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1465 (10.571 min): VN077704.D\data.ms (-
98.1

70.142.0
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0
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Abundance Scan 1465 (10.571 min): VN077899.D\data.ms
98.1
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206.9
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0
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Abundance Scan 1465 (10.571 min): VN077899.D\data.ms (-
98.1

70.142.1
206.9
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0
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200000

300000

400000

Time-->

Abundance
10.571

#52
Toluene
Concen:   20.303 ug/l  
RT:  10.635 min  Scan# 1476
Delta R.T.  0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 92 Resp:  261407
Ion  Ratio  Lower  Upper
 92  100
 91  175.5  137.4  206.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1476 (10.635 min): VN077704.D\data.ms (-
91.1

65.039.0
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0
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m/z-->

Abundance Scan 1476 (10.635 min): VN077899.D\data.ms
91.1

65.139.1
206.9
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0

50

m/z-->

Abundance Scan 1476 (10.635 min): VN077899.D\data.ms (-
91.1

65.139.0
206.9
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Time-->

Abundance

10.635
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#53
t‐1,3‐Dichloropropene
Concen:    0.419 ug/l  
RT:  10.647 min  Scan# 1478
Delta R.T.  ‐0.194 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 75 Resp:    3205
Ion  Ratio  Lower  Upper
 75  100
 77  102.3   25.4   38.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1511 (10.841 min): VN077704.D\data.ms (-
75.0

39.0

110.0
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m/z-->

Abundance Scan 1478 (10.647 min): VN077899.D\data.ms
91.1
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206.7
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0

50

m/z-->

Abundance Scan 1478 (10.647 min): VN077899.D\data.ms (-
91.1

65.039.0
207.2
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Time-->

Abundance

10.647

#59
2‐Hexanone
Concen:    0.566 ug/l  
RT:  11.206 min  Scan# 1573
Delta R.T.  0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 43 Resp:    2538
Ion  Ratio  Lower  Upper
 43  100
 58   14.1   31.7   95.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1572 (11.200 min): VN077704.D\data.ms (-
43.0

100.171.0
206.8
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0
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m/z-->

Abundance Scan 1573 (11.206 min): VN077899.D\data.ms
43.1

207.2
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0

50

m/z-->

Abundance Scan 1573 (11.206 min): VN077899.D\data.ms (-
43.1

207.2
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Abundance
11.206
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#62
4‐Bromofluorobenzene
Concen:   51.820 ug/l  
RT:  12.859 min  Scan# 1854
Delta R.T.  0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 95 Resp:  337535
Ion  Ratio  Lower  Upper
 95  100
174   73.5    0.0  143.8 
176   70.2    0.0  135.8 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1853 (12.853 min): VN077704.D\data.ms (-
95.0

173.9

50.0

141.0 207.0 281.1
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0

50
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Abundance Scan 1854 (12.859 min): VN077899.D\data.ms
95.0
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0
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Abundance Scan 1854 (12.859 min): VN077899.D\data.ms (-
95.0
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50000

100000

150000

Time-->

Abundance
12.859

#63
Chlorobenzene‐d5
Concen:   50.000 ug/l  
RT:  11.871 min  Scan# 1686
Delta R.T.  0.001 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:117 Resp:  662213
Ion  Ratio  Lower  Upper
117  100
 82   57.7   44.0   66.0 
119   32.8   25.6   38.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1686 (11.871 min): VN077704.D\data.ms (-
117.0

82.1

54.1

206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1686 (11.871 min): VN077899.D\data.ms
117.0
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54.1

207.1
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0

50
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Abundance Scan 1686 (11.871 min): VN077899.D\data.ms (-
117.0

82.1

54.1
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Time-->

Abundance
11.871
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#67
Ethyl Benzene
Concen:    0.378 ug/l  
RT:  11.965 min  Scan# 1702
Delta R.T.  ‐0.005 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 91 Resp:    9724
Ion  Ratio  Lower  Upper
 91  100
106   28.0   25.6   38.4 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1703 (11.971 min): VN077704.D\data.ms (-
91.0

130.9
61.0

167.1 245.8

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1702 (11.965 min): VN077899.D\data.ms
91.0

43.9
246.0167.1
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0

50
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Abundance Scan 1702 (11.965 min): VN077899.D\data.ms (-
91.0
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Time-->

Abundance
11.965

#68
m/p‐Xylenes
Concen:    1.280 ug/l  
RT:  12.076 min  Scan# 1721
Delta R.T.  0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:106 Resp:   12477
Ion  Ratio  Lower  Upper
106  100
 91  224.2  159.6  239.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1721 (12.076 min): VN077704.D\data.ms (-
91.0

106.1

77.051.0
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30 40 50 60 70 80 90 100 110 120 130
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Abundance Scan 1721 (12.076 min): VN077899.D\data.ms
91.0

106.0
43.1

57.0

77.1
128.2
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Abundance Scan 1721 (12.076 min): VN077899.D\data.ms (-
91.0
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12.076
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#69
o‐Xylene
Concen:    0.621 ug/l  
RT:  12.406 min  Scan# 1777
Delta R.T.  ‐0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:106 Resp:    5950
Ion  Ratio  Lower  Upper
106  100
 91  216.8  105.2  315.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1777 (12.406 min): VN077704.D\data.ms (-
91.1

106.1

78.051.0
65.138.0 123.1
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Abundance Scan 1777 (12.406 min): VN077899.D\data.ms
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Abundance Scan 1777 (12.406 min): VN077899.D\data.ms (-
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Abundance

12.406

#70
Styrene
Concen:    0.219 ug/l  
RT:  12.418 min  Scan# 1779
Delta R.T.  0.001 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:104 Resp:    3332
Ion  Ratio  Lower  Upper
104  100
 78   68.1   39.5   59.3#
103   72.9   43.2   64.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1779 (12.418 min): VN077704.D\data.ms (-
104.1

91.0
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65.038.0 123.2
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Abundance Scan 1779 (12.418 min): VN077899.D\data.ms
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Abundance Scan 1779 (12.418 min): VN077899.D\data.ms (-
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#72
1,4‐Dichlorobenzene‐d4
Concen:   50.000 ug/l  
RT:  13.800 min  Scan# 2014
Delta R.T.  ‐0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:152 Resp:  267749
Ion  Ratio  Lower  Upper
152  100
115   62.5   32.3   96.8 
150  157.5    0.0  355.8 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2014 (13.800 min): VN077704.D\data.ms (-
150.0

78.0 115.0

40.0 207.0
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Abundance Scan 2014 (13.800 min): VN077899.D\data.ms
150.0
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Abundance Scan 2014 (13.800 min): VN077899.D\data.ms (-
150.0
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40.0 281.1
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50000

100000

150000
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250000

Time-->

Abundance

13.800

#74
N‐amyl acetate
Concen:    0.287 ug/l  
RT:  12.488 min  Scan# 1791
Delta R.T.  ‐0.012 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 43 Resp:    2445
Ion  Ratio  Lower  Upper
 43  100
 70    0.0   43.4   65.2#
 55   38.0   21.4   32.0#
 61    0.0   22.8   34.2#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1793 (12.500 min): VN077704.D\data.ms (-
43.0

70.1

55.0

87.1 101.1 115.2

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1791 (12.488 min): VN077899.D\data.ms
71.157.1

43.1

113.0
85.2 97.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1791 (12.488 min): VN077899.D\data.ms (-
71.157.1

43.1

113.0
85.2 97.0

12.45 12.50

0

500

1000

Time-->

Abundance
12.488
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#76
1,2,3‐Trichloropropane
Concen:   25.905 ug/l  
RT:  12.853 min  Scan# 1853
Delta R.T.  ‐0.147 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 75 Resp:  173700
Ion  Ratio  Lower  Upper
 75  100
 77    1.2   84.5  253.5#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1878 (13.000 min): VN077704.D\data.ms (-
75.0

110.0

39.0

155.1 206.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1853 (12.853 min): VN077899.D\data.ms
95.0

174.0

50.0

129.9 207.2 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1853 (12.853 min): VN077899.D\data.ms (-
95.0

174.0

50.0

140.9 207.2 281.1

12.80 12.90

0

20000

40000

60000

80000

100000

Time-->

Abundance
12.853

#78
n‐propylbenzene
Concen:    0.390 ug/l  
RT:  13.041 min  Scan# 1885
Delta R.T.  0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 91 Resp:   10615
Ion  Ratio  Lower  Upper
 91  100
120   19.9   11.5   34.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1885 (13.041 min): VN077704.D\data.ms (-
91.0

120.1
65.0 78.0 105.152.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1885 (13.041 min): VN077899.D\data.ms
91.1

120.144.0 64.9 77.8

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1885 (13.041 min): VN077899.D\data.ms (-
91.1

120.1
64.951.0 77.8

13.00 13.05

0

2000

4000

6000

Time-->

Abundance
13.041
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#80
1,3,5‐Trimethylbenzene
Concen:    0.629 ug/l  
RT:  13.182 min  Scan# 1909
Delta R.T.  0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:105 Resp:   12209
Ion  Ratio  Lower  Upper
105  100
120   53.9   24.1   72.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1909 (13.182 min): VN077704.D\data.ms (-
105.1

77.0
51.0 124.7 173.7

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1909 (13.182 min): VN077899.D\data.ms
105.0

43.1

71.0
140.1 176.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1909 (13.182 min): VN077899.D\data.ms (-
105.0

43.1

76.8 140.1

13.15 13.20

0

2000

4000

6000

Time-->

Abundance
13.182

#81
trans‐1,4‐Dichloro‐2‐butene
Concen:   82.804 ug/l  
RT:  12.853 min  Scan# 1853
Delta R.T.  0.112 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 75 Resp:  173700
Ion  Ratio  Lower  Upper
 75  100
 53    0.0   67.4  101.2#
 89    0.1   38.8   58.2#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1835 (12.747 min): VN077704.D\data.ms (-
88.0

53.0

124.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1853 (12.853 min): VN077899.D\data.ms
95.0

174.0

50.0

129.9 207.2 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1853 (12.853 min): VN077899.D\data.ms (-
95.0

174.0

50.0

129.9 281.1207.2

12.80 12.90

0

20000

40000

60000

80000

100000

Time-->

Abundance
12.853
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#84
1,2,4‐Trimethylbenzene
Concen:    2.780 ug/l  
RT:  13.488 min  Scan# 1961
Delta R.T.  0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:105 Resp:   53026
Ion  Ratio  Lower  Upper
105  100
120   47.5   22.0   66.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1961 (13.488 min): VN077704.D\data.ms (-
105.1

166.977.0 129.939.0
199.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1961 (13.488 min): VN077899.D\data.ms
105.1

77.039.0
129.8 207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1961 (13.488 min): VN077899.D\data.ms (-
105.1

77.051.0 207.0129.8

13.40 13.50

0

10000

20000

30000

Time-->

Abundance
13.488

#85
sec‐Butylbenzene
Concen:    0.314 ug/l  
RT:  13.617 min  Scan# 1983
Delta R.T.  ‐0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:105 Resp:    7554
Ion  Ratio  Lower  Upper
105  100
134   26.4    9.8   29.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1984 (13.623 min): VN077704.D\data.ms (-
105.1

134.1
77.1

51.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1983 (13.617 min): VN077899.D\data.ms
105.1

43.0 134.069.0

207.3

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1983 (13.617 min): VN077899.D\data.ms (-
105.1

134.0
79.055.9

207.3

13.55 13.60 13.65

0

1000

2000

3000

4000

Time-->

Abundance
13.617
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#86
p‐Isopropyltoluene
Concen:    0.402 ug/l  
RT:  13.735 min  Scan# 2003
Delta R.T.  0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:119 Resp:    7719
Ion  Ratio  Lower  Upper
119  100
134   25.2   12.6   37.8 
 91   29.2   12.4   37.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2003 (13.735 min): VN077704.D\data.ms (-
119.1

146.0

91.0

50.0
206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2003 (13.735 min): VN077899.D\data.ms
119.1

57.0

91.1
145.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2003 (13.735 min): VN077899.D\data.ms (-
119.1

57.0

84.1
147.9

13.70 13.75

0

2000

4000

6000

Time-->

Abundance

13.735

#89
n‐Butylbenzene
Concen:    1.031 ug/l  
RT:  14.064 min  Scan# 2059
Delta R.T.  0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 91 Resp:   18200
Ion  Ratio  Lower  Upper
 91  100
 92   55.9   26.4   79.0 
134    0.0   12.6   37.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2059 (14.065 min): VN077704.D\data.ms (-
91.0

134.1
65.039.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2059 (14.064 min): VN077899.D\data.ms
91.1

134.141.0 65.0
207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2059 (14.064 min): VN077899.D\data.ms (-
91.1

134.0
65.0

39.0 206.9

14.05 14.10

0

5000

10000

Time-->

Abundance
14.064
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#90
Hexachloroethane
Concen:    1.775 ug/l  
RT:  14.335 min  Scan# 2105
Delta R.T.  ‐0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:117 Resp:    5595
Ion  Ratio  Lower  Upper
117  100
201    0.0   29.3   88.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2106 (14.341 min): VN077704.D\data.ms (-
116.9

200.9
165.9

93.9

47.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2105 (14.335 min): VN077899.D\data.ms
119.1

91.1
41.1 65.0 154.1 207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2105 (14.335 min): VN077899.D\data.ms (-
119.1

91.055.0
148.2 206.9

14.30 14.35

0

1000

2000

3000

4000

Time-->

Abundance

14.335

#92
1,2‐Dibromo‐3‐Chloropropane
Concen:    0.301 ug/l  
RT:  14.735 min  Scan# 2173
Delta R.T.  0.012 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion: 75 Resp:     414
Ion  Ratio  Lower  Upper
 75  100
155    0.0   39.1  117.2#
157    0.0   50.3  150.9#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2172 (14.729 min): VN077704.D\data.ms (-
75.0 156.9

39.0

121.0
188.9 235.7

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2173 (14.735 min): VN077899.D\data.ms
119.1

57.1

152.1 206.6 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2173 (14.735 min): VN077899.D\data.ms (-
119.1

57.1

152.1 206.6 281.1

14.70 14.75

0

200

400

600

Time-->

Abundance

14.735
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#93
1,2,4‐Trichlorobenzene
Concen:    0.466 ug/l  
RT:  15.400 min  Scan# 2286
Delta R.T.  ‐0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:180 Resp:    2477
Ion  Ratio  Lower  Upper
180  100
182   80.6   46.1  138.2 
145  636.1   16.6   49.8#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2286 (15.400 min): VN077704.D\data.ms (-
179.9

74.0 145.0109.0

37.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2286 (15.400 min): VN077899.D\data.ms
117.141.0

81.0

162.1

207.1
281.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2286 (15.400 min): VN077899.D\data.ms (-
145.1

179.9
72.9 106.0

281.0

15.35 15.40 15.45

0

2000

4000

6000

Time-->

Abundance

15.400

#94
Hexachlorobutadiene
Concen:    0.209 ug/l  
RT:  15.500 min  Scan# 2303
Delta R.T.  ‐0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:225 Resp:     461
Ion  Ratio  Lower  Upper
225  100
223   25.4   31.3   93.8#
227   18.9   31.9   95.9#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2305 (15.512 min): VN077704.D\data.ms (-
224.9

117.9 189.9

82.947.0 259.9152.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2303 (15.500 min): VN077899.D\data.ms
41.1

133.1
91.0

166.2 207.0 281.2

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2303 (15.500 min): VN077899.D\data.ms (-
133.169.1

166.2
224.636.0

15.45 15.50

0

100

200

300

Time-->

Abundance
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#95
Naphthalene
Concen:    1.680 ug/l  
RT:  15.647 min  Scan# 2328
Delta R.T.  ‐0.000 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:128 Resp:   30756
Ion  Ratio  Lower  Upper
128  100
127   11.1   10.0   15.0 
129   17.2    8.7   13.1#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2329 (15.653 min): VN077704.D\data.ms (-
128.1

51.1 87.0 208.2 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2328 (15.647 min): VN077899.D\data.ms
128.1

162.291.155.1
207.0 281.4

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2328 (15.647 min): VN077899.D\data.ms (-
128.0

162.2

92.051.0 207.0 281.4

15.60 15.70

0

5000

10000

15000

Time-->

Abundance
15.647

#96
1,2,3‐Trichlorobenzene
Concen:    0.232 ug/l  
RT:  15.841 min  Scan# 2361
Delta R.T.  ‐0.006 min
Lab File:   VN077899.D
Acq: 25 May 2023  14:03    

Tgt Ion:180 Resp:    1206
Ion  Ratio  Lower  Upper
180  100
182  254.1   46.2  138.6#
145  1917.7   17.5   52.6#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2362 (15.847 min): VN077704.D\data.ms (-
179.9

145.074.0 109.0

37.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2361 (15.841 min): VN077899.D\data.ms
57.1

105.1

145.0

180.0 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2361 (15.841 min): VN077899.D\data.ms (-
57.0

105.1

162.1

281.1

15.82 15.84 15.86
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Time-->

Abundance
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