
                                        Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN052423\
  Data File : VN077889.D                                          
  Acq On    : 25 May 2023  08:11
  Operator  : JC\MD
  Sample    : O2888‐01
  Misc      : 4.99g/10mL/100uL/5.0mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 1
 
  Quant Time: May 25 08:36:05 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   413768    50.000 ug/l     0.00
    34) 1,4‐Difluorobenzene         9.106  114   753914    50.000 ug/l     0.00
    63) Chlorobenzene‐d5           11.877  117   704092    50.000 ug/l     0.00
    72) 1,4‐Dichlorobenzene‐d4     13.800  152   373366    50.000 ug/l     0.00
 
   System Monitoring Compounds                                        
    33) 1,2‐Dichloroethane‐d4       8.589   65   263527    42.566 ug/l    0.00  
     Spiked Amount     50.000   Range  74 ‐ 125    Recovery   =   85.140% 
    35) Dibromofluoromethane        8.171  113   219075    44.562 ug/l    0.00  
     Spiked Amount     50.000   Range  75 ‐ 124    Recovery   =   89.120% 
    50) Toluene‐d8                 10.577   98  1001975    52.951 ug/l    0.00  
     Spiked Amount     50.000   Range  86 ‐ 113    Recovery   =  105.900% 
    62) 4‐Bromofluorobenzene       12.859   95   403293    60.345 ug/l    0.00  
     Spiked Amount     50.000   Range  83 ‐ 123    Recovery   =  120.680% 
 
   Target Compounds                                                   Qvalue
    31) Cyclohexane                 8.253   56   326693m   38.825 ug/l        
    39) Methylcyclohexane           9.606   83  1297734   147.416 ug/l      92
    40) Benzene                     8.612   78 16606982   782.629 ug/l      98
    52) Toluene                    10.624   92 23369613m 1769.060 ug/l        
    67) Ethyl Benzene              11.959   91 22306717m  815.495 ug/l        
    68) m/p‐Xylenes                12.065  106 21591982m 2083.255 ug/l        
    69) o‐Xylene                   12.406  106 11484689  1126.728 ug/l      71
    73) Isopropylbenzene           12.700  105  2132640    66.264 ug/l     100
    78) n‐propylbenzene            13.041   91  5031530   132.607 ug/l      99
    80) 1,3,5‐Trimethylbenzene     13.182  105  5687088   210.246 ug/l      99
    84) 1,2,4‐Trimethylbenzene     13.488  105 15101700   567.671 ug/l      93
    85) sec‐Butylbenzene           13.624  105   200362m    5.970 ug/l        
    86) p‐Isopropyltoluene         13.735  119   306238m   11.446 ug/l        
    89) n‐Butylbenzene             14.065   91   376688    15.307 ug/l #    82
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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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:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:168 Resp:  413768
Ion  Ratio  Lower  Upper
168  100
 99   62.5   53.0   79.6 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1067 (8.230 min): VN077704.D\data.ms (-1
168.0

137.099.056.1 118.075.0
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Abundance Scan 1067 (8.230 min): VN077889.D\data.ms
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Abundance
 8.230

#31
Cyclohexane
Concen:   38.825 ug/l m
RT:   8.253 min  Scan# 1071
Delta R.T.  ‐0.012 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 56 Resp:  326693
Ion  Ratio  Lower  Upper
 56  100
 69   33.5   26.8   40.2 
 84   78.7   81.8  122.6#

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1073 (8.265 min): VN077704.D\data.ms (-1
56.1 84.0
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 8.253
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#33
1,2‐Dichloroethane‐d4
Concen:   42.566 ug/l  
RT:   8.589 min  Scan# 1128
Delta R.T.  0.007 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 65 Resp:  263527
Ion  Ratio  Lower  Upper
 65  100
 67   52.5    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

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1128 (8.589 min): VN077889.D\data.ms
78.0

51.0
39.1 65.0 102.0
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50
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Abundance
 8.589

#34
1,4‐Difluorobenzene
Concen:   50.000 ug/l  
RT:   9.106 min  Scan# 1216
Delta R.T.  0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:114 Resp:  753914
Ion  Ratio  Lower  Upper
114  100
 63   20.1    0.0   36.4 
 88   15.1    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
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#35
Dibromofluoromethane
Concen:   44.562 ug/l  
RT:   8.171 min  Scan# 1057
Delta R.T.  ‐0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:113 Resp:  219075
Ion  Ratio  Lower  Upper
113  100
111  104.0   82.6  123.8 
192   17.1   12.7   19.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

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

#39
Methylcyclohexane
Concen:  147.416 ug/l  
RT:   9.606 min  Scan# 1301
Delta R.T.  0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 83 Resp: 1297734
Ion  Ratio  Lower  Upper
 83  100
 55   67.7   49.1   73.7 
 98   45.0   40.6   61.0 

Ref

Raw

Sub
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0
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m/z-->

Abundance Scan 1301 (9.606 min): VN077704.D\data.ms (-1
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#40
Benzene
Concen:  782.629 ug/l  
RT:   8.612 min  Scan# 1132
Delta R.T.  0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 78 Resp:16606982
Ion  Ratio  Lower  Upper
 78  100
 77   24.8   19.0   28.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1132 (8.612 min): VN077704.D\data.ms (-1
78.0
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Abundance Scan 1132 (8.612 min): VN077889.D\data.ms
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Abundance Scan 1132 (8.612 min): VN077889.D\data.ms (-1
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2000000
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Abundance
 8.612

#50
Toluene‐d8
Concen:   52.951 ug/l  
RT:  10.577 min  Scan# 1466
Delta R.T.  0.006 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 98 Resp: 1001975
Ion  Ratio  Lower  Upper
 98  100
100   59.7   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 (-
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Abundance Scan 1466 (10.577 min): VN077889.D\data.ms
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#52
Toluene
Concen: 1769.060 ug/l m
RT:  10.624 min  Scan# 1474
Delta R.T.  ‐0.011 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 92 Resp:23369613
Ion  Ratio  Lower  Upper
 92  100
 91    0.0  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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Abundance Scan 1474 (10.624 min): VN077889.D\data.ms
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Abundance Scan 1474 (10.624 min): VN077889.D\data.ms (-
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4000000
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Time-->

Abundance
10.624

#62
4‐Bromofluorobenzene
Concen:   60.345 ug/l  
RT:  12.859 min  Scan# 1854
Delta R.T.  0.006 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 95 Resp:  403293
Ion  Ratio  Lower  Upper
 95  100
174   67.4    0.0  143.8 
176   65.0    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

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1854 (12.859 min): VN077889.D\data.ms
95.0
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50.0

140.3 281.4

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1854 (12.859 min): VN077889.D\data.ms (-
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174.0

50.0

138.1 281.4
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Abundance
12.859
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#63
Chlorobenzene‐d5
Concen:   50.000 ug/l  
RT:  11.877 min  Scan# 1687
Delta R.T.  0.007 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:117 Resp:  704092
Ion  Ratio  Lower  Upper
117  100
 82   54.9   44.0   66.0 
119   33.2   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 1687 (11.877 min): VN077889.D\data.ms
117.0

82.1

54.1

207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1687 (11.877 min): VN077889.D\data.ms (-
117.0

82.1

54.0

206.9

11.80 11.90

0

100000

200000

300000

Time-->

Abundance
11.877

#67
Ethyl Benzene
Concen:  815.495 ug/l m
RT:  11.959 min  Scan# 1701
Delta R.T.  ‐0.011 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 91 Resp:22306717
Ion  Ratio  Lower  Upper
 91  100
106   44.3   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 1701 (11.959 min): VN077889.D\data.ms
91.1

51.0
121.9 154.7

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1701 (11.959 min): VN077889.D\data.ms (-
91.0

51.0
121.9 154.7

11.90 12.00

0

2000000

4000000

6000000

8000000

Time-->

Abundance
11.959
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#68
m/p‐Xylenes
Concen: 2083.255 ug/l m
RT:  12.065 min  Scan# 1719
Delta R.T.  ‐0.011 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:106 Resp:21591982
Ion  Ratio  Lower  Upper
106  100
 91    0.0  159.6  239.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

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

51.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1719 (12.065 min): VN077889.D\data.ms
91.1

51.1

114.0 140.0 207.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1719 (12.065 min): VN077889.D\data.ms (-
106.1

77.0
51.0

140.0 207.2

12.00 12.10

0

2000000

4000000

6000000

8000000

Time-->

Abundance
12.065

#69
o‐Xylene
Concen: 1126.728 ug/l  
RT:  12.406 min  Scan# 1777
Delta R.T.  ‐0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:106 Resp:11484689
Ion  Ratio  Lower  Upper
106  100
 91  164.9  105.2  315.5 

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

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

106.1

51.0
74.0 123.1

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 1777 (12.406 min): VN077889.D\data.ms
91.1 106.1

51.0
74.0 122.1 138.036.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 1777 (12.406 min): VN077889.D\data.ms (-
106.191.1

51.0

74.0 142.0122.136.0

12.30 12.40 12.50

0

2000000

4000000

6000000

8000000

Time-->

Abundance

12.406
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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:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:152 Resp:  373366
Ion  Ratio  Lower  Upper
152  100
115   62.8   32.3   96.8 
150  157.1    0.0  355.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

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

78.0 115.052.0

207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2014 (13.800 min): VN077889.D\data.ms
150.0

115.0
78.0

52.0

207.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2014 (13.800 min): VN077889.D\data.ms (-
150.0

57.1 85.0 112.2

13.70 13.80 13.90

0

200000

400000

600000

800000

Time-->

Abundance

13.800

#73
Isopropylbenzene
Concen:   66.264 ug/l  
RT:  12.700 min  Scan# 1827
Delta R.T.  0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:105 Resp: 2132640
Ion  Ratio  Lower  Upper
105  100
120   26.4   13.1   39.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1827 (12.700 min): VN077704.D\data.ms (-
105.1

77.0
51.1

207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1827 (12.700 min): VN077889.D\data.ms
105.1

77.0
51.0

136.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1827 (12.700 min): VN077889.D\data.ms (-
120.1

93.1

69.143.0

12.60 12.70 12.80

0

500000

1000000

Time-->

Abundance
12.700
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#78
n‐propylbenzene
Concen:  132.607 ug/l  
RT:  13.041 min  Scan# 1885
Delta R.T.  0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 91 Resp: 5031530
Ion  Ratio  Lower  Upper
 91  100
120   23.3   11.5   34.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

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

120.1
65.0

41.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1885 (13.041 min): VN077889.D\data.ms
91.1

120.1
65.039.0 206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1885 (13.041 min): VN077889.D\data.ms (-
91.0

120.1
65.039.0 206.9

13.00 13.05

0

1000000

2000000

3000000

Time-->

Abundance
13.041

#80
1,3,5‐Trimethylbenzene
Concen:  210.246 ug/l  
RT:  13.182 min  Scan# 1909
Delta R.T.  0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:105 Resp: 5687088
Ion  Ratio  Lower  Upper
105  100
120   47.6   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): VN077889.D\data.ms
105.1

77.039.0 58.0 126.2 150.2 174.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1909 (13.182 min): VN077889.D\data.ms (-
105.1

77.039.0 58.0 125.1 150.2

13.15 13.20

0

1000000

2000000

3000000

Time-->

Abundance
13.182
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#84
1,2,4‐Trimethylbenzene
Concen:  567.671 ug/l  
RT:  13.488 min  Scan# 1961
Delta R.T.  0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:105 Resp:15101700
Ion  Ratio  Lower  Upper
105  100
120   48.8   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): VN077889.D\data.ms
105.1

77.0
51.0

129.9 207.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1961 (13.488 min): VN077889.D\data.ms (-
105.1

77.0
51.0

132.8 207.2

13.40 13.50 13.60

0

2000000

4000000

6000000

8000000

Time-->

Abundance
13.488

#85
sec‐Butylbenzene
Concen:    5.970 ug/l m
RT:  13.624 min  Scan# 1984
Delta R.T.  0.001 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:105 Resp:  200362
Ion  Ratio  Lower  Upper
105  100
134    0.0    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 1984 (13.624 min): VN077889.D\data.ms
105.1

55.1 134.179.0

206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1984 (13.624 min): VN077889.D\data.ms (-
134.1

97.0

55.1

206.9

13.55 13.60 13.65

0

50000

100000

Time-->

Abundance
13.624
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#86
p‐Isopropyltoluene
Concen:   11.446 ug/l m
RT:  13.735 min  Scan# 2003
Delta R.T.  0.000 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion:119 Resp:  306238
Ion  Ratio  Lower  Upper
119  100
134   55.3   12.6   37.8#
 91   52.8   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): VN077889.D\data.ms
119.1

91.0

41.1 65.0
145.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2003 (13.735 min): VN077889.D\data.ms (-
119.1

91.0

65.039.0
145.9

13.70 13.75 13.80

0

100000

200000

300000

Time-->

Abundance

13.735

#89
n‐Butylbenzene
Concen:   15.307 ug/l  
RT:  14.065 min  Scan# 2059
Delta R.T.  0.001 min
Lab File:   VN077889.D
Acq: 25 May 2023  08:11    

Tgt Ion: 91 Resp:  376688
Ion  Ratio  Lower  Upper
 91  100
 92   50.9   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 (14.065 min): VN077889.D\data.ms
91.1

41.0
134.1

65.0
164.4 207.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2059 (14.065 min): VN077889.D\data.ms (-
91.0

41.0 134.1

65.0
164.4 206.9

14.05 14.10

0

100000

200000

300000

400000

Time-->

Abundance

14.065
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